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Crystal Data Space-Group Tables lists over 17,000 materials whose space groups and
symmetry have been determined mainly by x-ray diffraction. These tables comprise a
companion publication to Crystal Data Determinative Tables. The space groups: are listed in
the same order and orientation as in International Tables for z-ray Crystallography. Within
each space group, the materials are arranged in increasing order of the ratios of the cell
parameters. The space-group tables enable the user to find crystals of any specified symmetry,
to locate isostructural molecules, and to compare the population frequencies of the various
space groups.
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Introduction

In recent decades, the importance of symmetry in
physics, chemistry and biology has been widely
recognized. Knowledge of symmetry aids theoretical
studies and the interpretation and understanding of
physical phenomena. In fact, it is thought that every
law of physics goes back to some symmetry of nature
[1].! Such information helps in the study of electronic
wave functions, lattice dynamics, and point defects
in crystalline lattices. Knowledge of the point-group
symmetry of the molecule greatly simplifies the
interpretation of molecular spectra and makes possible
the identification of modes of vibration and rotation.
The point-group symmetry of a molecule can fre-
quently be determined from knowing the space
group in which the compound (or a similar one)
crystallizes and the number of molecules in the unit
cell. Symmetry plays a vital role in the intuitive
grasp of and precise mathematical description of
physical properties associated with a crystal. Sym-
metry aids in the interpretation of elasticity, bire-
fringence, refraction, para-, dia-, and ferro-magnetism,
pyro-, piezo-, and ferro-electricity, magnetic suscepti-
bility, polarizability, and electrical and thermal
conductivity. For a detailed discussion of the structure-
property relationships see Nye [2] and Newnham [3];
for an extensive mathematical treatment of symmetry
see International Encyclopedia of Physical Chemistry
and Chemical Physics [4].

! Figures in brackets indicate literature references.
Copyright © 1977 by the U.8. Secretary of Commerce on behalf of the United
States. This copyright will be assigned to the American Institute of Physics and the
American Chemical Society, to whom all requests regarding reproduction should
be addressed.

The space group provides the scientist with the
symmetry elements of the crystal and from these
one can often deduce the symmetry of a given con-
stituent ion or molecule. X-ray diffraction is the
principal experimental tool for determining the space
group of a crystal. A complete list and discussion of
the 230 space groups is given in International Tables
for X-ray Crystallography [5].

Crystal Data Space-Group Tables lists compounds
according to the space group in which they crystallize.
Earlier tables of compounds listed by space group
[6,7] have been used by scientists in a variety of
disciplines (crystallography, spectroscopy, solid state
physics, materials science, mineralogy, etc.) to find
compounds that may possess certain properties.

The first publication that -classified crystalline
materials by space group was Systematic Tables,
Part I of Crystal Data by Werner Nowacki [6]. This
publication provided scientists with a source that
listed all the compounds whose space groups had been
studied to that date. Nowacki also subdivided the
compounds listed in each space group into categories
determined by the chemical composition. In Part IT
of Crystal Data, by J. D. H. Donnay (6], crystalline
substances are classified on the basis of the cell
dimensions. The second edition of Crystal Data
consists of two companion publications, Crystal Data
Determinative Tables [8], and Crystal Data Systematic
Tables [7}; Nowacki based Systematic Tables on
Determinative Tables [8]. The present publication,
Crystal Data Space-Group Tables is based on the
third edition of Determinative Tables [9], thus following
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a pattern now familiar to users. In the following
space-group tables, the user can find isostructural
materials and crystals of given symmetry. Isostructural
materials can be located readily, because substances
with the same space group and similar cell dimension
ratios appear close to one another in these tables.
Polymorphic substances can be identified by noting
compounds with the same formula that crystallize
in different space groups. For new materials, the
space-group tables will sometimes eliminate the need
for a full x-ray structure determination or will provide
a short cut to the structure solution. Information
gleaned from these tables may suggest or support
theoretical studies on why materials crystallize in
some space groups more than in others.

These space-group tables, like those of Nowacki
[6, 7], make the primary -classification by space
group. They differ, however, because within each
space group the compounds are ordered by their
cell dimensions rather than by their chemistry.
The introduction to the third edition of Determinative
Tables [9] gives the types of compounds included,
the literature coverage, and the rules of the deter-
minative classification. Supplementary volumes to
the third edition of Determinative Tables are in prepara-
tion and as they are completed, the space-group tables
will be revised to include the new materials.

Arrangement of These Space-Group Tables

The space-group tables were prepared from NBS
Magnetic Tape 9% which contains data selected
from each entry in the third edition of Determinative
Tables. All those entries for which the space group
is given were taken from the tape. The entries were
sorted first on the space group number (1 through
230) and then on the determinative number: a/b
for the trimetric crystal systems, ¢/a¢ for the dimetric
systems, and a for the cubic system.

The space groups are listed in the same order and
expressed in the same orientation as in Volume 1 of
International Tables for X-ray Crystallography. The
following conventions are followed:

(1) For monoclinic crystals, the unique axis is labeled
b. Thus crystals in space group No. 14 (which may
have any of the equivalent descriptions P2,/c=P2,/a
=P2,/n) are all listed under P2,/c.

(2) Rhombohedral cells are always expressed as
their hexagonal equivalents. Their determinative
numbers are, therefore, the c/a ratios for the hexagonal
cells. ‘

(3) There are 22 space groups that form 11 enantio-
morphic pairs. For each of the 11 pairs, all entries
reported for both members of the pair are listed
under the space group with the lower order number.

2 For information about the tape and its lease, contact the National Technical
Information Service (N'TIS), Department of Commerce, 5285 Port Royal Road,
Springfield, VA 22151.
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These pairs are:
for the tetragonal system,

P41212 No. 92
P4,2,2 No. 96

P4,22 No. 91
P4,22 No. 95

P41 NO. 76
P4; No. 78

for the hexagonal system,

P3; No. 144 P3,12 No. 151 P3,21 No. 152
P3, No. 145 P3,12 No. 153 P3,21 No. 154
P6, No. 169
P6; No. 170
P6, No. 171 P6,22 No. 178 P6,22 No. 180
P6, No. 172 P6,22 No. 179 P6,22 No. 181

for the cubic system,

P4,32 No. 212
P4,32 No. 213.

The heading preceding any given space group in-
cludes: the space group in both Hermann-Mauguin
and Schoenflies notations, the point group, the space-
group number, and the number of inorganic and
organic entries that occur in the space group. Under
each space-group heading, the entries are listed in
increasing order of the determinative number.

Next to the determinative number comes the
chemical formula of the substance as it appears in
the entry in the third edition of Determinative Tables.
The determinative number refers the user to the com-
plete entry in Determinative Tables which contains the
full compound name, unit call, literature references,
and other data. Note that a compound may occur
several times under a given space group since there
are multiple entries for many compounds in the
Determinative Tables. If the same compound appears
under more than one space group, polymorphism is
usually indicated. Occasionally multiple listing occurs
because scientists have disagreed about the space-
group assignment.

Statistics

The space-group tables make possible the analysis
of the population frequency by crystal system and
by space group. The results of such an analysis are
given in tables 1, 2, and 3 of this introduction. For
earlier statistical analyses of the space group occur-
rences and their significance see Crystal Data Sys-
tematic Tables [7], Nowacki’s early papers [10] and
Nowacki, Matsumoto, and Edenharter [11], and
Mackay [12]. Care must be exercised in making any
statistical analyses from the present tables or in
comparing them with Nowacki's earlier tables for
the following reasons: (1) we did not eliminate mul-
tiple entries for compounds in our listing and count-
ing; (2) certain groups of compounds, namely carbides,
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carbonates, cyanides and cyanates occur in both the
inorganic and organic lists; (3) Nowacki assumed
certain space groups in cases where only a diffraction
aspect was assigned in the third edition of Crystal
Data Determinative Tables [9] (our space-group listing
does not include diffraction aspects). Our tables show
a great increase over Nowacki’s Systematic Tables in
some space groups of high symmetry because the
third edition of Determinative Tables included many
intermetallics which had been omitted from the second
edition. In addition, statistical analyses of these data
should be interpreted with caution since the numbers
of compounds in various space groups are strongly
influenced by the groups of compounds scientists have
chosen to study. For instance, large series of certain
structure types such as the garnets and pyrochlores
have been synthesized and investigated. Variations in
public support and in what is scientifically fashionable
at different times also influence the coverage.

Taking the above precautions into account, one
may still draw valid conclusions concerning those
space groups with very high population frequency
and those with very low. Table 3 shows, for example,
that there are many space groups with few representa-
tives and only a few space groups with many repre-
sentatives. In his books on molecular crystallography,
Kitaigorodsky [13, 14] has shown the prevalence of
certain space groups among organic compounds, and
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interpreted the reasons for this prevalence. Our tables
further support his ideas. The molecular crystals of
most organic compounds are rather easily represented
by the packing of simple geometrical models. If all
possible packings of solids of wvarious models are
examined, there are only a few space groups in which
efficient packing is possible (closest packing or maxi-

-mum density). Kitaigorodsky showed that for mole-

cules without symmetry elements the following space
groups provide the most efficient packing: P1, P2,,
P2,/e, Peca2,, Pna2;, P2,2,2,. For molecules with a

TasLe 1. Population frequency by crystal system

’ Space- Inor- Or-

Crystal system group ganic ganic Total
numbers

Anorthic 1-2 223 434 657
Monoclinic 3-15 1,58 | 2,015 | 4,501
Orthorhombic 16-74 2, 130 1,717 | 3, 847
Tetragonal 75-142 1, 534 316 1, 850
Hexagonal 143-194 2, 782 369 | 3,151
Cubic 195-230 3, 386 175 | 3,561
Totals 11, 641 5,926 | 17, 567

TasLE 2. Frequency for closest packed and maximum density space groups for organic crystals #

Molecular Number of Percent of Percent of
symmetry b Space group entries ° total organic organic entries
entries 4 in crystal system

P1 57 1 13
P2, 458 8 16

1 Pca2; 44 1 3
Pna2, 100 2 6
P2,2,2, 722 12 42
P2;/c 1783 30 61
Pi 377 6 87

i Pbea 210 4 12
C2/e 315 5 11

2 P2,2,2 104 2 6
Pben 65 1 4
Pme2; 4 0. 07 0.2

m Cme2, 9 0.15 0.5
Pnma 124 2 7

4372 749,

& See Kitaigorodsky [13] for detailed discussion.
b Molecules with the specified symmetry element(s) can pack efficiently in the indicated space

groups.

¢ Number of entries in the space-group tables.

d Note that:

30 percent of all organic entries are in P2/c.
65 percent of all organic entries are in P1, P2, P2/c, C2/c, P2,2,2;, Pbca.
87 percent of all monoclinic entries are in 3 space groups, P2;, P2,/c, C2/c.
54 percent of all orthorhombic entries are in 2 space groups, P2,2:2;, Pbca.

J. Phys. Chem. Ref. Data, Vol. 6, No. 3, 1977
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TaBLE 3. Space group frequency
Many space groups have only a few representatives; a few space groups have many representatives.

Inorganic Organic
No. of com- No. of com-
No. of space ‘pounds in No. of space pounds in
groups ® each space groups b each space
group group
1 (Fm3m) 991 1 (P2/c) 1783
1 (Pnma) 794 1 (P2,2,2y) 722
1 (Fd3m) 651 1 (P2) 458
1 (P6s/mmc) 637 1 (PD 377
1 (P2i/c) 588 1 (C2/¢) 315
1 (Pm3m) 573 1 (Pbca) 210
1 (R3m) 451 1 (Pnma) 124
1 (C2/m) 310 1 (P2,2,2) 104
1 (C2/¢) 301 1 (Pna2;) 100
1 (Cmem) 258 1 (C2) 80
1 (R3) 226 1 (P2y/m) 77
1 (P3ml) 225 1 (Fm3m) 66
1 (P6/mmm) 220 1 (Pben) 65
1 (14/mmm) 215 1 (P1) 57
1 (P1) 207 1 (Ce) 50
12 101-200 1 (R3) 50
11 61-100 9 31-50
15 41-60 16 16-30
19 . 26-40 22 9-15
21 17-25 19 5-8
25 10-16 20 4
31 5-9 17 3
304, 3-4 18 ¢ 2
22 1-2 27 1
18 ‘ 0 55 0

= There are 17,567 compounds (whose space groups have been determined) in the 3rd edition of Crystal Data. 11,641 are

classified as inorganie; 5,926 as organic.
b Total=219 (11 enantiomorphic pairs).

¢ Note that 137 space groups for the organic compounds have 4 or fewer compounds; for the inorganic 101 have 9 or fewer

representatives.

center of symmetry, the space groups are: P1, P2,/c, .

C2/¢, Pbca; for a 2-fold axis, C2/¢, P2,2,2, Pben; for
a mirror plane, Pme2,, Cmc2;, Pnma. Table 2 gives
the frequency of the above space groups in our com-
pilation. As suggested by earlier data, these are
indeed (with a couple of exceptions) very common
space groups.

The fact that the majority of organic molecules fall
in the first three crystal systems and in a relatively
few space groups is explained, then, by the simple
packing arguments outlined by Kitaigorodsky. The
situation is more complex for the inorganic materials
because of the diversity of materials and the variety
of bonding types (see Wells [15]). Table 1 shows that
the inorganic crystal systems are much more evenly
populated than the organic. Nevertheless, we again
note a concentration within a few space groups. For
the cubic system, two-thirds of the compounds are
described in Fd3m (pyrochlore type and derivative
sturctures), Fm3m (NaCl type and derivative struc-

J. Phys. Chem. Ref. Data, Vol. 6, No. 3, 1977

tures), and Pm3m (CsCl type, simple perovskite type,
and their derivative structures). Similarly, for the
hexagonal system, more than one-third of the com-
pounds crystallize in P6;/mme (2 variety of inter-
metallic structure types) and R3m (apatite type, and
intermetallic structure types).

The authors gratefully acknowledge the assistance
rendered by the staff of the Data Systems Design
Group in the Office of Standard Reference Data in
the preparation of these tables, in particular, that of
Carla G. Messina for preparing copy by using her
computer-type-setting programs. The stripping and

sorting of the NBS Magnetic Tape 9 was performed

with Omnidata, a general purpose data analysis
retrieval system developed by the Data Systems
Design Group. We especially wish to thank Robert J.
Boreni of the Crystallography Section for his technical
assistance in editing and preparing the camera-ready

copy.
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1 Inorganic - 16
1 v PL ¢} No. 1 Organic - 57
Inorganic
0,3707 (Mg,Fe,Al) (OH) (S1,A1),6,, 0.7855 Pr(N83)306H,0
0.3726 AlNgg( 8H)g( Si,Al),6,, 0.8155 Al,(OH),Si, 6
0.3772 Cay(V8),4( V05 )307H,0 0.8326 NayAl(GH)S1:64
0.4246 FeFe,( S6,),014H,08 ) 0.8387 Tigdg
0.5045 CagCl,(Bg6;,)304H,8 0.8699 ZnNod,
0.5466 Ce,Ti(S1,P)(6,0H),04H,6 0.9428 (Fe,Ngl3(Si,Al),6,4(6H)g
0.6966 Fe Mn(GH) (P, ),08H,0 0.9805 (Ca,Sr),[Bg8(8H),CL ]
0.7533 RbBe,Fg 0.9870 PbCr6,eH,0
Organic
0.1263 CygH3,0, 0.7195 CgH, BrN,6g
0.1768 Cy,H,g8NH,CHZCL 0.7248 C,,H,,6N
0.1842 CpoH,g0HOH,O 0.7352 CgH,IN,6g
0.2658 CjygH33OH-CH CH3 ) CH, },CH(C, Hg JCE(CH3 )o02H 6 0.7477 CgHpgNG,AuCL,
0.2€66 CygHgg=-6H=-CH(CHg)(CH,),CH(C,Hg )CH(CHy ), ®2H,6 0.7491 Cy,H, .6,
0.2782 CgH3oOH-CHR(CH3)( CH, )3CH(CH3 ),02H,0 0.7603 CpH356,
0.2784 C,gH,g8H~-CH(CH3 ) CH, ),CH( C, Hg JCH( CH3 ) ,82H, 9 0.7732 CyHgy65
0.2991 C;gHzoOH-CH(CH3 }(CH, )3CH(CH3 ), 0.7888 (CygHz,0,),0C4H0Br
0.3032 CygH3o®H-CH(CH3)(CH;),CH(CH3)CE(CHg3 ), 0.7893 CaaHpgN4Zn
043157 Cp1Hyup0, 0.8002 Cd[ SC(CH3)INE;, J,(NCS),

0.3506 CppHugOHeCHZ0H

0.3688 CpoH,g0HOH,O

0.3831 CgHy3N6,

0.4153 C,p7H,50H

0.4166 C;,H),BrN;6g

0.4640 C;gH;,46,

0.4695 CyoH,g002H,6

0.4848 CpygH,oBrNG, ; SeH,6
0.5152 (CgHgN36,),Cu(N8),02H,6
0.5332 CppHuef)

0.5421 CgHy 6,8

0.5683 CgH, 6

0.5941 CgHyNy@2HBr

0.6070 CyoH,3N0,0HBreu 6
0.6236 Na[CH(NG,);]

0.6379 C,NH,COOH

0.6667 (C;oH,,6N,),0H,56,02H,6
0.6963 C,H, 0,08 6

0.6993 Cy,H,,6,

0.81S9 NaBygH, 38(CyHs),6
0.8584 C  H4,6,eC H OBr
0.8667 (CH3),CHOCH,®CH( NH, )COONHOCH, -COGHO2H, 6
0.8732 CpgH,,0,

0.8744 UH,(CgyH,OHCES ), @2, &
0.8796 (CyHg),NHCr,(C8) 4
0.8925 CygH,g0,8CH OBr
0.9223  C;gH,0N,eH,S0,e8H,0
0.9272 (CpHg)gB3N3

0,9364 Cy,H, 81,

0.9551 CygH3q68,9CgHsOBr
0.9569 P4N,(CgHg )y ( NHCHz ),
0.9572 Cp HygNgby,

0.9669 C3gHggONg@4H 6
0.9824 (CgH;,N463),Co0H, 5
0.9859 (CH3),N®CgH,eNCS
0.9878 CgHaS,CgH,

0.9998 C;gH3,6,8C HsOBr

3 1 Inorganic - 207
! PT ¢y MNo. 2 Organic - 377
Inorganic
0.0221 KR3(OH,F),(AL,S1),6,, 0.6545 MnpBy0g
00,0883 KR3( OH.F)Z( Al,51)4610 0,6574 FezBaﬂs
0.1839 PbzAs,Sq 0.6637 Co,By05
0.3663 PbyAs,Sg 0.6711 MgyB,6g
0.3689 Ph55n3sb2514 0.6774 K4H21261 008326
0.36%99 lgs( Fe,Cr,AL)(Si, Al )4615H6 0.6793 AlZFe( 61{)2( P64)208326
0.3748 P,S3I, 0.6804 Pb,( U6, ) As6, ),
0.4047 (Zn,Fe,Ca,ln )Fe4( 504 )6( GE)ZOI BKZG 0.6806 12016
0.4397 an( OH )P04 0.682% CuSG4OH26
0.,4727 (Fe,Mn,Coa,Mg)Si 63 0.6830 Biy( UGZ )54( A564 )2 .3326
0.4759 BGZHDZ(TI.FB )6(51207 »” P,S)04GH 0.6840 Alzlg( GH)Z( P04)2.8H26
00,4775 (Ba,Sr,Na)a( Mn, Fe,Ca, Mg)z(Ti.Fe,Al)G( 51267) 0.6850 Ca.NaBsagoaﬂzd
[(r,s98,1Cem) 0.6544 Na,P,0,,04H,d
0.5052 Ca,H(RY,)302H,0 0.7074 Al,Fe( 6,0H)(PY, ),8H,0
0.5194 Ca,KR,( Pd,),e2H,0 0.7190 Mg3(NH, ), H,(P6,),08H,6
00,5265 Cal( 32P64)20H20 0.7316 NaClOG e3H,0
0.5561 K,Crp6, 0.7366 (Mg,Zn),(Na,K)H(ASS,),e4H,0
0.5606 NajoH; o(W;,0,,)023H,0 0.7371  Kg(PoW g6g,)014H,6
0.5707 CuS6,05H,8 0.7372 AlLi(OH,F PG,
0.5720 CUSGAOSHZG 0.7382 AlLi(OH,F)PO,
0.5735 CuSe®,eS5H 8 0.7386 HolRet,);04H,0
0.5738 Rb,Cr, @, 0.7400 AlLi(6H,F)PE,
0.5817 AL(GH); 0.7460 CaB305(0H)ge2E,68
0.6048 MNogfyg 0.7487 Zr(GH),(NG3),84H, 8
0.6415 CayFeFe(GH)SigH,, 0.7517 NaB(6H),®2H;0
0.6452 NagH3(CO3), 0.7556 Co,Si(W36;,),018H,68
0.6500 Mn,CaSig6,;g 0.7598 NipSi(W36;),018H,6

J. Phys. Chem. Ref. Data, Vol. 6, No. 3, 1977
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Inorganic (continued)

0.7638 Zngz( P, ),@4H, 6 0.9412 Ag(Sb,Bi)S,

0.766% CuH,(U6,5i6, ),5H,0 0.5419 FeKSiz6g

0.7698 AlgCu(OH)g(PO,),04H,0 0,9456 K3Red,(CN),

0.7702 CsySgeH,0 0.9508 NagP 30, ,e6H 0
0.7714 [(NE3),Co( H),Co( NE3),4JCl,04H,0 0.9575 HgK

0.7724 Al Cu( OH)g(PY, ), @5H, 0 0.9579 Sb,8,6

0.7741 CuFeg(Pd, ),( GH)geaH 8 0.9595 FeH(SiW,,6,,)e20H,6
0.7763 RONnClze2H,6 0.5620 NGO HS, 6,

0.7768 CulUO ,02H,6 0.9620 Agz( N63);SCN

0.7780 K,CayMg(S6,),e2H,d 0.9621 Nale2H,8

0.7789 {(NH3),Co],(OH),Cl,04H,6 0.9623 [KAlSiz65]

0.7759 CuZny(As6,), 0.9635 NaAlSizdg

0.7833 Sm(NO3)306H,0 0.9637 KAlSizfg

0.7840 HgAs36,, 0.9637 NaAlSiz6g

0.7857 AL Fe(OH),(PE,),07H,0 0.9644 NaAlSiz6g

0.7906 K,S,6g 0.9651 NiySi(Mo36,),018H,0
0.7909 K, P36,NH,04H,8 0.9661 MnF,

0.7923 CaB363( 8H)geH, 0 0.9664 CsFe, (NG );S3eH,0
0.7940 CaByd3(gH) eH 0 0.9670 K,Zn,Vy8,5016H,0
0.7962 Cs,S¢ 0.9681 NaBSiz6g

0.8212 Ce(N63)306H,9 0.9683 Zn,Si(W36;,),818H 6
0.8225 FeyNayK,(S1,6,4),9H,9 0.9687 Na Ni( NCS)g®12H,6
0.8265 Mg,(OH)3BresH,6 0.9688 KpRe,Clge2H,6
0.8332 La(NO3)306H,0 0.9689 [NaAlSizf6g]

0.8360 Fegz(Asd,),08H,0 0.5691 NaBSizfg

0.8390 CayMg(As6,),02H,0 0.9704 P+(NH3),Cl,

0.8430 CayFe(Pd,),e4H,6 0.9706 EFe4 (N6),S30H,6
0.8469 Ag3Ps8,0H,6 0.6715 KpZrSigd g

0.8482 Ca,y(Mg,Fe)( PO, ),02H,6 0.9728 NaBSi36g4

0.8484 KV, 6,010H,0 0.9733 Wd3

0.8538 BaTe(S,63),82H,6 0.9756 (K,Na),(Fe,Mn);Tiy(S1,6;,),(6,8H)3(6H,F),
0.8559 K, W,0;,e4H,0 0.9761 MNggB,0,,08H,d
0.8590 Mg,( 6H)3Cle4H, 0 0.9779 Wd,

0.8690 Na,NiWgd,,H 160,08 , 0.9780 (K,NalAlSizdg
0.8711 Zny(GH)(As6, ) 0.9786 Al,BCay(Feq ,Mng 3)HSi, 6
0.8742 (Pb,Tl),AgAs,Sq 0.9809 CaAlySi,og

0.8746 Zny(OH)PE, 0.9813 Cu(NHz),(Culy),
0.8768 2rF,e3H 0 0.9818 K Mg,V 6,5016H 0
0.8795 Zny( GH)PY, 0.9841 (K,Na)3(Fe,Mn);Ti,Sig(6,6H, F)y,
0.8796 Cay(Mn,Fe)(PO,),02H,6 0.9856 GayClg

0.8804 [ Pt(NH3)3Cly]CLOH 0 0.9857 CaHPE,

0.8811 Ca,NaHSiz6g 0.9860 KAlSiz6,

0.8328 Cay(Mn,Fe )( PO, ),02H,9 0.9866 HgBW,,6,,014H,0
0.8881 CayP,0,02H,6 0.9870 (K,Na)AlSiy8g
0.8885 (Na,Ca,Mn)3(Fe,Ti,Zr)FSi,6g 0.9873 (EK,Na)AlsSi;dg
0.8894 Ca,(Fe,Nn)(Pd,),02H,0 0.9874 3Cu(I63),62H,0
0.8901 LaClz®nH,® 0.9883 Ca(V03),04H,6
0.8512 NazP48506H 0 0,9897 (KPbCly ) eH,@
0.8922 Pd(NH3),(N6,), 0.9906 K[ Th(S6,),(H8), ]
0.8953 NaP6y 0.,9909 H,SiW, ,6,,014H,6
0.8985 BaS(S,63),02H,60 0.9915 Na;_ Ca Al,, Si;_ @6,
0.9005 Al,Gelg 0.9923 ca[B(GH), ],

0.9029 Na3P36g06H,6 0.9926 Cs,MgyVy(6,5016H,6
0.9053 Fe,Gebg 0.9930 H,SiMo,,6,,014H 0
0.9072 Al,Si6g 0.9937 HyPMo; ,6,,014H,0
0.9082 CdySi(Noz6;,),022H,6 0.9938 [CaAl,Si,6,]

0.9094 Ca(VO3),02H,0 0.9942 Nagy 3,Kg_01C8g.65Aly.65515, 35%
0.5111 PrClzenH,6 0.9944 CaHAsO,

0.9161 Cs,MnCl,e2H,9 0.9955 NaAlSizfg

0.9173 ZnNn368,83H,8 0.9556 (Na,K,Cal(Si,Al), 8,
0.9184 Al,Siég 0.9959 Al3Si,(6H)36,
0.9210 NayH(PE3)5 0.9960 P,S;,

0.9216 Cd,Si(W48,,),023H,0 0.9964 Ko, 157N20,742C%0.,101(4A11,101512, 899%8)
0.9216 MnyS1(W38;,),022H,8 . 0.9965 (Na,K,Ca)(Si,Al),6,
0.9219 NeaAsdj 0.9969 (NH, ) Mog0,¢@SH 0
0.9244 Rb,yMnCl,e2H,0 0.9972 (¥a,K,Ca)(Si,Al),dg
0.5275 Na ,Si6,85H,8 0.9975 CaNnSiyf¢

0.9282 (Ca,Na)Al,Si,8g 0.9976 Ca(AlSid, ),

0.9288 Na,H,Si6,04H,0 0.9976 (Na,K,Ca)(Si,Al),6g
0.9301 CdCuz( ®H)(NOz),e2H,0 0.9980 HzBdg

0.9317 CayFe(Pd,),04H,6 0.9983 (Na,K,Ca)(Si,Al), 64
0.9348 (NH, )pyNo, 6, 0.9986 CaC,

0.9370 Pb,Sh; ,S,g 0.9986 (Na,Ca,K)Si,Al),6g
0.9371 [Pt(NH3)g]CL,0H 6 0.9986 H3PW;,68,,014H,68
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Inorganic (continued)

0.9987 (Mn,Ca)Sify 1.0000 (¥Na,Ca,KX Si,Al),dg
0.9992 (Na,Ca,K)Si,Al),6g 1.0000 (X,Na)AlSiz6g
1.0000 (NH, )4l (Cr@),(Koz8;q), J@20H,8 1.0000 (Na,Ca)Al(Si,Al);6,
Organic

0.1168 CH3(CH, ),CH=CH( CH, ), COGE 0,.,6183 're[(cznse ,PS, ]2
0.1270 Cy4H,5CO0H 0.6220 C,gH,;,

0.1481 C;ygHzq COGK 0.6235 N6,eCLH,eCH:CHOCOOH
0.1852 C,gH359, 0.6264 [(CH3),AsS],

0.1626 CygH5,6, 0.6292 C,H,,6,

0.1671 C gHzg6, 0.6303 (CH,N,68), eCgH, 8,
041705 [CH3(CH;),,Cd6 JC3H,6, 0.6317 (CHYUHCUGEK),e2H,6
0.1723 CygHy,CONH, 0.6336 CoH; N6,

0.1739 [ Br(CH; ), ;CO6 JC3H,6, 0.6348 C gH; 6,

0.1752 CH3(CH, )gSCH,COOH 0.6367 CygH N0,

0.1768 CH3(CH; )y 4CEBrCH, COGH 0.6376 C3H,d,

0.1876 C;gH4,68, 0.6377 CleC4H,0S0,8CH,
0.2089 C,gHsg 0.6357 CaCgHg( CEE),02H,0
0.2243 Cy,4H,5COOH 0.6400 Te(CSNyH, ), (HF, ),
0.2314 (CleCH,CH,),NC H, oNCS 0.6409 Cy,Hpg6,

0.2316 C,gH, 8, NBr 0.6441 Te(CE,N,S),Br,
0.2395 CygH346, 0.6452 NagH3(Cd3),

0.2468 CH3C;,H3,C06H 0,6492 (NH,CSNH, ),TeCl,
0.2502 Cp3H,gd,NI 0.6512 C3gHgod N,

0.2604 CH3C,,H3,CH8H 0.6641 CgH,d3

0.2613 CyHGC gH4(COGH 0.6651 KH(C,H,N6,),

0.2688 Cp;H,,6,N1 0.6651 K(HC 6, M HyCy68,)®2R,6
0.2919 CpH,, 6,NI 0.6657 CgHg®CgH7CLCYTH
0.3101 Sr(C,H, C60),8xH,6 0.6735 CuHgFey(CE)g

0.3437 €y, H36,NT 0.6738 CgHg8,

0.3666 C,7H,,6, 0.6778 Cu(CuHGNE, ), 02H 6
0.3912 CpoH36, 0.6791 Cy;H,zNeHCL

0.3924 [Br(CH;),3C60 13C3Hy 0.6791 [ N(CyHg), J,PtyBrg
0.4318 Cglyg 0.6791 (CgHg)3GeMn(CO)g
0.4371 CgH,ClCOOH 0.6826 CgHgN,®2HCL

0.4405 CjoHyNo85 0.6850 [sFe(cCE)3],

0.4406 RBE(C,H,NE,), 0.6851 (CHOHCHGOH),

0.4521 C33Hgo0g 0.6857 C,,H,,6NeH]

0.4633 C,,H,3CE6H 0.6873 C gH;yg( NH,),@2HCL
0.4647 CpgH, g 0.6916 CgH3BrN6,eCgH NG,
0.4701 ([CgHglaAs)ResClyy 0.6945 C,oHy 4NgNi€gS,
0.4746 HI382CgHgCONH, 0.6975 (N8, )3C H,6C,H50KEC,He
0.4813 Ca(C,;,H,8HPB, ),03H,0 0.6984 Cy H,3N®HBr

0.4838 BreCgH,oCH:CHeCOUH 0.6995 Cy,H;,4Cl,,Sb,
0.4945 Cy,H,N,0C 3H, N, 0.7016 Cy,Hy5CLl,,8b,
0,4954 CpoH,;,N>000,5CH3C0,C,Hy 0,7027 SepFegz(Cd)g

0.5044 Fe(H,6)5(6,C,HyNH; )SE, 0.7028 Nay[ CuNH,(CH,CON)3CE,C66 Jo1 0H, &
0.5139 C;H,Cl,6, 0.7035 CH366CgH,eCH:CHOCOGH
0.5234 CgH,4(CO),N(CHy )gN(CHy )31 0.7091 [CgH5CH=NHp ],SnCly
0.5309 CpoHy, 0.7103 CygHgO,Se,

0.5430 CygH, 0CoH N8, 0.7106 Te(CSN,H, ), F,02H,0
0.5442 C4Hgd,S, 0.7109 (NH, JH;CgHg6,
0.5446 NH,CSeCSNH, 0.7123 Coz(C6 )yCyHS

0.5463 (CledeCgH3CH:NOH) Cu 0.7124 CzoH40¢

0.5483 Pd[ P(C3H,)3),(CNS), 0.7138 Zn[ SC(NHECH, ), 1,(NCS),
0.5484 CgH,, 0.7163 (CHOHCGOH ),

0.5490 CyaHp, 0.7183 (CpHg),P,S,

0.5498 Cy4HgBr, 0.7188 Zn(SCNH,CH3),Cl,
0.5518 Fep(C8)g(CgHgCECCgHG ) 0.7256 Cu(CgHgNE,),

0.5526 Cy,HgBr, 0.7268 (CH3),(CgHg)aCySip
0.5627 CgHgC,CqlHgoFe3(CO), 0.7288 CleC H,eCH:CHeCEGH
0.5688 Re(S,;Co(CgHg ), )y 0.7312 CgHgCCCgHgeGe(CHy ),
0.5709 Cr(8C H,4N:NCgH,6),CsHgNR( CgBgN)y /o 0.7316 CgH,®8CHHgCl :
0.5733 G,IrCL(CO) P(CeH5 3], 0.7322 CyoHy 385V

0.5780 CleCH=CHHgCLl 0.7349 ((CgHg )3P)3Pt
0.5881 C,,H 8Fe, (CO)g 0.7390 CgH; o®6CH 0HgBr
0.5949 Ru(C,H,8), 0.7399 Zn( NE,CH,CH, ), eH, 6
0.5994 C, H3N6,0H,0 0.,7418 [(CSH4NOCSH4N)2CuI]I
0.6028 C15B1°N6414N305H26 0.7431 C;HgNg:CgHgN,0,
0.6060 Cg(N,6,)30C; H,,5, 0.7433 Co(CgH,85),

0.6160 C;4H,4Cl;,9,S 0,7437 [[(CH3),S5nCl, ],0C H,; N3]
0.6171 Fe,(CO)g 0C; H, N, 0.7438 C,gHp,

0.6183 (CHOHCGORD),®2H,6 0.7440 CyoH,eGe(CH3),
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CRYSTAL DATA SPACE-GROUP TABLES

Organic (continued)

00,7443
0.7443
0.7454
0.7476
0.7491

0.7498
00,7504
0.7507
0.7518
00,7578
0.7589
0.,7615
0.7€17
0.7623
00,7637
0.,7637
0.7646
00,7659
0.7668
0.,7678
0.,7709
0.7716
0,7723
0.7728
0.7742
0.7755
00,7794
0.7859
0.7868
0.7¢911
0.7912
0.7912
0.7958
00,7983
00,8013
0.8038
0,8059
0.8062
0.8097
0.8097
0.8112
0.8113
0,8121

0.8125
0,.,8137
0.8137
0.81<4
0.8157
0.8159
0.8178
0.8183
0.8196
0.82085
0.8206
0.8211

0.8228
0.8239
0.8246
0.8252
0.8288
0.,8301

0.8344
0.8357
0.8364
0.8367
0.8370
0.8397
0.8413
0.8419
00,8431
0.8436
0.8442
0,.8442
00,8446

((CgHg },PH)3NiBr,
((CgHg ),PH)3CoBr,

Cul CH3CH,CHLCO6 ),
Cel10"Cely0

Ci0H129%

Ni(NCS),( NH,CSNHp )y
Cop( CO)oCH,
CgHy @ OICH @Bl

CgHy =COOH =N "N=CgH N( CH3 )y
C14C1l5Hg

Cu( AC66),00.5( C4HE g0, )
Cy3H, 4 N6, Br

Cd(N,H, ),(CH3CE6),
CypHpoN, 0P, Se3H, 0
((CgHg ),PHINIT,
((CgHg ),PH)3C0T,
CoHoNgeCgHSBrN,0,
CH3COOL1
(CaHg),CoHOBr,
Al,BroeCgH,

Mn( NpH, )5 CH3CO6 )y
(CgHg )5 Sb
Zn(NpH, ), (CH3C86),
Ni(CH,Ng),Cl,02H 6
CH,FeCdeNH,

€14H10°C; 082%
Ce(CHz )

C4HyN;6,Rb

(CH3 ), AsCN
Se6C1,02CHN
C21H35N3

C23Bp0¢
C;HgNg®:CgH N30

Ni( NE,CH,CH,CO8 ) ,02H,8
C4(CH) 5( COBH) o COHC, B )¢
BrCg Hy( CHy INHS6,CgH
C4Hq N, ®2( HCLOICL)
Ca0H30BrN393
ClCHNCH, CH=NOH
BrCHNC H, CR=NOH

CH, NeCH,OHeHC1
HgCl,8C, HgS
(CH3),C:NONHOCLH3 (NG, ),
[cH( gH)COeH ], 0H, 0
C28B189%,
Rb,CoH, 8, H, 6
C34H35ClFeN,6,

C34H3p BrFeN, 0,

(CgHg )Mo H[ P(CH3), J(CO),
CoHoNeHCLeH, 6

Ba, Cu( HCOE ) ®4H, O
Pt(C,oHGN, ),CL,
Cu,(NH,CH3) 4( 9H) ,50, ®H, 6
PAC1 ,02C,HgN,

Cu( C13H!1N4S)2
C12Hg94 5

CLHgClL, 0,
(CHOHCOOTL ),
[PtCcyHgNy ) ICL,
CeHeY%

CLH N8

[ Zng(OH)5, 1Zn,( OH, Hp 0 )g[ CgH3(NG, )0 ],

CyH,p3CO6H
(C14H88r62)2
CuyCl,0(Cgly5)p
CgHBIN, 858
C30H1gBrady

(CgHyp ),Ni

C Hg6,0C, I,
Caaf30Ng

CagqHpghreN,
CH30C6H40CH:CHOCGGH
(¢ C9H6Ne 'Zpd‘cﬁc]"‘FGZ
C14H10(CoCly )

0.8451

0.845¢%
0.8464
0.8476
0.8482
0.8484
0.8489
0.8494
0.8504
0.8505
0.8509
00,8532
0.8536
0.8562

0.8564
0.8574
0.8590
0.8590
0.8600
0.8605
0.8634
0.8652
00,8657
0.8662
0.8668
0.8671

0.8682
0.8682
0.8690
0.8710
0.8720
0.8721

0.8763
0.,8770
0.8793
0.8803
0.8810
0.8825
0.8847
0.8848
0.8900
0.,8908
0.8921

0.8921

0.8923
0.8%25
0.8927
0.8929
0.8936
0.8941
0.8947
0.8961
0.8966
0.8982
0.5017
0.9027
0.9030
0.9038
0.5041
00,9056
00,9057
0,9070
0.9092
0.9098
0.9098
0.9110
0.9122
0.9125
0.9128
0.9130
0.9138
0.9157
0.9159
0.91€2

CgHgNz®2HCLeH, O

CgHy g®OCHZ @ HgBr

CgHgNg®

CgH7Ng®CHgBrN, 6,

CgHy g@8CH0HgCL

C30H18C12

(C3HgN, ), CuNby

CgHy g®FCHHGT

(CgHg) gPg

CyoH gl Cr(CE) ),

Sb( CgHg 3

NH,NECSNH,

Cgly 0%

Co,HG8C H, oCH:CHeCOGH

Cu( CE5CH3CE6), .
(CgHgO,),Cr[ OP(CgH5 )0 JoCr( CgHgO, ),
{(CgBg)ICSFe( COI3 ],
CH;@BreC,H,N, 0, :CH 8C K, N, oNH,
As(CgHg )3

CypH,,Cl,NgS, Te

(CH3 ),CgH.Cl,

CgF12

KCyHz 8

Te(CgH, ,N,5),Br,
HOGCOCH( CHy J@CH( CH3 ) #COOH
XH,C B 6,
[(cgHg),8i8],

Te( CgH, 5N,8),Cl,
C36Hzg Ny NiGg#0.5CgHg
Cul( CgHgYs )
CgHgTaN5

[(CLHGI4N 15C0(CyNLS5 ),
CHaCly
CyHgOg®C B 6,02H,0
CuHgOg®@C H O 02H 8
CygHy gNO3Br
(CgHeN ), (ASF,8),
(CgHg )3PAUC( CO),
Cul(Cgly 4,Ng6S, )
NH,CONHNHACHNH
HEECCH,CH( CH3 JCH( CHy )CH, CO6H
Ti( O6CHg ),

{« N65),Ce0, X NHg4 ) o
RuCl,Cy gHy ¢
KNaC ,H, 6 04H, 6

Cu( CH3CH,CO0),

Se[ (C HgO),PS; ]p
BrCg H, ®C, BN, 6,

C;1Hy CuNG,

CgHyoNa%2

(8Cg H, CH=NCH ), Mn
C40¥5292

CLHgN, 6,

Mo(CH5CS9 ),
Cos5H3NgNiCLexH, 8 eyCH36H
Cp3H,,N,85,Br

Ci4Hy20

(8Cg H, CH*NCHz ), Co
HN(C,Hg )3oHF e3( CO )y

Cu( CH;C1LCO6 ) ,@2CgH,N

Te( CgH; 5N, S)Brp
PbeS,0,8SC(NHCH, ),
C10¥10

CdC1l e 2HCONH,

Te( CgHy pN,S)CL,
CH30eC H, 6CH :CHeCEUIH
C24815N495FeCellg
PCH3(CgHg )aNi[ S,C,(CN), 1,
(ClCgHy )pTel,

Ca3fpgINzd

CaC, H, N6 exH 6
CgH,ClaT

Zo(CgH gNE ),
(CgHg)3POOCLH, N B,
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Organic (continued)

0.9210 (CONH;), 0.9701 (CgxHSCN),PdCl,

0.9221 HgCl ,82CH30H 0.9703 Cy4H;,CL0,8

0.9228 (CONE,), 0.9706 [(CH3), N],®NL(C, H,;N,S,),
0.9228 CpoH,®Ge(CgHg )y 0.9709 K Cu(C,6,),82H,8

0.9298 C3H G8C.H, OCH:CHOCIGH 0.9713 C;,EgClog

0.9299 Cu( CoHGN, )(SCN), 0.9729 CgH,N36

0.9307 Pd(CgH NO),8CH,(CN), 0.9730 BrCgE, NG,

0.5319 C;,HgBrCl 0.9731 NaHC,6,0H,6

0.9334 [(CgHg)aas)[ReBr, 6( CHZCN) } 0.9731 C,oH5Br(CHz),

0.9349 C;H,gN3SIe3H,0 0.9735 Ca[(CyHg83N),AL(EHN OH, ) Jo7H, ¢
0.,9353 Cy,Hy3Brg,S 0.9740 CgH,N,6,

0.9354 Cj, H 40,48, 0.9766 P(CgHgNS),ClE,

0.9355 2HgCl,e(CHg),S 0.9770 Cu,Cl,eC,HgN, :
0.9361 CgHgOg ) 0.9773 [(CF3),C,;5,C0S,;C,(CF3); ]
0.9394 (CgHyq ),PSePS(CgH,yy )y 0.9782 [(CgHy 3P} NICY,

0.9403 (CgH;3)Ni(CgH,65) 0.9785 BreCgHze( COOH)eCgH, NG, eH €
0.9405 (CHy®CUONH) e0,5H,0 0.9791 Te(CL HgN,8),(Cl8, ),
0.9409 CGGNB4-CH'CH-C66H 0.9796 106H3(CGGH)OCaH4N620H26
0.9409 CgHgN,Gg82H,8 0.9796 MNo8,(CgB,6;),

0.9431 CgHgNO,LH ‘ 0.9797 Cy3HypN,6S,

0.9433 Cu( 6OCCH,CH,COO0 )e2H, 0 0.9827 C4HgN,( @H),CuCl,

0.9444 Br(CH, ), COOH 0.9830 Pt(CoH,Ng)3(Cl8, ),

0.9451 Cy,Cly, 0.9833 Ni( SCpH48H),

0.9452 (CHz)3(C7HgO, )Pt : 0.9834 (NHg)5Cu( Cp8,),02H,6
0.9456 K3Re®,(CN), 0.9841 CoN,S(CONHy ),

0.9458 Cu,S,0386SC(NH, )CHy 0.9854 (p¢A12c1;c656)2

0.9465 CygHygFeNgt,e2H 8
0.9471 (CgHg),Ge(CH),Ge( CoHg )p
0.9488 C,Hg®,

0.9860 CaS6,04CI(NH, ),

0.9865 C;gH3,CO8H

0.9879 (CHgz),AsOCGH

0,9488 Cr(C6)38CygH; (0, 0.9885 CpyH, CIN,S,

0.9501 N,86,0C,Hg68, 0.9893 CH386C®CyH,®CHB(C,Hg JeCH(CyHg )CgH, CISCHS
0.9524 Fel(CgHgN) eFe, (CO) 3 0.9897 Mn[ SCONHCH; ), J,(NCS),
0.9524 CoH, 6, 0.9902 Cy,HgO,N,

0.9526 P+I{ ([ CqHg 1, ASCoH, )3As I(B(CgHg), ] 0.9916 C3H4s8¢

0.9528 Cy,Hy,S3 0.9935 UG,(N83),[(CH8)PO ],
0.9537 HOGCCH:CHCYOH 0.9938 BryCgH;@C(CN):CHOC Hy
0.,9556 C,oHg,8, 0.9549 CaBr,e2((CH,)gN, Jo10H 6
0.9606 H,C:NeNHeC H-(NG, ), 0.,9955 C gCl3H 6,

0.9614 CgH,0,0CcH O, 0.9958 CgHy N630HCL

0.9618 (CH3),CgHp8, 0.9970 CgHyPd(CgH9;,)

0,9620 Agz( N63),SCN 0.9974 [CygByNyPdS; ]

0.9636 CgHgd, 0.9975 Ni(NCS),82C3HgN,S
0.9661 HgCleC HO, 0.9976 (CO)NieCgH; oN-CN

0.9677 (Cp3HygAS;)BreC,Hg8, 0.9986 CaC,

0.9685 KC(CN)g 0.9986 (NHp)3Cg( N6, )3

0.9687 Na,Ni(NCS)ge12H,6 1.0000 MgCl,e2(CH, )¢N,®10H,8
1. 0000 [(CGHS)BPCHa]sPt(Sncls)s

’ 1 Inorganic - 4
2 P2 C; No. 3 Organic - 11
Inorganic
1.0838 Ca, gNag Mg, gAlg Si ¢ . 5.3286 Nb,6g
1.5064 PbNn6HY, 6.0152 Nby,8,,F
Organic
0.3934 C,gH, ,Cl6,00,5CHCL 2.5509 Cy,H,,N,6,SeH,9
0.9957 Cy H;, 6N, 2.6072  CygH,, N,
143405 CgHgO (CHCE), 3.4245 CgH, NO,8
2.0251 [CycH,50,Br,-CH(CH; )CH,CH,CH,CH(CH3 ), ] 3.5038 Cy;H;(N,8,0C-HN
2.2073 CyoH;3BrN,6, - §5,7491  C,H,,Cl 84

244690 CI3H14N26452.0.5H26

2 Inorganic - 42
- P . T
2 2y G No. & Organic - 458
Inorganic
0.1189 PbgAs;3Spg 0.3267 PbyAsgSj,,
0.1360 (Ca,Sr)Bg6, @3H,6 0.5003 KD,PS,
0.3252 PbyAs,Sg 0.5074 Ag,Céy
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CRYSTAL DATA SPACE-GROUP TABLES

Inorganic (continued)

0.6140
0,6167
0.6258
0.6279
00,6912
0.7216
0.7612
0.8790
0.9663
1,1065
1.13085
1.1¢589
1.3575
1.3842
1.3931

1.4014
1.4140
1.44487

Organic
0.1465
0.1€683
0,1761

0.,2375
0.2425
0.,2446
0.2987
0.2655
0.3039
0,3217
0.3326
0.3592
0.3706
0,.3834
0.3%18
0.3574
0,3974
0.3987
0.4024
0,4086
0.4172
0.4523
0.4542
0.4584
0.4737
0.5043
0.5074
0.5121
0,5282
0.5605
0.5607
0.,5625
0.5672
0.5692
0.5764
0,5816
0.5845
0.5960
0.5984
0.5988
0.610%
0.6162
00,6322
0.6464
0.6492
0,6562
0,6687
0,6787
0.6806
0,6821
0.6826
0,6853
0,6884

P4SS
Ba2A145112532012H20
WZGB(PG4)2

IAlCYy

BiP®,

Ue,

53N2C12
Pd(NH3)2(N52I2
NBQHNZGZ

PPd, g

NaBSiZHGOHZG
Mgz(Sr,Ca)4B2464209H26
Cak, (56, ),0H,0
SriUGg

CasUee

(Al,Mg,Fe,Ca)451269(6ﬂ)

Ca,Al,(6H), , 06K, 6

CiroHzy

C21F3,03

CyoH 308

C21Hpg¥p

C14E309-8

Co7HugN O

(CHg ),( CH),( NH, )CO8E
CgH, o%g
8HC, gH,q
Ci9H309;
C1aHpp N6, HCLOH 6
CpoHog Ny 0,8 HBre0 . SH, 6
C1oHpp9, 1 %029

CgH, JN38,8RCL
Co0H2492N%CeHg
C18H249>2

CSe( NHeNF, ),
CygHpy(6H)3

C18H229;
Br(N®, )Cg B3 COOCH, C2CH
Cl7H21Br65

REC, H,, 6

C21¥329%;5

C34H46%

Cy1H, /N304

CroHz692
Ca7H5gIN, 0y g*2H,0
Ag2063

{(cgBg )8 11
CgHgCH( CHy )NH, 0C, H 6
Co4Hpy 6y ®HBr
CoaH a8y poHI

CgHy 4N, 6,0HCL 02K, 6
C15HasCl

N(CH;),HgBry

CysfagBr

C15H pgN p®F 56 , 85H 0
C1s5Hz4%;

CgHg OH

CgHgNye2HCL
CogHygNOg oI
€1l N6, ,Pe4H 6
CppHy3 NOSSHBr OH 6
€13H9,

[ AuC CHN),CL, ICLeH,6
(CgHgPS)4
Na,P6,C3Hg( 1), 05H,8
CoeH3493

]

C;QHZQ'CH(CH3)CHECHZCHZCH(CH3)2

C19H129>

CuCl ,02C4H, ,N,6,02H,0
CgH, NGO, SOECL oH 6
CasH3,N0,

C153163r63

1.4523
1.5605
1.5€13
1.5623
1.5673
1.5690
1.5692
1.5718
1.5740
1.5835
1.6827
1.6853
l1.9178
2,.,1¢83
2.2500
2.7719
3.0¢99
3.2575

0.6934
0.7020
0.703¢9
0.7090
0.7094
0.7169
0.7221
0.7265
0.74S7
0.7551
0.7629
0.7868
"0.7900
0.7934
0.7650
0.8007
0.8070
0.8248
0.8249
0.8282
0.8366
0.8366
0.8425
0.8442
0.8442
0.8538
0.8584
0.8693
0.8857
0.8502
0.8987
0.8594
0.5080
0.9097
0.9137
0.9192
0.9214
0.9249
0.9273
0.9285
0,9315
0.9460
0.,9463
0.,5494
0.$506
0.9618
0.9811
0.9867
0.9889
0.9899
0.5961
0.9995
1.0060

Ci1gH32
Ang52
BaCa(Cﬂ3
AgEr52
AgHoS2
AgDyS2
AgYSa
AngSz
AgTsz
AgSmS2
L128640H20

LlZSGA.BZG

N32516306ﬂ26

NaP63
Ca(H36),(U6,516,),03H,0
NH4HZ(N53)3
PbgAsy4Sz0
Ca,Na(Ti,Ce)F(Si6

Y2

ad2

C20B22N203

C3Hg295

CyoH508,,0H,0
(C8)3CgH, oCr
(CH3),CeHeO¢

(CH, ®NH,CO6E )3 H, BeF,,
(CH,®NH,0CE6H ) 1, Sed,,
(C,Hg)( CgHgCHCH3NH, JPtCL,
CeHg(BH)

Cy11H{ 1 Np03

C11¥19N2%3

CealooN129 ¢

Mo,8( S,COC,Hg ),
CpyHogBréy

(ClC H, JCH=C( CN),
CeHp(6H)g

CasHiy IN,6, 4 0C, H OSOH, 8
Cy5HpgBrN,

CH 4CH,6CHCH( NH, )CH,SHeHCLeCE NH, ),
C33H35N492
CgHy gNO eECL
€,5Ho4 N6 HBr
CzyHy3N

Ci12H2291y

Ci1H21Np®p

CpoHgy ONOCH, I
NHZOCHZOCGGH

C,HgN, 8,0H,8

€y oH 36H -CH( CH; )CH,CH,CH,CH( CHy
CoHy¢%

CoHy N85
CpoHyp NG, @HBr

CgHgOg,

06H8C12Br2

CpoH 33N8 SOHBr
CogH3gNgdg
(CHB)ZNOCGH4ON62

€, g BrN6, €0, 5C, Hs 0K
C,Hg CHNH,CH,SS 6,
Cely20g

CapH33Ndg

CgHgBr,

CHgN

CoH pNp 0
CH,6H( CH6H ), CHONa
Ca7Ha2%

C15Hp4N 20,

CH B SNCueaH, 0

CgHy (SEN

€y gH pON, OHCL

CgHg #CH 8 C3H, N, JCHCHOHC( CH 4 ), SHOHCL
CeHy o8 5 OH 8
CgHg®CoeC R, COC H,

)5
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MIGHELL, ONDIK, AND MOLINO

Organic (continued)

1.0081

1.0158
1.0194
1.0194
1.0194
1.0410
1.0417
1.0445
1.,0570
1,0576
1.0788
1.0804
1.0822
1.0830
1.0830
1.0888
1.1011

1.1083
1.1098
1.1209
1.1227
1.1245
1.1294
1.1418
1.1426
1.143%
1.1468
1.,1486
1.1508
1.1521
1.1568
«1575
«1597
.1608
«1€62

-

- e

1.1676
1.1714
1.1739
1.1750
1.1816
1.1833
1.1503
1.2016
1.2032
1.2037
1.2049
1.2068
1.2103
1.2121

1.2233
1.2288
1.28516
1.2525
1.2532
1.2545
1.2549
1.2581

1.2622
1.2631

1.2634
1.2640
1.2€84
1.2701

1.2713
1.2729
1.2783
1.2805
1.2828
1.2867
1.2888
1.2913
1.2963
1.2655

J. Phys.

CaqFagN,6,0CH 0K

C21B3p9,

CgHy 3N 0B, 6

CeHy4No%

CyoHpo N0

CasB2e%3

€208309,8

CgH, 8. (CH3) 5

€138 558, N,SeHCL

Cy3H506,N,SeHCL

CeFy 295

CipHy 3N5630HP640326

CgHg,

(CgEg )3 PSOIBr

C gl 3oBrN 50, 0,0

C218349

CoHp(NO, );NHN(CoHyg ), 8CoHg

Cp3H,NO

[(CH4);NCH,CH,0H ]I

Co7HasT

Cpglgy Og( CECH,CL) oM, 8

[(CH3) AsePdCIBr ],

CyyHy4Np0,02H,8

CoeH3497

Cell1 295

C20M3,9;

Th(H 8 ),(HCOY ), oH 8

C10H2495

CpyH,g BrN, SO

CogHyn93

CgHy 6 98PO K, 02,8

C10¥13N5%

CoMp, N, 62 HBr 62K, 6

CealgoN129 6

CHy(N6,),0C006C, GH,  ~CH( CHy JCH=CHCH( CHy )
CR(CHZ),

( NH,CH,CO6H ) ,#MnC1,02H,6

CgHy 3NE,@H 8

€y HygNpH,@HCL

C20830%

CgHy B5S

CH,CH( NH, )CONHCH( CHy )CONHCH( CHy )CO8H

Be( C5H, 6, ),

Cloﬂlsﬂrﬁ

C1oH N6, 8CH,T

€y of 58C1

C20f 259

CeHe (OH )56CHS

Co0F30%2

HEC H, CH,CH( NH,, ) C6OHOHCL

CeHg8g( COCHS g

021327N60HBr

CgH, N 6 ,8HCL

HEC, B, CH,CE( NH,, )CEGHeHBr

Cy12M220,

CoHg8 (6CH3 ),

CaC,H, 6, 86H,0

Ca7l4eC12

CagHggCoN,y Ho811H,,0

C32HgpING3

CoH 5PeCN

CpyHpgB3NI

CgHy N,8,8HCL

CogHyg Brol

K(PtC,H,Cly)eH,8

€78, ¢BrClé

CgH, 185(CHy)

CoH, gINGg

C7111 4N263 oHBroH'ae

C,Hg ¥,

C28H33%1

C21F3¢%3

CH, 38, (CH3),

K(PtC,H,Br3 ) oK,

Chem. Ref. Data, Vol. 6, No. 3, 1977

1.3017
1.,30¢2
1.313¢
1.3195
1.3200
1.3219
1.3257
1.3358
1.3359
1.3415

1.3420
1.3423
1.3449
1.3€49
1.3602
1.3€06
1.3624
1.3€52
1.3655
1.3734
1.3741
1.3826
1.3826
1.3869
1.3881
1.4032
1.4118
1.4161
1.4225
1.4226
1.4259
1.4282
1.4345
1.4366
1.4373
1.4447
1.4498%
1.4523
1.455¢
1.4571
1.4€6€1
1.4754
1.479%
1.4911
1.4911
1.4918
1.,4937
1.4938
1.5022
1.5043
1.5120
1.5177
1.5195
1.5244
1,5251
1.5253
1.5262
1.532¢9
1.5373
1.5432
1.5435
1.551¢
1.5613
1.5640
1.5741
1 .578%
1.5846
1,5903
1.5917
1,6047
1.6111
1.6133
1.6306

CGHI 4N4 eonBronze

CpHG N T

ClsHp N 8,006

Cy3H08,N,SOHCL oH, 8

CeHy oN, 6, HCL oH 8

c11n13w397(cn3ce)2cu1oo.5cn3en

CSHy 4,N, 8, eHCLoH, 8

Ba(C3H €, P),

C12HgN29%

CH3(NE, ) ,8CE06C, Hy=CHCH=C, K, =~ CR( CHy )
CH~CHCH( CH3 YCH( CB3 )2

C128249%7

CoHy 487

€1485Br6;

ClsnzoN.CZHS( 6H )2( 5CH3 )4 ®HI ®oH.

CppHy7 03N, BreHBr

C30H46%

CppHyp 85N, BreHCL

C32F 4%

(CHy )zN3P85( 6CH; ) 5

C1ef1894NoS0C, 30, o0 N, 0H, 6

CayHggFeNg6,oeaH, g

CeHy 19gPBae 7H,8

CH3CH, 6C, B, o -CH( CHy )CH,CH, CH,CH(CHs ),

( CH3 ),CHCR( NH, )COGH ¢ HBr

C,HCL(CHENH, ),

Cp7B44 OCHBr

CooH o CuN 46, 02H 6

C12816N2%

C13816N2%48

CarHysl

Cu(NH,CH,CH,NB,)C1,

027H4401Br

CioH309>

Co7Hy4Bry

(NH, ),C, H, 6,

CyoH34

C1oH 1 4CINE 8C H N6

CigH32

€1 gH14BrNE eC H NG

2(Cy7H, 56, )0C HgBr

(CH3 ), CHCH( NH, )CO 6HeHCL ,

9CH,N,#8CgH, 46,

Cy3H,oClHgYy

56

C19830%
Celg @ COCHS g

C,.1 H14N2640HBr0H26
CgHgCH ,8( C3H,N, ) CRCHEHC( CHy ), SHOHCL
2(C, 4H; 6 )8C,H;SBr
Cy1H,4No6,8HCLoH, 0
2(Cy 70y 58, )0CH,
CgHy 58, gRBS
CLH, N6 8HCL
C23H359>

Co7Hze% 3

CppHpa NySg@HBre4H, 6
CyoH3Nglg02H 0
C3sHyg

Cp4HagNadg

C14¥30
CyoH14NpBgRb, 82E,8
Cy 4 psN 30 goHBr

HOC, gH, o6
BaCa(CG3)2
CppHpa N6 G@HBre2H .6
C10¥16%
C22824N2690HB1-02H26
CooH33N3(ACLE, ),
[CigB, cHaN,83S]
NH,®C.H,8CONE,
C32853C10,
Cp7H,, INO 02H, 6
CgH, NS,
Co3Hpg8,( 6H)



CRYSTAL DATA SPACE-GROUP TABLES

Organic (continued)

1.6371
1 .6467
1.64G65
1.,6501
1.,6514
1,6533
1.6552
1.6571
1.6587
1.6610
1.6614
1.6622
1.6642
1.6644
1.6€67
1.6672
1.6680
1.6683
1.6740
1,6786
1.6786
«6863
.7088
.7182
«7300
« 7311
+7360
« 7401
1.7439
1.7527
1.7585
1.7587
1.7631
1.7759
1.7819
1.7861
1.78¢1
1.7¢90
«8000
.8003
.8061
.8220
+8303
«8524
«8545
.8619
.8628
«8646
.875%
«8794
«8852
1.8872
1.8876
1.8923
«8974
«8690
.9000
+9050
+ 9066
«9071
1.9196
1.9228%
1.9366
1.936%
1.5447
1.9478
1,.,9647
1.9744
1.9775
1.9867
1.,98¢9
2.0059
2.0066
2.0154

P

e s e s e e b e g b bl s

R R S

C2183293

C10H1304Br
(CppHpaN,8g) ,0H ,56,80.4( C,H,N6, ) ¢10H,6
(CppBp 4 Ny6g ), HS6,012H, 8

(CppHy 4N 6, ) ,0H, 56,00, 8(C,H, 0, Je10H,6
(CpsByNp6g ), 8H, 56, 8CHCOGH @1 0H, 6
(€85, N,8g) ,H,y S8, €CLCH,COTHO10H,6
(CpoHp 4N,8g) ,H, 56, CH, CEGHS 10H, &
(CppoHy N, 65 ),H,56,0C, A COOHO10H, 8
(CppHpy Npbg ), H, S0, 0C, Hy 6, 010K, 0
Ci9H329;

CeHy 295

C3285319;

(CpoH, 4 N,6,),H,56, @ BrCH,CO0 1 OH,, 6
(CppBy,Np6g ), H,S6,8C3H, 6, ¢10H,6
NH,®CH,eC6e NHeCHeCH,C 661

C1gH 5 ~CH( CHy )CH=CHCH( CH3 )CH( CRy ),
(CppBp 4 Np6g ), HySiFg 8CLCH,CHGHO10H 6
C27H37N670H3r

C1oH 5ONOC, H 8, oH 6

CoBg85CH,

CEHoEHCLING, ),

Ca7H,69

C10E329;

C23H3293

C14Hy2

C20828%

CgHy | NG, o HBr

CgHy 0N2630HB1-01{26

Ci5HgN 8

CppHysCl,Fedy

C27Hs8

C15H22%

H NCH,CO8NHeCH( CH3)COOHOHCL oH, ¢

€y (H,ClE,

CoHg Ny 6,1

CouHy0594H 6

Cy3H N 6302H,6

€ gl ~CHUCH ; )CH,CH,CH, CH( CH3 ),
Cy3Hp3N30, 0H 0

CopHyy

CgHj 29>

(CHZCO) 3C Ho6,(CoHaN, 6, )
CpgH78-CH( CH4 )CH ,CH,CH,CH( CHy ),
C23H349%, :

C27H4360C600H3

Cp7H449

CieH12

CyoH;4NgH,Pe2H,6
CyoH,4Ng8, POl 5H, 0

( NHy ), COeNH, Br

(C4H g )( CR CHCH3NH, )PtCl,

CpgH 4oNO,OH 68

CopH, 0,08,

€1 gH3qCl~CH( CHy YCH,CH,CH, CH( CHz ),
Cul C3HgNO, ),

CGHI 2660326

CH;6C6806-C, gHy~CH( CH )CH,CH, CH( CBy JCH( CHy )y
CegHy 26601126

C21B28%,

CgH, ,N 6P

Ca7H46CL,

Co7H449,

C27H46Pr2

€, gHpoCl, =CH( CH3 ) CH,CH,CH,CH( CH; ),

CyoH pg~CH( CH5 )CH,CH,CH,CH(CHz ),

CgH, (655
Cy3H, N0, eHEBre2H,6
(CgH,6,),ZneH 8
CygHygN, 63 8HBr
C,H g8 NeHI

€, oH,RgT

CgH, 6, ,NSeHCLeH ¢
C,gHyy N6, @HIeCH, OH

2.0293
2.,0363
2.,0417
2 .,0464
2.0519
2 .0548
2.08¢7
2.0620
2 .06€9
2.0670
2.0772
2.0862
2,.0961
2.1125
2.1160
2.1216
2.1254
2.12€8
241419
241556
2.1612
2.1625
2.1734
2.1822
2.1884
2,1912
2.1984
2.1987
2.2022
2.2026
2.2117
242140
2.2384
2 .2€28
2.,2707
24,2762
2.2781
2.2815
2.2818
2.2911
2.3207
2.3340
2,3388
2.3513
2.3546
2.3547
2.3571
2 .3585
2.3631
2.3651
2.3693
2.3763
2.4024
2.4196
2.4303
24,4423
2.4492
2 .,4548
2.4593
2 .45G7
2 .4€05
2.4692
2 .4740
2.4787
2.4821
2.5008
2 .5306
2.5314
2.5437
2.5754
2 .58990
2.6104
2.6213

(CgHy o5 ), @xH 0

Zn(05B782)20H26

CyoH13Ng630H,0

Co2H16

€, gH3oCl-CH( CH; )CH,CH,CH,CH(CH ),
CyoHy5ONOHBr

CioH 594N

CH36C, gHy o -CH( CHy )CH,CH,CH, CH(CH3 ),
CygHg, 6, NeHBreCH, 0K

C3H 4oNI@HBr
CgHCH( 6H)CH( CHy )NHCH; oHCL
CygH3; N8, @HCL 8CH, 6H

(C,oH; 3N,65P)Ca06H,6
(CH3),CHeCH, ¢CH( NE, )CEeNHeCH, 8CHHH
CH36C, o Hy o= CH( CHy )CH, CH, CH, CH(CHy )y
CeHy 4N, 6, 0HCL

C,H; (O SreiH, @

C, gF pgBr-CH( CH; )CH,CH,CH, CA( CHy ),
C27H3963N.HBP

CgH, (N& P

C12M1¢9%;

Ca7H45CT

Ca3H329;

Ca3¥329

COGH oCH ,CH( NH,, ) CHOH

CgH g -CHOH-CHOH-COOH

Co3H30%®2H0 .

€y gHpgCl=CH( CHy )CH,CH,CH,CH(CHy ),
€21830%

CH30CE06-C, oHyo-CH( CHy JCH,CH,CH( CHy )ICH(CH3 ),
(CH3CO) 3CH,6, (CoH,N, 8, )
CygHpgCl-CH( CHy )CH,CH,CH,CH(CHy ), $HC1
CgHg€5( COCHS ),

C30B469%,

(CH ) ,CHCENH,COSH

CosHp0

C10F16%2

C20H25N364so}13ron26

CgﬂllBerﬂ6

Cy1HygBrN,0,

C30Hs29

CBHISNeﬁ

C21H3503

CogHagBro,

Cy ol BrN6yS

CnglBerﬂs

€ gH 3OH ~CH( CH3 )CH, CH, CH, CH( CHy ),
CasH18

CagHas!fy

CoHy N85

€ gHy7NgO8HCL

C108229%S;

CygHy7NzOeHBr

(CHy ), C HoOH

C20830%s

C11Hg9%3

C1oHo09SEeC H, I

C13Hy4N29,S;

@HOC (H,#CH,eCH®( NE, #HCL )eCHOH
C28laeCla

C158169

C16H 17N o6 ,S8Na

CagHuyBrpb,

CogHagBro,

C3pH3gBrdy,

€ oH,g8H -CH( CH )CH,CH,CH, CH( CHy ) , #H, 8
Ca9Hae®

CogHasBrod,

Coa¥329,

(CHZC.H,S ),

CgHy ~CH( 6H) COOH)

€, gHp€,0H-CH(CHy )CH,CH, CH, CH(CH ),
C31Ha310g
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Organic (continued)

2.6240

2.6765
2.67€6
2.6950
2,6959
2.7451
2.7473
22,7676
27797
2.8000
2.8593
2.8671
2.8712
2.9195
3.0562
3.0685
3.0856
3.1420
3.224%5
343957
3.3997
3.4860
3.5346
3.55%¢9
3.5930
3.6153
3.6312
3.6462
3.6885
3.879%
3.5774
4.0000

Inorganic
0.4436
0.4758
0.4780
0,4810
0,4812
0.4815
0.4827
0,4830
0.4830
0.4831
0.4832
0.483%
0.4836
0,4837
0.4837
0,4838
0.4840
0.4843
0.4864
0.4844
0.4845
0.4847
0.4847
0.4848
0.4851
0.4852
0.,4862
0.4870
0.4871
0.4873
0,4879
0.4883
0.4886

CH30CO86=C oH, o( C,H,65)-CH( Gy )CH( Br )CH( Br )
CH(CHy JCH(CHy ),

Cy1H;,N,6,0HBr

CeHg 6,

Cy1HyoN,6,0HBr

C35Hae ING,

C1eH 299,950 ,8CH

CgH)1 eNo93

€, H,,N,8,0HCL

Ca3H3093

€} gHp9R=CH( CH; )CH=CHCH( CHy CH(CH; ),

CagHa7O,Br

€ oH BH=CH( CHy )CH=CHCH( CHy ) CH( CHy

(N8,)CgH,CHO

CH;8CO86-Cy oHy o ~CH( CBy JCH=CHCH( CHy JCH(CH

C328529;

C34H3910,4

€10"18%2%

C11820N29%

C1aH13As

Ca0H21 Brdg

CagHay Brég

Cu( SCN ) ,02CH N

€23830%

€2383693

C198319C,Hg

C39868%2

CgHgNHE-N=N-C Hg

C23820%10

Cy7B1gBryN, 93

CagHpgBry9e

Cy7H31gBroN, 95

(CpoHpa8,N,) H,S6, 02H, 8

4Br

Y2

22

B1V64
YTi5,.5%9,5%
LuTig 5Wo,59%
YTa64

LuTad,

YrTig 5¥,.59%
LaNb64
TmTig, 5% .59
YbNb04
CmNbﬂA
LuNb64
HoNb64
Dbeﬂ4

YNbe ,

ErNbﬂa
TmNbﬂa
(Y,Yh)Nh04
GdNb04
AmNh6,
EuNbGa
PuNbG4
NdNbGA
TbNhGA
Pribé,
SmNb64

CeNb &,
PrNb6,
CmTaﬂ‘
ErTaGA
HoTad,
DyTaG4
ThTad,
GdTad,
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4.018%
4.0461
4.0708

44,2333
4.2832
4.2954
4.4400
4.5135
4,5207

4.5396
4.5910
4.6328
4.6424
4.,7785

4.,8432
4.,8797
4.5444

$.0525

5.0606
S5.0682
5.0511
5.1381
541701
$.1939
548205
5.8361
6.0170

0.4888
0.4889
0.4898
0.4907
1.0275
1.0704
1 .0709
1.0838
l.1208
1.3319
1.5323
1.5430
1.6575
1.7909
1.8594
1,9803
1.9943
2.2057
2,5534
2 ,5587
2.5624
2.5659
2.,5682
2.5685
2.5€695
2.5700
2.5702
2.5720
2.5866
2.5928
2.5%943
245645
2.8513

€14 516,
CoH 5 OH ) 3~CR( CHy )CH=CRCR( CHy )CH( CHy ), 02, &
CH38C6080C; oHy(( C,4H, 8 )~CR( CHy JCH=CHCH( CH )
CH(CH3),
€y 4H7Bro,
C,4H,CLE,
Ci1gH359;
CgH pg( 8H )3 ~CH( CH3 ) CH,CH, CH, CH( CHz ),
C3pB53Brd,
HOC,H, ; ~CH,CH=C  Hy o ~CH( CH; )CH>CECH( CH )
CR(CHz),
C1gHpg( OB )3 ~CH( CHy )CH=CHCH( CHy )CH( CH ),
CH3eC6e6C) (H, o ~CH( CHy )CH=CHCH( CH3 )CH( Cly
C ) gH g @H=CH( CHy )CH~CHCH( CHy JCH( CHy ), 0K ,8
CygB pg@H=CR( CR)CH,CH, CH( C, Hy )CH( CHy ), 0H, 6
CH30C808-C, 5B - CH( CH JCH,CH, CH( CyHy )
CH(CH3 ),
C1gH,gOH~CH( CHy JCH=CHCH( CpHg JCH(CH3 ), 8K 56
C1gH,@HE~8-CH( CH4 )CH=CHCH( CH; )CH(CH; ),
HOC;Hg “CHCB=C, o, 5~CH( CHy JCR=CHCH( CHy )
CH( CH3 ),
€y gHpg@H~CR(CHy )CH, CH,CH( C, Hy )CH( CHy

2

)2
C14H57Bro,

CgHy o8

Ci1oH;29;

Cy5H; 50, NIgeHCL

CgH g®H ~CH( CH; )CH,, CH, CH( CHy )CH( CHj ),
CasBgo¥2

CogHy319,
CygHpg@H~CH( CBy )CH,CH,CR( CH5 ICH(CHy )y
C3eH7,NOgP

Inorganic - 78
Organic - 80

AmTaﬂ4

EuTa @,

SmTaﬂ4

NdT a6,
Na22r51661503H2600.5N36H
KZMOGFSOHZG
LlFe51266
LlAlSizﬁé
In(GH)F2

As(CN)g
MQG(OH)B(Sl.A1)46
[Ru(NHEz)(NOICOE) JC1,
Ca3V10628017326
Na2A125136!0
CaSeAQO.sﬂzﬂ
NayAl; S136; 92H, 0
Ph(N3)2
NayS,0,02H,0

PzTa

P2w

PZW

Sb,Ta

NbP,

AsyTa

NhPa

Asav

P2V

Aszw

As,Nb

As,Mo

NhShZ

AsyMo

Asy,Mo



CRYSTAL DATA SPACE-GROUP TABLES

Inorganic (continued)

3.,2571
3.28¢€7
3.3267
3.4257
S.0722
S5.2571

Organic
0.2440
0.7517
0.8876
1.0448
1.1368
1.1917
1.2947
1.3319
1.4550
1.5319
1.5405
1.5941
1.6294
1.7033
1.7565
1.8649

1.9101
1.9343
2.2564
2.3908
2.4562
2.5310
2.5326
2.5369
2.6162
2.6281
2.7216
2 ,8841
2.9703
2.9703
2.9752
3.0039
3.0127
3,0432
3.1328
3.2421

3.3238
3.3492
3.4257

GaNb§,
Po
RAl,S1,6,,(6H),
K(SeCN )300.5H,d
WNb,y 5833

Mg,( @) ,C6503H,08

CSHSBng

CpyHp,CL,CuN,

CgHCCCGH s8GeBr,,

CgHg8,S28CsHg0, Sep

CgHCCCe Hg@GeCl

C16H18N295S

(NH, 5[ (M0©3),C,H,0s Jo2,5H,8

As(CN)4

(AgOCOC4F, ),

CaogHasBro,

Ca(C H 0, ), 021,08

(CgH, ,0¢) ,0SrCl ,03H, 0

CygH390H=CH( CH3 ) CHy )3CH( CHy ), #C, Hy OH

CgHy 6 @ PO 8Ba eSH, 0

C,oH 568 4N ,®CH 5T

(Mep ggAlg, 12 M Sip, g4Aly 16090
(6H) ;[ NH,(CH, ) NH3 ], gNay o

(C, gHpgNBg ) ,PtCLg 02H, 6

(CH; )N(I ) CH,),6,CoCH,

C18¥24%2

CopH 5 ,BrN 6 ,Se0,5CgHy

CeeHeoBra®) 2®2CgHg

K[ 66C( CHOR) ,C00 J80.5H,0

Ca( 98Ce[ CHOH J;CE,0H), e5H, 6

Sr[eec-(cneﬂ)scnzen]zosnze

Co3H349%,

[ Co(NH,CH ,CH( CH3 )NH, ) ,C1, JCLOHCL02H, 6

CogBapBgeCoH 0N

Zn(C,Hg63),02H,8

(CpgHpaN20,) s 0H S eB  02H, 6

(ChoHpaNp6p ), 0H, S0, 02U, 6

CloR1aN, B S, 920,98

C34HogBrofg

Co2HogNp¥3

Ci6¥18N29,S

CgBy gNp 85560, SNal

CH,8CO6-Cy gH,( CuH 65)-CH( CHy)
CH=CHCH( CH5 )CH(CH5 ),

CyoH 2{ O )3 =CH( CHy )CH=CHCH( CE3 )CR(CHz ),

NaCl#@C(NH, ), @H,6

E(SeCN);00.5H,8

543453
6.4058
77772
7.7538
B.66S7
S 47965

3.4492
3.4876
3.4625
3,5385
3.6267
3.7617
3.7853
3.9699
4.0055
4,1519
4,1854
4,1959
4,3549
4,5303
4.,5423
4,5606
4,5800
4.,6296
4,7273
4,7360
4.,7582
4,8183
4,8716
5.2479
5.2571
5,7619
5.9912
€.,0950
6.5010
7.2464
7.2€25
7.6161
8.7661
8.7974
9.1752
9.2757
9,4261
9.7772
9.9733

V2M068

W5Nb, g 05¢

WsNbpe027

TiNb,, 8¢,
CaZNaz(A12813010)308H26
Nb3,64,F

CigHpg92

(ROGCOCH(NB3CL)CH,S ),

Co3Bp31dg

Co(CHgN56, ), 8H,6

CogHy39H

[NH,(CH3)CgH3 ], @2HCL

C35H,gING,

Cpgfigy 6,(6H)y

C21H3692

C30H44Brp®;

CgH,o(CO),N(CH, )y o@N( CH3 )51

C, gH,g8H-CR( CHy )CH= CHCR( CHy JCB(CHZ ),
CH;8C600-C, o ,,~CH CH3 )CH, CH, CH( CHy )CH( CHz ),
(C,1By,N,8,),88,Se6  65H, 6
(C2lB22N262)20H256405H26

Ca4H4p9

CH8C886-Cy gH,y=CH( CHz JCE=CHCH( C, Hg JCH( CHy ),
C21H289

Co1Hp9Bréy

(BPIC6H4C6)26

C3oHgo®

Cselggfs

C gl 4890.5C, H O

CygHp7( €B), ~CH( CH3)CH,CH,CH,CHR( CHy
M@ ( €H) ,CO 83 H, @

CygH pg( €H) 3 -CH( CH;)CH=CHCH( CRy )CH(CH,
CogHya8,90.5H,0

Cy4H,oN,0,S0Na 03K, 8

CogHgBrO3eC, o H, 6,

CeO,4N, A, 8C H, -N®

C1gHpoN38,SNa o2 0

CagH1g

CLHg BrNd,

C,Hg CUNG,
CygHpg@H=CH( CHy )CH,CH,Cl CH, )CH( CHZ ),
C278449

CygHg¥R=CR(CBy )CH,CH,CH(Cy Hg JCH(CHy ), ¢, 8
CH38C608~C, gHy = CH( CH JCH,CH, CH( C,Hg JCH(CHy ),
CygHq @H=CH( CB3 )CB=CHCH( CHy )CH( CHy ), #H,8

)2

)2

11.8217 ﬂ(Clgﬁze-Cﬂ(CH3)CHZCHZCHZCH(CH3)2)2

15.4474 Clgnze(GH)z-CH(CKB)CH‘CHCH(CH3)CH(CH3

)2

Inorganic - 1
Organic -1

Inorganic

1.1678

Organic
1.1132

(NH4)20r64

(063C0(NH3)4)256403H26

Inorganic

0.1876
0.6669
0.7039

AgzCuPb,Sb, S, ,
Sg(NH),
CaAl,Sig6 g ®aHy 0

0.7936
1.20€1
1.2358

Inorganic ~ 14
Organic - 31

LiHg(Se63),
CaB 6,06 8
Beli,(S16,)
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2
Pc CS
Inorganic (continued)
1.2755 Na,yZnSid,
1.374S HgSO,
1.4523 SmCl;e6H,6
1.4727 NACl06H,6
Organic
0.4202 @,NC H,C(CN):CHCyH,N(CH3),
0.6063 Cy,H,Br,
0.6245 (Cy3HgN),CH,
0.6753 (CH3);Sn6H
0.7312 Cp3Hy,N,6,
0.8901 (CH3)3NHBr,
0.9605 C,F Cl,S,
0.9737 C,HgBrClS,
1.2020 CygH,gCuN,6,
1.2040 Cu(GeC /H, 8CH,NHOCH, ),
1.3321 (CgHg),NNC H (N8, )38C Hy
1.3408 (CgH),N,CgHL(NE,)30CHy
1.4757 CyoHg6,
1.5595 Cy4Hg8,
1.6181 €,NeC H, 0C H,NE,
1.7137 CgH, ,N,650C (W, ,
3
m Cm CS
Inorganic
0.5076 Ca(AlSi,8,),05H,8
0.5530 Cd(6H,F),
0.5532 Cd(6H),
0.8506 Al,(6H),Si,0g
0.8600 BaFe,Ti6(Si,0,)(6H),
1.1031 KMgzF,AlSi36,,
Organic
0.0915 €, H,, 6,
0.5578 (NH, ),Cg6g
0.5553 (NH, ),Cgéig
0.8200 HEGCCH,CH86K
4
m
Cc Cs
Inorganic
0.3394 CaZn(Sidg,)eH,®
0.3943 Li;Ge,fg
0.3970 LiySiyfg
0.4159 NaySiytg
0.5633 CuS6,e3H,0
0.6766 HClLe3H, @
0.9752 CaAl,Si36,,03H,6
1.0312 NaBS6,eH,8
1.1633 VS,
141728 (NH, ),(MogClg)ClgeH, 0
1.2120 LiNa K(Fe,Mg,Mn) (Ti®),(8S15055)
1.3297 Ce,( 56, );05H,8
1.4974 Al Sey
1.4990 GayS,
1.6112 Al,(6H),Siy0g
1.6130 Al,(6H),Si,0g
Organic
0.2723 C(NH,)3Broz
0.4566 (CO) W(CHZCOC H,)
0,4567 (CH)Cr(CH3COC Hy)
0.5103 H,NC.H,®CH(C,Hg )eCH(C,Hg )C B, NH
0.8056 (CgHg)lgAs
J. Phys. Chem. Ref. Data, Vol. 6, No. 3, 1977
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1.5417
1.6279
2.1203
4.2217

1.7543
2.0215
2.0319
2.0¢91
2.4383
2.8523
2.8907
3.3098
3.4337
2.5228
3.5242
3.€6036
3.9095
5.6107
6.2853

1.1087
1.1491
1.1517
1.3587
1.5526
4,6789

1.7581
2.12085
$.0886

1.62%9
1.7479
1.7745
1.,7770
1.8323
2.2639
2.3491
2.5574
2.5716
2.,6616
2.7473
2.9971
3.1307
6.,5217
B.,3€58

¢.8105
0.8727
0.,9071
0.9167
0.9219

Al,,(59,),05,079H,6
MnPbH( Asd3 )3

PO

Ne HP,0 (6 OH 6

K(AS(CgH,6,),)
(H3C),HNOBF 5
Cio¥13ErNp0g
CeH,yNp
CeEsOTICL,
LiCle( CH;),NCHE
CgHgN38

C148g%
C;oHsClE5
C,,H 35 CESCH=CH,
€, oHgCLNG,
C21¥y3N

CeH, CHCH,CH,
C148g%;
(Br[CH2]14CGG)ZC3H6G

Inorganic - 12
Organic - 7

ER3[ (OH,F),(Al,S1),0,4]
AlZ(GH)45126502326

Al (OH),S1,0502H,0

KNE,

MgzH,Si 8
C°54M5A12626(5164)16

(CgH,yy ) ,PEOSH
(Cy ,HgN,6,)0C, HOH
C4H, gNgze3HCL

Inorganic - 31
Organic - 50

Al (8H), 81,0,

Cd4GeSs

KCN
SrZ[Bsﬂa(GH)]ZOB(GH)3.H26
SrClz.ZHZG
KBMn(CN)SNd.ZBZG
Caz(S1656H) ,02H 6
NaThy( P8, )5

NaU, (PO, )3

(N6, ),536, 4

Rb25406

AgSh52
(Mg,Fe,AL)3(6H),(AL,51),6, ,04.32H,6
K(Mg,Ll)3(GH,F)2(A1,51)4610
AL, (OH) 51,0,

(CSHS)SP
(CH3)3B3N3(CSH5)
InCSHs

TL(CgHg)

IC6H4N6

3
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Cc

Organic (continued)
0.9724 (CgHg),NiC,(CHOCHZ),
0.9779 (C8)Co,[Co(CgHg), ]
1,0247 Ni( N H3CO8) 38N, H @H,6
1,0279 Ni(N,H;0086);N,H eH, 6
1.0473  C,F,[As(CH3), 1;[Fe(C8)3],
1.0831 CgHg8gSNCu
1.1124 Fe(CO)3CgH Fe(CH)
1.1526 (Cy,HgN,),Cl,CoCle3H, ¢
1.2553 Pb(CgH, NS, ),
1.3064 C;,B,N,6,,Cs
1.3919  (Cy,BgN,8,),8(Cy,H,N,)
1.4061 N(CgHg)y
1,4095 Au(CygHy,N;)Cly
1.6353 N3B3(CHz);
1.6984 CH3NC, gH, (0HNG,
1.,7745 XCN
1.8784 C H,€,P6
1.8943 (CH,€),P8,CH
2.263% EK3Mn(CN) NOe2H, 6
2,3087 [(CZH5)3P]20N1(N63)2

2

m
Inorganic
0.3014 GagSgCly,
0.3125 GagSsBrl1
0.6836 CaC,6,0H,8
0.7215  Al,( PO, }( VO, )eB8H, 6
0.7651 Al (PG, N VD, )e6H, 6
0.8358 Al,Fe( S0,),022H,6
0.8595 Al ,MglS6,),e22H,0
0.8790 As,CoFe
1.0622 Mo6 382,
1.0766 B,VW6,e2H,6
1.0912 Mo6,82H,6
1.1902 Hg,B,6,Cl,
1.5791 (Mg.Fe,Mn)y ( 43y)/2 J(AL Fe) Si0g.

(9H) 40y

Organic
0.3501 CHLH,C eC H eCH NE,
0.6581 C,H306CH:NeNHeC HL (NI, ),
0.6836 CalC,6,)eH,0
0.7128 [Cu(cnz)4un(nn2)zcl]ctoo.suze
0.9982 CgH,NeCH4
1.0691 C(CH,Cl),
1.1382 C(CHuBr),

2

m
Inorganic
0.2803 Ph,,AS;,S,4
0.2807 Pb;3As,S,3
0.2813 Pbg(Sb,As),S,
0.2914 AlNa(S6,),e6H, 0
0.4423 (Sr,Ba,Ca)(Al,Sig0,,)e5H,6
0.4877 Pb,(U8,)3(6H),(PS,),83H,6
0.5459 (NSCl)g
0.6438 KCul'-!x'3
0.7090 CoS8,
0.7837 N H,
0.8009 K3(UG, ),F,e2H,0
0.8147 (Mg,un,Zn)B(Gﬂ)l4SG4Q4H26
0.8377 MnCl,e2H,0
0.8513 XeF,
0.8533 CoCl,02H.6

Cg No. 9 (continued)
2.3425 NH,CENHCONH,
2.7691 Cp B, F3N4S
2.9719 CgHgNH,C
3.0364 [(CH3),PBH, ],
3.0525 Cy,Hy,
3.2044 Cy B gN,085
3.3241 S(CH,®CH,eC86H),
3.9206 LiGECECCL8H, 6
4.8326 Hg(SCyHg),
4.8871 Be( SC,HZ),
4,9863 Hg( SCzH,),
541552 CgHy N36,00,5H,6
§.2551 CyoH,BrsN®
5.2968 C;,H,6H
6.5655 Ra(SCgH,, ),
€.8149 C,,H35CO6C, Hy
7.6130 H@(SCgHy3),
8.1736 Ha(SC;Hyg),
9.0182 CyH,oBNE,
10.0080 Cy, HgN,KAu
1 Inorganic ~ 26
P2/m  Co No. 10 Organic - - 13
1.5870 Mg, (Mg, Fe,Mn)z_y  p.3y,2(A . Fe) (S1,_ A1)
B (OH),
2.0857 Ca,MgHg(B63),(C83),
3.3787 NayV 0, 03H,6
3.8212 1IrU,
3.8357 RnU,
3.$204 Rul,
4.,0078 6sU,
4.0987 TcU,
4.4617 Pb,Bi,SsSeq
4.6489 PbgShgS, .
4.6834 W06,
6.1905 W,yq6-g
T 7940 WO, g
1.1741 C(CH,I),
1.2941 CzH,N,
1.3765 (CH3),HC@C HLCH NG,
1.4332  Cy,Hq6,
1.5107 YNH,(C,6,),8H,6
2.2812 NH,CH,COGAg
2 Ino ic -
P2y/m (G MNo. 11 Org;g?g]c - lgg
0.8589 AgNC®
0.8€67 1Li,Si6,
0.8810 Fe(OH)SO,02H,0
0.8889 Li,Ged,
0.8933 FePO,02H,6
0.8957 Fe,( 6H)3Br
0.9117 V56,
0.9192 Niy(€H)3Br
0.9213 Co,(©H)3Br
0.9329 Cu,(6H);Cl
0.5597 CsV36g
0.9615 Mn,{(&H)3I
0.5716 WO, og
0.9771 Fey(OH)T
0.9865 Cu,(6H);Br

J. Phys. Chem. Ref. Data, Vol. 6, No. 3, 1977
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Inorganic (continued)

1.0000
1.0000
1.0000
1.0000
1.0000
1.0000
1.0000
1.0000
1.,0000
<0000
.0000
+0000
.0000
.0000
«0000
.0000
.0000
1.0000
1.0000
1.0000
1.0000
11,0000
1.0000
1.0000
1.0000
1.0000
1.0000
1.0000
1.0000
1.0000
1.0000
1.0023
1.0028
1.0049
1.065S
1.1036
1.1132
1.1398
1.1582
1.2000
1.2197
1.2241
1.2558
1.2€18
1.3218
1.3348
1.3394

P L B

Organic
0.0915
0.3085
0.3115
0.3697
0.4174
0.4207
0.4248
0.4286
0,4732
0.5122
0.5131
0.5727
0.5868
0.5935
0.5967
0.5971
0.5987
0.6075
0.6163
0.6410
0.6562
0.6616
0.6768
0.6821

J. Phys.

P2./m C2 No. 11 (continued)
1 2h

AlLad, 1.3660 CaK,(S6,),0H,8
AlYS 1.4323 EK,[PH(Nd,)5Cl5]
NH, I8, 1.4481 (Mn,Fe)Pb,(VE,),0H,6
BaCedy 1.5000 CuPb,(Pd, N SO, )(GH)
BaPré, 1.5124 (Sr,Ba,Na),AlF(CEy)
BaTh® 1.5434 RbNH,
CdCe 64 1.5565 InOHSO , e2H &
CdCsCly 1.5940 KNH, -
CdTho, 1.6147 Ba(Fe,Mg)(Fe,Mn)Ti(Si,6,)68( 6H,6)(6H,CL )
CdSn@y 1.6301 YOOH
CdTigy 1.6374 Ho®6H
CaCe63 1.6397 YbOeH
CaThéz 1.6409 Erd6H
CaSn@y 1.7133 CuPb(©H),S6,
CaTi®z 1.7434 L1ALSi, 6 8R,8
CePb6y 1.7446 KFe(Sd,),0H,0
CaZr@y 1.7526 Ba( NE,NHS63),eH,d
CeM g6 1.7774 (Ca,X),(Fe,Al)Si308,,
CeSroy 1.7887 Ca,(Al,Fe,Mn )351361 2( 88)
CsTd 1.7951 Cay(Al,Fe,Mn)3S1i36, ,(6H)
BfSro, 1.8036 Al (Al,Fe)6HCa,(Si6,)
PbTho, 1.8045 Pb3Cud,(6H),C1,
EMgF 5 . 1.8117 Al,(Al,Fe)Cay0H(S16,)5
KNiF 5 1.8169 Ca,Al;(6HNS16,)
K16 1.8206 Al,Ca,Fed(6H)(Si,6,)(S16,)
KZnF 4 1.8232 CapyAl;(GH)(S18, ),
Rb16 1.8232 Y(6H),CL
NaTa6 1.8428 MgzMn3B,6,,
SrTho, 1.9847 NijTe,
SnSrd, 2.0730 Rb_(U6,)6CL
Srzréy 2.0905 K _(UM,)eCt,
Co,(E@H )1 2.1209 Cgy g(Ud,¥0CL, o
CaSnd, 2.1310 CazPn(znSi6,),
Ni,(@H),I 2.,2745 Pu
Cu,(@H )31 2.3092 K_(U€,)6Br,
(NH, ), [ Ir(S83),C1;]ean,8 2.4014 Na,TiLd,
No( 6H)3 P8, 2,5066 ZrSe,
Cu, (6H )3N65 2.7260 Pb,AsgS, 3
PbhSedy 2.7370 PbgAs,S,
NaZCrzﬁ-,OZHzG 2.9763 TaSe3
K,S,6g5 3.2031 [Pbe(Ag,Cu)2A54S!3]
K58,6g » 3.2889 Li,, Vidg
Th(6H) ,Cr6,eH 6 3.4111 (Ne,Ca),Ved,
EClE, 3.4246 (Na,Ca),Vg60, (@02H 0
Mg3S1,6,02H,0 3.9954 MoTe,
Na;Mg(PE, )}(CO3) 14,1020 Phy(Cu,Ag)yBigSy,
CaK, (56, ),0H,6
CpyH,p, 0.7028 CgHgNo(C6 )y
CyHgN,65CL 0.7255 Coy(CE)g
C,HgS,8CHRI 0.7330 [CgHRN(CE) ]
(C,Hg)3SFe23H,8 0.7519 C,Clg
€y oH-CL 0.7545 Cu(CgB,6,)82H,86C, H, (N6, );6
C4H,6(CEOH) 5 0.7767 (CgHgO3),CH,
Ni(NH,#CSeNHeNH, ) 56, e3H, 6 0.7981 CHgN-BFj3
CgHy ,S,Hg,Cl, » 0.8407 (CH3);NeHBEr
CgHg Ny 0.8524 CgH,CNBr,
Cgly gNy g% 0.8551 (CHy ) NeHI
Cy7H g4 N, 0.8588 CgH, .6
CgHgNeC(CN), 0,8589 AgNCe®
Re, Clg( CaHy oS, )2 0,8743 CSHGSGZ
CgHgCr(Ca )3 0.8962 Pt(C,H, ) NH(CH3), Jc1,
CoHg C(CN), 0,8593 (CHz)3SI
CaNz(N[CH ], )30C H (NG, )5 0.9357 CgHZNeHCL
CHgCr( €O 4 045460 C,oH-N,d,
AgNO38CE(NEH; ), 1.0123 CH3CU®SbF,
C4HyuSCr(CO) 5 1.0469 CH,OH
TiClz(CgHg) 1.0590 CNeCecCH
(NH3 ),PdC,0, 1.0643 BgH; 3(CHLCN)
Cy1Hgl, 141375  CygHpq(CgHy 0,56,
CgB3NH(NG, ), 1.1384 TeCECeCN
HNnz(C8), o( BH3), 1.1462 (CgHg),(CH, ),
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CRYSTAL DATA SPACE-GROUP TABLES

Organic (continued)

1.1623
1.1630
1.1658
1.1712

1.,1979
1.2871

1.2662
1.2680
1.2€94
1.2722
1.2794
1.2805
1.3148
1.3348
1.3354

Pmy(C8,)5010H,6
Sma(C,6,);010H,6
Ndz(C264)3.10H26
CIZHBCIZ
Puy(C,6,)3010H,8
CEH5N63
BaTe(Sze3)2.H26.(CH2)4e
BaSe(Szﬂs)z.HZGO(Cﬁz)acﬂ
BaSe(S,0, ), 0H,00( CH, ), ©
Baq(szea)zcnaeo(cua)zce
BaS(SZG3)2.HZGD(CK2)46
A1C138C B COCL
C6H4(CH3)2
NazMg(Pg, ) CE3)
CzﬂsNﬂ30Br

1,3748
1.4067
1.4486
1.4517
1.6234
1.6837
1.7206
1.7997
1.9149%
1.9520
1.9592
2.0947
2.5166
2.7101

C,HgNH, 0HCL
ICH;NCg H, CH=NeH
Cy14HgO2
C14H13N9;

Cu(C 1 oHy gN,8,)@CHNE,CLE,

CcH,NeCH,
Fe(CygH,,N,6,)C1

’Cu(NBa)Z(CB3C66)202526

Ca0Hy3N

Cy18,7N0
CgRgNp 8, =CgH,Ng
CgH,(CH3)(NE, ),
HC16,02{ (CH3 );CcH,CHE ]
CeﬁatczﬂsdocﬂoﬂgBr

Inorganic - 310
Organic - 47

Inorganic
0.3953
0.4736
0.4963
0.51%6
0.5225
0.5228
0.5242
0.5246
0.5251
0.5254
0.52€6
0.5362
0.538%
0.5385
0.5390
0.5403
0.5415
0.5415
0.5419
0.5421
0.5432
0.5433
0,5433
0.5440
0.5842
0.5445
0.5447
0.5448
0.5448

0.5451

0.5451

0.5461
0.546%
0.5465
0.5466
0.5469
0.5469
0.5470
0.5470
0.5471

0.5472
0.5450
00,5527
0.5754
0.5768
0.5772
0.5773
0.5775
00,5776
0.5777

(Mn,Mg,Fe)la(Al,Fe)QSbZSI?_O29
(Fe,Mg),4Al, 3 S156, (O6H),
NggH gSi,854(0R), gtaqge
(Mg,Fe),{OH),(81,6,,),
(Fe,Mg)7SIB(G,6H)24
(Mg,Fe,Mn.Ca)7(Sl,Al)BGZZ(Gﬂ)Z
(Fg,ug,un)7(Si,Al)BOZZ(GH)Z
(Mg, Fe),(6H),(S1,6,,),
Fe,(OH), (51,64,
(Fe,Mg,Mn),(OH)(Si,0,,),
(Mg,Mn,Cn,Fe)7(Sl4611)2(65)2
Nay(Mg,Fe) Al,8156,,( 6H),
(Na,Ca,K)3(Fe,Mn)s(Sl,Al)BGZZ(6H)2
NayFeaFe,8ig8,,( 6H),
(Na,Ca,K),(Mg,Fe)(Fe,Al),Sig8,,( 6H),
(Ca,Na,K)(Mg,Fe,AL)g[(Si,Al)e; ]
(Na,Ca,K)5(Fe,Mg)g(Si, Al )g6, 46K
F32M53N°2518622(eﬂ)2
Na,Mg3A1,8ig0,,( 6H),
(Na,Ca,K)a(Mg,Fe,Ti)s(Sl,AI)a(6,6H)24
C°2“35F2(514611)2
FezugaNaa(GH)ZSlaﬂgz
[Hy(Ca,Na,X), (Mg, Fe,Na)5(Sid;)g]
NapFeg Sig,,(OH,F),
AlCa Mgy Na(8H),SiA1,6,,
C52Ha3.5Fe1'S(GH)2A1517622
NaCa,(Fe,Mg), FeAl ,Si 6,,(6H),
Caz(Mg,Fe)ssisﬁzz(GB)z
(K,Na)O.S(Ca,Na,K)Z(Hg,Fe)3(Fe,A1,T1)2
A12516625 ’
CapMgg( OH),Sigly,
NaCaz(Fe,Mg)a(Fe,Al)AlZSIGGZZ(GH)Z
BCaalgsNaFZSi7622
[CaoNgsSig8,5(0H) ]
Naa(Fe,Mn)SSisﬂzz(ﬁK)z
(Na,K,Ca)z(Mg.Fe,Fe,T1,ALl)g(Si,Al)g(6,6H) 5,
AlCazlgsNaF2517622
KZ(Ca,Na,K)Z_B(Mg,Fe,AI)S[(SI,A1)63]B
(Na,K,Ca,Fe,Fe),( OH),(Si,ALl)g6,,
(Cn,Na)MgsNan(Sl461‘)2
(Ca,Nu,K)Z_GA(Sl,Al)aFeI_42(Fe,Mn.Mg,Ti)3.54
(8H); ;5%
Nas(ug,Fe)a(Fe,Al)SIGGZZ(GH,F)Z
NazFez(Fe.Mg)3518622(65)2
(Nn,K,Ca)3(Fe,Mn,Mg,Ti,Al)s(Slsﬁaz)(GH,F)z
TmCly
ErCIa
TlCl3
DyCly
InCl3
IrCIa
YhCl3

0.5781
0.5793
0.5796
0,.5854
0.5924
0.6027
0,6027
0,6043
0.6179
0.6227
0.6263
0.6431
0.6438
0.6457
0.6457
0.6465
0.6471
0.6485
0.6488
0.6494
0.6496
0.6504
0.6517
0.6538
0.6636
0.6654
0.6667
0.6671
0.6758
0.6805
0.6845
0.6860
0.7149
0.,7161
0.7222
0.7437
0.7451
0,7528
0.7538
0.7540
0.7545
0.7573
0.7574
0.7646
0.7727
0.7740
0.7838
0,79€4
0,8402
0.8419
0.8510
0.8562

HoClg

LuCly

YC13

BRhCl,

CrCl3

NhSZCIZ

Al,Cly

AlBrClz
Na(Ca,Na)z(A155113636)017326
anNaA155113636014H26
(UGZ)B(GH)Z(SG4)208H26
(K,Na)AlSizdg
(K,Nn)AlSl368
KA151368
(K,Na)AlSiz6g
KAlSig¥g

KAlSiz8g

KAlLSiz0g

KAlSiz6g

MoC1l3

BaAl,Si, 6,
(Ba,K)Al,;S1,04
FeK81368

EAlLSiz6g
Ca,(S5163)(CO5)02H,0
1)

Nth

TaF5

MoFg

SCrNi(CN),e5H 0
SrPt(CN)4.5H26
SrPd(CN)405H26

GePts

Pt351
Mﬂs(aﬂ)2518620(652)4'4H26
Fe3( PO, ),e8H,8
Fe3(PO,),08H,8

Nay[ Ru( N6, ), (NO)I(O6H) Je2H, 0
Co3(AsG4)208H26
N13(A864)208526

Mg ( As€, ) 088,06
Zn3z(AsB, ) 08H,0

Fe3( Asd, ) e8H,0
Sc,81,0,

Mn2P267

Mg2A5207

Mg2P267

Zn2P267

LIGHOKZG

MnC12.2H26

CoCl ,82H 6

CoCl ,02H,6
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694 MIGHELL, ONDIK, AND MOLINO

Inorganic (continued)

0.8597 XNaPt(CN),e3H,8 1.5734 RbCrz6g

0.8604 FeCl,e2H,6 1.6104 Li,Sney

0.8676 CuF,e2H ¢ 1.6341  (Au,Ag)Te,

0.8873 Pu 1.6577 Na,Tbo,

0.8904 Al,CaSi,0,,66H,6 1.6698 LiyMnéig

0.9719 MoCl 1.6717 NazPh63

1.,0037 Cul NH3 )ZB!‘Z 1.6833 N&ZNl( CN)A.3H25
1.0189 Nb,Cl,, 1.7026 Na,Hf64

1.0822 (Ca,M@,Al),(6E),(S1,A1),6,, 1.7051 Na,Sn6y

1.0893 CoMo6, 1.7281  Ko(Mg,AL)g(8H) [(S1,A1),68,4 ]
1.0915 (K,Na,Rb)(Li,Al,Fe)g(S1,A1),8,,(F,0H), 1.7287  (Ag,Cu),¢(Sb,A8),8;,
1.0926 NiMo6, 1.7321  (Ag,Cu)yeAspS,),
1.0532  AlCaMgy(OH) (AL, gSiy )8, 1.7333  (Ag,Cu)y(Sb,A8),(8,8e)y,
1.0979 FezK(FeSig)d;4(6H), 1.7340 (Ag,Cu)y¢(As,SD),8,,
1.0996 KFeyz(FeSiz)é, (gH), 1.7360 Cak3B(PA, ),

10999 (Ko, 9500, 05 )( M8z, goLi0, 207 Sl3,25Alg, 7500 oF,  1+7396 NaTl6,

1.0999 K(MgpLi)Si 6 oF, 1.7460 Li,Si

1.1001 MnMod, 1.8364 (Fe,Mn),FPO,

1.1024 FezKAlSiz6;,(6H), 1.8462 (Mn,Fe,Mg,Ca), FPY,
1.1031 (Mg,Fe,Mn)3K(OH,F) A18i:6, 1.8488 K, oMoy

1.1053  (Al,Ce,Mg),(OH)(Si,A1),6, 1.9162  Al,3Fe,

1.1080 (Li,Fe,AL);K(F,0H),(Si,A1),6,, 1.9203 crI,

1.1087 KLi,A1S1,6,(6H,F), 1.9334  NaySby S,

1.1118 MgzE(OR),A1S1408,, 1.9372 Al 4Ry,

1.1149 Zn( NoH, )2C12 1.9456 CrBr,

1.1174 [Mn(N2H4)2]012 1.9545 NaNid,

1.1181 K(Mg,Fe ) AL, Fe)Si, 0, ,(0H), 1.9665 T1,C64

1.1188 Ky goMe,, goll1,25517, 96%20,03F3, 97 1.9976  Sby08,

1.1206 (Kg gMng y MMe3(SigFeldo(OH), 2.0303 CuCl,

1.1224 CaCuAlSi, 8 (¢H)g 2.0451  CuMnd,

1.1240 AlLi,K(6H,F),ALS130,, 2,0524 Al, 685

1.1276 KV,AlSi6,,(6H), 2.0636 CuBr,

1.1308 F917Th2 241166 NaSZr2F13

1.1324 (Na,K,Ba,Ca)(Ti,Mg,Fe ,Nb)[(Si,AL),(@,6H),]en,6 2.1487 Kg ;gMody

1.1371  Coy,Th, 2.1619 Zng (&) (C83),
1.1386 (Fe,Ng),K(8H),(AL,S1)818,, : 2.1761 Ph,659,

1.1742 Cr,Teg 2.1796 thase4

1.1927 Cro,Seg 2.2134 BaTel 5263 )2.2}126
1.2031 TigSeq 2.3187 LigPby

1.2094 NayCogMo,Cl,6; 2.3287 ThTi,6,

1.2126 VgSegq 2.3511 UTi 6,

1.2139 Ni,Pu 2.3545 NaMog8,

1.2153 EMgCl(S6,)e3H,8 2.3784 Mg(U6,),5i,6,66H,8
1.2211 V84 2.3942 (Na,K)g(Fe,Mn,Ca) (P6,) ,(F,0H)eH,6
1.2479 CoCl,e6H,6 2.3961 Ce,Ti,Siy0,,

1.2525 EoMn(S6,),04H,6 2.4094 Mg(UE,),(S516,),05H,6
1.3175 Cu26564 2.4235 CeZlesizdll

1.3203 Cu,0s0, 2.4774 Po(6H)CL

1.3394  Sn,06S, 2.5650 Tij6

1.3523 CuyNa(GHNSE,),0H,6 2.7537 Ge,Os

1.3536 CupNaOH( $6,),0H,0 2.7989 (Ba,Sr,K)Na(Ti,Fe)TiSiy(0,0H,F),
1.3846 MgClZOGHZG 2.8681 NisSe,

1.3851 MgBr ,e6H, @ 2.9976 Bi,Pd

1.3927 Ni(NB3),(NCS), 3.06434  WOP,O,

1.3983 Co® 3.0577 CoGe

1.4142 K, TeClg 3.2021  Agy_,V,0g

1.4275 Al BegFe, 3.2040 ALNDO,

1.4277  Ni(NB3),(N6,), 3.2089 Cr,NiSe,

1,4847 Cu(NH3),(N6,), 3.2211 Cr,TiTe,

1.4988 (Mg,Fe,Al) ,(OH), (S1,A1) 6, 3.2222 Ca,(Fe,Mn,Mg)(Al,Fe) (OH);Si,6,;02H,0
1.5161 (Mg,Fe,ALl), ,(6H) (Si,Al) 6, 3.2416  V,,6,,

1.5174 (Mg,Fe,Al)g(Si,A1),6, ((OH), 3.2514 CrgSe,

1.5206 RszP 3.25€9 CryNis,

1.,5214 A12(P64 11 ﬁH)3 3.2573 CrpNis,

1.5410 Li,Geg8,, 3.2796 WV, 0,

1.5451 (Al,Fe,Cr)Meg( 6H)gALSi 6, 3.2818 (Al,Li)(6H),Mn6,
1.5460 052062‘014 3.28€5 Cr354

1.5502 NaCr368 3.2882 Cr3SA

1.5543 Al M@gSiz6, (6K, 3.3241  Alg 3,V,0g

1.5558 (NH, ),S8Clg 3.3255 TiCr,S,

1.5647 KH,P 3.3272 FeHo,S,

1.5677 RCry0g 3.3300 FeY, S,

1.5685 TiCr38y 3.3300 CrD,Seq

1.5716 (NR, ),S,6 3.3306 MnYb,S,
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Inorganic (continued)

3.3331
3.3336
3.3340
3.3340
3.3350
3.3354
3.33¢€¢
3.3366
3.3378
3.3378

«2392
3.3415
3.342¢
3.3530
3.3533
3.3566
3.3573
3.3576
3.36085
3.3626
3.3689
3.3823
3.3982
3.4333
3.4506
3.4568
3.4612
3.4665
3.6750
3.7091

Organic
0.5180
0.5673
0.6041
0.6384
0.6401
0.64€6
0.6636
0.680S
0.6845
0.6860
0.6€91
0.7773
0.7809
0.7863
0.8597
0.8606
0.8777
1.0859
1.0600
1.0663
1.1085
1.,12322
1.1484
1.1548

NnDy, S,
FeEr,S,
MnY, S,
MnTm,So
FeDyase7
V3Te4
FeYh,S,
FeTm,S
MnHo, S
MnEr4S7
HnDy4Se7
CoVZSQ
Nb265

Dyg Sy
H0557
ErgS,
Y58,
Tm557
NiVZSe4
Co(NHs)sNﬂBrZOZHZG
NiV, S,
NiV, S,
As3VW,
FeV,S,
(Ba,Pb,K,Na)I‘OZ(Mn,Mn,Fe.Al,S1)7.86(6,6H)16
NaGH®4 H ¢
AszMo,
V3S,
BigCu3Sg
P4Re3

C37Ha3FeN,95
Coally6B2N2
Co(NCS),82CNH
[(cE3),C:CO ],

Cu( NCS),82CNHg
Fe(C=H40060C6H4F)2
Ca,( 8i63),(CO;)e2H
SrNi(CN), eSH 8
SrPt(CN), e5H,0
SrPd(CN),e5H,©
(NH,CH,CH,NH, ),Ni(AgBr, ),
(NC),C=C¢H, "C(CN),@8( CH3),NCgH,N( CHy ),
C4HoN,8503H 6

C14HgCly

ENaPt(CN), @3H,6

C6H60012

CgHg Bry

C3H,NH;Cl

C Hg8,0CL,

(C,Hg6,)Br,

NiBr ([ CH3]1,C H,N,)

[ccrg), NBF, ],

[BC1,8N(CH3), ),

(CH )3N@

> 6

3.7512
3.7772
3.9023
3.5332
3.9526
3.9662
3.9816
4,0230
4,0546
4,0578
4.,0702
4.0791
4,10853
4.1113
4.1944
4.2494
4,2646%94
4 ,2982
4.3463
4.3563
4,4828
4,4911
4,5098
4.5242
4.,6588
4.8090
5.8425
6.3746
7.4175
7.4775

1.2237
1.3067
1.34ES4
1.3706
1.3927
1.4868
1.5090
1.6033
1.6074
1.,6833
1.7664
11,8273
1.8275
1.8538
1.8922
1.9665
2.0992
2.1619
3.3172
3.4505
3.6588
3.7212
8.6510

Ba(NCS ) ,02H .8
A113654

Sm263

ce,65

TaTez

NbTe,
Na,Tig6 3
Ga253

AgBi3Sg

ALLig

HeV4% 0
KaTigl) 3
KpTigl 3

AsGe
Lig,30V2%
Ko0.33Y2%
Nag,33V2%;
BaTi,fg

ND,P,

AsS1

Shgf,o( GH),Cl,
BiCuSz
Sbg¥;o(OH ),Br,
Sbg8,(GH),T,
TiNb,6,
(Ba,H,6),Mn:8, o
NaNb, 3635
V36,(6H),
Bipza®31Ch0
Bip4831819

Cu(NB3),(SCN),
(CH3PS, ),
C,H;S6,SKeH .8
CgHL(NC),
Ni(NB3),(NCS),

C 3R, COSR

Rb,Cg 6

Cy12F24

HOCH ,8 CHOL1 o1 6
Na,Ni(CN),e3H,8
Ni(CeH,6CHE),02H, @
GeCla(N:CHCH:CH-CH:CH)z
2(1C1)eC,Bgd,
(CHZ8C B ),Crl
C16F10N2%

T12C63

BaSe(S ,6),0H,000.5C,Hgd,
Zng( OH) 4(CO5),
CeHgCL,T
Cy1HpoNp9oNT

(CoHy ICL(NE, )y
Ba(NCS ) ,02H,6
€,,H35CE0Na80.125H,0

Inorganic - 56
Organic - 42

Inorganic
0.6526
0.7060
0.8537
0.8586%
0.8589
0.8617
0.8626
0.8628
0.863%
0.8660

((MgsAL)(Si,A1) 6, ,(6H),88H,d]
ZnMod,
NiMod,
CoMo¢g,
MgMoG4
MnMo€,
MnWO,
ZnWel,
Cdwel,

0.8662
0.8671
0.8675
0.8680
0.8688
0.8691
0.8693
0.8693
0.8699
0.8896

MgW64
FeW6,
Niwﬁ4
Cowﬂ4
FeMo0d,
(Fe,Mn )W,
MgWﬂ4
Niwe,
FeWﬁ4
FeNbd,
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P2/c Cgh No. 13 {continued)
Inorganic (continued)
0.8912 InNbE, 1.6052 Na,B,6,e4H,0
0.8930 InTad, 1.6204 Na,B,6,84H,6
0.9004 ScNbe, 1.9082 InFye3H,6
0.9026 ScTad, 1.9101 (Fe,Mn)gR,(PE,),@4H,0
0.9978 NayS,0, 1.9205 MngH,(PE,),e4H,6
1.0712 BeaK,(S.6, ), 1.9955 AgAuTe,
1.1227 ca[B(an), 1, 2.1201  Zn,(©H),(PY,),e3H,6
1.1894 Ca(B(OH), ],02H,6 2.2023 LiAlSi,6,,
1.47€3 GdCl 86H 6 2.2359 B oH,,
1.4763 SaCl,06H,8 2,3124 Cag(OB),(Sigd,,)
1.4791 ErCl;e6H,9d 2.3545
1.4791 GdClye6H 6 2.5225 Na,MnTi(Zry ¢Ti, 5)6,(F,0H) (8i,6,),
1.4793 TbCl3e6H,6 3.7262 NayGegSny@) 5(EH),
1.4806 TmCl86H,6 4.1563 MogO,¢
1.4807 HoCl,86H,6 4,1584 Mog6,4
1.4807 DyClze6H,0 4.3750 (Mo,W); 46,4
1.4824 - EuCl 3060 ,8 4.6750 (Mo,W), 6,
1.5624 (NH,),Se(S63), 1€, 4433 W6, o0
Organic
0.3129 CH CH0edBL 3.5214 CggHy,
043441 CuH,I, 3.5333 CgHgE0C,H O
0.5686 Pd(C,,H,N36), 3.5597 [(CH3),SiNH],
1.2875 Cul@eC H eCH:NeC H, ],00.25( CECl,) 3.6740 CgN,B3NH,®HCl®0,5H,8
1.7641  8i,Cy,Hyg 3.,7146 Co0,55
1.7715 CCL5CH(GB), 3.9550 Cul(CgEgNE),
1.7937 CgH, ,eNie(CH3),Cc6, 3.9867 CgHglg
1.8926 Rb[Fe(H,6)( 8UCOCH,),NCH,CH,N(CH,CEE ), JoH 6 4.0923 HOCH,eCH(C,Hg JeCH(C, Ay ) 8Cg K, OH
2.0105 (CgHg),Asly 4.2123 Cy,H; 6 RbOH, O
2.1117 CgHZFeCgH,0COOCH FeCyHg 4.2932 C(,H KO eH O
2.1167 [(CgBgI3PL,NiICL, 4.5828 (CLC.H,CH), 8
2.1716 CgHgFeCgH,®8COOC H, RuCgHy 4.9173 CygH;3BrN,
2.1883 [Cu(NC-CH,CH,-CN), JN63 542265 CgH,BrS,e0,5H,0
2.1963 AgNOU30C,H N, $.2678 CoCly(CgHN),
2,2792 CeHy %4 ] S5.64 0€ }lgC].ZOC“‘Hl 4N26300. 5031166
2.3549 K[Cr(C,8,),(H,8), Je3H,6 7.4674 CB3(CH, ), gCHBrCOOH
2.4219 [(HyN),CS],Br,eE, 6 7.4732 CigH;,
2.5371 CyaH 403N, 7.5490 Cy H330H
2.8617 CHy(CgHg), 843860 CH3(CH,),C2C( CH,),CEOH
341913 CpgHo,6,,Cl, 8.8294 CH3(CHy), (COOH
3.4622 CoHgE N5 10.1592 CH3( CHp ),C#C(CHj )y, CHOH
2 5 Inorganic - 588
m P21/c C2h No. 14 Organic - 1783
Inorganic
0.2094 N.I.(Nﬂ3 )204326 0.4696 sesznzc]_s
0.2552 AggBa,(N6,) 00.5H, ¢ 0.4759 NH,Nd( S€,),04H,6
0.2626 NazEP,0,09H,0 0.483% (N,Hg)zCdClg
0.2807 (NH, JgMo,€,,4H,0 0.4862 BiGHSe6,0H,6
0.2877 Hgl€, 0.4882 Bi6HSed,00,5H,6
0.3030 NH,A@(SCN), 0.4945 AuClePClg
0.3333 AlBe(6H)Si6, 0.4948 BiGHSO,eH,0
0.3483 Mg,Al,6,(5id,) 0.5100 P,S,
0.3489 Na,S,0;05H,6 0.5117 KFe4H,6
0.3582 Mg3z(FPO,),e8H,0 0.5194 Mg(NO3),86H,d
0.3627 (Mn,Mg)3(Asd, ) e8H,d 0.5217 Mg(NO3),e6H,8
0.3652 (Mg,Fe)(Ce,La,Nd, Pr)z( 063 )4 0.5468 ABCN'2A8N53
0.3734 Be(Mn,FE)(GH)P64 0.5514 E1262564.H26
0.3782 PBN,S, 0N, 0.5554 Bi,6,Sed,eH,6
0.4001 Cuz( GH),(Mo6, ), 0.5556 HCle2H,8
0.4070 As,63 0.5580 Pb,(€H),(CO3),S6,
0.4076 As,84 0.5700 (Fe,Mn,Mg);3(Fe,AL),S1,30,,(6R),,
0.4112 Asj63 0.5748 PbAgAsSy
0.4320 Ag3;ShSg : 0.5811 MaS6,eam,d
0.4375 Cay(Co,Mg) Asd, ), ®2H, 6 0.5821 Mn86404ﬂzﬂ
0.4414 CayMn( Asti, ), 02H,6 0.5826 CoS6,e4H,d
0.,4469 NaOHO7H 8 0.5843 FeS6,e4H,6
0.4501 AsFeS 0.5853 ZnS6E,04H,6
0.4580 CuNa,( S8, ), @2H,€ 0.5853 AL(@H)3
0.4640 (NH,)Ce( 564)2.4H26 0.5864 NiS6€,04H,0
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Inorganic (continued)

0.5872
0.5886
0.5887
0.5888
0.5894
0.5951

0,5¢65
0.5980
0.5988
0.6072
0,6105

0.6120
0.61385
0.6136

0.6143

0.6176

0.6187
0.6248
0.6257
0.6337

0.6345
0.6353
0.6389
0.6365
0.,6404
0.6414
0.6432
0.6461

0.6480
0.6532
00,6571

0.6584
0.,6592

0.6646
0.6676

0.6708
0.6726
0.6732

0.6783
0.6867
0.6886
0.7068
0.7109
0.,7308
0.7344
0.7349
0.7356
0.7363

0.7367
0.7367
0.7376

0.7379
0.7379
0.7383
0.7383
00,7386
0.7386
0.7402
0.7406
0.7416
0.7424
0.7429
0.7446
0.7452
0.7456
0.7507
0.,7507
0.7553
0.7558
0.7567
0.7583
0.7587
0.7€66

FeMg(OH)( SO, ),07H,6
FeZn(OH ) S6, ) ,87H, 6
PbAgShSy

(Zn,Nn,Mg,Fe)Fe( SO, ), (GH)e7TH, 6

KNayHa[ Cu(18,), Je14H,6
AuCl,
MgCl,e12H,9

K, LiP;650H,6
Na,CuF,

Ba( BY, ), 04H 8
Cu( ClE, ), 86H,E
HyFe(CN)g
NaCNOZHzﬂ
233P040H26
(NH, ),Te( S,685),
Na,Mn, Si, 6,
SrB,0,04H,8
sr[BeH), ],
Na©@HOSH, 6
KCuCl3
NH,CuCly

szﬂs

Ti(NO3 ),
KCuCly
Cn02640H26
Ce(1€3),eR,8
Ca(1d3),
NaBre2H 06
NaBre2H,d
NaBre2H ¢
BaC1202H26
BaClztzﬂzﬂ

Rb, PuF,

AL,(OH) (H,6) o Se6,),02H,6

K (HSig5),
E,NbF,
CaBg6, o®5H,6

AL, (@H),(H,8),( SO, ),02H,6

CaC,8,0H,8

AsS

Mg,Aly gSi38,,
Na25163.8H26
Fe4(864)6.!5H26
HfF4.3H28
(NH4)2N1(BeF4)2.6320
Nl(NB4)2(564)2.6H26
CA(NB, ) ,( §6,),06H,0
K,Pd(NO, ),

(NH, ),Fe( S8, ),06H,0
Ni( NH, ) o( S6,),06H,0
Mn( NE, ) ,( S6, ) 06H 6
Zn(NH, ) ,(S6,),06H,¢
K2N1(504)2.6H26

Fe( NH, ) ,( 6, ),06H,6
Zn(NH,) (S8, ), e6H,6
K, Mg( S8, ),06H,8
Co(NH, ),(S6,),86H,0
Mg(NH4)2(564)2.6H26
Mg(NHa)z(Se64)206H26
C“(NH4)2(564)2.6H26
Mngz(Sﬁa)206326

K, Mg(S6,),86H,6

Cul NH, ) ,( S8, ) ,06H,8
CuSlF6.4B26
Cu(NH, ),( S0, ),06H,0
CquF6.4H26
CquF604H26
CuT1F604HZG
(Fe,Mn,Ca)3z(Pd, ),
CuNbﬂF5.4H26
CuW62F404H26
Ca(CH3CGG)Cl.5H26
(Fe,Mn,Ca)3(P64)2

0.767€
0.7714
0.7742
Q0.7762
0.7769
0.7780
0.7793
0.7794
0.7822
0.7880
00,7965
0.7972
00,7973
0.8045
0.8055
0.8077
0.8077
0.8099
0.8116
0.8125
0.8201
0.8203
0.8205
0.8248
0.8253
0.8264
0.8280
0.8351
0.8407

0.8428

0.8560
0.8615
0.8618
0.8683
0.8693
0.8731
0.8733
0.8779
0.8800
0.8825
0.8829
0.88456
0.8858
0.8874
0.8875
0.8513
0.8942
0.8653
0.9010
0.9015
0.3030
0.9059
0.9140
0.9160
0.91€69
0.9173
00,9189
0.9191

0.91¢6
0.9216
0.9231

0.9241

0.925%

0.,9263
0.9270
0.9328

0,9363

0.9420
0.9435
0.9471

0.9495
0.9512
0.9557

CuSnFge4H,0
NaHCﬂ3

NaHCﬂB
C533ﬂ4(eﬂ)30526
(U85 )oHy 1 (PY, )
U02(H2P64)203326
BioHe

BlGHCrGa
N34P4612.4H26
Cu,( €H) ,Cd4
BaSi, 0 03H, 0
KAuBr402H26
Na2B11504H26
B30Cl0,

EBGZ

K3Fe( CN )6
K3Co(CN)6
Rb3Fe( CN )¢
KZnBr302H26

EBGZ
Na,Ud,(6,);89H,6
FePb,SbsSy,
LlCuCl3.2H26,
FePb45b6SI4
CaK4(Mo7624)07326
CuHgO( NG5 ),83H,0
CsZGesﬂl1
Nn;(GH)g(As6, ),
EZF4

CuCNlNH3

BaHyo

HgCr64

AgMn64
CoSed382R 0
ZnSe @3 82K 0
CaB305(0H) 040, 0
RuNG(GH)(N&, ),( NH3 ),
Baﬁaoﬂzez

B2H6
Coszﬁ6
FePG4.2H
Nle266
SheCl
(Sr,Ca)2B1462308H26
FePdaoZHze
Zn3(Pﬂ4)2
A1P64.2H26
Mg(B4e4(GH)6)06326
Ca(UG,Si036H) ,05H 8
Fed@HCl

LiNH481F6
XeFZOXeF4

ZnGACL

Cu( gH)C1l
““3/2F91/2(“H’P54
PbSSbASll

B1263

NH460H

Mg,Bg8, ,®15H,6
(Mn,Fe ),(GH)(PY, )
KICl,

K [PtNG;),C1,]
KICI4OHZG
(Fe,Mn)z(GH)P64
Ph55h4511

ClgSi o

Mn, (9H)( AsO, )
CuBeszﬁe

Cal A1,S1,68, JesH 0
Ba( AlS16, ),

BigHao

MngPﬂa

(NH, ),Caz(P,0,),06H,6

P
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698 4 MIGHELL, ONDIK, AND MOLINO

P21/c Cgh No. 14 (continued)
Inorganic (continued)
0.9567 (Mg,Ca),FPY, 1.0219 Zr8,
0.9575 PbCro, 1.,0237 thz
0.9584 SrCré, 1.0264 Bi,Rh
0.9607 BiyMo38,, 1.0290 As,Co
0.9609 PbCré€, 1.0300 TaON
0.9657 (Lla,Ce,Y)PO, 1.0399 BHgSed,eH,6
0.5658 CePd, 1.0400 EKCré3Cl
0.9€62 PbSe@, 1.0419 (Fe,Mn)Sid3
0.9676 (Cu,Zn )3( GH)3P6402H26 1.0473 Hé'reee
0.9680 Cuk(CN), 1.0452 ECrd;Cl
0.9685 (La,Ce,Y)PG, 1.0493 NayS,63
0.9686 SrSed, 1.0528 KgVy6,5®10H,6
0.9688 LaPd, 1.0575 ICl
0.9697 Wd3 1.0578 (Cag y¢Meg 4sFeg, 3908165
0.9697 NdPd, 1.0583 Cag gFep, seMEp, 345183
0.9697 CmP@, 1.0616 NazPS,e8H,6
0.9658 (La,Ce,Y)PS, 1.0629 MgNag(S8,),
0,9707 (Re,Th,Ca,U)(P,Si)6, 1.0633 MgSi6y
0.9722 NdAsd, 1.0646 (Na,Ca),(Fe,MnNZr,Ti)6(F,6R)S1,6,
0.9723 SuP6, 1.0656 Niz(Asd,),
0.9723 CeAsé, 1.0667 Al Fe(8H) (PG,), 080,68
0.9727 PrPd, 1.0676 CazSiy8;
0.9733 PrAs6, N 1.0681 NiyP,0,
0.9739 (NH, ),S,6g 1.0684 CaNaBg6,05H,9
0.9740 NdPé, 1.0695 (NHg )y oWy 0, ®5H,6
0.9740 BiPE, 1.0740 Cu,S€;eCusS6 e2H,&
0.9745 XeF, 1.0750 Mg, F,6,
0.9753 PwP@, 1.0765 Hgy8(N683),0H 6
0.9760 Cs,S,64 1.0776 CepBy0;¢
0.6761 MnyB 6 1.0829 TlAsS,
0.9763 Ca,NaFSi6, 1.0894 Na,Crd,e4H 6
0.9768 Al,Fe(GH),(PB,), 1.0902 zZnCl,
0.9769 PaSid, 1.0922 LiNa(BeF3),
0.9770 1hSi@, 1.0947 NH,BiF,
0.9780 XeF, 1.1101  AlzNa(8H),(PE,),
0.9781 Al,(Fe,Mg ) OH),(PE,), 1.1108 [(Ce,Ca,La,Th)Pd,]
0.9821 Al,y(Mgy gFeq o )(GH),(PY,), 1.1376 Ve,
0.9834 AL N@(GH)(PO,), 1.1389 Ag,S
0.9853 FeFey(8H) (PO,), 1.1400 (S,N3)INg4
0.9862 Al,(Mg,Fe)(GH),(PE,), 1.1465 K, Pd(CN),eH,6
0.9851 NayZny6y 1.1489 Hg,(NO3),02H,8
0.9916 (N Hg),S6, 1.1516 (S,N5)IN€4
0.5918 (H,N);PBH, 1.1518 (NH,),S,6,
0.5924 FeK(SH,) 040,06 1.1532 Mo6,
0.9985 Hgz6,Cl, 1.1548 FeCl  04H6
1.0000 AsCoS 1.1571 (S,N5INO,
1.0030 CrF, 1.1644 Mol
1.0040 LiYS, 1.1665 KZnClze2H,0
1.0045 K,RuNG(GH)( N6, ), 1.1674 BF;02H,9
1.0046 SyN3HBr, 1.1691 H,S6,0H,6
1.0055 Sg : 1.1709  Co( NBy )3( N6, ), Br
1.0057 MnS8(EH) 1.17€9 MnCl ,e4H,6
1.0065 LiHo®, 1.1776 ThOH(NG;) 04H,6
1.,0094 Cs,U8,Br, . 1.1847 Cs,[Tn(Ncs)gJezH, 6
1.0100 NaMo®,Pd, 1.1854 CaGa,6,
1.0102 FeAsSe 1.1899 Ve,
1,0110 CuF, 1.1915 BgH
1.0117 NaW&,Pd, 1.1520 Co(N6),Br
1.0122 FePSe 1.1975 As,Sg
1.0135 HEO, 1.1685 As,Sy
1.0135 GaP€l402H26 1.1€96 Mgf{Bea
1.0135 FeyK(OH )P, ),02H,0 1.2083 As,Zn
1.0146 FeSbSe 1.2140 P,Zn
1,0152 FeSbS 1.2218 NH3OHCL
1.0175 AgF2 1.2221 Sa"a
1.0180 FeAsTe 1.2360 Na,SE,e10H,6
1.0196 Sc6OF 1.2384 Nay(U8;),V,68g
1.0198 Zrg, 1.2386 Na,S¢,e10H,6
1.0199 Wey 1.2398 NH3©HBr
1.0202 FeSbTe 1,2412 KUB,VE,
1.0208 Zrd, 1.2428 Baf,eH,0,02H,0
1.0211- LiDPyd, 1.2433 Csl,
1.0215 AgMo€,P6, 1.2438 Cs,(U6,),V,6,
1,0217 FePS 1.2444 Rby(U6,),V,8g
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Inorganic (continued)

1.2444 HgzPpI, 1.5554 MnTh(NG3);e8H,0
1.2449 K?( V€, ),V 0, 1,E559 NlTh(N63)6OBH26
1.2458 Rii,Fpg 1.5563 KSeCN
1.24€1 T1,(U8,),V,64 1.6577 TnZn(Nd3) e8R,6
1.2476 Na,S56,10H,6 1.5654 CuP,
1.2632 Ca,B,(BY, ) Si6,)3(OH)zeH,0 1.5759 RbyUE,(N63),
1.2647 CaBSid,(6H) 1.,5846 Se
1.2667 Hggd,Cl, 1.5866 BaB,6,
1.2672  V(OH ),S6,04H,6 1.5875 Rb,Pd(N6,),
1.2709 VOS(,85H,0 1,5923 Se
1.2760 Ca(F,0H)BeP6, 1.5¢60 LiAl,SizAl6,,(0H),
1.2774 CayFeBy6,(5i8,); 1.6048 (NH, ), HP®,
1.2783 AgaMnSb,Sg 1.6121 Zn,(6H)As6, oH 0
1.2786 Seg 1.6139 Csde( N62 )4
1.2791 Ba(6@H),08H,6 1.6354 Na,B,6,04H,6
1.2806 Seg 1.6354 CSGPGGIZ.HZG
1.2889 RbzFe(CN)g 1.6381 ThI,

.29 ®4H
1.2931 HAuCl,e4H 8 1.6472 NayB, 6 (6H),03H,6
1.2969 (NB4)3S0,N63 1.6540 N,8,
1.2992 AsSbSy 1,6753 SrB669( (33:1 )2031126
1.2662 SnCl,82H,6 1.6778 SrBéeIOOAHZG
1.3108 FeY,(BeSidg), 1.6870 Na,Sr,ALl,(P&,)F,
1.3111  Cw(U6,),(V6, ), e8-10H,6 1.6566 E,Ni(CN),
1.3152 FeY,(BeSigg), 1,7003 E9H15
1.3266 Cu,(6H)gS6, 1.7051 Li,89,
1.3312  NpBg(HyP€4), 1.7112 RDSbH,Cl,eH, 0
1.3317 Pt(NE3),Cl, 1.7376 Mg,U6,(CO3)3018F,0
1.3350 PH(NH3),Cl, 1.7396 BaFeMn, 0,
1.3426 Na,Zn(S6,),e4H,6 1.7407 M@,U@,(CO5);@18H,6
1.3516 KGHOBZG 1.7429 (NH, ), UFg

1.35632 Pd(NS3), ’ 1.7491 Bal Bd, ), @S5H 6
1.3546 MgNa,(S6,),e4H,6 1.7524 NaSb

1.3603 Al,Co, 1.7548 C,Ca

1.3623 Fez( 86,03 1.7563 RbBi, Cl,eH,8
1.3€36 B32T164 1.7583 Na,S03;e07H;0
1.3690 N,6, 1.7692 Cuz(€H)(CO3),
1.3728 0325164 1.7756 CaB601004H26
1.3778 Na,BeF, 1,7761 GeNa

1.3767  Zr(S6,),e1.50,d 1.7828 [(NH3)5Co8],HS0,(S6, ),82H,06
1.3812 CSHS(A564 )2 1.7874 Rb,Cry8,

1.3842 FeNal( 564 )ZOAHZG 1.7886 K,Cry9,
1.3844 C°‘2( ¢H )SBSS.l 69 1.7637 FeGHCrd,

1.3504 Na3A1F6 1.7992 PhyV,6,

1.3904 Na3A1H6 1.8056 NH,CNS

1.3976 Na3ScFg 1.8074 BeNaP6,

1.4018 CsHg (PO, ), 1.8147 AgyTe

1.4121 Hg,SbBr, 1.8206 AsLi

1.4167 K, TeBrg 1.8240 thﬂ( Clﬂa )ZCZHZG
1.4347 Ca3( Pé, )2 1.8436 Col Ng),Cl

1.4374 Cr(N€3)389H,6 1.8529 Pb,V,6,

1.4386 A12Br6 1.8575 PbyV,6,

1.4621 AL(NO3)305H,6 1.8622 (Mn,Fe),(6H)PY,
1.4486 PH(SN), 1.8746 Mn,(OH)As6,
1.4489 Ca Si,0,(Co5), 1.8801 CaAl g,
1.4663 Big6g(OH)(AsG, ) 1.8887 NaP&5

1.4683 TiBr, 1.8929 I:ING3

1.4759 CdP, 1.9013 Rb, Th(NE3 )¢
1.4762 KCuz(CN)30H26 1.9174 Al(ﬁH)3
1.,4785 SnCl, 1.9181 KAuCl,
1.4832 LiB6, 1.9206 Cuz(6H)3As0,
1.4841 ECu,(CN)3eH, 6 1.9259 Cugl GH)3A564
1.4846 HIzOg 1,9375 Fe(ﬁH)3
1.5014 SnBr, 1.9422 K3Co(CN)g

1.5046 TiCl, 1,9517 NaPé,
1.5057 LiB6, 1.9548 NaPdg

1.5065 §,PN58,Cl, 1.9570 PbUTe, 84

1.5092 TiCl, 1.9574 AgP63

1.5272 NH,Bg6g02H,0 1.9779 Cr{NHy)36,
1.5310 (NE4)5[Ir(SG3)ZCl4] 1.9841 2(UG,)Crd,eU0 84H &
1.5334 (NH, ),SO3eH,6 1.9980 Nea,SnFg
1.5435 AgP, 1.9685 In216
1.5507 NaSbF, 2.0087 CuSb e,

1.5513 CoTh(NG3) e8H,d 2.015¢% Ba846602f{26
1.5554 MgTh{N®&3)e8H,d 2.0195 AgyBg0, 3
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Inorganic {continued)

2.0315 (Fe,Mn )an( P64)204K26 2.5100 KZSe(Sﬂs 1 2

2.0423  (Ag,Te }(No3 ) 2.5380 Na,Si,6g
12,0694 KTe®(gH) 0H,6 2.5517 (NH, ),B,H, (xH,0
2,0733 NayPS,e8H,¢ 2.6096 EKHCO,

2.0737 Png(@H),Cl, 2.6140 PLWE,

2.0830 CaSidg 2.6164 Sb,@gBry

2.1040 Ca,Ud, 2.6434  Spe5CL,

2.1058 CaSifg 2.6654 LigGeydy

2.1075 Sr,U6g 2.6869 LaTad,

2.1093 CaSid 2.7225 Cu(SCN),(NHy),®Cu( SCN)( NHy)
2.1094 Nnlg 2.7327 PrTaé,

2.1119 Cag(Sif,),Co5 2.7354 Na,N,0,e5H,6

2,1183 CdSi6y 2.8071 (Pb,Cu,Fe)l3[(Cr,As, P), 1,(6H)
2.1257 NaBeFs 2.8123 (NH, ), U6,(S6,),02MH,8
2.1433 Ce(Re8,)304H,0 2.8219 1ICl

2.1523 Mng( OR),(S16,), 2.8333 (NH, ) Mo, 8, e6H,0
2.1559 HyNeBzH, 2.8673 RbPO

2,1573 CoS6,07H,0 2.8830 Mgg(OH,F),(Sig, ),
2.1590 (Fe,Cu,Zn)SO,e7H,® 2.8954 K, Mo0,(8)F,eH,6
2.1639 FeSO,e7H,0 2.9197 K Mo€,F,eH,6

2.1670 Nag(NHEP6,)3e4H,6 2.9273  AlCaNaFoH 6

2.1699 Mgg( €H,F),(S16,), ; 2.9289 MngSi, 6, (GH,F),
2.1725 (NH, ),A8,Fgd, 2.9421 CsPdg

2.1731 Pn(Péz), 2.9618 Cug(OH), (P, ),
2.1763 (Fe,¥n,Ca)3(P8,), 2.9680 BaySizfg

2.1812 (Fe,Mn,Mg)3(P6,), 2.9704 Cug(GH),(PE,),
2.2124 MnZny(6H),Sid, 3.0036 EK,Te(S,63),

2.2128 Ca(Pd3), 3.0286 AgzPb,SbiSg

2.2150 SrpB 65 3.0310 Cug(6H),(As6,),
2.2263 MgCO503H, ¢ 3.0881 KPo,

2.2277 CagH,(As6,),85H,6 3.1090 RpHSE,

2.2473 Fez( PO, ),04H,0 3.1549 (Pb,Tl)3As,(As,Ag)S,,
2.2614 Cag(OH),(Si6,), 3.1606 Pb,AsgS,q

2.2€35 Fe3(P6,),04H,6 3.1674 LiAl,(OH)gSizAlE,
2.2820 NaPOy , 3.1732  Pby3As, g5,

2.2833 s6y 3.8782 Mg,By6g

2.2865 Co,Si6,0H,d 3.8854 (Cu,Zn)3(OH),S0,02H,6
2.3208 K,yAs,Fgd, 4.0000 BaTe(S,65),03H,6
2.3311 RbyAs,Fgé, 4.1690 (HBS, )4

2.3314 (NH ),[Ru(N®)(OHICL, ) 4169 Br3BiSgq

2.3465 CUPD,(Cré,)(P6,) 4.5116 K3Co(CN)g

2.3750 wu.pe, 4.5119 Mo,©;,

2.4000 Pb,B,Sg 4.5347 Na,P6,,

2.4049 H3!’64 €.1633 K25263.O.33H26
2.4120 Pn,Sis, $.4271 HgSb,S,

2.4754 UG,VWd, €.3687 PdBr,

2.4799 UG, Mob, 6.5261 C,, Hg,

2.4867 PbAs,S, 744651 PhAs,S,

Organic

0.3063 C, H;qNySeBre

0.1101 Sr(Cy,H,46,), e 16H1gN3SeBresH, o
0.1805 BrNHZC H, ,CO6H 0+3079 CycHygN3SBreSH,;0
0.1553 CHLCECH,8CH,Cl 0.3086 CN(CHy),CNe2AgNG;
0.1574 Cg B NHNH,®HCL 03066 CygHygN3SCLO5H,6
0.2125 CLlC R,eC H,COdH 0.3152 (NHp®CeCN),

0.2181 C.H. N, 0,006 0.3169 CoHLN,

sHgNp 9,08,
0.2259 (C,BgCLNG,),Pd 0.3237 [(CH3),CeH3 J3As
0.2265 FC,H,CeH,COOH 0.3242 Ir(CON(CgHg),PCHLCHLP(CoHg ), )01
0.2273 (C,HL.CIN®,),Ni 0.3250 CygHy 605
7Hg 272

0.2281 C,,H,,NOeHBr 0.3278 CgHgN36,

0.2390 Pt(C,H O,N), 0.3341 CpHgBy I3

0.2472  (CH,yC8), 0.3395 HgCl,eCgH3Br N
0.2491 ONC.B,6H 0.3427  CyoHpeN,®2H PG, 060,60
0.2556 ChoHe, 0.3439  CgH; o 68),

0.2654 CCl,:ClCR,LCL), 0.3563 (PhCl(CgHy))p
0.2740 (NO,eNNaeCH,), 0.3581 CygHpeCly

0.2785 Te(CH,N,S),(N6,) 0.35S9 CgHgCLNO

4N28),(N83), .36

0.2824 NBH,CH,COOReAgNO, #3625 CgH .0,

0.2875 Cgil,Bro, 0.3633 CgH5eCH(CyHg )OCH(CoHg )CHy
0.2921 CgHgUq 0.3646  CoH 4N 0%

0.2547 CH30C.H,eCH:CReCOSH 0.3653 CpgHy4(CH3),6,
0.2953 CB3ZnSC,Hg 0.3683 CgH, _NOeHBr

0.3030 NH,Ag(SCN), 0.3705  C,,H  CLN,SeHCL
0.3035 C, W gN3SCL4H, 0 0.3709  C,H,I,
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CRYSTAL DATA SPACE-GROUP TABLES

Organic (continued)

0.3714
0.3721
0.3797
0.3801
0.3815
0.3820
0.3834
0.3848
0.3851
0.3851
0.3885
0.3900
0.3906
0.3%48
0.3951
0.397%
0.3989
0.3590
0.3694
0.4002
0.4027
0.4056
0.4098
0.4112
0.4114
0.4121
0.4125
0.4157
0.4266
0.4282
0.4311
0.4326
0.4349
0.4386
0.,447S
0.4485
0.4488
0.4521
0.4525
0.4536
0.4559
0.4560
00,4574
0.4579
0.4600
0.4610
0.4623
0.,4647
0 .4648
0.4676

0.4707
0.4708
0.4709
0.4725
0.4727
0.4732
00,4733
0.4741
044753
0.47585
0.4761

0.4776
0.4812
0.4813
0.4837
0.483%
0.4859
0.4865%
0.4873
0.48S3

0.48%4
0..4927
0,.,4959

CogHiaBrp6,

NH ;C H,S6l30H,,¢
C,S,(CN),

[(CgHg)A8],0

Coglpp

CH;00C H,8C( CoHg ) :C(CyHy )OC B, §CH,
CH,®CHOC B @CHOC H eCH,
C16Hg9252

CdC1,02C,H N6,

NaB, oH, 32( CHg ),

€ gHgHp8 e,

(CoHg ) CgHg YCHNG,Br
C8H6 ClNﬂs
C10Fp4NoClye2H, 8
Cy13H)141N%

CgH g #CuALCY,

KpCaHy 6,028, 6

C3HEN,S

(CgH g8 ,N ) ,Cue2H 8

HRh( C8)[ P(CyHg )3 13
(CH3)3N(CH, ) (N( CE3) 3 @Br,e2H, &
CgHy gCLNGOH 6

BrCg B, CH: CHCOGCH

CagH NG 3T

CoCl,6(CH3),N(CHp ), N(CH3 }(CHy ),N(CF3),

CoH,Eg02H 0
CgHgClg

ClCBgCﬁﬂB

NH,CgHy oNH,02HCL
HO®CH,®CH: CHeCEOH
CeHgCH: CHCOOH
[(C4BEgY3P 1oPdCL,Co 6,
(HyNCoH, ) NCH,CH, N C, Hy NHy ) @SHCL
HgCl,83[(NH,),CS]

NH ,CONHCENH ,#0.79H, 8
CH36.C684.CH:CH.C66H

( CHZQC( CK2)2 )ZNl
NH,COeNHS CE@NH, 00 . 61,6
C4HgNp8y

Rb( C3H363 )H, 0

NH, CH, CEH
ALC18C R NG,

CH3( GeNHeCSe .NH.C6H5
(CgH,®CgH, )Fe ,( CH3COOCH, ),
CgHg Br, N6

Fe( CgH, CHC Hg )y
CEHg®C(CoH ) :C(CpHg ) oC H
CeHeby

ve( CGHSCGCHCGCH3 )2
CyHyaNx03

R Pt(C,6, ),02H,6
Cy38;292

CLH N S
(OCH, NE, ) (P S )-aCH,
Cu,56,05SC(NH, ) ,83H,6
CeHy N, 006, 6

Col C5H5N)2Br2
Zn(CgH N ),C1,
C,H 6, eHCL

C108eN2%
K,Pt(C, 6, ), e2H,6
(CgHg)3SneMn( C8), oP(CH )y
(CHI),oC, HySe,
Cy,HgCl,

Zn(CgH N1,
Zn(NCS ) ,@2( NH,eNH, )
(CgBeN,6)00,5C,H 6,
Mn(NCS ),®2( NH,eNH, )
Cd( NCS ) ,@2( NE,®NH, )
Pb( §6CeCH ),
(HyNCgH,)3CCLE,
(Cl13PNCHy ),

CBHSNGZ

0.4965
0.,467S
0.4980
0.5005
0.5011
0.5022
0.5030
0.5046
0.5075
0.5087
00,5094
0.5130
0.5141
0,5153
0.,5169
0.5181
0.5181
0.5195
0.5210
0.8227
0.522¢9

00,5233
0.5246
0.5260
0.5268
0.5274
0.85281
0.5282
0.5282
0.52¢9
0.,5306
00,5333
0.5382
0.538%
00,5396
00,5413
0.54¢€8
0.5483
0,5485
0.5491

0.54%6
0.549%
0.5514
0.5522
0.5535
0.5546
00,5552
0.E£558
0.5571

0.5574
0.5580
0.5601

0.5609
0.5618
0.5632
0.5657
0.5676
00,5677
0.5687
0.5689
00,5695
0.,5713
0.,5716
0.5717
0.5723
0.5731

0.5779
0.5810
0.5826
0.5830
0.5852
0.586%

Mn( C,H,N6;S),
[(CH3),NCH, N, C1 JCuCl,
Ni{ C,H,NES),

C23H,eNp9
{CcgBg)3P L (CSIRRCL

Co( CgH, N€i3S ),

(CHCE6H ),

Br,C H;@N ,eNReC H,
HOO8CCH: CHCEOH

CeHg SCoH, NO,

HEC N, CHE
CH3(CH38)CO(CgHg )P eCr( CO),
C9H7N.HC1
(CgH,COS8,N ) ,Cue6H, O
K3Fe(Cy6, )393H,6

CgH, (CHONG, ),

Te(CL HgN,;S),4Cl,e2H,0
C34Hpy BroN, 65 5,60.5C,Hgd
T13R h( 0264 )3.2}{25
(CH3CE8),

[ (NH,CH,CH,NH; ),Co( N&, )(NH, )Co( NH,CH,CH,

NHZ)Z](N63)4
SeP( CgH,yCR3 )3
CeHy0Sa
SP{CgH,CH3 )3
K3{Cr(Cpti, )3 Jo3H 0
K[Mo€,(Cpo6,)00,8)
(NH,CONH3 )CdCly
C32F3gN,
Cs(C(NE,)3)
(CH3);C1gHp4
Rh3[Cr(0264)3]03326
CgHge2[as(ca) ]
CeH(OH) @2H, 8
SSb(C H,CH3 )3
CgHg NO3Br
(CHOH ) @2H 6
AgCNe2AgNGy
HeC( =S )eN( CHy )8CH,8C¢Hy
(CH3)(CgHg ) C,H CHO )CH NeHBr
(CH,-CH,COUH) ,( NH,(CHp )3 ),
(CHBy W CgHg)(C,HgCOH )CgH NOH T
CgHg CLNE3
CqoHgCING,
UG,C 6 ,03H,6
Ni(C,3H gClN6),
( NHp CSNHp )3 Te(HF, )y
Cr&(6, ),CgHgN
Col C1CgH3 (8 )CH=NCLH,N( CoHg) 5 1o
CsHgd,S,
CgHgeCHONHECH
Pba( 6H) 5( CO3), 56,
Te(CH3 )1,
CgHgCly,
CaCluN4Sy
C,H;N8,Ca®3H 8
RbHC, 6,
H,oNCH,CH,S8S6 ,0CH,CHyNH, 02FCLOH, ©
2CH( NHp ), 8HCp 6,
CdBr,{ §C( NH; JNHCH3 ],02.5H 8
CqpH,gB,N,Se2HCL
CuHgESeoT,
CgHoN36 ,82HC
Cy2BygCLN,OSeHCLeH,; O
CgR,CO0H
CeH, NO,CHS
Cu[ (CH3),CoN,8,H],
CgHgClpBrp
CS(SH),
€12¥10%
H,N@C=-COCH:CHoCH@NHON
Fe,(CO)( CHz®C:CH) 5
N(CgH,F )y
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702 MIGHELL, ONDIK, AND MOLINO

Organic (continued)

0.5869 CgHgBr, 0.6749 N(CgH,Cl)y

0.5874 RBH(CyoHz63)5 0.6765 CgH,N 682HCL

0.5902 KH(C,H363), 0.6783 Cal(Cy6,)eH,0

0.5926 CgH,(COG8CHg), 0.6790 CgHy N,¥3

0.5932 KHC, 9, 0.6806 CgHgCE( CH,)3CECGHS

0.5954 CgHgClg 0.6815 NH,(CH, ), HS6;

0.5667 CoHgN,684 0.6823 CH, N 0C,Hg

0.5973 (CHy )3SHglg 0.6824 CgHy(N,SeHBr

0.6016 CugH3Ng8g 0.6825 CgHgON,®2H,6

0.6022 C,Hg6, 0.6834 C3H,N36,@HBr

0.6029 CgH,NCONH, 0.6838 CgHgN,6,

0.6029 [(CgHg),C 08C,Hg ], Pd,CL, 0.6844 Cy, HogBrNeH 6

0.6034 [(NH,),CS],TeCl, 02H,6 0.6846 C,H3N,Se,

0.6038 C HgN,6,S 0.6858 N(CgH,Br)g

0.6115 C H,(NE,), 0.6862 CgHoN46,Na,06H6
0.6120 H,Fe(CN), 0.6872 [(06H5)2Br][BF4]
0.6130 C,H,N,S 0.6875 Te(CH NS ),(CgHy,N;8),C1,

0.6132 €, H,,8, 0.6883 (CHCL),:C HgH,

0.6134 C, H,  N@ 0.6903 Te(CH,N;S8),(SCN),

0.6135 NaCNe2H,6 0.6925 NaNH,(Mo€30C,6, )e2H,6

0.6147 H,NeC.H,®8CH( C,Hg )8CH( C,Hy J@Cy H, ONH, 0.6928 Cu(CgH,OHCH6 ),84H,8
0.6164 C . H,,6, 0.6962 AL(OCyHg)3

0.6164 (N6#),Fe,S,(CyHg), 0.6974 CdCl,8C(NH, )NECH3
0.6177 CyqH,4CLl, 0.6988 CygHypg

0.6180 C B NO, 0.7006 CzpHzgCuN,

0.6182 Zn(CgH,NeCH;NOC HyNOC-H, N)Cl,02H 0 0.7023 TICl,(6CgHg ),

0.,6206 Cy,H,Br,Cl, 0.7028 CHgN4eHCL

0.6209 ZnCl,eC, HgN, 0.7035 Cu4Hg€Li®C H L1
0.6215 (CHE,COOH), 0.7078 Cd(N@3),ea[ (NH,),C6 ]
0.6225 CH3eC, HRrN,6, 0.7086 CyoB,

0.6235 Fe,(CO)geC, 4H 3N 0.7087 Cu( NE3),C64

0.6245 HOC H,®CH(C,H;)eCH(C,H )oCyH, OH 0.7100 (CH3),Ga®H

0.6250 VE( 6CHy ) 0.7105 Co(CH3CHE ),04H,6
0.6273 CyyHpgCuN,6, 0.7116 CouHpe64

0.6275 CgH,Ng 0.7128 Cu[ SCSN(C3H5)5 ],

0.6287 CgRgN,6, 0.7168 Cu( CH3E6CH,CE6),02H,6

0.6291 Te(CgH;pN,S),1, 0.7171 Ni(CH3C€6),04H,8

0.6316 Cul(CgH Ny )(NE5), 0.7179 SbClgeHCEN( CH3),

0.6321 (CgHg),Sd¢ 0.7182 CgHy,N,05

0.6327 Zn[SC(NH; ), Jo(CHzCE86), 0.7195 C,HgSe,oC,I,

0.6338 CgHy N®SH,CaH,T 0.7226 Mg(CBH3COd),04H,8

0.6341 CygHo5Bré 0.7274 Cu(NH3),(CH3C686),

0.6341 CH36(0H)CH;CHE 0.7274 Sey(CH3CgH,S65),

0.6348 (CgHg),Sed 0.7288 CgHgeC,H,eCr(CO)3

0.€6352. C H 0,8 0.7300 Ca(Ne@, )204[(NH2)ZCﬁ]

0.6369 (CH3S0,S), 0.7312 CgH,Clg

0.6379 CyoHgN46, 0.7320 C,,HgCl,

0.6403 CgH,N3@ ®2HCL 0.7348 SnCl,6CH,eCH,0H

0.6404 CONHoN(CH3),eCdBrj, 0.7351 Mn3[(66CICH2)ZNCHZCHZN(CHZCGG)2]2o10H26

0.6404 CaC,0,8H,0 0.7360 (CHCEOH),

0.6413 Fes(CE),4(C5Hg )y 047365 BrCgH,(CH3),NASE,CeHy

0.6429 CgH,NO,CL 0.7366 Cul(CgHgN®)CL,

0.6429 Cu(GECECH ,CO6 )e3H,0 0.7371 Cy3H N, 6,

0.6430 (Cy,H; oN8),Cu 0.7379 Mn[Mn(6R,)H(CH,N(CH, CO0), ), ], 08H, 6

0.6461 (CgH,NO), 0.7382 CgHgMo( C6)3CF,

0.6528 CgHy GN,SeHCL 0.7385 CgHgBreijoH, @

0.6548 CygHyp 0.7387 (NHp C,H, );NCH,CH,N(CoH NH, ) [ Col @H) I, ]

0.6549 Cul(CgHNG),0C(N,0, )5 0.7403 CgHgd,S,

g-Ziig Egggizgtzcgﬂg]2AsCH3CuMn(CG)5 0.7409 CuS6 ,@(CH,) N, 0H,S6,
&= 2%¢4Mg%2 047423 K, (Pd(C,6,),)04H,0

0.6552 (CH,CONH) 0H, ¢ 0.7443 CygH,4Br

0.6554 LaH{ (80CCH, ),NCE,CH;N(CH,C06 ), Jo7H, 8 0.7449 TeC.H, eCHGH

0.6565 CpgHyoI6P 0.7450 NB RCg 64

0.6573 Fe(CgHgN,8,)3 0.7459 S (CH3C4R,86,),

0.6576 CgH, ,N,6 0.7478 RbHCgHg

0.6586 [(CH3)3PteCH eCHeCHeCHOHC,H 1, 0.7484 HCONH,

0.6603 CgHg€, 0.7500 Cy,H N6,

0.6613 C, H,, 0.7527 Fe(CHI3C,(CgHg),

0.6639 CgHgN,6S 0.7587 Ca(CH3C66)CleSH, 6

0.6653 CuC3H5N63a3326 0.7591 CyoHgN, 6,

0.6670 ChHgNgb4 0.7593 CgHg®,S,

0.6684 Te(CH,N,8),(CgH;,N,S),Br, 0.7598 (CygH;5),

0.6742 C g H, 6, 0.7619 NH,(CH, ) NH,e2HI

J. Phys. Chem. Ref. Data, Vol. 6, No. 3, 1977
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Organic (continued)

0.7637
0.7652

0.7653
0.7681

0.7700

0.7702
0.7714

0.7720
0.,7726

0.7736
00,7742

0.7751

0.7756
0.7757
00,7770
0.7802
0.7806
0.7808
00,7821

0.7837

0.7838

0.7859
0.7875

00,7880

0.7887
0.7921

0.7921

0.7925
0.7930
0.,7939
00,7974
0.,8014
0.8020
0.8025
0.8037
0.8042
0.8045
00,8050
00,8053
0.8057
0.8062
0.8077
0.8077
0.8096
0.8099
0.8156
0.8164
0.,8170
00,8181

0.8203
0.8242
0.8259
0.8276
0.8278
0.8291

0.8300
0.8337
0.8358
0.8269
0.8394
0.8414
0.8422
0.8428
0.8430
0.8431

0.8448
0.8452
0.8462

0.8510
0.8516
0.8530
0.8531

0.8558
0.8561

C1682294%CgH, 3NO
Ni(SCpHg),

CeCl g8

CypHuCL,N,

Fe[ CgH, ®CH( 6H)CH3 ],

SnBr 36CH;8CH6H

NeHCO3

[ Cu( NHLCH,CH,NH ) JCL p oH ©
BoN=-CO-N=N-C8-NH,

CyoH g NHp) ,e2HCL

NaHC63

Cul(C, Hg N, ), (NE3),

C14HgNGp

(CapMzp%16)2

P(CgHg )3

CgHg (GH g

CpH5N5S,HBr

C20H15N05

[ CuU(NH,CH,CH,NH, ) 5 ]Brp oH, 6
[Col CoHL(NH, )5 )5( N6, ), NG,
[Fe(C6)4]3

CioMaz%2

Bg( SCN),8Cu( NH, eCH,CH, eNH, ),
Cu,( €H) ,C65

CBBr;C H , 6CH

Cu( €y oy oNE),
Ni(CE;N,S,)(HN,S,)
C,HgN;8eH 6

CLH N,6,8

CgHeCl,

CoHC13C B, 9CHy

Cz3H35Brog
Ni[NHZO(CHB)200066]204H26
(CH3C8OCH,CH,N(CH3 )3 ) Br
Hg(CN),®SC(NH, ),

HﬂGC.CBZGOC6H4.COONHQCH2CCH:CH2

C148g%2

Cl3C R,CN
LiH,CO,CH,yCERCO,CH,CH,
CH66CgH,®CH: CBreCooH
(C16H32)7

K3Fe(CN)g

K3Co(CN )

Cy3¥,,95P

RbyFe( CN)¢

CipHg9, S,

Cu[ NH,CHONHNH, ],C1,

(Cy By gNE),Pd
C10H11N94S;
NE,@CH,eCHeNHOCH, $COOH
CgHgCol CH3C,CHy ) ,CO
Cu( NH,®CH,8CH,®NH, )5( N&3 ),
NaH,C6,CH,CHHCH,CH,CO,
Ci18P16%

CpoBpy NO,HCL
C1oH15CON68, S, 03H 6
Cyi0H30A1l29281;
CLH,N,8,

C14HgBry6,

cu(C,Hgb, ),
C3H,ECoH, NG,
CLH4Ng8®ACLOH o6
CuCNeNHy

ClCgH3( CH),CeH5CL

CHy( NEp )CONHCH, COOH
C5Hz€3Na
PtHCl[P(Caﬂs)ZCZHS]Z
B,HgCoH,

CH4 CONHCH,CO6H
C10f30N281is

CgHg CHNNHC B
CgHgNE3Br

NA,®C H,®AsA( OH)
C,N,®NH,Cl H

0.8607
0.8630
0.8639
0.863%9
0.8652
0.8657
0.8670
0.8672
0.8672
00,8680
0.8687
0.8697
0.8713
0,.8728
0.8766
0.8767
0.8791
0.8816
0.881%
0.8851

0,.8862
00,8877
0.8887
0.8902
0.8904
00,8906
0,8¢07
0.8998
0.9006
0.9011

0.9026
0.9034
0.9039
0.5048
0.9057
0.9062

0,9070
0.9082
0.5096
0.9120
0.9126
0.9146
0.9158
0.9163
0.9165
0.9171
00,9207
0.9211

0.9224
0,922€
00,9245
0.9259
00,9274
0.9277
0.9282
0.9315
0.8315
0.9316
0.9322
0.933¢
0.9346
0.9354
0.9377
0.9391
0.9398
0.9455
0.84E€5
0.,9457
0.9512
0.9516
0.9549
00,9569
0.9590
0.€590

BrCH;Cg H3 NG,
(CH,N,6),8C,H,,0,
(NH,),C4Cl,6,
CoH,CL,N,

C,zHgN

CgH, o0

CpoH 1 N6 eHBr
Pb[SC(NHZ)Z](02H362)2
C1,C H;0NCLCONCL8C H CL,
Cogl329,51,
CagHagNp%
(CH,~CH,®CE6H ), (NH, ~CH, ),
CgHgNE5CL

N(CH3),1g
N4(NH,CH,CH,NH,),ClBr
(CgHN,S),Cucl

Ca4M16

C,H,Cl,6,

C6H2 Brg

Cu( CH3CH,CH6 ) ,0H .8
CgHy N, Op0H,0
CGHBBr264

C20M10%4

(CLEHNS ),
C1gHppN,SeHCL

Cul CoH485),

RuCl,[ P(CgHg )3 )3
CeH,Cl,

HgCl ,@C3N363( CH3) 5
(CgHg )4 ASRUCL 4 ( H, ), @H, 6
CgHoCl,

C14H p9Cr(CE) 5
CH;6eCleC H3@CH:CHeCOOH
(ceen),

CeHpCly,

Ci1sH1 N3

C5Hg80s8CH, CHCHy

€y 7HpgNeHCL
ByoBraHgCal CH3),
Ni(NB,CS,),
CoaHygNO,PD

CoHgN30

CgHy oBra9,

CgH,y gN,8S

Pt(CHz )3T

(CgH )Fe( CgH, COOCH)
Cl,8C He¢CH :CHeCOGH
Asg( CH3)g

C1ShS, (CHy ),
Cy0H10N20
CH,@HOC(CHz ), 8CH , &
CgHy BrNO,
C1pHsN78, RD
CNCH,CHNHNH,
C3H11B10Cs
CgH,y N, ®2Br
C12H4N70 5K

Celly oNo¥3

(CHy ), CHCH, CH( NH, ) CENFCH, CY NHCH, CHEH
(CO ) Fe(CgRg JFe( CO )4
(CgHg ), PS(GCH )

CgHy NS, Te

[ (N€,)3CgH, 5 NK

Fe[ SC(NHCH, ), 1,C1,
CelyCING,

K(C,ByN30, )e2H,0
CgHg N, 8,C1

N :N0C6HAOSG3

Te( C3HgN,S),( 8,6,CH,),
CeBeClg

Pt(P[C Hg]3),01,
CgHyBry

cd[ SC(NHCH, ), 1,C1,
Ni1(NH,CH,CH,NH, ),(CNS )Br
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Organic (continued)

0.9594
0.9603
0.9626
0.9635
0.9658
0.9661
0.9661

0.9662
0.9674
0.9674
0.9680
0.9681
0.9685
0.9693
0.,9718
0.9741

0.9763
0.977%
0.9783
0.9794
0.9795
0.9816
0.9842
0.9861

0.9865
0.9884
0.9899
0.9906
0.9913
0.9939
0.9940
0.9543
0.9994
1.0000
1.0010
1.0037
1.0040
1.0045
1.0082
1.0057
1.0071

1.0096
1.0111

1.0113
1.0130
1.0132
1.0133
1.0144
1.0147
1.0160
1.0177
1.0178
1,0179
1.0180
1.0187
1.0195
1.0198
1.0204
1.0217
1.0222
1.0238
1,0250
1.0277
1.0280
1.0288
1.033s
1.0346
1.0354
1.0370
1.0383
1.0384
1.0423
1.0427
1.0433

Nig(N6, ) (CaH N, )(CLE, ),
C16M21 N85

Ni[ (CH3),NCH,CHRNH, 15( NG, ),
CyoHgNNa€3Se4H, 0
ZnCl,e2C3 B, N,

[(CpHg)3P I,NiBr,

Co[ (CB3)3P6 ],(NE3),
(CgBg)oP3NaCl,

Co( NU3)38C,HgN3 6,
(CH3CHp ) 3P-CSS

Cuk(CN), .
Te('C4HgN,S)3(CLE, ),

Te[ (CoHg)PS, 1,
Se{(CyHg),PS, I

CgHy oN, 6

Ft( P[CyHg ]3),Br,

CeH lc(cHzYS5 ],
(C¢HSPS,),

Se{ (¢cH3z9),Ps5 1,

Ni{ NB,CB,CH,NH, )5 ( NCS)CL
[(CgHg ) 8n 1g@2[ (CH3),CeH, ]
C128gN29;

C4HgCLN,

C18H10Cr2%

Cz2812

B10Cl19C2H2

083( co )lz
ClC,Hg@N( NG IN :CoH N, ¢H, 6
Fez( C8)g( CoHC,CeH5 ),
PdCl,( CH3SECH ),
[(CoHg ) NCS, 1,Ni

C2H2By ¢Clyo

C,Hg©, ®HBr

Cy1H1oNp9,S

Nil (CoHg8),PS, 1,
Cu(HCE,),04H,6

CoHgN,6,

C1284KNy

C12MgN>

((CpoBEg),NCS, 1N
(T1C12(C5H5)]26

€16%10

(C6),(CR, :CHOCN JFe

C18¥ 191N,
CyeHzpNaoNI(CLE, ),
C1oHo4N,SeHCL

Ni[ ( CH3),NCH,CH,N(CH3z ), J(N8, ),
[NiN(CH,®CH,8CH,#NH, )5 J( SCN ),
CeHe€p

Cu( C,H;®CH;8C,N,08,H),
CH,CH( NB, )COUHOHCL
(CoH;oN,6),
IrCl(COM 86, )(P(ChHg )4 ),
Zn4[szp(ec3n7)2]66
Ni(CH38C,H ®C N, 68,H),
C10¥14Np% ¢ HBr

C20%14Ng

C12MaN79) oK

(CgHgCO ), 8,
CeH3(N6, ) 6HeC, (H NH,Br
CgHy o NO,eHBr

Cy5H1493

HO®C H,COGH

Ca(P€,Br, ),®2CH3CO6C, Hy
Mn(PE,C1l; ),( CH3CIOC, H ),
C16811CrN39, 4

CieH p3NG 8HCL
[(c6n5)4c460235]2szc12
(C1086 )2

CeHy,

CgHgO,

Cu( NCS)e2(CgHgN)
Ca1Hp3Brd,

CygH 3CLINg

2
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1.0439
1.0441
1.0447
1.,0490
1.0502
1.0512
1.0530
1.0536
1.0554
1.0568%
1.05¢68
1.0579
1.0592
1.05¢5
1.0611
1.0639
1.0646
1.0649
1.0653
1.06€6
1.0679
1.0687
1.06%9
1.0711
1.0712
1.0724
1.0737
1.0742
1.0745
1.0759
1,0771
1.0788
1.0835
1.0844
1.0860
1.,0871
1.0876
1.0896
1.0907
1.0¢35
1.0548
1.0950
1.0956
+0659
« 0963
.0964
<0965
1.1032
1.1047
1.1048
1.1050
1.10586
1.10€4
1.1079
1,1093
1.1094
1.1098
1.1100
1.1102
1,.1123
1.1127
1.1136
1.1152
1.1156
1.1158
1.1176
l.1182
l.1188
1.1191
1,1233
1.1258
1.1265
1.1302
1.1315

s e

Ca6M26%

CH¢ BrNd,

K p( Cu( NHCONHCENH ) , ) 04 H, 8
Col C, N85, )302H,8

( CgHg )Fe( CO)3BF,

CgHgSCq H,NO,
NH3CH,CH,6S65

(¢} 18, 0958]

(C5Hg)P(CgHg )3FeCE( CgHg )
(CH3),S6;BF,

CH3®C H,NH,®HCL
CL(NE, )C By 0CHE
[(NE;),(CHy), J,C1 Coct
CoCl ,eNC_H,CHNNHCgH, N
CH3SHgCl

C,Hg CING,

(CgH  ,NiCl,),eC H,
[Co(NHZCHZCHZNHZ)ZCIZ]NG3
CagfzaNp

(Cy By g8,),N1

CoHg 6oFe( C6 )4

CgHy 2S¢

DCH( 6H )CHeL 1

CH, : CHCH,NH®CSeNH,
C23B4693

(Cy pHgN 6,4 )30C, ;Hg(6H),
Ci19P38%

HEGCeCH: CHOCH: CHe COGH
(CH3);S16ALBr,

HOOC H,@C(CpH5) :C(CyHg )CyH, GHOC H

C335Fe(C6)3I
CH3 86, SK

(CgHg)Fe(CgH, 6CEOC A3 ( OH)( 6CH3))

(Cp1 By N3 INL(NE3),02H,8
SnCl ,02( C,HgS)
[Cc3HgFe(co)3 T
Ni(N63)30C,AgN6,
[(c3B, 013481, (BgCL )5
I1(N6,)C4H0CHE

C7Hg N5 80C, H, BrN, 0
Na,C,6,0H,0,
[BrMn(CG)4]2
CgHgd,Kg@H &
C30M20NaNap0,

CgHg N 6eHCL02H,6
CcHgNeHNG 5

CgHgNCCl 5

Co( CB3S( CHp ) SCH3 ),(CLE, ),
4 CsH,8CH, JFe( CH3z0eCOeC H, )
UCL(CgHg )3

CeH1gNpClp

CH3C(NH, )S
Te(CgH; NS )51,
Pt,(SCN),CL,[(C3H,)3P ],
(CgHyBr),

(NGZ )406HNH2

CSH! lestoHC\.one

CgHy oCLoNPd

CgHy gCLNgN16, S

CoHpN,

Ci14By0 .
[(c387)3As15(Ca1, ),
CgHgNe 21,

C6H18N23r2

CogHaoN

c336006H4ocH :CHeCHGH
CeCl,l@sn(CB )5 ],

CGHI 7Nﬂ

C10H;1 N9,

CppH,gN,N1E

[co(ne)([s CentcHg), ], ]
(CgHyg), Sn(I)(CH, ), (T)Sn(CgHg ),
CeHgeC, HCL, 6
2C6NH2N(CH3)2.ZnBr2



CRYSTAL DATA SPACE-GROUP TABLES

Organic (continued)

1.1349
1.1365
1.1370
1.1384
1.,1392
1.,1393
1.1402
1.1410
1.1411

l.1418
1.1426
1.1427
1.1440
1.1443
1.1448
1.1465
1.1476
1.1479
1.1479
1.1501
1.1508
1.1513
1.1522
1.1566
1.1580
1.1581

1.1586
1.1618
1.1637
1.1648
1.1665
1.1665
1.1688
1.1656
1.1700
1.1716
1.,1735
1.1787
1.,1783
1.1785
1.1803
1.1818
1.1821

1.1847
1.1916
1.1922
1.1930
1.1930
1.1932
1.1935
1.1938
1.1957
1.1961%
1.1981

1.1992
1.1998
1.2034
1.2038
1.2045
1.2068
1.2093
1.2114
1.2118
1.2141

1.2143
1.2158
1.2160
1.2161
1.2181

1.2186
1.21¢6
1.2205
1.2238
1,22854

Rb3CO,CH,COHCO,CH,CH,, 0H, 6
CgHgNE,

(CgH,CL),NE
C20H2g913%H,9

Zn( N, B, ),( NH,eNHCE6 ),
[(cyEg) 4P J,(CdBr, ),
CpoHpoCLN

CeHgN, 8,8

RB( C(NE,)3)
H6-CH,-CH(NHZ)-CS,
C7H, ;N, €, 0HBr
Fe(CcH,eCICHS ),
CyoHpaN NL(CLE,),
HO-CHp-CH(NH3 )-C6,
CgHgNeICL
K,Pd(CN ), eH,6
K(SeCSedC,Hg)

€, BN

Snz( CHy ),Fe,(CO), ¢
Mn(N,H, ),( H,NNHCS6),
Rb( SeCSECHg)

Ni{ CoHgN, ),( NCS),
(CH,N;8),0C Hgd,
TiCl,y( 6C,Hg ), 0C H OH
C30E3g8,Cu
CopHpgN8,Pd
(C3B5PdACl ),

Cr( 8Cg H,N:NCgH, 8 ) ,CHNE
TiBry(9C, Hy ), 0C4HoOH
Cr(CgHg ),

CgHgClg
NH@CH, 8CH, 06P8 1K
C17H14B8rNg03

C14H2a

C5H 4 NCH ,NH, 82HC
(PACL(CyHE) ),
C4HgCOOH
(HOECOC H, )5

CleC H e CHN(CH; )8
Co(N H, ) ,( H,NNECEE) ,
CgHy gINgNIS
ByoHp(S(CE3) ),
{(CgHy | IgP1,NL( SCN),
Cs,{ Th(NCS)g Je2H, 0
HOOCC H, (@ COOH
NE,®COeCUONH,
H@Cl,8CH, (N(CH3),),
(CgHg ), Be

(CgHg ), Fe

CH5®SH ,0CH
[CgH4(CHL Y5 ],
AgSCNeP( C3H, )y

ZnT ,@2NH,CON( CH3),
S( CH,8CHg ),
C108129%

CulC, H,y ,N,8)5(CLE, ),
(CH3CON) ,C3H,S,Na83H, 6
Cy4H pCr(C) 5
C,1,8C, HgSe,
CoH,N,S
(NC),C=C(CN ),
CoHoNp S

CeHgOC,HO,

C,HCOOH
(CH3CgH,)3SDCl,
Cy4HgBr, 6

C11H10

CH3As(CN)y

CsHyoN293

Te( S5C8CE3),

[ CgH 4NCH( 6CH3 INH( CH, ) ;N=CHCgH, N ]CuBrCl6,

C,HgCL, 0,
CpoeBpoCLOP
(Cl-CgH4FeCgHy-)p

1.2261
1.,2264
1.,2278
1.2279
1.2301
1.2319
1.2332
1.2367
1.2373
1.2375
1.2387
1.2412
1.2414
1.2433
1.2456
1.2457
1,2479
1,2506
1.2507
1.2528
1.2533
1.2537
1.2842
1.2566
1.2582
1.2609
1.2624
1.2675
2724
1.2732
1.2734
1

1

-

«2756
+2785
1.2807
1.2821
1.2831
1.2833
1.28850
1.285%
1.2862
1.2863
1.2880
1.2889
1.2904
1.2928
1.2931
1.2639
1.2643
1.2962
1,2964
1.29€4
1.2982
1,299%
1.2996
1.3001
1.3015
1.3016
1.3017
1.3034
1.3037
1.3040
1.3043
1.3044
1.3045
1.3056
1.3056
1.3063
1,3064
1.3078
1.3085
1.3125
1.,3151
1.3166
1,3169

C22E14

AgZCNZ
(CIBHIZNG)ZC“
CqoHglp8

N1(CoHgN, )5Cl,
(C4HCO )3CN=NCg H, Br
Cp1H 5010,

NO,8CH ,0CO6H
(CH)3Fe8Cs(CF3),
CyoHgLiNG3Se3H,0
CpeHpoBroP
C15H14970H,6
C198129%

Cu( C1CH,CE6 )02 . SH, 8
AGALCL,0C Hg

¢, ,Hg8Cl

CgHy6N292

(CgHg ),V
CSHSOFe(CG)ZHgCo(C6)4
[(c,oHg),NCS; 15Pb
C4Baolz2

C,H SHgCl
CHgBr,S,

Ni( CoHgN, ),Bry
CgHy 393N
CeHg €, ®C, T,
C16HgCly
CA(CoH 8 ), 0H,6
€,Hg€5S,

( CH )3NCH,CEEeHCL
[(CH,),CcH S IO,
CBH7GOCGE4QCH :CHeCOGH
cgHgClE

(CgHg ) He
CysH1C1H,S;,
CgH,CLNG,
CZHSMgBrOZ(C4H1°6)
C1H_ Ne( CH,),NH Cl
€y B, BB, P
C12H;0BI,P
FCgH,CONH,,
C1oH10%CgHg( NIy ),
RbyFe( CN),
K3Fe(CN)6
(H,B[NH(CH3), ],)Cl
CSHSQ( CFy )605““‘
(CyH,8CgH, e, ( CHg )y
[cgH eMo(C8) 3 ],
(CHg )3NCH,CO80HBr
CeHy 0%

(CgHg ) Ha

(CgHg IF el CgH,CY8CH: )
C10¥12%
Zn(HCOG ) ,02H,6
N6,CH, OB
(CgB W) ,(CO),

CgHy 7NE
Th(CgH,8, ),
NE,CH,OH

(CH )3NCH,CH, 0565
C3H,N, 85

Fe( HCEE ) 021,06
U(CgB,8,),
Ni(H®CHE ) 0 2H,8
N6,CH,OH

€y H gNg®HCL

U8,( CgH70, )5 08,9
C3H5NOS,
Mg(HCES ) ,82H 0
Ce(CgH,8, ),
NO,CgH, O
(CgH,4CGH , )F el C5He)p
€1098

Mn( HCOG),02H,6
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706 MIGHELL, ONDIK, AND MOLINO

Organic (continued)

1.3187 CpeHzp9, 1.4430 [(C4Bg)3As]),(HgBry)3
1.3191 CdCl,{CH3CONH, ), 1.4441 CLlHNeCH,CH,NH5CL
1.3200 C,I,0C,HgS, 1.4464 CoaBg0

1.3210 ©HC-EN-NH-CHY 1.4487 CaH,NgO®H O

1.3223 2Zn(C,H N;6,),Cl, 1.4489 CagSiy€5(C83),
1.3238 Cy,H,5BroN,65 1.4495 NH,CcH,COOH

1.3243 Cd(HCE6),e2H 8 1.4531 [(CyHg)pNCS, ]5Cu
1.3261 CggHqK,N,.0, 1.4538 CgH,gClyNg8gS3Te
1.3262 NO,C¢H,OH 1.4539 CH4ACL,

1.3264 CgH,NeCHy 1.4590 Cu(CgH NS, ),
1.3270 (Cy,BgBrN€),Cu 1.4604 CuCyH4(CgE,N¢),
1.3285 C;oHgO, 1.4618 Ni(NHCH,CO6),02H 6
1.3287 Cu(HCEG),02H,0 1.4623 @:CgBr,:0

1.3322 [C,HgSeFe(CO)3], 1.4630 (CygHyp),

1.3377 (BgCoH;; JRe(CH)3Cs 1.4633 [(C,H5)pNCS, J5Cu
1.3396 (CHg3)3N(CH,); oN(CH3)38Br,e2H,9 1.4688 C3H,0eC B ,0CH:CHOCEOH
1.3423 [Co(NE,CH,CHyNH; ),Br, JBreHBre2H,6 1.4691  Zn( CgHygNS; ),
1.3431 (Cy,HgBrNé),Cu 1.4708 CgH,ClS,02H,6
1.3449 C3oH,,6, 1.4728 CpH,eGely

1.3462 CH3NgeH,8 1.4740 Cp,Hyg

1.3484 [(CgHg),I1)(BF,] 1.4746 CygHy g

1.3488 C4H4N3S, 1.4758 CygHyg

1.3536 [Co(NH,CH,CH;NH,) ,Cl, JCLeHCLe2H, 6 1.4758 (NHy )5CoH, 6

1.3537 NE,CCeCH,eCONH, 1.4759 CgHj ,N,6,8HBr
1.3549 CgHgNp€,Br 1.4762 EKCuy(CN)3eH,6
1.3859 CpgHpa® 1.4785 (NCC)y,

1.3630 Ni(CgH,6, ),(CgHgN ), 1.4796 CgH NI ,8CgHLNE,
1.2632 CpgHyigIoCuNy6;, 1.4841 KCuy(CN)zeH, 8
1.3682 Fel(CgHy ), 1.4853 Zn(CgHgCOE),

1.3718 CyqoHg 1.4854 [(CoHg)3As],(HgIy ),
143731  LizCE,CHyCOHCU,CH,CO, 02H 6 1.4869 (CgHg)oMn

1,3771 (GCgH,NG,),(PO)-6C,Hg 1.4873 C,H,8PtClLeC HCH,( NH, )CEO
1.3780 CygHygN®HCNS 1.4877 Be, 6(CH3CH,COd)g
1.3787 CgH4NeC3H, NO 1.4877 (TiC1l,8CHZCE6C,Hg),
1.3795 CgHy g¥,N, 1.4887 € gH;®CyoH6¢
1.3811 CpygHg8p 1.4890 HgS6,e3SC(NH,),
1.3839 CzgNR3(NHp)3 1.4893 [(C,Hg) NCS, ],Cd
1.3857 (Col CoHg(NH, ), 1,(NE, ), INGg 1.4902 CgHgClg

1.3862 Cl4B10(CHC1)2

1.4908 C,,H ,NgClenCl
1.3864 C;4H 3Br6,

1.4522 C4Hg8eC B,0CH:CHOCHOH

1.3895 C,gHpg 1.4541  Cd(S,CN(CoHg), ),
1.3917 ((CHz),Sip®3)pAl3Brg 1.4969 C,,H,,Cl,Ng8,5,Te
1.3921 [Cr(CyHgN,),Cl, JCLeHCLO2H, 6 1.4970 (C3H,Np)q

1.3933  C,oH,OH 1.4681 C;,H,,CLNS®EBr

1.3943 [(CE3)3Pt(C3H,CO8CHOCOEC3H,) ], 1.4085
1.3546 C,gHg

1.3949 FelCgH,S6,CL),
1.3952 CgH,; oBr,8,

1.3953 (CgHg)pAsCl

1.3970 Ni(NHZCHZCGZ)ZOZHZG
1.3991 (CgHg)pAsI

1.4003 Cel{ecl6

C3Hy Ny NiBgSy
1.5008 GC(NHZ)N(CH3)2
1.5032 Ag,Cp0,

1.5039 C26H22N262

1.50€5 BZOHIG(NCCHB)Z.CHBCN
1.5070 CgHEN,S

1.5089 (CH,N,6),8C.H, 0,

1.5090 CoHg95

1.4010 CgB,€, 1.5096 CgH,NgOS,

1.4047 Fe(CgH,oc[CH3 ), c{CH;],0CH,) 1.5103 C,H,(CLNES

1.,4053 Nd(CH,CE-CH,CH8CH7 )3 1.5123  CuCl 8CgH(N(CE3)),
1.4054 (CgHg),Bras 1.5131  C4Cl,9,

1.4105 (CgHg)zP=C=C=0 1.5164 CB38CgH,CO6H

1.4209 ClCH,CH,Cl 1.5185 CpyHygBrésS

1.42563 [se(CH,), 1, 1.5195 SSb(CgHg)z

1.4256 Ni[8C H,CH=N-(CH;, )3 ],NCHy 1.5248 Cy3H,,8,N,SeHCL
1.4263 CoCl,84CHL6H 1.5265 (Cy3By(N8),Cu

1.4275 CgHg(NH,CSNH, )TeCl 1.5280 N6,C.H,NH,

1.4286 (C®Br), 1.5287 Cu(NCS)e3[(NHy),CS]
1.4295 (OCH,N6,),( PO)SC,yHg 1.5303 CuCl,eC,H,(CoHNg),0H 6
1.4305 CgH,(C,y05), 1.5312  CoHCl,

1.4315 C B (NH,CSNH, )TeBr 1.5347 C4pHpg

1.4330 C,H SSe 1.5350 CgHg®x

1.4356 C,HgS, 1.5363 CgHgBry,

1.4357 K,Ce(CH,CO0) 0H & 1.5375 C,H,0CO6H

1.4371  C,gH3085 1.5378 (CH3zNHCH,CH,NHCH3),Cu( N85,
1.4389 2Zn{ S,CN(C,B5)5 ), 1.5385 C,gH,q

1.4400 C H ®CH,0CH,8CH,oCH,oC H 1.5427 CF5@CE6NH,

1.4400 2(CH36H)eBr, 1.5488 CygH;g®CqoHp0g
14422 C3H,N,OS 1.5497 SF(CgHg)s
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CRYSTAL DATA SPACE-GROUP TABLES

Organic
1.5516
5563
1.556S
1.5571
1.5578
1

1

-

.5588
.5594
1.55¢c9
1.5613
1.5614
1.5628
1.5638
1.5640
1.5€45
1.5650
1.5670
1.5678
1.5704
1.571%
1.5744
1.5770
1.5772
1.5775
1.5787
1.5805
1.5817
1.5825
1.5826
1.5826
1.5864
1.5873
1.5898
1.5902
1.5905
1.5911
1.5548
1.5667
1.5981
1.6005
1.6043
1.6044
1.6061
1.6140
1.6142
1.6142
1.6147
1.6165
1.6236
1.6236
1.6239
1.6279
1.6284
1.6348
1.6385
1.6390
1.6392
1.6420
1.6422
1.6487
1.6516
1.6536
1.6542
1.6550
1.6563
1.6566
1.6600
1.6604
1.6621
1.6624
1.6649
1.6707
1.6725
1.6726

(continued)

Se 5( S6,CcHg)p
KSeCN

CoHy oN403
CH5(6H),NH,HCL
Sc( BCO8) 5
(CgHy264)5
CoHgN, 6,
CeHgCl,yBry

€y HN 8501
(CgRg),80,
CigH10Cl3

Ci14B10

CeHoCl, 8,

C148y9

Te( CgHy 3NpS)(S8,CcHs ),
C7HBGSSe

CoglagNy

(CHOH )

C4H23r6
HOGC(CH, ) ;COOH

Cu[ S,CN(CH, )¢ 1,
ClC H,(CgHg ) ,PS
Fe(S,CN(C,Hg),),C1
[Cu(NHZCSNH2)3]ZSG4D2H26

((C6H5)2A506H4)3ASOHgBPZOCH2012

C7H10% 52
C14H13BrN463.H26
CgHg€,

CioHgBrpI,

Cu[ (CH, ) NH(NH; ), 1,Cl, oH, 6
K3{ Cr(6,),(CN)5 ]
RUCl,( Cy 8y g)
CyoHyoNNab S, 81 .5H,0
CeHgCl,

CH3CgH, 6H

C,Hges,
(CgHgCO)3CN=NCgHg
C,H,0GeCl,

Ca1H16
Pt(NH3),(SCN),

Ni{ (CH, ),NH(NH; ), J,Cl,0H, 9
(CgH1412%

C,Hg6Se

CaeHapNp 65
Co(NH;CS; )3
CgHgRh(CE ) CF5 )T
CHp : CHeCOONH,

CloNiC gBpaN,
C4BygNgNi€,
NE,8CeH,0COE6CH
CI(NE, )3

CgHy N6, CHy
CgHoNgOeHBr

(6CONH( CH, ) (NHOCG®G(CH, ), 08 ),

CgHy | N3OS,
(CgH N6 ),NI(ClE, ),
(CgH;N,8),Pd(CLE,),

Ru( S,CN(CpHg )5 )3

CeHpNH (N6, )3

CyoHgBry

C10H26N4.4HC1
ALCl38IC H, NG,

C3H,NS(CH3) :C3NOS,0C,Hy
(CH3),( 8C H, )8

Ni(Cqy3H oNO),

Bg[ SCONHy ) 14C1;
[Cy38y29;,]

CH,=C( CEEH)OPEH( CH, | NHy )
K(C, g )S6,

€160 15BroN30,810C3H 9

C B Fe( CO),CoHg

CioHz SO;Na®0.5H,6
ReCy3H) g

1.6727
1.6789
1.6795
1.6809
1.6882
-6886
1.6%06
1.6960
1.6962
1.6G64
1.6966
1.7014
1.7045
1.7052
1.,7057
1.7102
1.7123
1.7170
1.7174
1.7226
1.7273
1.7301
1.7306
1.7306
1.7311
1.7322
1.7333
1.7350
1,7363
1.7376
1.7391
1.7407
1.7416
1.7423
1.7429
1.7449
1.7450
1.7475
1.7527
1.7532
1.7534
1.7542
1.7546
1.7548
1.75€2
1.763S
1.76€3
1.7692
1.7709
7723
« 7734
7798
.7808
« 7835
+ 7874
1.7928
1.7939
1.7%49
1.7960
1.7977
1.7991
1.8000
1.8053
1.8056
1 .8065
1.8069
1.807%
1.8080
1.8104
1.8126
1.8190
1.8197
1.8208

-~

R S A Y

N1(Cy,H,0S,),
CgHg Ml Cd )4
CgH,0,(CHZ),

SFPLEPY

CgHgoC H
NE,CO( CH, )CH
CHN,NHNG,

CgHgN, S

Ni[CgH (AS[CR3 150, )51,
Me(C,oHgNES) 01 0H6
K Ni(CN)y,

C3H, N,

(PCF3)g

Cy4H4A8 021
C16B16N2N19;
CL,HgO,0H,S6,
(CH3),S¢

C;HNE,S

Pt CgH,(AS[CH3]5)5)51,
(HyCoN,8,H) N1
Pd[CgH, (As[CH3 1505151,
H,NCENHOH

Fe( CH,8HeCgHg )y
NH,C6( CH, ), CH
CeHB3BrN, 6,
Cu(CygHg85),
HgCl,82(C Hg )3P0
CeCl,0,8C(CH3 )¢
CE3COOCH,COGE
Mg,U€y( CO5)3018H,6
HgCl,02[(CgHg)3A86 ]
MgoU6,(Cél4 )3 @18H,
CapH1g

CuCpoHy g%y
MoC5 Bg( Cet )4
€18Cl3l; g
C,HgOL1eC, HgL i
(CgHC2C= ), He
(CH3)zPt(CgH-6,)Cy N Hg
Zn[ NB; CONENH, ],Cl,
P,(CHy),e2BH
AsCgBg[SCSN( CoHg) 5 1,
Cu(CgH N6 ),

CaC2

Li1,Cy6,

CygF gN(EH),
CgH3CIN,6,
Cuz(8H),(CB3),
Cy,4HgBrN;6,00,5C By
CgH N, 65

(CgHNE),Cu
CapHpgNoNiG,
C30F20%

CosHyg
[(c3B;)3P ), (HgBry ),
Cy2H409%2
Cue@,N,C, H, Cl,82H,6
C20¥12

Cy2H17N393

€12816%
(BE®C H,) ,CSeH, O
cr(cd), oc H, [As(CH), 1,
CgHg

NB,CNS

Brzceﬂzﬁa

C14H24%
NH,C€( CH, )3CH
C1oHa9,(8K),

(8C H,CH:NC,Hg),Cu
CeH3 (N8, ), 0HeC, (H BrNH,
CgHg CLN6

C,H,NIS,

Ca0820

J. Phys. Chem. Ref. Data, Vol. 6, No. 3, 1977



708 'MIGHELL, ONDIK, AND MOLINO

P21/c Cgh No. 14 (continued)
Organic (continued)
1.8240 (C,Hg6,),Cu 1.9617 Ni(CgHy)[P(CyHBg),CcHs 1o
1.8246 C,oH 4N, 1.9625 EEEC(CHy),COOH
1.8276 Pd(8eC4H,C:NeC Hg), 1.9632 CgH,CLNG,
1.8304 NH,C®( CH,)gCONH, 1.9648 Zn( CgH,NeCgE;NeCgH,N)CL,
1.8307 (CH3)pTeCl, 1.9664 Cy,H,,6,
1.8320 CyoH;,Cla0, 1.9677 CoNa 0,
1.8355 [ NIN(CH,CH,NH, )3 ]SO,e7H,6 1.9678 (CgHg),C H,Fe(CE),
1.8371 (NaCpHg6C,Hg ) B Ben( Colg), 1.9694 Cu( NB,eCgHyeCHO),
1.8380 (GC5H40H:NC4H9)2N1 1.,9715 C"(CIOHENGSS)Z'BHZG
1.8396 C4H;0,NeHCLe0,5H,6 1.9717 Rbﬂzcsgsa_,
1.8457 C 4H1493N, 1.9723 CyHZCONH,
1.8469 CyH; By 41 1.9731 Co(C,H,N,6,),(NE5),NO
1.8473 ClCgH;6, 1.5781 Co(C, H;,N3)Cl,
1.8477 CgHpCL(NG; )3 1.5785 CHZ0C.H,eCO0H
1.8479 C5H6N464Rb202H26 1,9790 CuCl 2( CgEgN )2
1.8516 CyoH46,( 8H), 1.9816 Cu(C,gH,; N3)Cl,
1.8528 CgHgNgHU®ECLeH, O 1.9818 Mn(C;_H,,N3)Cl,
1.8536 (CIOH8N63S)N34._H26 1.9834 Cu(CHgN),CL,
1.8537 2(CH3CONHCH )eNaCl6, 1.9842 (COED),02D,6
1.8539 CgHgSCgH3CH3NG, 1.9864 C,H,,8C,(CN),
1.8566 Cj7HpoNpSeHCL 1.9870 HGa( H,6)( 66CeCH, ),NCH,CH,N( CH,CE6 ),
1.8567 CgHa(NHp), 1.9886 Mn(CgH-N),Cl,
1.8554 (NHpCHCOOH)HNG, 1.6912 C,gH,,Na,6,00.5C;H OH
1.8650 Cyfg 1.9912 C, H,3Nd, eHBr
1.8688 CyoH, 0Ny 1.9927 CycH,¢
1.8728 [(CH5),NCS] s 1.5931 €, H, N6,
1.8732  CyHg(CH3), 1.9940 HFe(H,0 )} 66COCH, ) ,NCH,CH,N( CH,C86 ),
1.8837 Ag(CgHg ING3 . 1.9942 CH,CleCENE,
1.8843 CgH N, O, 1.9976 Cd(C H,NeC B NeC-H,NICl,
1.8876 [Ru(C2H7N5)3]2(564)307H26 1.9983 CH,CleCONH,
1.8890 €, H,08,(6H), 2.0000 HCr( Hy6)( 66CeCH, ) ,NCH,CH,N( CH,CH6 ),
1.8898 (N, )3CqH,6C,HseCsdC, Ay 2,0000 (C H,(N€E, )3 )NHOC H,
1.8908 CgH,(CHz), 2.0000 CH,BrCoNH,
1.8929 C gH,Cly 2.0000 HEEC(CH, ) ,CO6H
1.8546 C H3N,0g 2.0013 Zn[NE,CONHNH; Ic1,
1.8958 (CgH,N), 2.0073 C,HgN,Cl,
1.8969 €y, Hy, 2.0093 Cj,H,aCLl,
1.9035 (CgH4N), 2.0122 C3H,68C H,0CH:CHeCAOH
1.9054 CgH;zNO,eHBr 2.0128 HEGCOCH eCH: CHOCH,COUH
1.9069 (CgHg)a(CHy), 2.0187 (CyyHpNO),NL
1.9091 Cy,H,5503Na®0,SH,6 2.0210 (CgB,CHONC,Hg),NL
1.9091 C;oH gONeHCL 2.0233 CgHy pNp6,
1.9103 (CgH,N), 2.0305 Cu(Cy H;19;),
1.9109 Fe(CE),C5H,CHFe(CO), 2.0312 Cy4H,,ClgSb,
1.9126 A@BF,483C,H,, 2.0323 NO,0C-H,®NH,
1.9167 CpgHyo 2.0345 CgH Cl,
1.9169 CN(CgH,N)® 2.0351 UG,eB,N(CpHg),6( S,CN(Cplg ), )y
1.9170 C,H;,0C,(CN), 2.0373 CyqH,,63
1.9184 C,oHa6,(6H), 2.0387 CgH,N,6,
1.9192 CypHgl 2.0389 Te(S,8,CgHg),
1.9211 CgH3N(CEOH),eHCL 2.0357 CyoH,eCgHg
1.9227 CBrCgH, 6, ) 2.0409 C,oH;,0C; H 6,
1.9229 (CgHgBH),8C H, 0, 2.0439 CA(CgB,N),Cl,
1.9254 CgHg0C) oH,0, 2.0535 CyoHpygNp0,
1.9263 C,H,N30 2.,0537 CgHy,NiCl,
1.9283 €y H;g9NeHBr 2.0541 CgHE-NH,0CH (N6, );6H
1.9329 CyqH, 3N 2.0555 C5Cl,
1.9350 C,gH,3N0,eHCL 2.0575 CpoH,g6
1.9356 CyClzH, g 2.0647 Cy(H, ONeHBr
1.9359 Ba(CgHg )PE,01,5H,0 2.0653 Hg(CgHZN),Cl,
1.9378 C,oH,50NeHI 2.0668 CH,:NeS6€ K
1.9397 CEEHCH( NECOCH3)CH,CH,SCH; 2.0710 (CuRz)(CgHy)CL B3N,
1.9405 CgHL(OH), 2.0761 Co(CgH,6,),02H,6
1.9422 E3Co(CN)g 2.0788 C Hg ®C (N 0,)
1.9438 CgH, o8, 2.0799 HECl,eC R0,
1,9439 CygHoNp0,Pd 2.0828 Fe(C,yHpyN,Sp N FeCl, ),0C H 6
1.9453 Co(CgHy g )s[ P(CoHgI,CeHg ] 2.0888 [Co(NH,CH,CH,NH,),Cl, JCleH, @
1.9483 (CH3X CgHg)( CpH5CO6 )ICSHgNOHCL 2.0911  Cy4B,06,
1.9510 CH3C,H.CH, 2.0955 Cu( NB,CH,CONCH,CHE)e3H,d
1.5524 3C4HgC,COOCHzoFe( CO) 5 2.0976 Cy H, ONeHI
1.,9533 CgHgNCL 2.0976 Ni(CgH,6,),02H,6
1.9542 CgBg®( CH:CH)3CgHg 2.1005 C,H,S6,SNae2H,0
1.9593 CH3B,Cg@CgH,®CH,CLNE, 2.1017 CH3C=CeCHzeH Fe,(CO),
1.9613 Cu(CygH, N3)ClL,02H,¢ 2.1032 C4H3(N6,), NHON:CHeC Hy
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CRYSTAL DATA SPACE-GROUP TABLES

Organic (continued)

2.1055
2,1061
2.1135
2.,1227
2.1233
2,1253
2.,1254
2.1303
2.1303
2.,1315
2.1363
241390
2.1395
2.1439
2.1507
2.1511
2.1511
2.1646
2.16%91
2.1699
24,1719
2.1785
2,.,1775
2.1817
2.1824
2,.,1838
2.1853
2.1860
2.,1886
2.1917
2.1940
2 .1965
2.1997
2.2004
2.2032
2.,2105
2.2122
2.2150
2.2154
2.2164
2.2175
2.2187
2.2208
2.2222
2.2230
2.2263
2,2390
2.,2454
2 ,2460
2.2491
2 .2495
2,2547
2.2550
2.2615
2.,2619
2.2634
2.2659
2.2703
2.2713
2.2791
2,.,2805
2.2809
2,2857
2,2859
2.2870
2.2899
2.2932
2.2%93
2.3009
2,.,3019
2.3026
2.3042
2.3054
2.3140

(CgHo6, )54l
HgBrZOCgH662
Csp(CypHaNg )3
CsHy 5By oHe
CeHg(C2C),Celyg
C14B129

CgHg SCgHoCH3NE,
(CHZ )3CgH,y®CF : CFOC Hg
C10HeN39%
C14H29S6Na 00, SH, 8
Ga( CB, COCR, CACHS )3
Cy oH NG SeH 8

CgHy oClBr

CefyoBra

CeCl,(8H ),

CeHy oCly
[CH38,C8n(CH3), 1,6
CeCl,(6H),
Cr(CgH,8,)3
Mn(CgH,6, )5
(CgHe),CgHg

C2sH2a

(CHy )CgH, CF : CFCgHy( CH3 )
(CgHg ) PeCECOP( CeHg)p
CreHgBaSe s

CgHg BrN, Og

CeHy oIz

CgHgNNad, s

(CgHg8, )3Rh
[CoHg(NH, )CHCE6 ], Cu
BEOC( CH, ) gCOTH

Col CcHo6, )3
CypHgN,S

€120 gCLN, 0P, 02H 0
(CHaCgH,N )
CeHEg®C( CH3) : CHOCHOH
C20H12°C6Fs

(CgHg },CL(BF, )

CeH, CLIE,
Cy4HypN8,C0

Ni(6C H,CHNF),
€216

Cu( C,H NG ),
AL(CH,COCH,CHCH ) 5
Ni(CoH NG ),
Mgcﬂ3031{26

C3gHopNy
(CLC B, Se ),

C-HN®,

€148y pNp8,Pd
CeHyoBrp

CgH , cNO,8HCL

CgHg ®CF, @ CF, 8Cg Hy
CgH-NS

CioH1gBr>
CioHoTN, 6,8

CgHy o(CO,CH3),

CyeF 150AENE 5
CgHgN, O

Cl BHGN

CgHgOy

CH386CeC B, 8CH( C,Hg JOCH(Cy By )#Cg B, COOCHS
Te(CE,N,8) 5 §,8,CH3 )y
C3sHp Ng
C20H12°C6Fa%2
CeRgC, T
C1oBgBrN, €, S

(8C¢ Hy CANOH ) 5 Cu
{(CgHgI,CL I BF, ]
CgHp oBrN
HE(CgH4CH3 )
HECg H, CENF,
C,gH,oNpClLOHBr
Cael16

2.3198
2.3205
2.3218
2.,3228
2.3237
2.3298
243323
2.3381
2.33%9
2.3413
2.3446
2.3464
2.3489
2.3529
2,.,3571
2.3575
2.3627
2,.,3648
2.3671
2.3686
2,3724
2,3726
2.3818
2.3878
2.3887
2.3916
2.3922
243971
2.3988
2 .3991
2.4017
2.4040
2.4056
2.4103
2.4152
2.4182
2.4194
2.4212
2.,4223
2.4253
2.4280
2.4288
2.4313
2.4353
2.4357
2.4358
2.6416
2 .4545
2.4548
2.,4565
2 .4572
2.4623
2.4630
2.468%
2.,4687
2.,4718
2.4740
2.4777
2 .4784
2.4805
2.4852
2.4870
2.4950
2.4952
2 .4970
2.,4973
2.5000
2,.,5018
2.5052
2.5068
2 .5204
2 .5208
2.5252
2.5303

CupCl,(CH3CN),
C3o®20

(CgHeNCE),
C16811N3%¢

(CgH,y )pSep
Cu(N8),(C HNG ),
(ClCgH,Te),
CgHoNeY,

Cu( CgHON ), 02H, 6
CgH5®( Co N0, YoC Hy
CygH o NpBreHBr
CCL3CH( CgH,O8CH ),
Cu(CH N6, ) ,86H,8
C15H13N95S

Cu( 6H, VH,(Cy gHy | NpBg)
CeH3 (N8, )30CgH,N
C3eH24HEg
CyB33S0;Na00.5H, 0
Cy4H,,NE®HBr
HEIC( CH, ) oCIOH
C128sS;

UE,( € (HgNO),oC, H NeOHECHC] 5
Coaf2s

CHgSp021,
C,HgSSee21,

CyoH p4Cl NgS, Teo2H, 0
HEOGC(CH, )3C, H N o( CH, ) 3CO6H
E,VO(NCS ), 05H 0
€18®18Ne

Ni( @B, H,{Cy ogHy 1 N;9,]
CuCygfy0%
CgHg(CH:CR)gCgHg

C HgN,H
C,oHg®CeH3N30,
CeHyaCly

Cg B, Brcl

(NH, ),VE(NCS ) ,85H ,0
C23H16%N;
C,,H,,6NeHCL
CgH5®CH, 8CH

Zn( CgHg €N ), 02H,d

CgH g -C8C-CaC-CgHy
CsﬂsFe(Ce)zln(CG)s
C14H1y N

C B paBroNgS, Tee2H,8
CH3C¢H,Se6,H
ClCgB,Sed,H

C14812N2

[(cHz), s1,8];

CH3C H 4N 1 NCH CHy
Ce¢HgSed A

ALCL30C HND,
NO,CH,Se6, H

Cy HgSe 021,
(CgHe=CH, )gN

CgB,NS,
CH3COCg H, 0Cg H,F
NaBre2( CHCONH, )
CgHy( SHICEOH
(CENeH),

(CpoBy N4 ®HASF ,6),82CHCN
CgHyBr,

C4HgN38,0H, 0
CgH,(CO),NCONE,
C1a¥y2

NH,CO( CHy,),CHy
CeHa(CeHe )y

Cu( CgH,y oNO),
CgH3(NO,)30CH;eCgH N
€10Cls

CgE38gRD

C Hg€oN

C12HgN,
CgRgON=NeCH , oNH,
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Organic {continued)

245335 [Pt(Nn3)4(cnscN)2jblzonze 2.8849 CgHg(CaC)3CyHg

2,5336 CgHgB;qoBr 2.8919 CgHgS;,

2.5385 CgHgFeBgCoH,, 2.8980 C4Hg(CH,)COOH

2.5385 CgH,(6H), - 2.9057 CH38CH®(NH, }COONHOCH, ¢COOH
2.5402 C,H,N30 2.9065 BrpC:CBrjyiCaH4N, )
2.5453 CuqHgg 2.9071 [HEOC H,@CH,@#CH,N(CH3), ], H, S8, 0H 6
2,5500 C [ H,oNH, 2.9074 BreCgH,eCH:CHeCE6H
2.5557 CgH; ,N,0,eEBreH,0 2.9254 (CyHg),Si(6H),

2.5609 C,HgNS, 2.9357 (CgHg)3PY,

2.5711 Zn(CgH,NeC H NOCgH,N)(NE3),e3H,6 2.9535 (CH,CHCHp ),S1(6H),
2,5735 (CgHg),=C=(CgH,yBry6) 2.9547 HOOC H,oCH:CHOCHGH
2.5737 N6,eC.H,eCH:CHeCE6H 2,9551 Cg(OB),6,02H,0

2.5807 Cy,H;gN 2.9554 CpoH N,

2.5813 CygH,,92AgN03 ' 2.9642 CyaHgb,

2.5866 C;gH3,S63;Nae0.5H,0 2.9652 Cy,H,NOBrg

2.5878 C,,H,(CH3)g 2.9682 Cy,Hgd,

2.5985 (CH3),C(ECH3)C(CH3),CH,HgSCN 2.9825 CgHgN6,

2,6020 HZN(CHy) COOH 2.9899 C4N,Br(NBy),9E

2.6027 CyoH,6H 3.0056 CgHygN,y63S

2.6027 CygH gNe(NE,)3CgH,CL 3.0065 Cy,HgN,6

2.,6096 KEHCEO4 3.0102 CpyHp6g

2.6199 CuzCl, (CHZCN), 3.0185 C;,H,CLl

2.6377 Cagfyg 3.0225 CyoHy,

2,6435 Mg(C H,N36,), 3.0245 Mg(H,60) [ MgC H 6,( H,6) ],02H,0
2.6440 CgH5N,CgHg 3.0263 C oHCL,

2.6548 CyoH,,0, 3.0267 C;gH,gN

2.6573 Bre(6H)eCgH,eCH:CHOCHOH 3.0298 CugClyo(C3H,0H),

2.6613 HEOGC(CH,),(COCH 3.0355 Cy,Hy,

2.6722 CpyH;5ClE,S, 3.0455 NH,CgH,SCN

246731 CygHgN,O, 3.0464 Cu( CB3CECHCOEC,Hy ),
2.6793 C4HgCL,6, 3.0494 C gH,q

2,6928 (CgHC), 3.0524 ReOCUl[P(CLH-),(CH )],
2.7054 CgH5CHCH,OPACl, 3.0538 C,HgN, 6

2.7062 - NH,CO(CH, )5CHy 3.0562 NEH,CO(CH, ) CH

2.7111 (PCgHg)g 3.0672 C;,B,eCH,

2.7201 Cy,H 46, . 3.0767 C;oH) Fe(Co)y

2.7225 Cu(SCN),(NH3),@Cu( SCN)(NHz) 3.0787 C,gHyoN,

2.7273 C,H, N85 - 3.0816 CgzgH, g

2,7325 CH38CgH,0CgH,CIOH 3.0851 Te(Sy8,CH3),

2.7348 (CgHg)3P:C( COECH; )eC(CHGCHS ) :NCgH, Br 3.0937 (NH,(CH,),),( CH,CH,CEOH) ,
2,7368 CgHyN363 3.0979 S(S,8,CH3),

2.7397 CleC4H(CH3), 3.1033  Se(S,6,CHz),

2,7403 LiCgHzCEE 3.1050 Cu(©eCyH,CHI),

2.7435 (CgHeCH:CH,ePdCl;), 3.1135 Fe(CgH,CH,CH,CHCH, )
247441 Cy3H gNs68g 3.1148 CgH;@CH:CHOCONH,

2.7491 C;3H 3N,6 3.1179 Cy,H,N, 6,1

2.7518 Cy,H 3BrN;Ni6, 3.1214 LiIe(CH3),NCHE

2.7526 Cy,Hyp 3.1242 [CgHCH,N(CHg )3 [ cucy, ]
2.7566 CyzHgd, 3.1489 Cy4Hyq

2.7615 C;4H,O6H 3.2023 C4H3N36583H,6

2,7626 Cp,H;,8C4(N,6,)5 3.2067 2Zn(C3H56S;),

2.7707 BrCoHB(CHz), 3.2089 (CgH{ N6 ),Pd

2.7728 (CygHy 4N,6,)FeCl 3.2090 Cp,Hyg

2.7873 Pd(C,H O,N), 3.2106 ClCgH,CH:CHCO6CH
2,7905 HOGC(CH, ), CO6H 3.2129 CgHg(C¥C)gCeHg

2.8083 Cy,H,, 3.2136 CgHg(CH, ),CE6R

2,8103 Fe(CgHR,C8C,Hg), 3.2143 Pu[SC(NHp ), ]4Cl,

2,8109 CgHgNH3Br 3.2235 CygHyg

2.8155 (CgHZNE),Pd 3.2320 CugHy,

2.8166 CgH NeBF, 3.2487 CypH g8,

2.8205 CgHp(NO,)3NHC H 3.2587 CgHg@CHOROCOOC HL
2.8225 CypH;gCLl, 3.2732 HOYeC H,eCH:CHOCEEH
2,8310 Ni(CH/N3S), 3,2910 CgHyN O, Rb,02H,6

2.8340 Ni(©eCyH,eCH:NHOH), 3.2997 CgH; {CHEK

2.8393 C,HgN® 3.3000 C H,6,02H,8

2.8557 C oHu(N8,), 3.3030 (C,HGH),POSK

2.8594 CpB,9;, 3.3138 CygB,(6H),

2.8600 Cl8CgH,®CH:CHOCEGH 3.3163 Cy,H, 6,

2.8627 C, H,0,02H,0 3.3200 CygH,

2.8715 CaHgN,63 3.3206 ClCgH4(CyHg )C=C( CrHg )CgH,CL
2,8745 CH306CgH,8CH,CE0C H, ®6CHy 3.3282 (BreCgH,NG),

2.8817 CygHygBrN,8 3.3337 CpaHyp

2.8825 Cg(CH,CH,CH; )3 343423  Cy,4HgH,

2.8842 CgBr,6, 3.3432 Sy(S€,CgH),

J. Phys. Chem. Ref. Data, Vol. 6, No. 3, 1977



CRYSTAL DATA SPACE-GROUP TABLES

Organic (continued)

3.3544
3.3670
3.3681
3.3883
3.3935
3.4000
3.4034
3.4073
3.4179
3.426€8
3.4272
3.4376
2.4529
3.4560
3 .4598
3.4609
3.4812
3.,4937
3.5116
3.5186
3.5263
3.5330
3.5344
3.5409
3.5412
3.5443
3.5450
3.5487
3.5489
3.5532
3.553S
3.5539
3.5548
3.5590
3.5601
3.5626
3.5713
3.5747
3/5759
3.5765
3.5779
3.5808
3.5887
3.5931
3.6197
3.6327
3.6380
3.6514
3.6560
3.6590
3 .6597
3.6674
3.6674
3.6743
3.6795
3.6865
3.6907
3.6915
3.6923
3 .6988
3.7049
3.,7068
3.7172
3.7233
3.7241
3.7267
3.7389
3.7400
3.7424
3.7500
3.7506
3.7558
3.7580

CoH,€,NCL

CgHg N3 6

CgH, (COOK ),

Cy oHgNS,

(CH3 ),Si,6(6H),
Cy7H;69

C1,C H3NH,
(CCl3),85
(CClL5CRE) 4
S

C408sg

Te( S,COC,Hg ),
(CgH S8, ),(N1eBH,6)
(CH3)3CgB,®CF :CFOC H,( CH3 )3
Ci1aHyq

C¢H3CL,NH,
(N€,),CqB COBC, Hy
CgBqyaNO,
C3HgBrN,S,eH,€
Ca2Hy8

C4N, Br(NH, ), H
(CgHgN ),
@NCg B, CH, 6B

L iRBHCS ,CH,CEHCH , CHy, C6l, 8H, 6
BrC6B4NﬂNN0634Br
CasBzz

Ca0"12N2%2
€13Hg0%3N>

BrCg H, CH: CHCOECH
CH3SCH,CH,#CH( NH, ) C6OH
(CgBgCH, ) PO,
CoH,N,6,0B,0

CgHy o8

Cy4HgBro6y

Zn(C R gS65),06H,8
NO,0C,H,®SE6CHS
Cy14H BTN
CasBas

Mg( CgHg S63),06H,0
PA(C,3HgNE, )y
(CgHg )gPg
RBCg Hy 4 NSOy

Li(NH, JHCO,CH,COHCO,CH,CO, 0 H, O

CgHyaNE,

ClCq B, ®NHON: NeCgH,Cl
CgHg(CHy ) 5CO6H
CeHNG,

C32NgH 6Cu
C¢H®C3HNGOC H, 0C3HNOOC Hy
€330 7NCu

CéﬂsAs

€338 9N7

CaoNgHyg

CeHg As

CH CING,

CeHsAs
ClCgH,CF:CFCgH,CL
CH3@CgH,®N:NONHOC H, eCHz
CgHgNE-N=N-CgHg

CH,y( CgH,Br)p
CapByeNgNi

FC Brg

NH,C, (g6,

C3pH gFeNg

CoH N30

IC4H ,NH,0C H5( N6, ) 5
C32H;¢MnNg
C3H;6C0Ng
CgHgN,02H 6

[ C B CONA(CH,)3 1,
Cy1oHgNp9;

C4SeH,

€, o ;gCuN 0, 00,6

3.7696
3.7723
3.775%
3.,7850
3.7873
3.7946
3.8023
3.8182
3.8189
3.8191
3.8300
3.8346
3.8347
3.83s8
3.843¢
3.8546
3.85562
3.8620
3.8667
3.8711
3.87€3
3.8763
3.8882
3.8907
3.9046
3.90G8
3.9236
3.9284
3.928S
3.9376
3.9520
3.9548
3.9703
3.9824
4,.,0052
4 ,0067
4.0091
4.,0095%
4.0096
4,007
4,0107

4,0184
4,0256
4.0270
4.0451
4.0508
4,0809
4.0511
4 ,0707
4.,0719
4.,0871
44,0901
44,1012
4.,1042
4.,1175
4.1167
4.,1426
4.1481
4.1488
4.,1509
4,1513
4,1553
4.1556
4,1648
4,1760
4,1937
4.1990
4.,2104
4,2335
4.2581
4.,2607
4.2775
4,3183

C,H € Na
(CH3),®C H 0CUeOH
CgHoCH: CHCOOCH,

Celg

Br(N6, )C H;eCHE
C168e%

C16B16%

€y gHgNE, ®HCL
CH3( CH, ) gCONH,,
C10B12C12

C6Br5C1

CeClg

C32H)gBeNg

CgClgBr

C63r6

C0FeCls

CgHgN3 6

CeClg

CeHy(NH, ),

FCgClg

Cg(CH3 ), Bry
Cg(CH3 ), Bry
(CH, )y 4 (COEH),
SC,H3eCHeOH

CgHg NG,

6C(CgH, 1S
(CgH,4Cl),CHCCL,
NH,C6( CH, )gCR
CHSeC( :NB)NH,®CgH,CLOCEOH
CeHCUe NHOCSe eNHOCHg
C148109

€, oHgBro,
SeC,H38CO®GH

C14Hg9

C16812CdN29,

Fe( CgH, CO6C3H- ),
C3oHa22
(CH3@Cg H, 0S65 ),Zn 86H, 6
(CoHg ) CgR4N)IC5HE NG,
€y pHo N, O T

C1aHgfs

C20%10%

( CH; @Cg B, SO ), Mge6H, 0
CgHEGCIN 8,
Br(CH, ), ,CO6H

CigH N5

C1oHgBrNe,

C7H15C6ﬂx

CgH N5CL

CoHg N, @BgH, ; :NHC,Hg
CgH C3H,S 51

CioHyy4

AgNOj8S CoH

C12Hglz

€, oHgBroN, 8

Cy oHgBroN

CazHy4

C2481¢

CH;COeCOe6Na
((HOCH,CH,N:CH)®CH,8]5Cu
(CgHg ), Ni ;8 HC2CC, Hy
CH, 5COOK

CyoHg( CHONG, )
CgH,FeCEOH
C22BzgN2Nid;

€1 oH,CL 4N,

BrCg B, NNC B, Br
FCgH,CONH,
C10H12N408

(CHy )N 4, 8CgH, ( 6H)( CESH)
C¢Hg8COOH

C4HZCL,N

CgHg(C C),Cglg
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Organic (continued)

4.,3424 C,y3H N6, 5.6$92 TRbC,Bg@30C,H630H,0
4.,3582 (CHp)o(COGH), 5.7090 C;yH,3CO6K

4.3629 NE,0CH,oCH:CHOCYOH 5.7143 Cl,0C4HyeCH:CHOCEOH
4,3772 CgHgCONEH, 5,7404 NH,C,H;628C,H 0500,
4.3779 C3H,68C4H,CH: CHeCEOH 5.7422 CaoHy46,

4.3791  CpgHug 5.7732 KC;Hg03C,H G30H,6
4,3878 Cn3eonroc6n3ocH:CHocean 5,8007 B'ce}‘A’C“Z‘CHZ.weH
4.4007 Cd(C4Hy6CSS ), 5.8384 CygH,yS0,Nne0,.25H,6
4.4389 CgBrgeCgH,Br, 5.8505 ClCgH,CE,CH,CEOH
4.4417 NH,CE(CHyp)y oCHg 5.8560 CgHgN,85

4,4539 AgCL®2NH,CSNH, 5.9098 Cy,HoNd,

4.4573 CHL86C4H,eCH:CHeCEOH 5.9231 C;,H45CO6H

4.4767 NEH,C(CN)g3 5.9767 CgHg@CRCeI-HNC,Hg6
4.4769 Cu(C o H 66N, 8C Hg), 6.0078 (NH,ClCgH3),

4.,5116 E3Co(CN)g 6.0256 Cy1Hy,N,

4.5121 CpoHyn0 6.1180 C,;,H,CO6H

4.6017 CuCy,Hy,N,0, 6.1924 C, H,,CO,HeC, JH,, CO Na
4.6096 CpyH,3Bry6g 6.2386 (CHy,),,(CE6H),

4,6333 NH,CS8(CH, ), CHy 6.2402 C,,H,,8,

4.6857 CggHog 6.2758 C,,H,F6,

4.7025 CygH, 6 6.3835 CH3(CH; ), ,COO0H

4,7069 C,,HNO, 6.4441 CyqHzaCLl,
447120 Cy,HO,F, 6.4738 CoH,NO,

4,7263 C H,(COB6eC,H,0H), 6.4921 Cy3H,,CO6K

4.7500 CEL(CH,),CE60H 6.5076 FCyxH,CHdH

4.7977 C;oH,NHOCOCH4( Cl )COOH 6.5131 C,H,d3N

4,8152 (CgH,Br)CEOOH 6.5160 Cu(CgH N®),

4.8258 CgH, 8 6.5261 Cp,Hg,

4.8530 Cg,H,4NgPt 6.5849 CygH,,0,

4.8673 CgH, SCO6K 6.8659 C,,H35CO,HOC, ;H35C6,Na
4,9149 CgH CANAOH 6.9321 (CgHg),CuH,

4.9419 CgH, ,COEK 7.0370 CgHgNeCgH3N36

4.9438 Cy,HgI 6, 7.1714 C;,HNO,00,25H,6
4.9875 NH,CO(CH; )y ,CH3 7.1856 C;gH3;CO6K

$.0000 (CgH,I)COOH 7.3474 CogH pNp0,

5.0930 [ CH(OH)COOGH),eH, 0 7.7475 CgHg®CH:CHOCHBOH

§.0997 C;,HygNH3Br 8.0176 Cy44Hzg5CHOK

5.1010 CyH3S6,Na®0.25H,8 8.0413 CyyH,CO6H

5.1361 C, HyN,Ni6, 8.0433 CpgHy4aN,0, N
5.1411 C,4Hy6,8;, 8.0513 N6,0C H,eCH:CHOCOOH
5.1637 C,H,CLNG, 8.0734 C,,H;5CH0H

5.1644 Pb( S;CECHg), 8.2530 CgHz40,

5.1675 CyoH,,BrNe 8.2645 Br(CEHy)yCOOH

5.1786 CaoHy¢ 8.3123 BreCgH,eCH:CHeCOGH
5.2690 CjgH,, COGH 8.4625 CleCgH,®CH:CHeCHOH
5.2981 Cl-CgH,-CH=NGH . 8.,5654 CgH;,CH:CH( CHy),eCOe0H
5.3151 [(CgHg)3CglHa ]yl CglgeCaCoCH:CHOC H ], 8.6588 C3,H,4,6,

5.3607 CygH3,S6,Nae®0,25H,0 8.6947 CygHzg0,

$.4269 NU,8C H,®CH:CHOCOOH 9.1662 CyyH gN3

5.5629 CypHp,68, 9.4626 C39HggCly

5.5714 (CgHg)CH=C(CN), 9.4769 C3gHgglly

5.5819 CgH,COYHI 9.7347  CppB449, )

5.5975 CH386CgH,®CH:CBreCO6H 10,4929 CH3( CHy )y g8( CHp )y 5CHy
5.6049 C;;H,3CH6K . 10,5071 CH3(CH,); 560CU®(CH;, )y 4,CHy
5.6593 Br(CH; ); oC86H 10,6539 CpaB4g9;

5.6723 NH,CgH,OHeHCl 11.4441 CpgBga®,

5.6751 NH,CE(CH,)y,CH3 14,3515 Cp,Hge®

5.6954 CagHq, 16,3605 C gH,,

2 6 Inorganic - 301
= C2fc Gy, MNo. 15 Organic - 315

Inorganic

0.4070 CaHAs®,e2H,d 0.,5583 K, Fe(CN) o3H,8

0.4110 CaHPO, 02H,9 0.5791 sid,

0.4145 A15034(6H)5(P64)6.11H26 0.6167 RbFeS,

0.4145 Ca86402H20

0.4202 CuSe0402H26

0.4476 HgHPe4.7BZG

0.4881 YTaﬂ4

0.5426 Fezﬂn(GH)E(PG4)2.8K
0.5536 K4Ru(CN)6.3H26

0.6197 KFeSe,

0.6221 RbFeSe,
0.6228 KasnFG(ﬂFz)
0.6250 KFeS,

0.,6291 KB(BFZ)(NDGFS)
0.6542 Sr(Nﬂ3)20‘HZO

29
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CRYSTAL DATA SPACE-GROUP TABLES

Inorganic (continued)

0.6589
0.6595
0.7027
0.7043

0.73€6
0.7523
00,7753
0.7878
0.7897
0.792%
0.8099
0.81185
0.8168
0.8274
0.8312
0.8394
0.8445
0.8480
0.85285
0.8681

0.8684
0.8717
0.8801

0.8813
0.5059
0.9476
0.5486
0.9493
0.9520
0.9560
0.9564
0.,5568
0.9572
0.95%6
0.9619
00,9623
00,9625
0.9629
0.9€36
049665

0.5669
0.5671

0,967S
0.9743
0.5746

0.9765

00,9779
0.9812
0.9821

00,9838
0.9847
0.9848
0.9849
0,985
0.9863
0.9867
00,9879
0.9863
0.9908
0.9905
0.9906
0.5914
0.9918
0.9631
0.9931
0,9639
0.9942
0.9947
0.9¢56
0.5974
0.S974
0.9682
1.,00€9
1,0075%

Al,Ca( F,GH)g
Al,Ca(F,6H)g
CsL1F2

RhLle

PaCl5

AgzPhGZ

Caz( Vg, ),
AlCaH(PﬂA)ZOGHZG
CaMg(F, 6H)PY,
K[ AsF,(6H), ]
Ba(Shﬂa)zoeﬂzﬂ
CaTlGSlﬂ4
PhBle
AlNaF(As9,)
NaB50805H26
KBIGZ
BaPt(CN)A.AHZG
H,8,02H,0

Cu, Mg, ( OH ) CO302H, 6
(Fe,Mn)p(Na,Cal)(Pg, ),
(Na,Ca,Fe,Mn)PG,
(Ph,Ca.Nn,Mn)3(Mg,Mn)2(A564)3_y(GH)x
(Fe,Mn )NaPd,
Sr62023262
BaG,e2H,6,
NiSe640926
CoSe®,®H,0
NiSe€, 08,6
ZnSed, oH, ¢
ZnSe€, eH 6
Fa0g
ZnSed, ®E, 9

UF4

ZrF4

MnSed, oH,0
CeF4

HIF4

UF4

ThFa

UF4

PuF,

NpF4

ThF4

N1864.H26
N1S640326
NISGAOBZG
MgS6,eH, O
MgSe eH 0

Cey( Wd, )g

LaY( W6, ),
La¥Ybh(Wg, )3
Las(Wd, )3
CoS6,0H,0
CoSGaoﬂaﬂ
LaNd(Wé, )3
Cr2F5
GdPr(W8, )3
ZnSGQOHZG
CeEu( W&, )3
CeY(w64)3
ZnSO,0H 6

Ce,y (W6, g
N,Se,
Pro(Wd, )3
Ndy(Wo, )3
sz(WGA)3
Euz(wea)a

Dy (W8, )5

Smy (WG, )3

Euy (WO, )3

ZnSO ,,0H 06

Gdy( W6, )3
Fe564.H26
(Cu,Fe,Zn)Se4¢H26

1.0078
1.0123
1.0132
1.,0176
1.0185
1.0192
1.0209
1.0265
1.0298
1.0392
1.0437
1.0448
1.0476
1.,0584
1.0598
1.0625
1,0672
1.0707
1,0723
1.0745
1.0791
1.0795
1.0814
1.0818
1.0818
1.0847
1.0871
1.0876
1.0877
1.0877
1.0878
1.0883
1.0885
1.0889
1.0897
1.0900
1.0900
1.0918
1.0918
1.0920
1.0941
1.0980

1.0980
1.0980
1.0988
1.1050
1.1093
1.1311

1.1315
1.1350
l1.1423
1.1427
1.1470
1.1532
1.15¢3
1.1622
1.1987
1.2190
1.,2197
1.2452
1.2638
1.3101

1.3214
1.3268
1.3343
1.3347
1.3715
1.3723
1.3727
1.3928
1.4009
1.4029
1.4056

FeS®,0H,0

BaAl,Si, g

NnS6 4 oH ,6

MnS6,eH, ¢

NdYb(W, )3

MnSGA.HZG

FeSGAOHZG

LlAsGa

CrS

Navﬁ3

FeGe63

(NH3)2014Pt

CoGe63

(Mg,Fe)SiG3

Pde

MgSie,

LiFeSi,0g

(Na,Ca)(Fe, Al Mg, Fe)Si 6,

CcGeG3

CoGeﬂ3

NaCrSiaﬂ6

CoSGa.7H2

N1P2

(Cag 3pMEg, 37Feq, 31 )S16;

[caFesiya ]

NaA151266

(Ca,Na)[Ma,Fe,Fe, AL N Si,8 )

CaMn(Sig5),

(Ca,Fe)(Mg,Fe)(Si,A1)206

[Na,Ca,Mn,Fe,Fe,Al](Si,Al)63

CaNlSlzﬂe

NaA181266

Calg(SlG3)2

CaMg(S5i63 ),

CaMg(sSi63),

(Nn,Mg,Ca)(Mn,Fe)51266

CaMg(Si€3),

Ca(Mg,Fe)SiZOGV

Ca(Fe,MgX(Sid3),

CaFe(Si€3),

CaCo(Sif3),

(K,Nu)o.s(Ca.Na,K)z(Mg,Fe)s(Fe,Al,Tl)z
AL, Si 6,

NAZZrSIQG‘I

AgCNS

LlAISizﬂe

L12T103

K9T66519'16“26

Nasz63

Cu,P, 9,

Na,B,0,010H,6¢

NayZr6y

NayB,6,010H,8

K2Th03

NaySndj

Na,yB,6-,010H,0

VS,

Ba(Cl93 ) eH 9

CaNa( S6, ),

Ba( Brdz),eH, 0

3CdSd,e8H 0

N6,Cl8,

BgHgI

BaG,02H 06,

K,Ud,(CO3 )5

MgUuo,

Bez( Ca,Mn,Fe)3( OH)3(PY, );02H 0

Sr62.2H262

(NH,4 )4U0,(CO3 )3

HZG

CdAl,¢,

CaAl, 9,

SrA1467

CaAl, o,

(]
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c2/c €3, MNo. 15 (continued)
Inorganic (continued)
1.4166 Na,CO;810H,0 2.3910 Ca[B(OGH), ],02H,8
1,4391 Nd,(56,),05H,8 2,3967 CazNay(OH),CL(SE,),B;0,
1.4421 Pry(S6,);05H,6 : 2.4118 Na,P,6,010H,6
1.4795 Fb(SCN), 2.4368 Na,P,6,010H,6
1.4900 NaZCa( 063 )205}!26 2 4395 Zn21e368
1.,4979 Cub 2.4628 Sby6,
1.5472 ThC, 2.4814 MNn, ,NagH,(P8,),; ,0H,8
1.5922 Th(©€H),(NOz) exH,0 2,.,5285 CyFeg
1.,6014 B3Ni, 2.5497 CpyMng
1.6215 Al,CagF 4 (OH,F)S6,e2H,8 2,5€605 Nby8g
1.6220 LiyCég 2.5617 CaMg[B385(0H)g5],06H,6
1.6275 2HgSO,eHgde2H 6 2.5813 SrS,0305H,6
1.6409 NE,NEH, 2.5975 K4[Tepy8g(08H), A Hy8)4 3
1.6529 Co(AlCl,), 2.6187 NH,Bg65e8/3H,0
1.6€667 E,NH(S683), 2.6643 Ca(HyPd5),
1.6760 CagFedH(PY,) e10H,8 2.6677 CagK(S6,) 0H,8
1.6777 AlCu,(OH),(As,P )6, 04H, ¢ 2.6698 MnFg3
1,6790 K PaF, 2.6838 Pr,(S6,)308H,6
1.6826 Agd 2.6956 Nd,( S6,)308H,6
1.6895 K,S,€, 2.6S90 NEy;NHp@HBF,
1.7586 (NH, ),Cr, 8, 2,7071 Smpy(S6,)ze8H0
1.7597 SnCl,e2S5edCl, 2.7126 Smp( 56,)368H,0
1.7621 [Cr(B,8),Cl, Jcte2R, 8 . 2.7343 AgzAsSy
1.7665 FeCp€,02H,0 2.8041 CaSbyF,
1.7718 Tl,S36, 2.8171 SnF,
1.7720 KyCrpy6, 2.8304 NyHgBr
1.7924 [Co(NH3)g 1,056, )3 e5H,6 2.9189 (Mn,Zn,Mg),;(CO3),(6H)
1.7986 KyMo36,, 2.9571 L1AlSi,6€,
1.,8153 NaSi 3.0000 AgSbS,
1.8170 H,S6, 3.0534 NagP38;,
1.8619 FeySy 3.0748 Al;MggSi36;o(OH)g
1.8743 BaS,6502H,6 3.0869 (Mg,Fe)3(6H) (Si,Al,Fe), 0, 041,60
1.8961 NaBeSiz6,(6H) 3.0975 (Mg,Al,Fe)gSizAld, (6H)g
1.9001 CagH(As6,),04H,6 3.1034 [Mg,Fe,Al]3(Si,A1),6,(OH),( Mgy . xH 6, )
1.,9087 NaBeSiz6,(6H) 3.1189 (Mg.Fe)3(Si,Al),0,(GH),04H,6
2.,0071 NayH,P,6,06H,6 3.1315 (Mg, Al,Fe)gAl,81368,,(6H)g
2.0118 BEHg,®,Cl, 3.1896 Na,Cefy
24,0171 NayHyP,8486H,0 3.2068 Na,Pré,
2.0450 PbgShgSy, 3.2138 Li,Ptég
2.0473 M@38i,0,0(0H), 3.2220 Li,Sné,
2.0608 Al,(GH),(Siy05), 3.2284 Kg(UG;),Fg
2.0611 N H5CL0,00.5H,9 3.2354 Li,Rhé,
2.0652 A1,81,68;4(6H), 3.2613 LiyIrdy
2.0773 @89, 3.2648 Li,Ti6,
2.0792 Ca(Mg,Al,Ca)3(A1,51),6,,(6H), 3.2904 Li,PdO,
2,0836 NagTaFg 3.3024 K, CA(SCN),02H 8
2.1359 (NH,)gTeMog6,,0HTed®7H, 6 3.3254 (Al,Fe)(Fe,Mg M OH),ALSi6
2.1542 Al,CalOH),AL,8i,9,, 3.3473 NiSd,e6H,8
2.1615 CaAl,y(Li, H)(6H),AlBeSi,6,, 3.3542 CoS@,06H,6
2.1631 Al,Ca(G8H),(AL,51),6,, 3.3728 MNgSe€,e6H,6
2.1774 Al,Ca(8H)(ALl,S81,6,,) 3.3750 CoS8, 06,6
2.1788 E(Mg,Fe,Mn)3(9H,F),AlS136,, 3.,3763 Na,Zr8,
2.1896 K(Fe,Mg)3(Si,A1),6,,(6H), 3.3846 MgS®,e6H,0
2.1949 KMgzAlSiz6, (6H), 3.3859 Na,Trds
2.1987 KMg3z(OH,F),(A1,S1),6,, 3.39508 NayPt63
2.1961 KM@g,B,,6,,815H,6 3.4011 MgSed,e6H,0
2.2115 (K,Na,Ca)(Al,Cr,Fe,Mg),(OH),(ALS13)6,, 3.4042 MgSO,®6H, 0
2.2165 AgAsS 3.4082 Cu(NG3),e1.5H,0
2.2217 KAl,(AlSiz)6, (6H), 3.4294 LipTcOz
2.2258 KAl,(OGH),AlS1,6,, 3.4513 NagP36,,
2.2278 VO(EH), 3.4681 LiMofig
2,2371 KAl,(AlSiz)6,,(0H), 3.4820 Hg(SCN),Ni(NCS),e2H,9
2.2433 AL X(EH),(A1Si,8,,) 3.5278 Sn(Ta,Nb),6,
242487 KAl,(OH),AlS1,6, 3.7€S5 NaHSefy
2.3167 K H,P,6,00.5H,8 4.0253 FeFeg(8H)g(PO,), 860,68
243192 Zr,(OB),( SO, )304H,0 5.7622 NazH(C83),62H,6
2.3284 Co(N@3),86H,0 7.5625 HgSb,Sg
2.3773 AWUG, ),( OB VE, ),08H,0 7.8486 Nby,654
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CRYSTAL DATA SPACE-GROUP TABLES

Organic
0.2046
0.4624
0.5515
0.5536
0.5583
0.5588
0.6260
0.6706
0.6906
0.7009
0.7064
0.7080
0,7222
0.7244
0.7578
0.7692
0.7711
0.7786
0.7801
0.8080
0.8186
0.8444
0.8445
0.8561
0.8577
0.9048
0,9072
0.9121
0.9190
0.9196
0.9211
0,.9345
0.9592
0.9782
0.,9816
0.9890
0.5965
1,0122
1.0344
1.0475
1.0566
1.0573
1.,0627
1.0980
1.1139
1,1262
1.,1504
1.1527
1.1783
1.1819
1.1910
1.2064
1.2180
1.2357
1.2414
1.2528
1.2538
1.2596
1.2€636
1.3056
1.32%2
1.3307
1.3412
1,.3451
1.3573
1.3602
1.3643
1.,3723
1.,3837
1.3864
1.3953
1.4129
1.4166

Cu( C H CE6) ,03H,8
CgHg€,®HgCL ,

CoHy 29,
K,4,RU(CN)ge3H,0
K,Fe(CN) @03H,6
CgH5CpAgP(CH5 )
CuCl ,6C N Hy
CgH,a(COOE),

Cally zN293

LiCle( NH,CH,CH,NH; ),
[(CgHg )36 JcLO2H 0
[(CcgB5 )30 IBre2H, @
C14H10%CeF3( NG )3
Cu( CB3CH, ), 8CHgN
2[(CH3),NeCgH, @I JeHCLOHI®I,
Ba(C,H,oP6, ),
CHaﬂoCGHQOCH:CHoCGGH
2((CH3),@N-C H, oN, ) 8( ZnCl, )
CﬁﬁsBr3N2

(CgHg ), CHH( C H, Br,6H)
CgH, N, 6,
CLeCH,®CUANH,
BaPt(CN), ®4H, 6

IeC H,eCN

Zn( C Hg N, 6, ), 50,6
RBH( CF,C86),
KH(CF3C6d ),

(CH3 ),NC H,eNHOC H, N( CHy ), o1
S

Te(C HgN,5),( SCN),
NaHCH,

[(cH3)I,N ] C=s
Te7(C3H6NZS)lzBr16
U8 ,Br,e3[ (CH; ), ,NeCdeH ]
C4Hy pIgN
Cl,(CgHg ) P3Ny

(CH4 ),CgHNOCO( NH, ),
Ag(H,NCSNH, ) ,SCN
Se[(C2H5)2PSe2]2
CeHg €4S,
Te[(CZHS)ZPSSe]Z
CgHg€,Se,

CgHy oBO3

AgCNSs

(CLH,NE,),
ZnCl,e2C4Bg 6,
Ru(Ce), 1,

C26P16%2

Co[ N(CH)g ]4(NCS ),
CH3CEONae3H 8
{(CH3)NCS )5S,
PA(CoHgN3)»

CLE, 6,006
(CH,CONH,, ),
HEBCeCgH, ,0CECH
CH3N,OK

By oH;2(CH3CN),
Na3CH 6,020 6

(CH3 ),C(NH, )COSH
Cy0EaCl,

Ti( €CoHg ),
Co(CgH,6,),0H,0

( HCN€) 5

[ NHyCgH,4CgHaNH, ]l Cr(NCS ), (NH3 ), ),

C6H8CuNaN3640H26

C148g92

CigHzo

(NH4)4U62(C63)3
Mo(Ca),{(CgH5I3PE ],

CgHyo

C30M18C12

Co,(CO),(CyH, )(CuEgOCRCH ),
Na,Céi3810H &

1 .4272
1.4307
1.4366
1.4480
1.476€1
1.4771
1.4795
1.4900
1.5094
1.5107
1.5472
1.5541
1.5752
1.5792
1,6041
1.6153
1.6169
1.6178
1.6194
1.6220
1.6304
1.6315
1.635%
1.63€4
1.6450
1.6524
1.658%
1.6771
1.6790
1.6885
1.7020
1.7161
l1.7221
1.7232
1,7232
1.7291
1.7382
1.7461
1.7613
1.76€S
1.7763
1.8072
1.8107
1.8178
1.8320
1.8419
1.8504
1.8504
1.8678
1.8911

1.8915
1.8939
1.8953
1.9094
1.9128
1.9433
1.9504
2.00851
2.0128
2.,0200
2.0202
2.0314
2.0419
2 .0466
2,0633
2.0697
2.0754
2.0794
2.0853
2.1041
2.1293
2.1520
2.1662

(CH2)20C63

C,,HgCl,
(CH3),NC B N,Cl,0ZnCl,
Cg(NG, )¢

CgHgCl,

CloﬂeBr4

Pb( SCN ),
Na,Ca(CO3),05H,8
C3zNzClg

Fd( SCN,Hg ),Cl,

InC,

NaeUG,( CgHENG )5
3(CHgCLN3 )eCH3CON(CH3 ),
Ca2B28%6

CONH 5( CHp )3CONH,

K [ CB,y( s63), ]
CgH3(CHOH )5

CH,( S63NH,4 ),

CH, (SE83K ),

Li,Cog
Cr,(CH3CE,) ,02H 6
Cu,( CH;CE8), 02H 6
(CgH5CH,S )y
(CHz),CEGeBr,
RbyCp 6, 8H 6,
(CgHgCH,Se),

Co(CgH NS, )3
chzea‘ﬂzez
(CH3),NB,CuCl
Ci28;8

V(Cy 41052 )3
Ca2H329,

Fe( Ce)s

CeHyAs,Clod
LiNH4C4H, 65 0B ,0
(COEK ), 0H, 6
Rhg(CO )y ¢
Rb,C,6,0H 6
K,Ni1(CO8),
FeC,0,02H 8
E,Pd(COS),

C,HgSeBry
(AlC1,CH3),

K Pt(COS),

SbhI 302C,HgS,

Rb( Sb6)C, H, 6 @H, 6
(NH,CSNH, ),TeCl,
CygH gCACL,N,
[(cazizart I,

CeHy o(EH),
K[(cnaoceocn-c(cna)e-)Zptcl]
C10Cs
(NHZCSNHZ)ZTeBrz

Cd[ SC(NHCH; ), ],(NCS),
NH,( SbO)IC,H, 6 01,0
2(CHy3),NCOCH;-NaCl6,
((cyEg)zPtCL ],
Te(CQHBNZS)zﬁrz
C,3Hy g ING

NH, CE( CH, )5 CONH,
(CuHG ), NCU(CYN, S, )y
CSHSNH[CP(NCS)4(NH3)2]
Te( C,HgN,S),C1,

Pb[ SC(NHCH, ), 1,(NCS),
Mn,(C8)y,
(As(C6H5)4)2Co(NG3)4
U(CH5C06 ),

Tcy(C8)y g

Rez(CG)lo

C30Has%16
C,HyoN,®2HCLeH, 6
€20822%6

(CoHgCgH FeCgHy )p
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716 MIGHELL, ONDIK, AND MOLINO

Organic (continued)

2.1708 CyHg(NG, ), 3.4789 CgHy ;NgeHCL

2.1800 [(CgHg),Tilct, 3.4820 Hg( SCN),Ni(NCS),e2H,6
2.1899 Cl,BeC,H,eBCl, 3.5106 CygH,g0g

2.2099 Cy,HgN,d, 3.5212 CypH oN,0,

2.2112 CypHp,Br,NaS,Te 3.5215 (CgHg)yIel

2.2557 CgHy o9, 3.5376 CggHag6,

2.3040 CgH,,BryN,S,Te 3.5756 (CgHg),TeCl

2.,3089 CgH, ,Nd 3.5898 [( CH3)3PtCgH, I, ]ZNHZCHZCHZNKZ
2.3137 C,HgNCr(Cd)3 3.6135 HEOGC(CH,) CHEGH

2.3222 CypHLN, 3.6247 C,,H,,N,06C,H N 60H,S6, eH, &
2.3346 CgH,gN6,SeHCL 3.6585 €, BCl,

2.3699 Zr(CH3C6eCH:COeCH3), 3,6764 CygHyp

2.3897 Th(CgH;6; ), 3.7122 Ni(NH,CSNHNH,),es6,
2.4086 NH,CE(CH, ), CONH, 3.7264 Te(C3HgN, S)5(S,8,CH3),
2.4178 ICH0SG,0C, H NG 3.8152 CgHg®CH:CBreCooH
2.4398 CgHgO,8(CH3),CO 3.8295 (CH3.C6H4.CH2 )2
2.4479 (C5HgFeS), ) 3.8312 C gH,,CuN,6,

244839 CgH OC( :NOH)OC( :NOH)eC Hg 3.8500 CH,NE,eCH,CEOH

2.5147 Cy,Cly 5 3.86829 Ca(Cy,HygN,650FeH,6),88H,0
2.5285 FegCy, 3.9081 CgHy Hg,6,

2.5497 CyMng 3,9235 CEBHIG

2.5504 Pt({NH3),{ CH3®Ce( NH;)NH],Cl, eH,6 4.0000 C,HgI 6,8

2.5534 (CgH Cl3), 4.0016 Cu(C HgCEOCROCEC HL ),
2.,5729 (C,H,COEGH),(NH,®(CH,); )p 4.0335 (CleCyH,),S6,

2.6362 Fe(CgHg), ’ 4.0344 (CLCgH,),CE

2.6495 AGSCNe[(CgH,,)3P ], 4,0611 Pd(C H COSCHOCHCLHS ),
2,6530 CgHgl, 4.1171 (CgH,Br),S6,

2.6600 C,,HgN, 4.1804 CH;AsI,

246811 (C3HgN,S),Tel, 4.1987 (C,H,,6,),Cu

2.6811 CgHy,I,N,S,Te 4.2057 (BrCgH, ),Se

2.7256 Zn(CH;C66),02H,8 : 4.2249 HOSC H,eCONH,

2.7385 zZn[Pe,(6CHg), ), 4.2252 (CgH3OHCL),CH,

2.7424 By Br3H,C,H, 4.2268 NO,CcH,COOH

2.7637 C,H SeCOOH , 4.2338 (BrCgH, ), S

2.7646 Ng[(C,H6),P6, ], 4.2443 Fe3(CO)g(CgH5CyCgHg )y
2.7805 Mg[PO,(ECHg), ], 4,2768 (CgHg),C,eFe,(CO)g
2.7858 C,HGN,6,Nie2R,0 4.2799 C 3R oNaCu

2.7996 C,H,N,8S, 4,3651 C,H5O8CgH,®0CH:CHOCUOH
248014 CgH,y ,BroN,S,Te 4.3736 CapHyg

2,8057 Cd(NH,CH,CH,),0H,6 4.4448 C3gH,gFex

2.8148 NH,CEe( CH,),0CONH, 4.,4519 CyHyg6,S,

2.8182 Te(CSNpH, ),(HF, ), 4.4638 Cu(CgHgNG ),02(N3ChHo( NG )3)
2.8415 Co,(08),5(CyHEC,CoHg) 4.5404 CHZ®C(CN):C(CN)OC Hg
2,8541 CypgHp36,PS 4.5664 C gH(CgHyq)p

2.8617 [cnzono(cnzceen)a]z 4.5979 (CgHg)3Bi

2.8768 CyoHy 08,453 4.6135 Cy4H,;oN,S

2.8821 Se( SO,CgHg), 4.6263 Bi(CgHg )3

2.9189 (Mn,Zn,Ng)7(C683),(8H),, 4.6914 Cy,HgCl,

2,9251 (CF3),Cg8eCgHeCo 4.7025 CgH,NO,0Ke0,.5H,0
2.9273 CypHy, 4.7165 CygHgCl,

2.9289 CsH(CF3C68), 4.,7294 CgH,NO,e0Ke0,5H,6
2.9474 CgH,d, 4.8837 Bre(CH36)eCgH30CH :CHOCEOR
2.,9943 (CLHC:CH)3SbCl, ) 4,8871 (CH3CONH),C3HS,I
3.0236 Mn(CO)gH 5.0099 BrCgH,N,CONH,

3.0240 CpgHy¢8, 5.0124 CH3=-(CH),~CO6H

3.0294 (CgHg)3PeFe3(CO)y, §,0335 (CHy)3(COOH),

3.0301 C3HgN,63 5.0433 CoHGBrN,8,S,

3.0496 (CH3CgH,S6,),8 5.1782 C,yH;3CLNE

3.0529 C;,H,,BrNS, 5.3333 CgH,€,02H,6

3.0963 Cy,H;5Br63S 5.3842 Fe(CgH,CO6CHS),
3.1114 (CH),6(CH6H), 5.6000 BreC H,eCOs6H

3.,1506 Ni(NH,CH;CHoNHp ),( NCS)NG, 5.7622 NazR(Cd3),02H,6
3.1786 CGKI oClcuN364.l -51125 5.9047 C6C156H

3.1788 Se(CH3eCgH,056;), 6.0018 C oH, NH,eHCLe1,5H,6
3.2168 (OCGH,CH=NCgHg),CueCgHgN 6.1641 C,Bg8,Cl

3.2257  (PtCleCH3dC, oH,y ), 6.1796 BreC H, eCH: CHSCEOH

3.2709 CpoHj,

3.3024 E,Cd(SCN),e2H,6

3.3424  (NH, ),C(Cl,6,0H,68
3.3504 Feg(C6),5C

3.3784 CoN,H,

3.4381 Cy,H,,0Cr(CO)5

3.4424 CpH3N3S,eHCLEO0,5H,0
3.4510 (CgHg),AseCaCeAS(CgHg ),

6.2285 CpgHy,NgNi

6.2678 CSHIINGZ

6.3111 (CGBSCBZCGG)ZKH

66,3181 C!6H1564Rb

6.4846 (CGHSOCH:CH.CGG)ZHNH4
6.,4925 BrO(CH36)OC6B3.CB:CH.CGGH
6.5428 CGHZCH3(N62)3

6.6811 CIO(CH36).C6H3OCH:CHOCGHH
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CRYSTAL DATA SPACE-GROUP TABLES 717

Organic (continued)

6.8106 CH;SCH,CH,CH( NH, )COOH
7.1182 C;gH,NCl
7.3137 [CygH) qHEN;0,5])

7.5828 Cy3AgNE,S

7.6000 BECL,(C,,Bg0S),
7.6108 KH(CgHSCO,),
8.2765 CpoH,gCl,

8.4536 NHLH(CLeC,H,CO8),
8.5347 RbH( CLOC,H,CH0),
8.6336 EKH(CLOCLH,CO6),
8.9078 CgH, ; CONENH,

9.6015
9.90%8
10.9795
12,0208
12.9877
14,0667
15.0994
15.1721
15,6186
17.2157

CE6H(CH, ) o NH,®HBre0,5H,6

CgH,y sCONHNH,

C,H; SCONHNH,,

CgH, ,CONHONH,,

€y 7B35COECH
[Br(cH, ), (C86 JC3H,6,

C16H346

€41H,3CONHONE,

HEOCe( CHy ) CH-( CHy, )-CHe( CH,, ),CHy
C198369

Inorganic
0.5548 CaU(P6,),e1,SH,6
0.5603 CaU(PO,),01-2H,8

Organic
0.6667 CgH,68-(CH;)

0.8742
0.9589

0.8197

2
Inorganic - 4
Organic - 2
(U8, ),V.6, .,
H25e64

CGNHZOCHGH.CHOHOCGNHZ

Inorganic - 12
Organic - 15

Inorganic
0.3588 NaNbdy
0.5308 WOy 8Ta, 6.

0.5472 CsMgF3
0.5750 KALlSi6,
0.6512 KHyPdg
0.6957  CFepMo
Organic

0.4250 (COOGH-CHOH-CHO-CO6), BXeH, 6
0.4549 C, H3563
0.5405 CgHy o8¢
0.5480 CpgHagNg68,
0.6164 CgHgOH
0.6471 C,Hg65NH,
0.6512 C,ygH3,N36:Br

0.6957 FepyMoC

0.7556
0.887S
0.9159
0.9528
0.5621
0.9634

0.7147
0.8161
0.8207
0.8665
0.8875
0.9028
0.9621

Na,B,0-

Na,CNyp

Zr8(Cl0, ),@2R,0
HEF, 0H, 8
La,(CH5)308H, 6
HEF, e3H, 8

Ta(8C,Hg M 6C Hg )y
Cz0H2693
(CgHgO ) oxH,0
CyoF,ClE,

NQZCN2
Hgl,eC5H, Sy
La,(CO);e8H,0

Inorganic - 24
Organic - 104

Inorganic

0.3345 Nb, W, 560,
0.3381 Tay W q0g,
0.5137 Cu3592

0.5198 NB,H,(N63),
0.5810 P,N,(BH) (6K),

0.5873 P,N,(GH) (ERb),

0.5932 Ca,Snd,

0.5951 (NH),P,8.H,02H,60
0.5983 Ca,Phd,

0.5991 P,N,(6H) e2H,8
0.6118 Sr,Pbé,

0.6647 H3PO,

Organic

0.3081 [clguaenrzsu-cu(cns)cnzcnzcuzcn(cns)2]
0.3301 CygH,8

0.3581 [C,gH3,-CH(CH3 )CH,CH,CH,CH(CH3 ), ]
0.3785 [CygB,30H]

00,6875
0.7558
0.8033
0.8263
0.83085
0.8520
0.8559
0.8631
0.9046
0.9074
0.9244
0.9556

0.3549
0.408S
0.4190
0.4163

Th(C16, ), e4H,6
(RE),( CO )3 84H,6
Na,HPG,@e2H, 0
BaS, ®H, 0

(Mg, Mn)HBOy
K,Zn(NCS),04H,0
K,Co(NCS),e4H,0
BaSg
CaNi(CN),e5H, 6
Mob3 80
NaGHe2.SH,6
CaAlySidg

C1o8269;

CoHy 4N16gP

[ HB6CeCH( NH, )CH,S ], ¢ 2HBr
Cy H,,6NeHT
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P21212 Dg No. 18 {continued)
Organic (continued)
0.4275 CgHy,NH3T 0.6565 (CHy),-CH~CH,-CH( NH, ) -C@6H
0.4330 BreCgH,eNCS 0.6598 CygHy 6,
0.4475 ca[sc(an)z]Z(ncee)2 0.6867 A@BF,®8C3HS38E,9
0.4608 C,yHygN46 0.7067 Cd(N,H;CE6),
0.4682 Cy HyB3N,0HCL 0.7131 (CH3eCH:CH)CH:NONHOC H,( NG, ),
0.4€67 CyH4,0, 0.7142 CHZNgON,H,
0.4668 C; H,3Bro, S 0.7333 C,,H;gNH,®HCl
0.4783 €, H, N6, ,0C H, BrN, 0, 0H,6 0.7368 Cy H, NH,@®HBr
0.4867 (CH3),C:NeNHaC, H3(N6,), 0.7459 C;,H, ONeHI
0.4962 C H, ;0 NOHCL 0.7536 CyH,
0.4975  Cy,Hu09, 0.7555 2(CgH, ;85)®3.08( CH;COGK)®19,4H, 6
0.4980 C,,H, N6 0HBreH,0 0.7565 (RE)(CO83);84H,0
0.4988 C,gH, 8, 0.7714 CgH,(CHEH ) CHERD )
0.5133 C,H,Br,02(Cp,H,o6,) 0.7793 (NH,),C,0,eH,6
0.5169 CygH3,68;4 0.7794 (NH,),(CO6),0H,6
0.5189 CyH3,6,08C,,H, 40, 0.8071 CgH, (CHg),
0.5206 CpgH360, 0.8076 CyH,),N 6,8C H, ,BrN;0,
0,.5224 C188366208024H4064 0.8187 CGHSNHZQHBr-
0.5229 C,Hy0,04C,,H, 0, 0.8262 C,,H,,6,N,Se1,.5H,8
0.5231  Cy,Hp,08,06C,,H, 09, 0.8343 KENaC,H, 6 04H,0
0.5232 2(Cp4H, (0, )8C3H 8 0.8368 C,H,6,RbNa®4H,0
0.5239 Cgliy6,04C,,H, 00, 0.8419 CgH,(CHYH)(CEECs)
0.5246 C,H,,6,04C,,H,,0, 0.8457 Zr(C,H;SeCUeCHOCGOCF,),
0.5262 C3Hg8,03C,,H, 6, 0.8460 Pu( C,H;SeCHeCHOCEOCF ),
0.5273 CygHp,8,@CoH0H 0.8462 Ce(C,H3SeCUeCHOCEOCF),
0.5315 CgHy »8g 0.8463 HE(C,H3SeCHeCHOCEOCFS ),
0.5366 CyaHyp05104H,6 0.8520 K, Zn(NCS),e4H,6
0.5374 CH,OH( CHOH),CH,OH 0.8559 K Co(NCS),84H,6
0.5380 NH,LieC H,840H,6 0.8649 Th(C,H3;SeCESCHOCTOCF3),
0.5386 LiRbCaH,6,0H,0 0.8789 Cy,H3,BrN6;e0.5CH;0H
0.5386 LiTLC H, G 08,6 0.8869 0C, g E,,eCIeCH
0.5475 EKLiC4H,8,eH,0 0.8982 NEH3(CHp)3NHyeS,
0.5535 CygH; 463 0.9046 CaNi(CN),e5H,0
0.5567 CygH3gNg08g 0.9125 HgBr,eC3H Sy
0.5571 CyHygN8geHAUCL, 0.9168 C,y3Hy8
0.5652 Fez(CH3C06)o6CLOSH,E 0.9285 [c.(cn3)3]2-c4uzosez
0.5703 CygHy3NO3 0.9421 CyH; ;Brég
0.5770 (NHg )p(VE),(Cr8,)306H6 0.9461 Cp,H,gBr 6,
0.5819 CgHgOg(CH3 )4 0.9483 Con(CNCH3)1q(CL8,),
0.5905 Cr3(CH3C80) 6CLe5H6 0.9525 (CHp ),4(NH3),Sg
0.5918 (CH3CgH, ) SeBry, 0.9688 CpoHosN,Nagd, cP,e12H, 6
0.5937 Cy4H;4SeCl, 0.9765 CyoH;gNaNid,
0.6017. CpoH,,0,N,02HBre3H,d 0.9812 C,)H,;NGeHCLeH, &
0.6067 CogHpzlég 0.9821 CgHgCl,Br,
0.6127 CH3eCH:NeNFOC HL( N6, ), 0.9841 CgHgCl,
0.6251 CygH495 0.9877 (CH3)pC:N®C.H, 06H
0.6304 (CHp)3(NH3),Sg 0.9900 CgHgBr,
0.6413 Cp;HygBrN,6,e4H,0 0.9943 Cy,H;gN,685( CH,) 6,
4 Inorganic - 88
222 P212i2; D, No. 19 Orgagic Z 129
Inorganic

0.3976 less 0.6480 HN5303H26

0.4003 PhAsyS, 0.6557 H,Se6
0,4107 K[Au(CN)A]OHZG 0.6563 Be(OEB),
0.4223 TLOsNOy 0.6666 SnF,
0.4278 PbAsyS, 0.6685 HyNGH
0.4281 RhOsNE4 0.6859 CeOSG,eH,6
0.4328 NH,6sNd, 0.7067 CaSn6@,

044334  Zn,(GH),S6, 0.7277 Uy

0.4398 Cuy(OH)3(NO5) 0.7353 N,HH, PO,

0.4451 BaGedy 0.7398 Cd(Br6z),e2H,0

0.5148 Heg(Cl,Br), 0.7410 (Ca,Na)pReSi,(d,6H,F),
0.5760 NH,OH 0.7430 Bi,CugSg

0.5874 KSE;NHOH 0.7585 HIG4

0.6049 zZn(©H), 0,7595 XeOg

0.6229 GeF, 0.7683 KH,Fy

0.6268 CuzMo,d, 0.7731 CuTed;®2H,6

0.6390 NaNH,S6,e2H,9 0.7962 (NPCl,)g

0.6400 M@CO,03H,6 0.7966 Pb38,Cl,
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CRYSTAL DATA SPACE-GROUP TABLES

Inorganic (continued)

00,7983

0.8032
0.8035

0,.,8052

0.8088
0.8095

0.8221

0.8222
0.8228
0.8255
0.835¢€
0.8393
0.8409
0.8433
0.851¢
0.8524
0.8548
0.8€630
0.8€66
0.8725
0.8782
0.8784
0.8788
0,8803

0.8832

0.8847

Organic
0.0785
0.0893
0.1202
0.,1387
0.1589

0.1628
0.1833
0.1886
0.1901

0.1506
0.1924
0.1929
0.1930
0.1952
0.2097
0.2167
0.2238
0.2252
0.2286
0.2300
0.231¢9
0.2343

0.2350
0.2367
00,2401
0.2822
0.254¢
0.2564
0.2600
0.2608
0.2637
0.2661
0.2€62
0.2665
0.2666
0.2680
0.2686
0.2711
0.2714
0.2715
0.,2728
0.2728
0.2730

Pb36,Cl,
CuSeG3O2H26
CaCu(GH)ASG,
CaCu(GHN VE,)
CuSe6302526
CuPb(GH N VE, )

Re267

CuHP@ze2H, 8

SHBr3

CaZn(GH)AsH,
CaMgOBAsO,

AsBr3

AsBr3

AsBrS
[(NH3)5Co8 ),( HSH, )56, 83H, 9
(NH3)5Co8,Co( NHy )o( S8, ) HSH, )3
LioZnCl,e2H,0
Hg(OH)F

Co(NH3 )3(NE, )5

Al (OH) (P8, ), 50,6
NH4{ Co( NH3)(NS3), ]
11656, 0H, O

K[ Co(NH3)(NG,), ]
Cay( GH)(Sid30H)

K[ Co(NH3) x(NE,), ]
NH,[ Co( N0, ),(NH3); ]

C,gHa7NF5CL

C21842%

[ CH3(CR,), (CO8 ]C3H, 0,

[ €y By g@H-CH(CH3 JCH,CH,CH(C, Hg )YCH(CH3 ), 0H 6 ]

NO,C H,®CHe8-Cy gHy o~ CH( CHz JCH,CH,CH( CHg )
CH(CHz),

CpgHa0%

CgHg8CH,CH, N, #HCL

[ CyoBygBrpCL=CH(CHE; )CH,CHRCH,CR(CHS ) ]

[ CE3CH,6C, gH, g-CH(CH; )CH,CH,CH,CH(CHS ) )

C18834%,

CeHg ®CH,CHy NH, @ HBr

C27H429%

CH; @08 6C, gH, o -CH( CH3 )CH,CH, CH,CH(CH ),

CpoHogN38g 8EBr

CqaFy7BrN 05

[ CH; 8CE888-C; gH, g~ CH( CHy JCH=CHCHR( CFRz )CH(CH3 )5 ]

(CH3 ), NCg B, N=C*NCoH,N(CHz )y

{C, gHzp®H-CH( CH3 ) CH=CHCH( CHy )JCH(CH3 ), ]

Cp3Hpg ING, eCH3OH

CpoHppNpB3eHBEr

Cpq Hpp N, O, @HBr €2H 10

[6C6H7(60C60CH3)4-6C19H28-CH(CH3)CH'CHCH

(C,Hg JCH(CH3 ), ]

CgHgCl 365

CogHygBro

(CH3),CcHy6H

CgHg 8CH, ®CH( NH, JCOGHOHCL

C2784365.660006H49r

C23H5Brdg

CyoHygN(CHz )3T

(CH3ZnGCHZ) ,

CyoH 5INOC, Hed 00,0

BrCgH, COCICH

C1gH1348

C1oH1594N

CgH, SNG, @HBr

(CoHg)( CgHg )C5HENG,

CgHy N6, @HPr

€y oH gONSECL

C12He%

CgHy sNO,HCLOH, 8

C37H529;

C3785692

Cp7H3g0sNeHBr eCHL OH

0.9008
0.9009
0.9128
0.5447
0.9450
0.9465
0.9536
0.9556
0.9572
0.9575
0.9589
0.9712
0.9769
0.5784
p.s801
0.9815
0.9871
0.5893
0.c901
0.9925
0.9934
0.9973
1.0000
1.0000
1.0000
1.0000

0.2732
0.2790
0.2806
0.2808
0.2810
0.2824
0.2869
0.2893
0.2947
0.2967
0.3048
00,3055
0.3066
00,3084
0.,3116
0.3129
0.3138
0.3141

0.3148
0.3154
0.3156
0.3157
0.3159
00,3159
0.3178
00,3181

0.3191

0.3194
0.3196
0.3204
0.3216
0.3223
0.3251

0.3260
0.,3268
0.3335
0,.,3347
0.3357
00,3358
0.3409
0.3411

0.3413
0.3419
0.3425
0.3426

Pb8B16517

N, H S0,
KZ[B465(6H)4]02H26
A1B12

BaSnSe3

Eecla

BaZBlZSeS
Cuz(GH)ASGA
Cuz(GH)A564.3H26
NaAlCl4

NaFeCI4
NHABrO3NH3

HgCl ECN
NH4C1.3NH3
Znseqo7ﬂae
Ni864.7R26
(Ni,Mg)S6, e7H,6
MgS6 8 7H, 6
MgCrﬂa07H26
MgSe e 7H, 6
ND,D,Pd,
NH H, P,
Rb,Gegdy 5
K,Gegdy

MoNi

€i8,

CpoHz Bz NeHCLOCH OH
C27H44%

CleCgH, ®CH:NOH
CIOHISGN.HBP
C1oHeB,8CH, (€H ),
C32H539,1
CGH‘3N620FBPOH26

C12He%2

Co2Hag9,

CeHy N6, @HBr
(C1oBg ) p®CeHa(NO, Ig
C13H12929Cy 1810928
(CH38C4H, ) 0

CyeH 794N SK

[ Cy gHpo~CH( CHi3) CH,CH, CH( CHy )CH( CHy ), ]
C1gHy7No6, SR
Cy10Hy7N30eS

CHLOH( CHEH),CE,Rb
{(ce)5Coz Jccac] cox( Ca) ]
C14816N2

SO,( CHLNH, ),

CH, 6H( CHEH) , CO,K
(CH36CgH, )5S
C30HaeNgO5OHT OxH, 6
(CH3CgH, ) Te
(CH3CgH, ) Se
Cp3HzoBee2H, 6

CisHy7Brdg

C37H5492

CO(ECH ),
C16M;5NaN64S,

C¥, N6, @HCLeH, &
CaoHp 1 NY,

C3pHg,%p

[ ¢, gB,oRr,~CH( CH, )CH,CH,CH, CA(CH3 ), ]
C10Hpg%

CyoHa(NO, ),

CsHy o%

Cy3H; N30, 00,6
CooHaoNp8,0HCL

[C,oHp-( €H),~CH( CBy )CH,CH,CH,CH( CHy ), ]
CppHpa N8, @R
Cag¥su0¥2% e

C,gH gy ~CH(CH5 )CH, C8,C, Hy
(C HgS),
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MIGHELL, ONDIK, AND MOLINO

Organic (continued)

0.3436
0.3436
0.3462
0.3491
0.3493
0.3495
0.3547
. 0.,3565
0.3558
0.3560
0.3571
0.3615
0.3655
0.3669
0.3693
0.3701
0.3713
0.3730
0.3757
00,3762
0.3777
0.3785
0.3805
0.3821
0.3829
0.3852
0.3860
0.3869
0.3869
0.3903
0.3948
0.3966
0.3980
0.3987
00,3990
0.3996
0.4008
0.4012
0.4014
0.4020
0.4040
0.4051
0.4076
0.4080
0.4107
0.4118
0.4130
0.4132
0.4134
0.4142
0.4160
0.4162
0.4191
00,4191
0.4206
0.,4213
0.4228
0.4230
0.4230
0.4235
0.4237
0.4245
0.4255
0.4284

0.4302
0.4310
0.4312
0.4313
0.4321
0.4331
0.4341
0.4342
0.4345

C128108e;

C20H12

(CgHg )Fel( CgH, ®CBOC HL[ 6CH 4], )

Ci9Hp,93

CoH, 48 OH 6

Cgl, PO NOCACL, 83K, 6

CyisHi7Bro3

CygH3, ~CH(CH;)CE,CpHg

C1oH148; 1 (COBCIHS )

C4Cl HgS,

CgHgCH,CR(NH, )COOH

€6l 2%

HSCH ,CH( N, )COOHOHC 0K, 6

[ €y B, g( 6R )3 -CH(CH; )CH,CH,CH,CH(CHS ), ]

C32Hgp0;

CyoH1gN2%S

CygHz, “CH(CEy )CH,CH,C6 ,CpHg

CH,( NH, )CEOH e ENG

C15%20%

CysHy7Brdg

Co7H, 48 @0, 5H,8

CypHgos

C2p¥35-38%

CgHgN, S, eH, 0

C,pHg6Se

CgHy N3O oK, 6

CgHgH,

€y pHp, N3Oge2HCL

€24H40%,

CieHagNO

C20M12N>

BrCgH, ®C,H, N6,

CypHg8Te

(CeHy8c)1,814H, O

Cy1HygBrN0,

(CH3),CaHg8g

C3Hg(NH, )(CB8H),

Co5F40%

(cH3{CH, ]| (CE88)3C3Hg

C30850%2

€30%41 1%

€15%249%

C,HgN,6, 02,6

C21H309¢

E[Au(CN), JeB 0

C24¥409%,

C23¥30%

C218529 ¢

CyoHy3BrN,6,

CooHogBrN, 6, 028,60

REC; gHy, ®CH( OH )CH,

Co3Hy BrN,6,

CeHy 2%

€21830%

CzpH339%3

Cy6 85, Bro,

Ci15H24%

Co5H,203

C17323638r

Ci19Hp608,N,

C32H5y 16,

C21H2895

Cz1H,59g

[CH3eCH40-C) gH, g~ CH( CHz )CH=CHCH( CpHg )
CH(CH3),]

(N5 ), Co( C3By gNp ),CL

CopHog Nyt @CHT

Co3H3y IN6,

(CgHg)Fe( CgH,oC[ :NOH JCgHg )

CgHgNE

NB,4Cr(Cq ol pNpBg )02H, 0

NE,AL(CygH;y pN05 ) 02K, 68

C21¥26%5

CosH,pN 0281
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4
2

0.4357
0.4361
0.4371
0.4373
0.4382
0.4386
0.46811
0.4411
0.4412
0.4422
0.4423
0.4428
0.4430
0.4434
0.4449
0.4450
0.4451
0.4457
0.4457
00,4460
0.4478
0.4491
0.4520
0.4567
0.4595
0.4623
0.4651
0.4662
0.4674
0.4707
0.4712
0.4724
0.4725
0.4725
0.4740
0.4753
0.4770
0.4798
0.4798
0.4800
0.4804
0.4814
0.4847
0.4859
0.4887
0.4887
0.4898
0.4904
0.4929
0.4933
0.4938
0.,4954
0.4960
0.4962
0.4963
0.4S70
0.5007
0.5011
0.5018
0.5028
0.5034
0.5065
0.5078
0.5084
0.5090
0.5118
0.5120
0.5164
0.5183
0.5198
0.5214
0.5214
0.,5230
0.5234

NB,CoC,H,N,( CH,CHE ), 920, 6
CpaHpgNp0,04H,6
RBCr(Cy oHy sNpOg V2R 6
€9l 5%

C16H22%

€, oH;8CgH @CH 8S1H
RbCo(CyoH; pNpbg V2H, 0
CqoH79CEHeCH oSIF
CHy p6
Cy3Hy5 NG, eHBreH 0
C12F5289,y#NaCle2H, 6
CyyHy N 6, 0HRr 00. SH, 9
CyaH508eN35,C100, 65CH, Br,
Cy2H,6, #NaBre2H, 6
C17Hpg9oNT

CeBgCly
Co3lizgBrazeC,H, ¢
C15H14Br %

C4Hy gNo8, eHBr

€y 7Hy58oNBr
CH;8S@eCH,8CH( NH, JeCdetH
C, gH,9CgHOCH 081 CL
2(C,BgNd,, Jencl
Co3lz3N,8,1

C23¥329%;

C248338r%
(CH3)SCH 6,
C24H3510,

Cely 2%

(CH_Ne),

C32FgpBr 03

Ca2H27N9,
Ag(NB,CSNHNH, )Br
NH,CH,CgH, o CE6OH
CisHpoN 6, 0H, 8

€, oHgNNad3s

€, oHgENE,S
AgCLeNH,CSNENE,

CaHg Br, 6,

C17H2‘ 64N0H01

LiCl eCgH N
C22H3562N.EB1‘0326
HE,CeC3H NH,CONE,
C399509
Zn(Cy B, 56, ), 08H 6
CH, N6,

C1oHygBrCiNG
C3sHaeING,
€10H1693N2S
CyoHp NG, eHBr
C23l32N407
(CppHpNpOg ) H, S8, 0C, Hg8, 01 0H,6
CH5CR( N¥H, )CO8H
C328s529;

C3HoNgeHCL
(CppBy4Np6g ), B, S6,8C3H, 0, @1 OH0
Cagl3y 16

C15H;5Brog
(CgH,CChH, ),

C17814%

ClCB,COC H

€59 H3,BrNOg €CH3OH
C13H;2N,0

C24H3gBrdg
Cy4H{g8goH O
CH,OB( CHOH ), CH, OH
C1sH249;

Ca2HpgPre,

C19H3092

C22826%

€y gH 4N ,8CHCECH,
C1g8329; ¢*SH,0
Cu(C, H 4 NO),
KCqH,N36,



CRYSTAL DATA SPACE-GROUP TABLES

Organic {continued)

0.5234
0.5234
0.5258
0.52¢€3
0.5274
0.5279
0.5320
0.,5347
0.53854
0.5364
0.5387
0.5367
0.5423
0.5439
0.5440
0.8440
0.5442
0.5443
0.5451

0.5451
0.5464
0.5478
0.5479
0.5487
0.5487
0.5498
0.5508
0.5532
0.5572
0.5872
0.5582
0.E590
0.5599
0.5600
0.5619
0.5619
0.5€25
0.5630
0.5632
0.5635
00,5637
0.5639%
0.5675
0.5677
0.5€83
0.56885
0.5687
0.56%0
0.5696
0.5716
0.5717
0.,5720
0,.,572%
00,5731

0.5742
0.574¢€
0.57€0
00,5760
0.,5763
0.,5772
0.5773
0,5778
0.5784
0.5788
0.5766
0,5807
0.5809
0.5815
0.5820
0.5834
0.5851

0.5853
0.5871

C3383,Bro,

€] H,7N36g@HBr
(CgFg),Bg
Ci19Hz29N,

CpuH 408,80, HOH
C16E32,9;

Cy3HN

CeHy 295
Li6E®IC H, 6 03H,6
€ oH 58N

CeHy 2%

Cz3H329,

CygH22%9;
CopHypFeNgdy
Cp1H3292

HEC, gHp 0
NoGHO3C H, (6 83H,6
Ni( SC(NH,), ), 05,6
C30H44 Bri6y
CygHpp92
N15263.4(NH2)2CS.H26
C14Hyg%>

CoHy 467

CypH7N, 8T
CSOHE3CgH (O e3H 8
C2183092

CeHy 295
C21530630CH3C6

€11 Hj7ONeHBr

C1F agNE 5 @R T

CeHy 0%

CogHogf3
CigHp7Brdy,
CgH, € 8CHCHS g
NR,©HO3C H, oO593E,0
KEE®3C, H; (05 03H,6
C22H 171N, 05

(CgHg)Fe( CgH,®COOC H, 06H)

CoH1 497

CcHGCLN

CoeHgy NOseHBr
CygH o368, BreCH 08
NO,eC H, 0Ny

CeHy 095

CISHZSBP

C,RgE5N

CieHp; NOg#HBr
Ca(Cglgt,),03H,
Cp7Hag NS, BB
C11H 7ONeHCL
C3oHymBré
NH,®CBe NHNH, ¢ HCL
CppB3y IN®
C21Hp7C1d,
CeHg=( CROH) ,-COOH
C17823Pr¢s
CgBg(NH,CSNH, ), TeCl
CpoHp BTN,
CygHpp0,®CH 6B
C30850Cr%,
C16®10N2%2

C21 827809,
CysHp093
C16H24%,
C(NH,);6H63C B, (603K, 6
CeHgN30,eECL 0H, 8
C15820%
ChoHp7Na6CL
CooHp7 N0,
C17H16C0UN,0,0H, 0
C20Ha71N2%
Cy15H5C1

Co7Hy,0

0.5502
0.5%22
0.5922
0.5927
0.5%46
0.5967
0.5¢¢€8
0.5984
0.5962
0.6014
0.6022
0.6031
0.6038
0.6050
00,6051
0.6055
0.6055
0.£064
0.6068
0.6076
0.6082
0.6088
0.6100
0.€6104
0.6106
0.6113
0.6113
0.612%
0.6133
0.6136
0.6182
0.6188
0.6192

0.620€
0,6206
0.6214
0.6230
0.6236
0.6237
0.6240
0.6242
0.6265
0.6275
0.6285
0.,6286
0.6287
0.6298
0.6314
0.6317
0.6331
0.633%
0.6344
0.€6353
0.6390
0.6393
0.639¢
00,6400
0.6400
0.6407
00,6407
0.6408
0,640%
0.6420
0.6420
0.6438
0.6449
0.6454
0.6471
0.5507
0.6523
0.6550
0.6551
0.6570

CgHgeN : NeCgF, SCN
CHgNE
Ca6H3gBrog
C20H2692
(CH,CO ) 56
C23F30%

Cy3F, gNo6,48BBr

(CGHGSZNONHZNH)[Cr(NCS)A(NH3)2]2

C21H34 95

€y B 485 COBC3H, )y
C30¥39193

Nale®2[ CE3CO®NH, ]
C22826N35;
NH, @ CgH, N
C1CH,CHENE,
CeHgOyoH, @

CagH3z) BrN,0,
S,NCOCH,

CgH,y {FN,6¢
C12H148;1(COCH g
C4H,CLNE,

Sr( HCOU ), 821,68
CgHge( COCHS )¢
Cy 8y ,0N

C14818%
Ni(C,H,9NS),
CQHABrNGZ

CgH, gBrNg

CeHy 2%

CeHy 2%

€108gS3
[(Ne,)3CH, 1, NH
CgH76( COETHS Vg
CooH3%3

Cghy 165(CHy)
(CgHg)Fel CgH, 8CIUIC, He )
CeHggl CH),
C,85NE,

Co1H3g%

C HyO, eNE, @H,0
C,gHpy NG5 OHT
Cz1H3¢95

CyoH g NEHCLO3H, @
CygHpy NO3eHBre2H, @
CypHpy NOZ BT 02H, 0
Ca0H2692

C4H,Ca6 02H, 8
CagHsg® 3NgCOCL 925, B 0CH;CHCH
CygHpy G3NOHCl #2H, O
Ca2H26 1%
CyoH16PT29

C18F14

CyoH 19N6303Br02}126
CeBN: NCgH, S, CeHaN:NCgHg
C4Hp 65

CgHy cO,SNOHCL oH, &
ugce3-3uze
CysHpsCl

Cy7H; NO30HI®2H &
C1982492

C33f519,1

C34Hs; 196

K(C; gH{ g8gNS, ) 0H, 6
C16Hp N3 ®BBr
(CgHy 095 )n

Czo¥32

CpgHp3Brdg
CopHpgNE,eCHS T
(CH3 )3 NeC H, #COCCH4C1
}!2N-c6B405620N30C60N300439
CogH39INP;
CysHpgBr

CgHy 387NzCueH,d

J. Phys. Chem. Ref. Data, Vol. 6, No. 3, 1977



Organic (continued)

0.6581
0.6581
0.6619
0.6622
0.6645
0.6653
0.€€62
0.6668
0.6684
0.6712
0.6718
00,6740
0.6749
0.6775
0.6799
0.6809
0.6821
00,6822
0.6835
0.683%
0,.6882
0.6863
00,6904
0.6948
0.6956
0.6961
0.6962
0.6972
0.6981
00,6984
0.7021
0.7025
0.7038
0.7042
0.7045
0.7084
0.7085
0.7087
0.7093
0.7098
0.7122
0.7133
0,7143
0.7144
0,7145
0.7152
0.7210
0.7258
0.7261
00,7265
0.7271
0.7278
0.7280
0.7286
0.7288
0.7292
00,7298
0.7300
00,7302
0.7329
0.7336
00,7343
00,7344
0.7352
0.,7365
0,7380
0.7391
0.,7405
0.7449
00,7451
0,7460
0.7463
00,7463
0.,7465

CyHpaNp839CHS1T
BrCg Hy( CuHg ) ,6H
CH3CH,( CuHg ), OH

MIGHELL, ONDIK, AND MOLINO
P2.2.2 Dg No. 19 {continued)

0.7456 C22329IN264
0.7521 CSBIOGS
0.7541 (EZN)ZC.NH(CH2)30EONH20066.2H26

C6H1266 0.7547 CléngNzezBr

CgHy 28 0.7560 CgH, ;6NeHC1

CyoE 7 NCHg( 6H ), 00 ( 8CH3 ) 30 HI®3H ,6 0.7564 Cp3Hq,604

C4Hg®PtCL,8NH,CH( CH3 ) Cglg 0.7667 C3gHzgBrégs

C30H4g96CCH, T 0.7579 As,Cy, H, ,4Br,

[(N©,)3CH, ],NNa 0.7580 C,qH N6,

Cy1HgN, 0.7580 C, H,,Br6,

CgHy yONeHCL 0.7582 CpgH4(®g@CH;COGH

[CygHgBr3-CH(CH3 JCH,CH,CH,CH(CH 3), ] 0.7601 CyoHg (NG, ),

Cy4HygBrd; 0.7604 [CygHyg=CH( CA3)CH,CH,CH,CH( CHg )5 @HC1]
CaoBaaloN4a®s 0.7605 C H;0CH,00CESNHOCH, CAONHOCH(CH, )CHOC,H S
CpyHag0, 0.7630 CgHpo8,NY

CeBgf,( CO8C,HL ),
€y, 8, ,BrNy6, eHBr
CgE K6, 02,8
C14Hp4 Bros
CgHgNE@HCL

AlH;8[( CH;),NeCH,CH,eN(CH3), ]
€, oHgC16,S,
CgH NG eHBr

CpaHp, IN3O50C H OH
CopH ,gNOOHT

€21 H30%3

c_H NeeHCL
C14M1693

CeHy2%
CHgASOB(EH),
B1oH13C28s

CopRo7 IN,638xH, @
01‘514N367OBCGOHCGGH
CeHgAsG(OH),
C21H30%3

Cy0H 18N8 H @
ch“lQBre

NH,eHe( HO®CHeCGO)
LiCleC,Hy6,
Ce¥12%
(CgHg ), PON(CHy ),
Cenlzdzopeoecﬂ3

[ Cu(NE,CH,CEO68), JeB, &
Cg 96 BsK
CH3C(NGH)NG,
CgH795( COCH3 ) 5
CaHg IR
(CgBg),ICLeHgCL,
CH;CHBrCEeNHCH, COONHCH,CO0H
Ca6¥16

€466 H5RD

CsHy095

CLHg N6

CsHgOs( CHz) 3

Cy 2 493( COEC,Hg ) g
€ oHygONeHI
(CHEHeCHS ) ,KH
CyeHay N3

Ca0®2493

Cy1Hy N85 00,8
CgBgN€, oHCL
ByoHy0( CCHyBr ),
Celly296

NiN( CHpeCH, #NH, )3 ( SCN ),
Cz4H3693

CsHy o9

CgH, 6 CHy

C,6H 70N eCH OH
CpaH8,N5 S

C338g NOg
CeH3(8H)4
C7HyoN292

BEC, gH,, &
CgNp 63 B, g OHBr
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0.7645 CH3CgH,N=C=NCgH,CH;
0.7647 CpyH,g63N,

0.7657 CygHpe®;

0.,7659 C34H420)1NeHBre4H 6
0.7659 C34Hs76y (NOHCLOXH,6
0.7666 [(CgBg)36][B(CgHES), ]
0.7672 (CgHg)3BiCl,

0.7672 Cp3H3z 8,(6H )3

0.7675 C3,H,426,NeHIexH 8
0.7686 CgHy4N,0g0H,6

0.7687 CgH7N36

0.7688 CgHy €3S

0.76S4 CoHy 40

0.7696 (CgHg)3CgB3zCOFe(CO)3
0.7703 CuyH,,156g

0.7704 CupHu9Brzdg

0.7738 CjgHygBr

0.7758 CgaH3gING,,0x(C3HH)
0.7762 (CgHgN®),Cu

0.7770 CpgHgg84CHzER

0.7773 CzaHoy

0.7773 C3pH4ue87

0.7775 C,NHZCGOH

0.7794 Co(CH3CHNA,CE6) 3
0.7798 (GH)(CH3),CH;Si,
0.7809 C,H.(NH)COOGH

0.,7820 Clsﬂlseécl

0.7832 C H,Na,9,02H,8
0.7872 CygHy,

0.7872 (CH3CO),CoHgO:(CgH,N, 6, )
0.7881 Cu(C H, gN, H( SCN)( NCS)
0.7889 C,,H,;NG,eHCLEH,6
0.7892 CpoH,aN,6,C,HgO
0.7901 Cy,H;gINO,

0.7910 C, H oN(CBy) 51
0.7929 CgH, 48,

0.7529 C,,H,, IN, 84

0.7952 C gH,,6,N,0HCleH, 8
0.7966 C,,H,,N,8-0HCL
0.7571 C,ogH,Bré

0.8020 C,,H,gNO,CH,Br,
0.8048 Cu(NE,®CH,C06),0H,8
0.8057 Cp,H, NG OCH, T,
0.8076 C,oH,,N,8,00.25CgH,
0,808¢ BCOCeCHOUBeCUGH
0.8101 C, H,,Brd

0.8118 C,H5,6¢

0.8119 CgHg@ (CHz),

0.8137 CygF gN38,8H,0
0.8135 CgH,(COIH ) CEOTe )
0.8139 Zn( €@6CeCH,@CH(NH, )eCHS @3B ,¢
0.8146 Cy4H,,N,8S;

0.8149 C, H, NO®HRr

0.8159 CpoH,aN,Cl,02H,6
00,8165 CAB6C1262

0.8180 CygH, N 6

0.8185 CogHq46,

0.8188 NaBCAH4660526

0.8213 C,gH,,@



CRYSTAL DATA SPACE-GROUP TABLES

Organic (continued)

0.8223

0.8224
0.,8235
0.8242
0.8242
0.8242
0.8243
0.8246
0.8257
0.8258
0.8259
0.8267
0.8282
0.8300
0.8307
0.8307
0.8308
0.8318
0.8326
0.8332
0.8341

0.8360
0.8370
0,.8376
0.8389
0.8394
0.8427
0.8439
0.8461

0.8474
0.8475
0.8477
0.8482
0.8484
0.849%
0.8502
0.8505
0.8508
0.8509
0.8519%
0.8534
0.8549
0.8578
0.8600
0.8602
0.8605
0.8616
0.8623
0.8639
0.8646
0.8652
0.8657
0.8658
0.867%
0.8687
0.8689
0.8718
0,.8718
0.8720
0.8726
0.8737
0.8743
0.,8750
0.8759
0.8765
0.8768
0.87€6
0.8766
0.8780
0.8786
0.8810
0.,8812
0.8815
0.8820

C27844

Cy0H;BrNG,
CppHy 4030 COOCHS g
T(CH3),CcH

BreC H(CH3),

C2gH3gBrog

C22H24N2%

CozH39,( €H),

CygH N6, oHEr

CONH ,NHCH

Co[ 46CeCH, 0 CH( NH, )6CO0 J#3 R, 6
CyoH gN(CH3 )31 )
Ni[©0CeCH, oCH( NH, )oCdd Je3 H, @
CgRg 60,6
(CH3S6,),C=C=N(C,Hg)
CppBpgNpt, e HBr eH, 0
ST(CHE, )y
NBE,CECH, 6CH( NH, )COGHeH, 6
CpoBipe Ny ®2EBr 02H,6
C,oH,3N,6 gCLOBCL
C188218r%
Cy5Hp30,Ne8e8,
CypHy49; 1 (COCH3 g

Cul CgHgN I4( BF ),
C,H,V(Cl )y

CoH, ,C18

CeHgl®H )y

CgH, 3Br0

FB(HCE, ),

CgHgNE, NaoH, O
CogH3pIN36, 0H 8
C30H39Prd,

Cy gHo30,NeS6,

C,H, 6CL Pt eNH,CH,CO¢
CEOHeCH,CH, ¢CH( NH, )8 CE6H
CgHg PO Br,

CgH5COC R

C138161938s

HoN( CHp ), NH( CH, ) ;NH, 6Cr{ C8) 5
C10H14N2%5
(CoH68)(CHy ) ,C-C( CHz ), CH, HgSCN
C4Hy oI ,N,Ni@H 68

C3Hg83S

Co3MggCoN14914PS
C30H3gClI6g

CaaBpgNaZn
CeoHggCoNy 39, 5P

C16Hy3Br

Bal 6CEH),

CooHzeN29
Ce3BgeCoN14%) 4P S
Cy5¥;gBre

CopMpgB8,N,Cl

CoHyeNaYs

C13H, 5N, eHBr

C15H;509Br

CgHgO,NeHEBr

€y2830M2
Ce2HagCoN 149 6F
(CgHg)pNi@CgH5CRCOCACCgEEONL(C s )y
CygHygO3NeHEr
Ce3Bgaf;4Ny 4PCO®1BH, 6
c,H, sCl Hgdg
CgzHgaCoNy 4,6 4P Se

(CH5 )(C3Hy )(CeHg V(CHRCgHS IPBr
Ce1HgoClpCoNy 48,4 P
CaoHagloNa6o8nH 08
CgRgOgSNCue2 B, d
[(c,aBg 3P 13(CdBry ),
C,HgBrd,

CgH, 8CHCI CN)eC T,
Ce3HggCoN, 49y 4Pe22H 8
CgH CLCT(NE) ,

CioH5PTo

0.8852
0.8852
0.8864
0.8872
0.8873
0.8877
0.8909
0.8911
0.8943
0.8949
0.8951
0.8954
0.8664
0.,8%90
0.8997
0.8699
0.9003
0.9003
0.9035
0.9035
0.9036
0.9066
0.9074
0.9091
0.9095
00,9096
0.9105
0.9117
0.9126
0.9127
0,.,9133
00,9133
0.9145
0.9153
0.9172
¢.9192
0.92085
0.9222
0.9255
0.9256
0.9275
0.9286
0.9289
00,9291
0.9294
0.9297
0.9316
0.9324
0.9331
00,9340
0.9350
0.9352
0.9358
0.9367
0.937S
0.9380
0.9380
0.9389
0.9393
0.5400
0.9408
0.,9415
0.9417
0.%9442
0.9454
0.9462
0.9465
0.9466
0.9469
0.5483
0.9483
0.9490
0.9491
0.9504

Cas¥s5BriN0y 3
CeBg8g( Chg) g
C3pH4993C1

CgHg€, NeHCL
Cl632263NBr

HO 3P 6CH,CH( NH ;) C6OH
Cp3HpaBroN, 838

C M8 COCHS),
CygHpaN03
CesﬂBBCoNIAHlaPSe
CasB55IN29; 3
H,NeCH:NOE

Cpn H3g NG, OHT
CygH4Np8 SOHCLOH, O
C26F32%

C138149%

€y 3B, oCLNE
CegaBggCoN; 30, 5P
Cy1HpyN39,
Cy7H,Brog

CaoPs0%) 0Nl
CeHy2%

CeHypSez

Co7H4, NG,

C21830%;

CgHgN,

C20Hp71INp

C11¥10N2

CogHgy NECHLT
CaC,B,084H,0
CagH3pPri€y
C1aH10°Ce(N292)3
C33837168; ;SeCHE
C30Hap8,NpSe2HBresH, 8
C22H26Na
C30¥2gCuN2%
CgH,@CEreCCH3 0CH,
C12H,5TN0;
((NH,),CNHCE; 1,88,
CsH) 09

CB36C, gHpoOBr
ColC86) ,( CH, ) ,CHNH,83H, 6
C1s5HpgBra

C18H2,Nd3
C13H16929,8

C4nHegz INp O 3 0C3HgBSH 0
Cy7H;5BrNp
C15317Br5a
€ooHpgNH, @HCL

Cul aGCOCﬂzocnzocnrmzocﬂﬂ )e2H, 0
Zn( @ 6CCH,CH,CH( NH,, )C6d Je2H,0
C3,HggING, 302,08
CsHy 0%

C18¥1697
C16H1894N28
Cy2B1,6,4(COCHZ g
Ca,83,19g

CeHy 196C83

c,H,Ne,
C4Hg8,N,®HCL
(CgHg)4ShCl,

(Cy oHy gN N CoH, S8
C308, N 05 O HI @ XH, O
(C4Hg ) CqHCHCH NH, )( CgHy ;) PECL,
Cp4H3; Brog

CoHy 395N

(CH3)3( CoHNO)Pt
(CgHp M NO, ),
CeB3Cly
C20H14CuN29;
C25B3gN0g
Co4HanMn,N; g602C5HSN
CgHy gCL,N,60
CeM11N39%,
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724 MIGHELL, ONDIK,
P2.2.2. D2 Mo.
17171 2
Organic (continued)
0.,9512 Cy5H;7BrogeR,6
0.9519 CgHy KN 03
0.9522 CgHgBry
0.9522 CygHy  ClOy
0.9554 C;;H,gNgOg@HEr
0.9563 CgHgNgRre2C,Hy @
0.9577 CygHy; 83N
0.9578 Cy7Hp0®
0.9598 C;aH,N,ClE,
0.9607 CpgH 4 NiN6,
0.9620 CygHpyy63NeH6
0.5621 C35H4 NG ®REr
0.5624 CoHgBré,
0.9624 CyoHy5N,B86HCLOH,E
0.9626 CppHygBrN,0, 8CH30H
0.9657 CgHg8,Se,
0.9660 C,gHy,
0.9672 ([(CH3)3NCH;CHy6H])CL
0.9689 CygHy563
0.9713 C€;,H,,9
0.9713 CglHg8,,Ng
0.9721 CH3CCl,CHg
0.9727 Cy,HgAsCLN
5
222 C2221 D2
Inorganic
0.2357 (Zn,Cu)g(CO3) (EH)g
00,3083 Naz(Hn.Ca,Sr)6Mn3(V,As)6628.8H26
0.3913 BaFeF4
0.3952 AlHf
0.4014 Cag(OH), (SiL6,),011H,8
0.4125 1aSy
0.4876 Mgg(OH),(CO),04H,6
0.5000 CagH,(Siz8g),e4H, 6
0.5338 NazP,0501.5H,0
0.5578 Cag(OH),(Si6,),02H,8
0.6737 Créy
0.,7128 E,6
0.8123 (Fe,Nn )Fe, (6B )5(P6, )
Organic
0.2357 (Zn,Culg(CH3),(EH),
0.4234 Zn[SC(NHZ)Z]Z(NCSJZ
0.4506 K(Sb@)C,H,6,0H,68
0.4657 RB(SHO)IC,H, 6, eH, 0
0.4676 (NB,)pSby(C,H,08,),83H,6
0.4730 C,,H,;5N0e0.5H,6
0.4784 C HgU®C H 6 (COCHy),
0.4876 Mgg(GH),(C6,),04H,0
0,5258 C gH, N,®H,8
00,5353 [c23”26"25412'52564°7326
0.5816 (CH3),TU(CgH,6,)
0.5969 CgHgCLN,
0.5683 Na,Zr(Cy0,),e3H,6
0,5957 Na H#(C,6,),03H,08
0.6338 [N(CH3), 1,8y H, o®xH, 0
0.6421 CpgHy,f @CHCH,
0.6555 C,,HpCoNLE,
222 ce2z 1§
Inorganic
0.2635 AlB,Mn,
0.3605 Ug6g

J. Phys. Chem. Ref. Data, Vol. 6, No. 3, 1977
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0.,9738%
0.9743
0.,9769
0.9773
0.97¢0
00,9813
0.5819
0.9827
0.9828
0.5833
0.98852
0.98c9
0.9892
0.9906
0,9919
0.9921
0.9925
0.9928
00,5943
0.5980
1.,0000
1.0000

0.8163
0.8166
0.8276
0.8391
0.8414
0.90SS
0.9122
0.9582
0.9756

00,9978

1.,0000
1.0000

0.6594
0.6679
0.7011
0.7546€
0.7679
0.7892
0.8099%
0.8€75
0.8900
0.9021
0.5072
0.,91€0
0.%2¢¢
0.9314
0.5686
0.9938
0.5987

0.5143
0,70S%

[CeoHg5CoNy 76147 ]
CioHy3BrN;03
HgC1SCN

C21H34%

CgH, 4NGaCL
[C5oHg3CoN; 78, ,P]
[c;sH; 5 ]Bre,
C21H35N260;

Cy15H1 N30,
C10%8;6Br2

CgHy pNp83Na
C14H;g80H,8

CogH NG, oH, 8
[(CH3),C,C5Hg NiCH
CXOHIGG:NGH
B,NeCe( CH,0H ),
CyoHy, N, O HBr oH 0
CoH,S4
(CgH,CH3),08
ClzngBrAsN

CgHN( COaH)
ZnCl,02(Cy g, N, GeHCL )

Inorganic - 25
Organic - 34

FeFe, ,(OH) (PO, )3
Fe,Mn( SH) (P8, ), .
(Fe,ln)(Fe,Zn)A(PGQ)s(GB)S_Zx.xﬂzﬂ
Na,T1l
(Cu,Fe)Fe3( 8H),( P6, )
Mnathslzﬂg
Fean251269
K14Nb12637027H20
C35A16614

Ph,MgWe,

GaP64

AWPE,

CzﬂslcﬁzN.NH.CGE3(N62)2
Ci9H19Br9g '
C30H46N665HC10326
(C3OHA6N655)2NCCSNHZ
Ca2W34INdg
C11H;N205CL;
C11H;2BraNa0g
Cogl36-38%
CgolgalNy 26; ®2HCL 012K, 6
C30H4eNgY5®H, SO, 0XH, 0
C30H46NgU5®HCLOH, O
C20813N
C30H46N6650H01.21326
C30H4eNgI5HECL @ xH, 6

Cy HgN4KAu

CgH; yBaN,6,Pe8, 9H 6
CpgH34N36:Br

Inorganic - 4
Organic - 10

Ca,NbS1,6,06( OH,F)
Fe,Seg



CRYSTAL DATA SPACE-GROUP TABLES

5 No. 21 (continued)

Organic
0.4676
0.4723
0.4755
0.4788
0.4559

NIBPZOZNHZCGN(CH3)2.6596
CoBrEOZNHZCGN(CH3)2.6E26
N1C1202NH2C5N(CH3)2.6H26
CoCl ,2NH,CON( CHz ), 06H, 6
Bg(SC4H9)2

0.6850
0.6965
0.6G85
0.7284
0.9836

C60392N12610°2301°1°H26
C3oH4eNg8gHCL OH 6

CgHy 4NyNi @,
C30HaeNeUs®H, S0, 0(x JH, 6
CopBogNy8,5Zn

Inorganic -~ 0
Organic -1

Inorganic

Organic
0.2034

Ca0H;3N

Inorganic ~ 1
Organic -~ 0

Inorganic
0.6195

Organic

BPS,

Inorganic ~ 1
Organic -~ 3

Inorganic
1.0000

Organic
0.9703
0.9777

Zr26N2

Cﬁoﬂglezﬂl000.59H3Hg21700.82HC102H26

1222 D2 No. 23
1212121 D2 No. 24
0.5781

CeoHgoNy 20y 0®0.65HHg, 1,00, THCL® 2H, 6

Inorganic - 8
Organic =~ 2

Inorganic
0.7654

0.7660
00,7723
0.8038

Organic
0.5682

8iTi
GeTi
EgNHzcl
EgNH,Br

CH3CCH(6H)OCH(NH2)C66H

0,.,8654
0.9225
0.9600
00,9650

0.623S

Cu3Sn

Ag3Sb
A12K(6H.F)(P64)2‘4H26
BipNigzS,

IiGGCCH302526

Inorganic - 9
Organic - 4

Inorganic
0.5139

0.5646
0.5806
0.6354
0.,7072

Organic
0.5921
0.7286€

Na22r5166]503326
CuGe63

KFe2H,6
CuA(SGQ)(GH)GQHZG
Au52n3

C12830
KpCoENG,

0.9156
0.9232
0.9247
0.9820

0.7400
0.7734

Ea(eﬂ)zcﬂzﬂ
Sr(GB),8H, 8
Eu(OE),eH 0
PbO,

CgH, NG
NH,CH, &R

J. Phys. Chem. Ref. Data, Vol. 6, No. 3, 1977



726 MIGHELL, ONDIK, AND MOLINO

2mm .
3 Inorganic - 0
m2m Pcc2 ch No. 27 Organic - 1
R L O U
Inorganic
Organic
0.9991 KyZr[N(CH,CO8);],eH,0
2 g m a2 & No. 28 Inorganic - 3
m e m 2v : Organic - 0
2 At
Inorganic
0.2962 Ca,Al,8i,8; ((GH), 0.5233  (Aug, 75480, 25)Tes
0.4592 KpZnCl,
Organic
2mm .
5 Inorganic - 9
ma2m Pca2 C No. 29
CLWM2 ... Organic -4
Inorganic
0.5945 ZnF,e4H,0 0.7072 Cr5ClB,d,
0.6007 Na,CO;8H,¢ 0.,7075 MgzClB,6,-
0.6788 GadCl 0.8745 Fe,N
0,7000 K,Xed,®9H,d 0.9964 KI®,F,
0.706S FezClB,6, 4
Organic
0.0780 CgoHo, 0.6183 (NO,CgH, )2C
0.1450 CpgH,a05S, 0.6324 Cy3H,;CING
0.2035 Cy,H,oN,@CHST 0.6335 CygRgNO3S
0.,3147 Co(CyHgNO3S),09H,6 0.6662 Cr(8,);B,88C,H N, oH, 0
0.3147 Ni(CyoHgNO35),09H,0 0.6737 Ni(CgH.8; )5
0.3168 2Zn(C,oHgNG3S ),e9H,0 0.6934 EEECSCyH, ¢CHGH
0.3698 (CleCgH,8CH),CH, 0.7281 (CLCH*CH)3SbCl,
0.4455 CH,(NH, )CENHCH, CONHCH, COGHe 2H,, ¢ 0.7469 K(SHC,H,8,)e0.5H,6
0.4847 CCLzCH(C H,T), 0.7630 Au(CzH;),CN
0.4978 CCL3CH(CgH,),CLlI 0.7803 C,3H 4T,
0.5046 CCl3CH(CgH,Br), 0.7951 Cy,Hgbg
0.5073 C4H,OGH(NE,); 0.804% Cy,H;gRhCl,eNH,CH,CH, NE,
0.5124 CCL3CR(CgH,),ClBr 0.8160 CgH, NH, @HCL
0.5175 CygHygNY 0.8468 CgH, NH,@HBr
0.5204 CCL3CH(CgH,Cl), 0.8654 C,HgN, 85
0.5563 CygH gCINS 0.9002 (CH3ZNH,€H)CL
0.5632 CygH;gBrNS 0.5181 CH @(C,N,6)0C H
0.5636 CgHgeCoaCH58C5H,oCH;8CooCHg 0.9229 C,,HgBr,
0.5832 Cy,H,3NGUsHBreH,6 0.9505 C,HSONH,eHCL
0.5873 Hg(H,NCSNH, ),( SCN), 0.9583 C,,H,Br €,
0.5692 (CH3),yC4NyuBry 0.9849 CH3NH38Al(S6,),012H,8
0.6007 Na,CGzeH, @ 0.9899 TlECH,
2 mm 6 I . 3
m2m Pnc2  C,,  No. 30 Onorg§n1c T s
oomm2 rganic -
Inorganic
0.3911 Na,S 6,e2H,8 0.9354 (Fe,Mn)3(Pd,);03H,6
0.7750 K3Cr{(CN)gN6
Organic
0.3418 C, R, 0.,7307 (NH,),HCgRs6,
0.4031 CpgHypg 0.7663 €, oH N638
0.4193 C;oHgNNa63Se2H,6 0.7750 K3Cr(CN)gN6&
0.4255 Ph(CygHg85), 0.5189 CyoHgNE3S
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CRYSTAL DATA SPACE-GROUP TABLES

Inorganic - 25
Organic - 19

0.6284
0.7193
0.732S
0.7446
0.7567
0.7730
0.8568
0.8€39
0.86%94
0.8694
0.9239
0.9370

0.8037
0.8121
0.8193
0,8372
0.8794
0.9098
0.9102
0.9132
00,9954

NﬂqugAseaoéﬁzﬂ
Cdso,

BgSG4
Cu(N63)2
Mn(NGB)Z
TeZGBSGa
LizPg,
CuB(As,Sb)S4
Cu3PS,
CuzAsS,
AsCuPbS3
CuPbSbSB

Ga(CB,CECH,COCHS )5
In{ CH,COCH,CHCH ) 5
BgCoBg( CHS ),

Sc( CH,COCH,COCH 3 ) 5
Ca4Hy16P3

C3ﬂ6583

(CH3 )3GeCN

C3HgS3

C10H20tN

Inorganic - 5
Organic - 2

0.£984
0.9082

PbZros
Moy 7947

[ Co( NH,CH,CH,NH, ),C1, ], 0S8 0H 6

Inorganic -
Organic - 100

2mm
ma2m Pmn21 C;V
mm 2
Inorganic
0.4112 PbB,H,
0.4139 SrB,0d,
0.4229 NaV,6€g
0.4464 WTe,
0,4725 CuPby3SbyS,,
0.5759 Zn(Mn6,),e6H,d
0.5759 Mg(Mn6, ),e6H,8
0.5762 Ni(NnG,),e6H,0
0.5765 Mg(Cl6,),86H,0
0.6184 MNgNH,P6,06H,6
0.6193 MgNH,As6€,e6H,6
0.6156 MgNH, PH,e6H,0
0.6216 MgNH,P6, e6H,0
Organic
0.2808 C,,Hy TN, 6,
0.3855 C,HgHgCl
0.4487 [Co(NHz),C05]ClY,
0.4958 cdlsc(NHy), 1O,
0.5168 [(CH3),NH;],SnCly
0.5727 B4HgCph(CHz)p
0.7130 K3Mo(NCS) #H,deCH;CITH
0.7656 Cu(CgH, N 6S;)
0.7909 Cy4HygNI
0.7930 C,HgO,S,
2 mm
m2m Pbaz B
mm 2 2v
Inorganic
0.3015 Rb3Sbg6,,
0.3024 K3Sbg®;,
0.6641 Al;gSig63,
Organic
0.6244 CClZ@CH(C.HZ),
2mm 9
m2m PnaZ1 C2v
mm 2
Inorganic
0.41€1 Na,Si,dg
0.4282 Cr(NH3)3¢,
0.4345 PbLZnSi6,
0.4612 Sh,0,
0.4629 Sb,6,
0.4685 SbhTad,
0.4692 SbTad,
0.4705 SbNbE,
0.4705 ShTa€,
0.4708 SbNbE,
0.4712 SbNbE,
0.4733 PBCN,
0.478¢ BiTad,
0.4807 CuAsS
0.4847 BiNb6,
0.5003 Zn(N3),(NH3),
0.5176 CaB3685(0H)
0.5221 GeyuYg
0.5247 SmgGe,
0.5261 SizYg
0.5261 GdgGe,
0.5265 GeyNdg
0.5266 Ge,Thg
0.5267 ErsGe4
0.5274 SiyThg
0.5293 ErgSi,
0.5314 Cu3M0269
0.5510 NaZBeF4

0.5575
0.6025
0.6967
0.7113
0.7114
0.72€1
0.7417
0.7599
0.7784
0.7792
0.7814
0.7948
0.8233
0.8402
0.8412
0.8419
0.8478
0.8€27
0.8634
0.8726
0.9044
0.9098
0.9297
0.9310
0.9528%
0.9811

0.,9950

NaYSid,

APz

Pu(N3),

NeTad3

CdT163
HNO 3 0H, 8
KyBeF,

NaAld,

Th(Ret, ),04E,6
szYbs
Nd(Re64)3O4H26
NaFedy

BaHP@,
[RuNﬂ(Nﬂ3)5]Cl3oﬁaﬂ
BuBeZSLZG7
S5hS1

LiGaﬂz

LizAlFg
BaSi@;@€6F 6
(563 )3
Ll(N2H5)564
Liv,6g

FeAld,

GaFedy
Zn(N63)2.6F26
MgSO;e3H,d
NEAIC3NH3
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728
9
Pna21 sz
Organic
0.2293 CgH,Bré,
0.2500 €, HgKN6;S
0.2559 CgH N,
0.2751 CgH,N6,Br
0.2804 CleC.H,eNG,
0.3070 NE,CgH,eCO8C H,Br
0.3132 NH,C.H,8COeC,H,Cl
0.3364 (ECgH,CH"N(CH, ),N*CHC4H,6 )ZneH 6
0.3359 CgHgeC,H,S,
0.3547 Cg(NE)g
0.3713 ErC,ClH,Hg
0.3739 C,;,HgN,SCl
0.3883 CpH,3NSe
0.4083 CyoH;¢
0.4132 {[(CgBg), ACgH, 13A80RUBY,
0.4135 CyyH N
0.4332 CH3CO6H ‘
0.4512 (CygHy,N,6, )FeCLOCHNG
0.4733 PbLCN,
0.4770 Fe(CH,CHCH,COCH3) 5
0.4793 AL(CH,CECH,CHCHZ) 5
0.4795 Ga(CH,CHUCH,COCH3),
0.4796 S(CH,CH,CHER),
0.4956 CgHygNI
0.4982 CygHy,
0.5017 CH3CH(NH,)Cg8H
0.5077 Sc(CH,CHCH,CECHS) 4
0.5125 TIn(CH,CHCH,CHCH3) 3
0.5227 C,aHgBr,S,
0.5364 MnCl,@2(CH,) N, 20,8
0.5412 Ni(SC,H,N=C(CH3)C(CH;)*NC,H,S)
0.5423 Cy,HN8;SeH,6
0.5500 (C,Hg)3SI
0.5555 CgHy,6,N
0.5670 PBL[SC(NH,), 1€,
0.5692 CpaH;g
0.5719 (CgHg)3CH
0.5733 (CgHg)Fe(CgH,8CHeCH[OH],)
0.5830 CgH, N,@3HCle0,5H,6
0.5870 Pb(CgHg),
0.5990 Be(C,6,)e3H @
0.6027 CgH,N,
0.6072 CygH;,9,
0.6279 ([H,CqP(CaHg ) A8( CoHg), 1,Cu)1
0.6290 C3H,@NH,8C,H,Cl
0.6293 C H4 (OR),
0,6313 ([HACGP(CZBS)ZAS(CZHS)2]2Au)I
0.6343 C,g H,,Cld,S,
0.6349 CgH, N6
0.6428 UH,(CH3CO6),02H,6
2mm
m2m Panz  Cp
SIMM2 et v
Inorganic
0.9766 Ca,NaAl Sig6,(®6H, 6
0.9841 Cag(Ag,Na) Al ,,S81,,6,,018H,6
0.9848 Ca,yNaAlgSig6, @6H,0
Organic
2mm 11
m2m Cmm2 C2v
MM el
Inorganic
0.9867 Cd(NEy),Cl,
1.0000 Cd(NEz),Br,
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No. 33 (continued)

0.6498 CyoHgoA8,Aul
0.6554 (CgHg),Ni,C H 0C2COC Hy
0.6596 CzH,N,
0.6676 CL(NG,)C HaNH,
0.6680 CgHyNg®2HBr
0.6721 (CyHg),0@HCBrCl,
0.6877 H3BCEe2CH3NH,
0.7073 CyoH;gCL,Pt
0.7094 CgH,yBrNe
0.7106 Na[ Co(868CeCH; ), NCH;CH; N(CH,CO6), Jeal, 6
0.7118 CyoH3Br305
0.7287 CgHgBr;,
0.7331 C,HZBrN,6,
0.7492 CaHygN; Ni6¢SaeH 0
0.7533 C gH;gSeCl
0.7554 ClCgH,NHCOCHZ -
0.7554 LileS(CgHg)5PE
0.7584 CgHgl,
0.7706 C3HgPdCgHg
0.7785 CgH4@HBrNG,
0.7837 HEGCeCHNH,eCHOH
0.7891 CgHy@ENE,CL
0.7920 ([(CH3)3S]Hgl,
0.8057 (CHz),eCePE( 6H),oNH, oH, ¢
0.8115 CuH,N,
0.8135 CgH,NGeHgCl,
0.8271 CgHgO3PS
0.8438 CgH,8NH,8CO8H
0.8629 CgHgN3I
0.8687 Cz3Hag9
0.8805 Ni(CgHgN),Br,
0.8868 C,HgS6,
0.8931 Co(CgHgN),Bry
0.8983 C4H;N9,8;
0.9017 BygBr,HgCoH,
0.9050 CgHgO,
0.9155 CyoHgNE3S
0.9260 C;gHgN
0.9292 Cr(cCd),
0.9343 Mo(C8)4
0.9397 Pt{(CyE;)5P ] HBr
0.5437 CgH, (NS,),
0.9471 W(C@)g
0.9488 CgHgErNd
0.9643 CgH,SN,
0.9743 Br(CH3)C H;6H
0.9783 Cy,Hg0,
0.9817 Co(NH3) C6;HreH,8
0.3888 C,BsClE
0.9912 CgH,SeN,
No. 34 Inorg@nic -6
Organic -0
0.9856 Cag(Tl,Na)yAl,(Siyo05,020H,6
0.9879 Ca,NaAlgSi 6,,96H,6
0.9894 NaCa,AlgSigd,,e6H, 6
No. 35 Inorg@nic -4
Organic - 2
1.0000 Ha(NH3),Cl,
1,0000 Mg3ClB,€,3



CRYSTAL DATA SPACE-GROUP TABLES

Inorganic - 29
Organic - 9

0.€315
0.6664
0.6883
0.6508
00,6932
0.,7132
0.8500
0.8703
0.8836
0.8992
0.5209
0.9234
0.9360
0.9497

0.6518
0.6525
0.8634
0.9360

Rh,UF,
E,Pbo4

AggSDBS,

K, 88NClg
K,8sNClg
K8sNBr,e2H,6
Alys 950Uy, osFey
V6 ,( NO ), ®6H, 6
NigSi,

Br¥Fg

BgHy0

BrFs

AY,6,c

NbI,

CoH,NGeHCL
CaH,Ss
CH5CL
Al,68,C

Inorganic - 0
Organic - 4

0.,4033
0.8070

CoH K, @2H, 6
C14H14N29;

Inorganic - 7
Organic - 2

0.6472
00,6904
0.6523

0.6472

Na,Cay(CO3) 5
NaNbg6, 5( 6H)

NaNbéﬂlsF

NaZCaZ(Cﬂ3)3

Inorganic - 2
Organic =~ 5

11
mm2
¢ c2v
Organic
0.5970 CH3CHOLie®2H,d
2mm
m2m Cmc21
mm2
Inorganic
0.4051  AgCa
0.4456  MoP,
0.,4456 P,W
0.5073 (Ag,Te)(N63),
0.5144 Sné
0.5320 Hel,
0.5462 HgBr,
0.5549 Pb, 4Sb;oS,,
0.5708 Be,(Be®H),Si6,516,
0.5722 N32G263
0.5764 Li,Sidy
0.5772 Na,Sid,
0.5774 Li,Gedy
0.6189 Si,N,6
0.6253 Rb,AmFg
Organic
0.4116 CgH,I,
0.5229 C,D3N36,8D,6
0,5229 C,H3N38,@H,6
0.5735 CpHg®2AgNG3
0.6028 ErCH(CHSE),
2mm
mem Ccc2
mm2
Inorganic
Organic
0.2772 (BrCgH,),S,
0.2792 (BrCgH,),C8
2mm
m2m Amm2
mm 2
Inorganic
0.4266 CsH,PO,
0.5613 U584
0.6007 U@
0,6455 Na,Ca,(C83),
Organic
0.6455 Na,Ca,(C@3),
2mm
m2m Abm2
mm?2
Inorganic
0.4916 Cu,S
Organic
0.1893 (IC4H,CH:),C H, O
0.,1942 BrCgH,®CHeC H, B0CHOC H;Br
0.8387 Fe(CgH,COC3H,),

0.5731

0.9527
0.9€64

La,(56,);08H,0

C,H, sN®HEr
C7Hy gNOHI
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2mm 16 Inorganic - 9
m2m Ama2 sz No. 40 Organic - 2
B L 2 U U AR
Inorganic
0.3804 DyGe 0.9680 SbFy
0.3935 GdGe : 0.9957 CszRezCly,
0.3939 GaGd 1.0000 (X, Na; _ )Si, Al 0, ,010H,8
0.5785 ptau 1.0000 Cs3Re3'Br12
0.6711 Cr8y
Organic
0.6852 (C,N,Hg)PtBry 0.7711 CaH, 6,8
2mm 17 Inorganic - 15
m2m Aba2 C2v No. 41 Organic - 14
B e
Inorganic
0.6252 CoGe, . 0.7747 AlW(Fe,Mn)(6H), P8, eH, 0
0.5281 RhSn, 0.7759 AlFe(dH),Pd,eH,6
0.5329 PdSn, 0.9544 CayUd,(CO3)3010~-11H,6
0.5587 PdSn, 0.9740 NH,BgOge4H,0
0.5592 AuSn, 0.98%9 K[Bsﬁe(ﬁﬂ)4]02326
0.5658 PtSn, 0.5905 KHy(H38),;B56,,
0.7435 HE,Ni g, 0.9586 S6,
0.7437 Niy4Zr,
Organic
0,273 (CHZ8C.H, ), N6 0.3498 CygH, g
GON
0.2851 CppHy, 0.3524 CgH,u(CEOH X C a)
0.2908 CppHy, 0.3553 Cy7H;,
0.2948 CpyH,, 0.3798 CygHy,
0.3159 CpyHyg 0.7722 CgHgeC,H,NE
0.3238 CyoH,g 0.8596 Ni(CgHgN38, ), 0H,6
0.3460 CygHy, 0.9544 CayUd,(C83)3010-11H,8
zmm 18 Inorganic - 0
m2m Fmm2 C2v No. 42 Organic - 0
AN
2mm 19 Inorganic - 25
m2m Fdd2 sz No. 43 Organic - 25
e R AR
Inorganic
0.4239 Cd(NG;),e4H,6 0.9374 Li,Al,81,6, (20,6
0.,4254 CA(N€;),04H,6 0.9573 Snl,e2Sg
0.4889 Th(N@3),e5H,6 0.9677 LiyAl,Si:6, ,02H,6
0.4925 Ce(N@;),e5H,6 0.9728 (NH, ),A1,8i36,
0.4934 FPu(N@3),eSH,6 0.9769 NayAl,Si36; 02H,6
0.4982 P,0g 0.9812 NayAl,Sizd;,e2H,0
0.5219 GeS, 0.9832 NayAl,Sizd;ge2H,0
0.5424 S6,(NH,), 0.5839 NapAl,Siz6; (e2H,6
0.5643 CaNa,(C6;),e2H,6 0.9841 AgpAl,Siz6)o02H6
0.5669 CaSi€3eH,¢ 0.9865 CayNay(AlpSiz6) o)3e8H,0
0.5716 NyHCL 0.9915 EKHyPE,
0.6904 AlzZr, 1.0000 NapBeSi g
0.6919 AlgHf,
Organic
0.2541 C,-H,,6NCL 0.7097 CgHgRh(C,H,),
0.4003 (CgHg)3Ti, 0.7186 Ni(NH,CH,CH,NH,),N6,CL
0.4066 Col82NH,CgH,CHy 0.7210 Ni(NH,CH,CH,NH,),N6,Br
0.4852 CH,(Ny8,K), 0.7297 NO,8C-H,ON:NBF,
0.5002 CgHgBr, 0.7738 CgHy 6,55
0.5027 Cy,HgO,S5, 0.7821 ([06H5]3ASCH3)ZCuC14
0.5097 (CgHg@CH:CHOCH,0S~), 0.7927 NGO, ®CH, eN:NePF,
0.5478 KLa[ (86CCH, ),NCHyCH,N(CH,CO8 ), ]08H 0 0.8087 C,oHy 6 00,6
0.5495 (BrHg)yFe(CE), 0.8460 Ca(U8,),(CH3CH, ) 06H,0
[
0.5643 CaNaz( 003)2.2326 0.9073 C20H12N202
0.6337 CuHgNglg 0.9725 Hg(C,3H, N,S),02C-HN
0.6350 ZnHy(CgH5CHY ), 02H 6 0.5914

[(an)zcs]z're(scN)2
0.7083 CH,N,6,
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CRYSTAL DATA SPACE-GROUP TABLES

Inorganic - 10
Organic - 4

0.7832
0.8344
0.8404
0.8%948
00,9676

0.8344
0.8948

Zn4(GH)2512670H26
KCN

AgNOZ

HCN

NnNdz

EKCN
HCN

Inorganic - 0
Organic - 11

0.5105
0.8497
0.8709
0.8731
0.9339

(CH3)3C.C(CH3)(GH)CB'CHZQO.SHZﬂ
CGHBNZGZ

(BrCgH, ) SeCl,

(BrCgH, )SeBr,

C3H7.CIZH8N

Inorganic - 2
Organic - 3

0.7550

0.9811

BuNaZT12$14614

(CQHGNS)ZZn

Inorganic - 11
Organic - 3

0.8639
0.,8809
0.%420
0.94SG
0.9635

0.9635

Ca(Ud, ) ,( P8, ) ,00-2H,8
NbPty

Be,Cal( P8, ),

PhT i85
Mgg(CO3),(OH),04H, 8

Mg5( CO3 ), (OH ), 04H 8

Inorganic - 1
Organic - 2

0.6854

2mm
m2m Imm2
mm 2

Inorganic

0.4588 SngTli,

0.7229 CdySby68,

0.7308 Ca,Sbyt,

0.7317 NayMgAlF,

0,780S5 Zn,(9H),Si,68,0H,8

Organic

0.5778 C,H/CING,

0.8120 [(CH3),NH, IspCl,
2mm
m2m Iba2
mm2

Inorganic

Organic

0.1548 CH3(CH,)5COCIONa

0.4906 CH3®COH(CH3)eCCl3e0,.5H,¢d

0.4925 C(CH3)3COH( CH;)CH;00.5H,6

0.4972 CgH, ,000,5H,6

0.5044 C,(CH3)g6H

0.5093 (CH3)3CeC(CH5 )(JH)C*CH®O, 5H .6
2mm
ma2m Ima2
mm 2

Inorganic

0.3975 H,Si,0g

Organic

0.,7831 AgC(CN)3

0.8722 Zn(NCS),(CgHgNH, ),
222 Pmmm
mmm

Inorganic

0.4529 Ta,®

0.4€614 BaSid

0.4629 RbBeFg

0.,6834 BiSeCl

0.6941 Ce01307H26

0.8058 CalU®8,),(PY,), NH,E

Organic

0.6572  Cy,H, 6,

0.7010 CgHL(CHy),
222 Pnnn
mmm

Inorganic

0.6558 Cas(P64)28164

Organic

0.4000 CH NENHC H_
222
nmm Pccm

Inorganic - 0
Organic -0
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222 4 Inorganic - 3
- Pban D2h No. 50 Organic - 0
Inorganic
0.5630 cCa[B(oH), ], 0.9874 U6G,(6H),eH, 8
0.8593 Sn,u(GH)LCl,
Organic
222 5 Inorganic - 19
mmm Pmma DZh No. 51 Organic - 2
Inorganic
0.1519 Ca,Cug(GH), o( Ase4)40101i20 0.8661 (NH, ) HfFg
0.2063 [(Cu,PblgBigSy, ] 0.8661 (NH, ),ZrFg
0.5242 LINb 8, F 0.9141 MoPt
6%1s .
0.5745 MgAlBG, 0.9225 7U6;e11H,6
0.6063 KySe(S,63),01,.5H,0 0.9277 NbPt
0.7488 Rb,S6, 0.9286 PtV
0.8065 CaCu(GH)AsO, 0.9414 KUGF, 4
0.8197 Re,6 0.94S7 CdM
297 . e
0.8653 Tl,HfFg 1.0000 NigzAl,,6,4
0.8657 Tl,ZrFg
Organic
0.5932 (CgH,, ),NFe38H,6 0.9098 NaHRCN,eH,0
222 Inorganic - 16
mmm Pana DZh No. 52 Organic - 5
Inorganic
0.3674 K, (U6,),(8i,65)304H,0 0.7816 Na,S€,
0.,5000 MNggSi;,03,014H,6 0.8057 CaSnSiz¢;,H,
0.5211 Ca(U8,),(V6,),05-8,5H,6 0.8134 K,Zr,6g
0.6120 LiSba 0.8601 MNg,S
3 - g,8n
0.7168 KMgCl306H,8 0.9164 Ca(U8,),(VE,),
0.7285 Nn,Mn(6H),(As€,) 0.9304 xznlonlooxnze
0.7334 K, ,Pd(CN) eH, ¢ 0.9774 GaCl,
0.7801 Na,Crd, 0.€904 T1Br,
Organic
0.6292 Cu(C, H,N,),Cl,@6H,0 0.8822 CpoHy7N,0300.5(HgCl, JeH,68
0.7334 K,Pd(CN),eH 6 0.9198 CpgHygCuNy 6,
0.8364 H UG, 0( NH,CONH, ),
222 7 Inorganic - 16
mmm Pmna DZh No. 53 Organic - 6
Inorganic
0.2966 Ca,( Al,Fe)SizAlg, ( 6H), 0.7510 CoErg
0,3750 SbTlSe 0.7575 Se(SCN)
2 . 2
0.3781 (As,Sb),Tl,Se, 0.7947 (NH,),S63N,6,
0.3835 Tl,(As,Sh),Se, 0.7987 CuaFez( AH), ¢ A534)20326
‘0.4305 Ba( UG, )3( 6H) ,(Se63),03H, 6 0.9179 CuCl,e2H,6
0.5166 NaHgClgy 0.5709 NH,HF,
0,6104 LiSbd 0.9772 NH,HF
3 4" 2
0.7159 GdSi 1.0000 Ca,NaAlgSigt,oe6H,6
Organic
0.4701 NH4CI.‘NH206NBZ 0.6673 culcC( CN)5 ]2
0.4856 CH,®B( CHEH),CH,0H 0.7675 Se(SCN),
0.6523 (Rh(CH3C86),Br),Br,(NH, ), 0.8669 Br,CgH,(NH, )COUH
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Inorganic - 5
Organic =~ 0

Inorganic
0.5853
0.7760
0.7909

Organic

L12Ge40g
AQBa(NOG, ) 0H, 6
CsMnCI3.2826

0.7947
0.9177

Rh“nClBOZHZG
AgCle,

Inorganic - 36
Organic - 3

Inorganic
0.377%
'0.5045
0.5048
0.5133
0.5136
0.5248
0.5252
0.5253
0.6883
0.6946
0.6697
0.7122
0.7341%
0.7546
0.7553
0.7587
0.7596
0.7597

Organic
0.5136
0.6029

PdSn3

AlzPtg
AuyCuZn
GazPdg

ByCpSc

RhgSig

GezRhg

Li,Si,

AsyGe

NbBrg

NbBrg

TaBrg
MQB‘"“l-xFex)F°23261O
FepNiyBy6,,
FeMg,BOg
(Fe,Mg),FeBOg
FeMg,Bg
CoaByV,0,0

BZScC2
(CZHAPdCIZ‘Z

0.7607
0.,7610
0.7618
0.7641
0.7644
0.7661
0.7693
00,7704
0.7821
0.7874
0.8578
0.8664
0.87¢€8
0.8850
0.9521
0.9770
0.9812
0.9872

0.9410

Fe4B2V261°
FezFeBﬂs
C°4F9282ﬂ10
Co,Co( BG3 )6,
Kaﬂgcl‘oﬂzﬂ
BaFeA(Fe,Ng)2613
FeZFeBGS
Feeﬂzﬂlo
CuAFeZBZGIO
(Fe,ug)zFeBﬂs
Dyaun469
Hoanﬂs
Banzds
NHZSG3H
H12A1469
BBR“II
A16$12513
Al,S1i6g

KZNI(GZNN(CHZ)3NN62)204H26

Inorganic - 11
Organic - 29

Inorganic
0.3647
0.4350
0.8119%
0.8155
0.8178
0.823¢

Organic
0.2589
0.2598
0.4091
0.4204
0.4826
0.5005
0.508€
0.5227
0.5427
0.5927
0.61S9
0.6639
0.6670
0.6803
0.6845

Po( T65),
Sb,6 4

(NH, JECE,
(NH, ) HoP,86
(NBy )pHpP, 04
BaHPO,

€15¥28

(BrC H,CF),

CgHgNH3Br
Zn(NGB)ZOA[(NHZ)ZCS]
CnglCGOGCH3
CHBQCGONHZ

Ub,( CgH,6,) ,0H, 0
(CleC.E ,6),PE( 8H)
{(cH3)3AsPdCLEr ],

Cu( H6CH,CH,NH, ) ,S¢, @4 H, &
CioH,4CL,

CH, ~CH-C6-NHE-C6-6-CH
S(CH,CH,CN),

C°A(C6)12
Te(C,HgN,S),( S,6,CR3),

0.8844
0.8870
0.8957
0.913¢%
0.98085

0.7000
0.7039
0.7094
0.7137

048105

0.8119
0.8484
0.8528
0.8552
0.8€61
0.86%9
0.9169
0.5426
0.9570

(NbgTg)Ig

(NbgTg)Ig

BygHpp

BioHy2T1p
(N34)6TeM0662407326

(CH3CgH,Si8; ¢)g
ClCgHy(NE,) 5
AgPE,(6C,Hy),
BrCgH3(N6,),
[(H,N) ;8 L1, 00,0
(NH, JECO
[(cyBg),PSSe ],
U{(CgHgCaI,CH ],
Ce[ (CgH5CO),CH],
Cg( COGH )
Th{(CgH5CH),CH],
CypHpgN,@2HBr
Fe(Cd),8C,H, 8,
(CH3 ),CENH,®AueCsCoCHg
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734 MIGHELL, ONDIK, AND MOLINO

11 Inorganic - 22
[gn % [gn Pbcm D2h No. 57 Organic - 21
Inorganic
0.4720 RbVO, 0.7514 BayTL(NE,)g
0.4744 CsVOg 0.8664 [(NH,)3C1S,64]
0.4763 NE,VE3 0.8786 KCNS
0.4906 PBrg 0.9041 TLCNS
0.5088 AlDy 0.9319 Pbo
0.5172 HgyKg 0.9665 Mo0,(PO;),
0.5268 KVég 0.9681 CaMn,¢,
0.6247 Hgy(GH) ( Er63), 0.9802 NH,NHSO3H
0.6255 Hgy(6H),(Cl63), 0.9877 BaU6,
0.6460 CayCl(Pg,) 0.9886 AuTlTe
0.7110 CaCr6,02H,6 0.9963 KNH,S6
Organic
0.0962 C,gH,, 0.7283 CgH,NH,COOH
0.1030 CypHgg 0,8582 CH3zCgH,N:NCoH,CHy
0.1109 CygHg, 0.8776 Mo83(NH,CH,CH, ),NH
0.1200 Cy3H, . 0.8786 KCNS
0.1305 CpyHy, 0.9041 TICNS
0.3028 C HgCONHC H,CHy 0.9364 C, H,(NO,),
0.4878 C,HL8,K 0.9504 HECl,8C3HS3
0.6599 C(CN)3Br 0.9527 CgH38H(NE, ),
0.6698 AgN® 0C H S,eH,8 0.9928 CpgHy S,
0.6865 Cu,(NH,CSNH,)o(NG3), 0.5980 CgH;,NeHCl
0,6955 NO,CH NHCgHg
222 12 Inorganic - 59
mm Panm Dy, No. 58 organic - 10
Inorganic
0.3464 PdCl, 0.8418 CoTe,
0.4176 1InS 0.8435 FeTe,
00,4968 Bla(?eSe3 0.8462 CoSeZ
0.5222 (Mg,Li)58ig8,5F, 0.8457 MnG(6H)
0.5926 Ca; g(Ng,Mn,Ba), Sif, 0.8520 Zr,(6H) (Cro,)5e2H,0
0.5%73 CapSif, 0.8530 FeTe,
0.6247 S, 0.8669 Ino(EH)
0.6414 Mag3(BO3), 0.8754 CrSh,
0.6430 Niz(BE3), 0.8792 FeP,
0.6470 Mn3(BO3), 0.,8829 CrogH
0.6475 Coz(BO3), 0.,8857 AsgMo
0.6523 BiCl, ;47 0.8858 AsyFe
0.6752 AspTi 0.8886 @sSby,
0.6920 BygHy, 0.8935 RuSb,
0.76€1 Nay[ N6(CN)gCo Je2H, 8 0.9006 CrCl,
0.7673 NayFe(CN)g(N&)e2H,8 0,9321 GepPt
0.7650 Na8, 0.9433 CopWN
0.7879 BgSi 0.9582 CaBr,
0.8008 P,Tag 0.$585 Cuy(€@H)PY,
0.8008 BaUg6,,e10-11H,8 0.9619 Najy,4Nb; ,63,032H,8
0.8012 PTa, 0.9705 CaCl,
0.8095 CuSe, 0.9742 Zn(ZnGH)AsE,
0.8110 CuSe, 0.9764 Zn(ZndH)As0,
0.8159 K,Ug0,,011H,9 0.,9800 SnCl,e2P6Cly
0.8193 FeS, 0.9823 Al,SiSg
0.8205 NiSe, 0.9830 CCoyp
0.8212 As,Ni 0.9868 AlySi6g
0.8216 (Co,Ni,Fe)AsS 0.9926 TiCl,e2PECls
0.8270 As,Ni 0.9987 Al,6885i6,
0.8399 FeSe,
Organic
00,4768 (cens)ZPhC12 0.7661 Nuz[NG(CN)5Co]¢2H26
0.4817 CdBr,e2(CgHN) 0.7673 NayFe(CN)g(N®)e2H,6
0.6345- C,4H,N, 0.8004 [(NH3)gCo8,Co( NH3)g J(NCS),
0.6632 C HgC#CCOOH 0.5192 Au(CLH,N,6,),8AuCl,
0.7476 CuCl ,8( NE,CONHCONE, ), 0.9830 ConC
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Inorganic
0.2325
0.3559
0.3796
0.4300
0.4329
0.4362
0.4619
0.4681
0.4698
0.4717
0.,4720
0.4754
0.5031
0.5103
0.5263
0.5789
0.5885
0.5887
0.6228

Organic
0.38€S
0.4716
0.5035
0.5263
0.6840
0.8008
0,8028
0.8251

CRYSTAL DATA SPACE-GROUP TABLES

Inorganic - 38

AsMn3

Cu,Ph( OH),CO( S6,) 4

V295
lesNhﬂg
BaT1469
ZrNI
CrdBr
Ind@Br

A13Mn(AIGH)ZMn4(5104)S(AE,V)6402H26

FetCl

Atechr
MnBA18V25163505H26
In€Cl
Mns(GH)a(Asﬁa)z
U62C63

AgFeZS3

CuTe

CuTe

YSG(GH)SCIZ

Naatse3cn(aa)ocnzocnzse3]oanze

CO(NECH ),
HgCl,(N,H,CS),
U6,Cey

CuH7E,N
C14Hg%

C6H5Er

CeH-CL

0.6637
0.7098
0.8036
0.8282
0.8€ESS
0.8673
0.8676
0.8704
0.8709
0.8753
0.8763
0.8784
0,8868
0.8871
0.9284
0.9478
0.9514
0.9635
0.9902

0.8849
0.8858
0.8874
0.5027
0.,9635
0.9773
0.9902

PhsFeBl4Sb2516
KShF4

AugZr
(HgZNZHZ)Clz
Cussh

Bg(OR)F

AlCu3

B 08

BoRu

Baz[Fe,Tl,Fe,Mg]Z[d(814612)]0526

CuzTi

MoN i

(Nbg 55Tig p5)Nig
(Nig ¢7Cug, 33)3T1
AsCuPbS 5

NH,N65
Cu,(6H)AsY,

BrCN

cclN

[(cHz) S ][ Fe(Besi[CH;13),])
[C(cE3), Sb ][ AL(Gesi(CcHy15),]
[(CH3)ASb][Gn(GOSI[CH3]3)4]

cnscenncna
BrCN
(C6B4C66H)2
CNC1

Inorganic - 119

Inorganic
0.3617
0.3672
0.3731
0.3788
0.3790
0.3792
0.3794
0.3795
0.3798
0.3799
0.3800
0.3801
0,3801
0.3802
0.3802
0.3803
0.3807
0.3808
0.3808
0.3808
0.3809
0.3810
0.3810
0.3812
0.3812
0.3814
0.3817
0.3817
0.3835
0.3283%
0.3%41
06.3953
0.3987
0.3990
0.3993
0.3994

BaSZG3OH26
BaS,030H, 6
LaTiy gMog, 59
CeNbTi6,
Lu(Nb,T1)206
LuNbTi6
Tu(Nb,Ti),0g
Yb(Nb,Ti)8¢
Er(Nb, Ti), O
YhNbT166
ErNleﬂé
TmNbTiGG
Y(Nb,Ti),9,
Yb(Ta,Ti)y6¢
Dy(Nb,Ti), 6,
Ho(Nb,Ti), 08¢
Th(Nb,T1),6¢
YTiTabg
Er(Ta,Tl)zde
GdNbT106
DyNbTi®,
YNbT166
TbNleﬂs
Y(Ta,Ti),bg
GdNBT 16,
(Er,Nd)(Nb,Ti),8g
YNBLT i€y
Gd(Nb,T1),0,
CaNb,b¢

(Ca,TRM Nb,Ti),(6,8H)g

CdT a0
Cd{ Nbb3 ),

(Mg,Fe,Mn)(Nb,Ta),8,

MnTaaﬁ6
MnTa,O¢
Mn(Ta,Nb,Ti), 8,

0.3¢65
0.4003
0.4007
00,4017
0.4023
0.4024
0.4030
0.4036
0.4038
D.,4041
0.4045
0.4051

0.4077
0.4287
0.44326
0.4507
0.4626
0,4897
0.4913
00,4916

0.5336
0.5355
0.5472
0.5827
0.58%92
0.5¢36

0.5938
0.5951

0.5986
0.59%1

0.5997
0.6009
0.6010

0.6037
0.6110
0.6120

MgNb 0
Mn(Ta,Nh)266
Manzﬂe

K[ AsFg(6E) ]
Ferzﬂ
(Fe,Mn)(Nb,Ta), 6
ZnNh266
ZnTnZG6
CoNb266
Nlezﬂs
MnSbZO6
Fe,Wag
LiWV267.5
UCrﬂ4

BIV64

Tl,8¢
K2Pb(N62)4.H26
CQEA564.H26
CaHAsd ,®H, O
CaHAgO,eH,8
CaB, 9,
CaB,d,
SrB,y0,
LiyGe, g

RbyTe( S,635),01.5H,6
CsZTe(SZG3)201.SEZG

cul Hg(CNS), ]
Th(Pd3z),

Rb, Se( Sy83),01.5H,6

U(P63)4

Pu(Po3),
RbS(S5,63),01,5H,0
Na,TipSipfg

Nao( Ti,Zr ), Si,0g

(NH, )pSe( S,083),91 .5K,6

KS(Syé3) 01 ,5H8
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Pbecn D%ﬁ No. 60 {continued)
Inorganic (continued)
0.6124 (NH,),S56501,5H,8 - 0.8351 (Mn,Fe )(Ta,Nb,Ti, Sn),6,
0.6438 EKPtNHzClzeH,6 0.8381 Cs,[U(NCS),Je2R 6
0.6631 K(PtNH3Br3)eH,6 0.8524 Red,
0.6659 KPtNH3BraeH,d 0.8659 CMo,
0.6819 Crgd,, 0.8772 CV,
0.6692 Iny(We,)a 0.8788 UG,e2H,6
0.7068 PrSc(Wé,) 0.8788 Na,Xe0g@8H,0
0.7143 Tnp(NoG,)3 0.8810 UG e(2+-x)H,6
0.7176 ScYn(W6,)3 0.8855 NiNb,68¢
0.7187 Fey(MobB,)3 0.8912 Tid,
0.7199 Scy(W6, )3 0.8913 GaTa®,
0.7200 Al,(MoB4)3 0.8990 (Ta,Fe, $n,Nb,Nn )6,
0.7222 Crp(MNof,)3 0.9130 ZnF,
0.7241 Yby(WE, )3 0.9153 Pb6n
0.7254 Rh,S3 0.9237 PbE,
0.7272 Scp(Mod,)3 0.9272 Mn(II),  [Fe(IITINO6H) 13[(3-3x)H,0)KPE,),
0.7278  Scp(Mofiy)y 0.9359 CoNb 8,
o780 Ate(Moals 0.9391 (Fe,Nn)3( P8, ) 03H0
0.7755 K3[Fe(CN§ 1 0.9419 (Mn, Fe )3( PE, ),@3H 6
0.7761 Ks[Co(CN)e] 0.9449 MaSigs
° 3 6 0.9515 Cug(Sis6;,),( 6H),eH, 6
0.7815 EyMn(CN)g
0.7823 EZCr(CN) o'zzsi f;sg-§ snct
0.8176 Na,MaH,(16g),017H,68 e 2¥sr2"n%te
Organic
0.1220 CH3(CH, ) CO0CE6Na 0.7761 Kz[Co(CN),]
0.1376 CH3(CH,),06CO6NA 0.7815 EK3Mn(CN)g
0.1801 CH3(CH, ),C6CHONa 0.7823 K5Cr(CN)g
0.2065 CH3CB,COCEGNa 0.7977 B, ClgH,CH,
0.2880 (BrCgH, ),80(CH3CgH, ),C8 0.8010 CygH;,(CH3),
0.3620 KSO3eCHCleCHOKel . 5H,6 0.8079 (CH306),C,H,
0.3899 K (CgHg)PE,01,5H,0 0.8104 Cy,H N,
0.3966 Cy,H4N,8;5Brg 0.8169 CsY(F3CCOCHCHCF3),
0.4567 CpHgLi 0.8289 C H OH®0,5H,6
0.4660 CuoHy, 0.8381 Cg,[U(NCS), Je2H, 6
0.4667 (CgH,@COCgH, )o 0.8407 C,;gHgN 6,
0.473% Cy3HgBr,6 0.8519 CHZ 0CECeCH:CHeC H_
0.4830 BrCgH,@CEeCH, eCUeC H, Br 0.8520 Mn(Cy3HygN,0,)04H,8
0.5147 (Cy,B;g)pAgN0y 0.8536 P, C, HgNeMo(CH ),
0.5167 CgHgCl,N,6, 0.8623 Zr(CgHgN,6,),
0.5310 CO(NHy),eH,0, 0.8659 Mo,C
0.5412 (CgHg)pSbCly 0.8772 V,C
0.5457 C gH; 8, 0.8877 CyHgSe,63
0.5778 Be,d(CgBgCHO) 0.8984 C HZ@CH:NON:CHeCgH
0.5798 C, H3,N,eNi(Cl8,), 0.8984 [CH3SC(NHy), ),86,
0.5938 Cu[Hn(CNS)4] 0.8988 Cy,H,,8Cg(N,0; )5
0.5943 C,gHygN, ONi(ClE, ), 0.,5058 (CgHg),SeBr,
0.6151 CgH,, 0.5164 Te((CH36),PS,),
0.6598 C; H NexH, & 0.9200 CgHZN@
0.6842 (ClLeC H, @NH, ), 0.9212 PH(CH,[As(CH3), 150,01,
0.6510 HEGCOCH:CCleCHEK 0.9212 Pt{(CH3)AsH],CL,
0.7140 (CH3S6,),C:C:NeCH, 0.9293 Cu(CgHgN),S6,e2H,d
0.7369 (Cy,HgN6,), 0.9714 CyoH,,5,9,
0.7525 {(csﬂs)znu(czns)z]2 0.9814 [(CE3)3S6]IBF,
0.7686 K3Ir(CN), 0.9978 Pt(NHz),( SCN),
0.7700 CyoH{g6¢ 0.9992 CgHgClgNg
0.7732 Te(CgHgS,6,), 1.0000 [sc(cH3)3]),8i[scA(CHz), ],
0.7755 Kz[Fe(CN)g]

222 15 Inorganic - 98
mm Pbca Dy,  No. 61 Organic - 210

Inorganic
0.2414 MgSie€, 0.4790 CoGedy
0.30S7 (TLl,Pb),AsgSq 0,4803 MnGedy
0.3924 KBg9g 0.4835 [ngs163]
0.4736 NaAsd, 0.4852 MgSidy
0.4754 Ba6,e2H,d, 0.4854 Ma(NB, ) Ho( PO, ), 040,60
0.4757 Ted, 0.4868 (Mg,Fe)Sify
0.4785 Aglds 0.4875 FeMgSi,fg
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Inorganic (continued)

0.4B7S
0.4885
0.4926
0.4985
0.5065
0.5108
0.5113
0.5139
0,5142
0.5150
0.5151
0.5166
0.5172
0.5200
0.5261
0.52S9
0.5479
0.5808
0.5879
0.5906
0.5913
0.5942
0.5969
0.5980
0.6135
0.6278
0.6285
0,6336
0.6351
0.6462
0.6718
0.6858
0.689%

0.6935
00,7239
00,7358
0.7428
0.7622
0,7627
0.7647
G.7716
0.7722

Organic
0.1907
0,2143
0,2377

0.2438

0.2466.

0.2628
0.2863
0.2884
6.3053
0.3083
0.3227
0.3236
0.3278
0,3356
0,3510
0.3527
0.3534
00,3542
00,3551

0.3603
00,3603
0.3611

0.3619
0.,3715
00,3733
0.3780
0.3914
0,.3940

Cd(N3)2
MgSi6
FeSlG3
Cug(S1683),(6H),
LaST

CeSY

A92N1

LaSBr

LaSCl
M2B661005526
CeSBr
Ma,B,,6,,98H,0
KHSO 4

CeSCl
KAg(NCSe)z
NaGHeH, 6O
NaAXe66.6326
Zn(6H)C1l
FedHCL
SrBA5640H26
T152

Tif,

AuSn,

(NH,4 ),Cr38; 9
CdB, 6
NgB467

UG, (8H),
Ug,(€r),
CaCrd,®H,0
B,yCl,

S(CN ),

Nay( NR,y ) gWy 9, 01 3H, 0
(NH4)4Na(W6621.n51’2n)0(8-n)HZG
AgNH,S6y
AgN63

PdSZ
N02003.7326
Na2M06402320
PdSe,

BgHy
Cu3(dﬂ)3P64
Cua(eH)BPG4

Ba( CgHy ,83N),

NH,CHy( CONHCH, ), COECH, CHy ®HCL
Cl3CeCH(CH, SCHy )y

NH,CEH,( CONHCH,, ) ;CO0CH, CH, ¢HC1
H,N( CH, ) CH, ) gCH,NE,

CroHgl Celg)

NH,CE,( C6NHCH,, ) ,CE6CH,, CH, 8HBr
NB,CE,( CENHCE, ),CO6CH,, CH, #HC 1
C1°E7ONEZ

Ci1gH22N29,

CeH, (COBOCHS ),

CooHa3 N9,

HEGC $CHF e CHOH 0 COE H

CHg ( NH, )CgH;SE, NECENHCH,
(CLHES M CgHg YT, H N 56 5

cu(C, HgNHZ) ,C1,

Fe(C H,COCHe )

C,oRgCOBCLH, #C( CpHg ) :C( C, Hy ) €C4 H, S6COC, He

(CoH ) CgHg )CH NS, 0H, 8
(CGEEOCSHE)CO(Csﬂs)
NaS,CN(CyHg ),
HoN( CHp ) gNH,

Ni( SCSOC,Hg ),
CH3-C6-NE-CgH,~6CHg
€182

CEHECOONHCGH, Clly

CeH, ( CHOH )COENH,

Hg( SCH3 ),

0.7834

0.7886
0.7936
0.7595
0.8000
0.8286
0.8600
0.8744
00,8768
0.8773
0.8781

0.8800
0.8829
0.88¢€8
0.8972
0.8984
0,895
0.90432
0.5050
0.9132
0.9293
0.9323
0.953¢%
0.9554
0.9558
0.5564
0.95€5
0,95607
0.9680
0.9695
0.9718
0.9727
0.9729
0.9741

0.€751
0.9765
0.5786
0.9836
0.9885
0.$923
0.5962
0.9590

0.3980
0.4304
0.4341
0.4364
0.4369
0.4405
0.4441
0.4467
0.4501
0.4514
0.4538
0.4567
0.4737
0.4764
0.4787
0.4814
0.4828
0.4886
0.4895
0.4%23
0.5008
0.5050
0.5083
0.8112
0.5116
0.5124
0.5184
0.5221

CupByoHyg

(NH, )y oWy 00,1 911H0
KBsda
Bez(GR)B63
RhBSGB

TcCl4

BiﬂHCrGA

U9 ;02H,0
BSG3NH2

UG 8(2+2)H,8
NipP

HNG ; @2BF 5
BSN-BF3
2N62.3S63
CAC63
CaPd(CN),05H,6
CaPt(CN),o5H, 6
Ugze(2-2)H,6
Na Si,6,011H,6
Sg(NH),

[(NH3)5C0=6,-Co(NH3 )5 A NG5 ), eHF,8(H6),

LiB(6H),
SbZn
MgHP6¢03H26
SbZn

MgBPE, #3H,6
KéTeM0662407326
Rb,Se( S83 ),
CdShb
A‘LBZ(GH)ZPG4
FeAsO,e2H,0
FeAs€@,e2H,0
CdSed,e2H,0
FeAsO,e2H,0
FePO, 020,68
Cs,Se( 803),
FeP€,02H,0
InPG,02H,0
Hgﬁz
T1P6402H26
MnSeG4‘2H26
TlAs0,e2H,6

NH,®CgH, ®6H

CeHa Ip

CeHaIn

(NH, CgHy, ), C( 0H) Cg B( CHg INH,
CgHy ol 6H)

CgHy 092
CH5COCH,COC g
P(CH3)3~AuBry

CgH, (CHOH )( CIONHCHy )
(CLCgH, ),C=C(CN ),
CH3NE,
CgBs5(CH:CH)5CgHg
CeHz(NE, )5

C4Hg SONE, eHCL
C138y093
(HO)CgH,CO6C Hg
CgHgNE

CleC H, oN:NPFg

€y 2HgNE,
CleCH, oN :NBF,
CH368C,B, N :NBF,
CeHg( CH:CH) ,CeHy
BoP6,06C(NH, ),
CroH4aBrals
C1gH1aBroNp
OC(NH, ) ,8H;P6,

Co(NH5 ) CL(C18, M CHCed)
CHz6C H, NOC H, 6
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Organic {continued)

0.5223
0.5261

0.5281

0.5285
0.5330
0.5337
0.5342
0.5398
0.5420
0.5453
0.5512
0.5543
0.5606
0.5625
0.5682
0.5731

0.5741

0.5749
0.5909
0.5994
0.6012
0.6136
0.€6140
0.6156
0.6159
0.6166
0.6178
0.6216
0.6224
0.6245
0.6251

0.6267
0.6268
0.6273
0.6308
0.6326
0.6326
0.63283
0.6401
0.6408
0.6446
0.6468
0.6480
0.6646
0.6685
0.6711
0.6718
0.6724
0.6752
0.6780
0.6785
0.6803
0.6814
0.6825
0.6833
0.6843
0.6918
0.6982
0.6592
0.7029
0.7036
0.7043
0.7050
0.7111
0.7140
0.7184
0.7227
0.7255
0.7259
0.7263
0.7320
0.7326
0.7379
0.7428

CH;COC H,0C H, I
KAg(NCSe)Z

C16H1oNpN1G,
[(cgHg)IFe(CO) ],

CieH14

((B,N) cs )0,
CH;#C H, ®N:NPF,

(CGCI)Z

CH,CEC_H,8C H, Br
CeBg(CH:CH)C H,
CH36eC B, 6CH:CBr ¢COOH
C,H3N6, ®HEr

( CH3),C,Hg®CEOCH, 6CHC  H, Br

(HZN.C(:NB)ONH.C(:NH)‘NHZ)H2564.H26

CH COe6eCHC By
C,5HyoN,6,0HCL
$,08,8,CBg ),

C16B20%2

C(CH,@6CH),

IrClye[ (CH3),ASsCH,6CHS ]
(CgH),C3S4

C¢Hg CREHCEOH
C14¥14C1695S

BgH, gNH(C,Hg ),

CgH ®CH:CBreCOOH
CoH,CLE,S,

CgH,Cld,S,

C14%16P2%2
BaSe(S,03),8H,06C,H OH
BaS(S,83),8H,08C,H;6H
C10F10C129%

CoH, 2N,
Cu(N@3),6(C3R,; oNy ),
LiH,C6,CH,CEECO,CH,CH , oH 16
Cu(HCEe8) ,

Nd( B,8) ,N( CE;CO6 )5 oH, 6
Te[(CxH5),PS;, 1

N, 8CH,N :NBF,

CgHgCl 8,8

(C14819)2

CeHy ol §H),

€, 7H;gClN,S
[CegHa:(CE),:CgH, 1
CgH,FN, 6, RheH ¢

[ Cuy(CH3CO8) ,8( CgH5N) )
CgHgCucl

S(CN),

Cy6B30%,4N3Br
Cu(CB3CE6), eC H,N

Cy gHag8,N5Cl

Na( HECH,56, ) 82H, 6
CoB,N, S,

CeHo K, 0

C14H,oCr(Co)
CyoH,(NE,),

Cy oHgNE5S

C15Hyy N

CHZCONC CgHg ),

C oHgNE ST

CH,®CN, eNHCH,

€14l 6N2

C(NH,)5C1

CulC,yoH, ,NO),
(CgHg)4C,ClSnClg
H,NCH,-CH,- COOH
(CH3),NeCHN,
C1282gN2Clp #(CeH N0, ),
C1381 693

CgH 4 NE,CE6H
Cy4Hg8,8P(OC3HS )y
ZnCl,2NH,CEN( CHy ),
NH,CH,CE6CH, CHy ®HCL
(Cy pHy gNE )N
Ne,CO;07H,6
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0.7459
0.7870
0.7523
0.7564
0.7590
0.7595
0.,7610
0.7617
0.7619
00,7621

0,7635
0.7686
o,7718
00,7722
00,7791
0.7795
0.7818
0.7%81
0.79G3
00,8044
0.8064
0.8125
0.81285
0.8236
0.8291

0.8293
0.8342
0.8405
0.8413
0.8421

0.8424
0.8441

0.8519
0.8579
0.8588
0,8€21

0.8671

0.8727
0,8729
0.8750
0.8776
0.8809
0.8911

0.8912
00,8933
0,895%
0,.,8972

0.8984
0.899S
0.8999
0.9039
0.9043
0.9121

0.9166
0.9266
0.9271

0.9340
0.9353
0.9353

0.9287
0.9410

0.9532

0.9543
0.,9617

00,9618
0.9623
0.9€44
0.9668

00,5680
0.5714
0.9722
0.9746

0.9782
00,9757

C,E5NG,
C,H,(@E8COC HS )y
CapHBy4

Cu(Cg8g)e3H, 0

€y oHy5ONeHCL

Ca( HCOE),

Cd( HCE8),

€@sHBr( CO)[P(CgH5)3]5
HOC H,®C( :CHCH; )8 :CHeCH3 )C H, 6H
Cy0H19PtCl,

CeHg @N : NoC H, SBr

(6eC H, 0CH:NC3H, ) ,Ni
CgHg

MnCg 6 03H,0 .
(cgHgcaccacCu), [ P(CoHg )5 15
Zn( C585 )e3H, 0

H,NCN

C30Ha6Ct2Ng %
NH,®C4H,0S6,NH,
CZBSGOCSHAOCH:CHOCGOH
CgH5CBCCueP( CHy )5
C20B191NRS

CoHgN, 6,
(C4Hg®)3CH3CgH,CrCL,
N4S4(CHRBH),

(ceon),

CyH, 8,

C4H,(C3HR0,)

Cd[ SC( NH, ), ]s6, e2H, @
CpgHpsNP, 8PACL,
C4NHL(NCS),CH,8C Hy
Cy10B79, 4N,
CyeHpy NG, eHEr
(C234N2)2[(CH3)2C]4N1(CIG4)2
CyHgS

€y B3 NaoNiI(CLY, ),
Cy5H 7 Brog
Cd[SC(NHZ)2]826302H26
CeHyoNp

CB3(CgB, )SCgH,(CHy )5
Fe(CNCH3),(CN),
C3HN G,

CleC H,N:NBF,

NaC-CsN

HgCl ,8(C H_);Asd
(CH3)gCgCr(CH )y

CaC63

CaPd(CN),eSH, 0
CaPt(CN),®5H, 0
CeHyoN295

N6,CH,CHy

CgHgN, 82K, 6

CoHy O3

(CoHgN, )3NI(CLE, ),
Te( CgHy ,N,8),Br,
N,P4(ECHS ) g
Fe(CgH,6,)3

(CgHg) ;C3S,¢SCy He o1
Fe( CECOCH,COCHS )5

NlBrZ(CHB)zAS(CH2)3ASOCH3(CH2)BAS(CHB

Te(CgHy pN,8),CL,
Mo( C€),eC H, [ As(CH3 ), 1,
C1gHppN,0SeC, B, 6,
NH3CB,CH,POH
(CHz)3NIC1
(CgHg ), PCgH, Br
CgHgNpe2H 6
CgHy gNy O3 @HBr
CoH3z N3

Cy7HgOBr
(CgHg) 4 ASSCgFNg

Li[Fe( Hp€)( 66CCH, )oNCH,CHoN(CH,CHE ), J02H, 6

ClySeC HgSeCl,
CeHaS,



CRYSTAL DATA SPACE-GROUP TABLES

Organic (continued)

0.8772
0.9827
0.9888

(CH3)3C4H 856, ¢CH
CGHSQCGN(CGHS)Z
(CgHg ) SeCl,

Inorganic
0.2746

0.2812
0.2832
0.2860
0.2864
0.3386
0.34323
0.3462
0.3a497
0.3546
0.3589
0.3638
0.3666
0.3732
0.3736
0.3745
0.3775
0.3777
0.3781
0.3786
0.3791
0.3823
0.3842
0.3848
0.3855
0.3873
0.3921
0.3949
0.4059
0.4069
0.4087
0.4117
0.4156
0.4175
0.4187
0.4191
0.4221
0.4257
0.4320
0.4356
0.4531
0.4554
0.4616
0.4€64
0.4667
0.,4668
0.4668
0.4671
0.4671
0.4677
0.4682
0.4691
0.4697
0.4722
0.4729
0.4733
0.4771
0.4785
0.4802
0.4817
0.4890
0.4904
0.5009
0.5084

Mos91y

M063

IrSe2

M063

Moe3

Au4Zr

BaZFezﬂs
[(Cu,Pb)gBigSy;, ]
KTiNbﬂs
FeNaz(GH)(Sﬂa)ZOBHZG
Zny Pp6, 04 H O
SryFeyOg
Fe(OR)(SG,)e2H, 0
PbsS

PbSnS,

(HgCN)26

PhTe

PhSn52

PbSe

GeSPt2
[(Y,Er),U,Th](Nh,Ta,Ti,Fe)zeé
Cay Al Fepytyy
CayFeybg
CayFeAldg

SnSe

SnS
(Y,Er)(Ti,Nb),6,
NiTh

GeSe

GeSe

KC163

GeS

CuShS2

CuShEey

CsIg,

CsReﬂ4

CuBisS;

HMn®,
Cr(65),(NH3) 3
T1lRed,
Cup6(Tedy)
(V,Fe)OSH

Fe8( €H)

Al8( €B)
EaSe(Sae3)202H26
SrSe(S,95),02H,9
LiSmGz

AlG( CH)

HgC12

LiEu€,

HgCl,

Al8( €H)

LlGdGZ

LiTb¥,

BaS( S,0;),02H,9
Al€( 6H)
KZCuCIESGA

Mnﬁz

CuAsS

C20r3

Mnﬂz
Mgs[ug(F,ﬁH)]z(5164)3
NnEgC1302H26

va( SRB)

739
No. 61 (continued)
0.9896 C,oH;,
0.6920 (CgHg)yC3S,@SCH eI
0.9591 Ru(NE)(S,CN(CLHg), )3
16 Inorganic - 794
D2h No. 62 Orgagic - 124
0.5110 Sans
0.,5113 K2A313
0.5117 (NHA)ZAEI3
0.5123 C2M0U
0.5136 SanGz
0.5150 RhyAglg
0.8162 BaCdﬁz
0.5172 Mnz(FO,)( BG;)e3H,0
0.5179 CSCPEGB
0.5208 (V,Fe)d,
0.5341 CreMoeNi
0.5438 SbC150P6C13
0.5441 NbC150P5013
0.,5488 TaC150P6C13
0.5496 E3N14
0.5541 A13(6H)3(P54)2.5H26
0.5546 A13(0H)3(P64)205K26
0.5617 LlLan
0.5684 BaSlzﬂs
0.5720 AllsNh45N140
0.5745 CaMgSiﬂ4
0,574% CaMgSle4
0.5754 BeCr,0,
0.5760 CzFey
0.5767 Ca(Fe,Mg,Mn)Sidg,
0.5778 CaCoSif,
0.5782 CsPbBry
0.5783 LiMgPd,
0.5784 LanEeFA
00,5794 AlFeBed,
0.5796 AlGaBef,
0.5803 (Fe,Mn)LiPO,
0.5804 C0L1P64
0.5807 Zn3(PH,),e4H,0
0.5809 C3Mn,
0.5809 CuFe,Sy
0.5810 LizCré,
g.5811 Fe25164
00,5812 L13Pda
0.5816 Mg,SnS,
0,5818 CnMnSlﬁ4
0.5818 Fe25164
0.5818 MngeS4
0.5820 Li(Mn,Fe)Pd,
0.5824 FeL1P64
0.5825 Al,Bed,
0.582% MnZGeS4
0,5831 L13ASG4
0.5832 LanPﬁ4
00,5832 LlNlPﬂa
0.5833 Co,S16,
0.5834 (Al,Fe),BSiz€, 4
0.5835 CaMnSid,
00,5837 (Mg,Fe)23164
0.5837 LizP6,
0.5838 MQZSIGA
0.5844 N125164
0.5847 Mg,Ged,
0.5848 (Mgg_gFeq, 11,516,
0.5848 (Li,Na)y(Fe,Mn)g( PO,),
0.5850 MnpyGed,
0.5858 Mn2S164
0.5862 (Mg,Fe),Sid,
0.5864 MnyGef,
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Inorganic {continued)

0.5864 Cu(Nz)p(NH3), 0.6779 Eu(Nb,Ti)y8g
0.5869 MnySiS, ’ 0.6781 (Ce,Ca)(Nb,Ti,Fe), b
0.586S MgoSnSe, 0.6781 CaTazds
0.5873 NgpSif, 0,6785 GdNbTi8g
0.5875 (Ma;.yFey,)>8168, 0,6798 Sm(Ta,Ti) 8¢
0,5876 MgySi9, 0.6801 Sm(Nb,Ti),8¢
0.5886 CaMgGeO, 0,6803 EuNbT166
0.5888 CsPblg 0.6809 CaNaPd,
0.5888 (Li,Mn)FePd, 0.6812 SmNbTid,
0.5900 (Mg.Fe),Sid, 0.6834 Nd(Nb,Ti),8¢
0.5903 CdyGed, 0.6840 NANbTiGg
0.5904 MnpSid, 0.6842 Nd(Ta,Ti),0¢
0.5907 MNn,Si6, 0.6854 Pr(Nb, Ti ),06g
0.5508 MNgpSiSe, 0.6861 FrNbTi€
0.5910 MN@pSiS, 0.6867 Cuz(@H),Sd,
0.5936 NnySiSe, 0.6875 Ce(Nb,Ti),6
0,557 CayGed, 0.6878 . Cel Ta, Ti )6
0.5964 CaySid, 0.6879 CeNbTiG¢
0.5982 NaCop 31(NoB,)3 0.6893 K,Sn€s
0.5960 CaySnS, 0,6901 ClFq

0.6000 Zr{©H),S6, 0.6903 LaNbTi€g
0.6000 NazP36g 0.6S13 LaNhTif,
0.6001 KEVE@zeH O 0.6918 CopSi

0.6008 MnNaF®, 0.6922 KyTi6z
0.6011 (Mn,Fe)P6, 0.6925 LaTiTa8,
0.6012 CayGeS, 0.6927 KoReFg
0.6016 Th(GH);S6, 0.6927 La(Ta,Ti)y6g
0.6019 NajBeF, 0.6930 NH IOy
0.6022 U(GH),SG, 0.6937 La(Nb,Ti)z8¢
0.6029 Te,6,0HNG, 0.6940 Tal

0.6030 KCdCly 0.6953 HCL6,02H,6
0.6035 CdRhClg 0,7006 Nb3€,Cl
0.6040 NH,CdCly 0.7016 NaAuCl,e2H,d
0.6054 CaySig, 0.7018 KNGz

0.6064 Ca,SiS, 0.7026 KMnF3

0.6080 Mo,Py 0.7058 K RuClgeH0
0.6080 Ca,SiSe, 0.7069 Ku[Mo(CN)g]e2H, 9
0.6118 S,NH 0.7074 CayTavdg
0.6130 Sg(NH), ° 0.7074 CeCrog
0.6189 Sr(68H), 0.7078 LaFed;
0.6213 Cu(©6H)I6; 0.7079 SmAléyz
0.6218 Al3Ca, (OB Si6, )5 0.7091 CayNLVE,
0.6248 SnySy 0.7092 LaBd3

0.6260 CapAly(0,8H)(S1,0,)(Si0,) 0.7092 CavVegy

0.6288 SgN3H, 0.7094 NdBég

0.6320 Cu(NH5),(SCN), 0.7094 LaGady
0.6365 PBr, 0.7096 EuAl@y
0.6445 NasP1050H,0 0.7098 Ni,si

0.6471 NiS,63;86H,6 0.7103 NdCr&y
0.6490 MgS,6;06H0 0.7105 Srzrég
0.6510 MNgS;0386H 0 0.7110 LaCrég .
0.6513 TlEgCly 0.7110 PrCady
0.6566 SNy B, : 0.7113 PrCré;
0.6620 TlHgEry 0.7116 LaB6éy

0.6647 PbgSbySg 0.7122 CaTi6y
0.6667 [Ru(NH3z),S6,CL]CL 0.7122 GdAldg
0.6706 LuNbTidg 0.,7123 LaSi

0,6709 YbNLTifg 0.,7139 SiTb

0.6718 CaFey FeOR(Si6,), 0.7140 (Ca,Na)(Nb,Ti,Fe)6,
0.6718 TnNbTi6g 0.7140 NdCré@
0.6736 Dy(Ta,Ti), 06 . 0.7140 NdGadg
0.6737 ErNbTifg 0.7142 PrFe€y
0.6754 KpZrdz ) 0.7146 LaScHy
0.,6755 YNbTi6g 0.7147 PrVe,

0.6755 {Y(Nb,Ti)y6g] 0.7156 (PNFy)3
0.6759 YTiy gs¥g, 5% 0.7160 EuC®y

0.6765 GdTi,_ g¥, g% 0.7163 Gdsi

0.6767 GdTiTabg 0.7165 PrSi

0.6769 CaFe,Fe@H(S516,), 0.7168 K,Sy6¢
0.6769 Gd(Ta,Ti),8¢ 0.7169 MNgNaFy
0.6771 YTiSbbg 0.7169 SrUd4

0.6773 DyKbTid, 0.7170 DyAle,
0.6776 THNLTiB, 0.7171 SiSm

0.6776 GdTiSbOg 0.7171 NaNiF,
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CRYSTAL DATA SPACE-GROUP TABLES

Inorganic (continued)

0.7174
0.717¢
0.7179
0.7180
0.7184
0.7184
0.7185
0.7186
0.7188
0.7189
0.719q
0.7192
0.7196
0.7196
0.7197
0.7201
0.7202
0.7204
0.7204
0.7205
0.7206
0.7209
0.7209
0.7210
0.7211

0.7211

0.7214
0.72186
0.7216
0.7217
0.7222
0.7222
0.7224
0.7224
0.7226
0.7227
0.7229
0.7231
0.7231
0.7236
0.7236
0.7237
0.7237
0.7245
0.7252
0.7254
0.7261

0.7263
0.7271
0.7280
0.7283
0.7285
0.7300
0.7303
0.7304
0.7308
0.7309
0.7317
0.7318
0.7320
0.7321

0.7322
0.7324
0.7325
0.7326
0.7328
0.7332
0.7334
0.7336
0.7337
0.7341
0.7341
0.7344
0.7344

NdSi
SrUG3
DySi
SrCe63
CeSi
PrSi
SmCre3
GeRh2
NdFe63
LaRhéy
CaZr9y
SmCréy
PrScly
NdFeGS
Cesi
Co.UG3
SiTo
ErsSi
CnCG3
S1Sm
LaInG3
HoS1i
(NH, ),BeF,
LaSi
NdS1i
GeLa
HoSi
CoLa3
NdScOy
K ,FeClgeH, 8
CeGe
(NH4)2FeC150H26
GePr
(Pb,Cn)CG3
DySi
NdV63
PhCG3
Ph(6H),
LaRhG3
YSc63
EuCr63
BaCO
SrCo3
GdCr63
SmFee3
NdInG3
'I’I.ZSeeA
GdScd4
YAlO,
GdGady
SmIn@y
BRhy,
EuFe63
Tl,Cr0,
PrRhégz
K5Sed,
DyCr63
K,Crd,
YCro3
PR(EH)CL
T12504
HoCrd3
GdFe 83
RhpSi
(NH, )86,
CaNaP@,
LuFefy
Np
ErCr63
ThFedz
YbFel3
LaMn@3
ToCréy
DyFe63

0.7346
0,7348
0.7349
0.7350
0.7352
0.7383
0.7353
0.7354
0.7355
0.7356
0.7356
0.7357
0.7358
0.,7362
0,7363
0.7374
0.7376
0.7377
0.,7379
0.7385
0.7387
0.7391
0.7391
0.7357
0.7407
0.741€
0.7424
0.7427
0.7434
0.7440
0.7441
0.7449
0,7451
0.7455
0.,7455
0.7458
0.7460
0.7461
0.7466
0.7468
0.,747S
0.747S
0.7476
0.7480
0.7486
0.7487
0.7488
0.7489
0.7492
0.7505
0.7506
0.7506
0.7510
0.7517
0.752%
0.7527
0.7530
0.75324
0.7536
0.75328
0.,7543
0.7543
0.7543
0.7548
0.7548
0.7550
0,7555
0.7560
0.,7562
0,7563
0.7573
0.,7573
0.7585
0.7551

K BeF,
DyFeﬁ3
YGad 3
ErFel3
ToFedyz
(NH, ),BeF,
ErPeG3
LuCréy
HoFefy
YHCr63
YuGatly
T1,80,
YFeO5
Gdvey
TIZBeF4
BFe

BFe

Fb( 9H)Br
siv

NdRh63
CszTICISOBZG
Gezuo
Ni,(6H)3Cl
K,S6,
(NH, ) MnFg
ThCr63
KZPGBF
PZZr
B025164
K,S6,
Co(NB3)5CII2
CoSe@,

BTi

BMn

SmRh 6,
Rb,Crd,
CuSed,
GdRhO3
Pb(EGH)I
LiCN

SiTh
M¥n,(GH);CL
Mg ( OH);CL
HEP,
RhZSGA
P,Ti

Mn,( ¢H)3Br
MgSed,
Cuy( GH) 3CL
Cus(@H)3CL
Cs,CoCl,
Cs,ZnCl,
Csp,Cré,
Sr,S16,
CFez
CepySd,

BCo’

AsZZr
ErRho3
ZnSed,
Se(SeCN),
Cs,ZnBr,
HoRhO3

BHf

CFe3
KszFg
KPu,Fg
U(SG,) 4R, 6
Rb,BeF,
KoWS,
AspHE
KUZFQ
KZSnC140326
Pd4Si
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Inorganic (continued)

0.,7616 KThyFg 0.8020 PPdy
0.7636 SiTi 0.8029 CuTaSjy
0,7672 K,HgCl,eH,@ 0.8046 LuPt
0.,7678 (NB, )oHgCl,eH,6 0,8046 MnPb(GHN VS, )
0.7679 DyPt 0.8053 Pb(Zn,Cu)(6H)VE,
0.7691 MnSe€, 0.8056 BaS@,
0.7701 K, RuN6Clg 0.80S7 BaMn6,
0.7709 NiY 0.8060 BaCrd,
0.7715 K MoS, 0.8064 CsAgply
0.7721 (NH, ),¥S, 0.8065 BaCrd,
0.7729 BakP¢, 0.8065 Y Pt3(CN)y,e21H,6
0.7734 ErNi 0.8068 BaS6,
0.7740 DyNi 0.8074 NH,Cl6,
0.7744 [ Co(NE3)gCLl ]C1, 0,8076 SrBr,®H,¢
0.,7746 NiTm 0.8078 PdTh
0.7751 P,Sj 0.8086 SnS6,
0.7757 RbyWS, 0.,8087 Mg3( SO, M By65)e5Hd
0.7760 RbyMoS, 0.8088 PbMnGHVE,
0.7760 LuNi 0,8096 HClLO,0H,6
0.,7764 DyNi 0.8098 NH,C16,
0.7779 P65 0.8102 FeSb,S,
0.,7779 CoSH, 0.8112 CsBF,
0.7781 GdPt 0.8117 CuS6,
0.7786 CoS8, 0.8119 EaBr,eH,o
0.7801 BisCl 0.8120 Er,Pt3(CN),,021H,6
0.7803 (N1, )3ZnClg 0.8123 RbClE,
0.7812 MgSH, 0.8124 NH,Mné,
0.7812 (NH4 )pMoS, 0.8128 PbSH,
0.7812 PrPt 0.8137 SbSeBr
0.7813 BiSeBr 0.8151 BaSe€,
0.7813 Co(NH3)5Cl, 0.8152 KMnd,
0.7814 TLBF, 0.8155 BaBOFy
0.7821 NdPt 0.8165 BaSe®,
0.7823 Rh(NHz) Cl, 0.8182 SrsS6,
0.7823 CayWs, 0.8191 E,SOgN,
0.7831 GdNi 0.8193 KClo,
0.7834 BizRh 0.8198 KBF,
0.7844 ZnS6, 0.8201 PbSE,
0.7855 Naldy 0.8207 PbBSH,
0.,7856 CayMoS, 0.8224 PbCrd,
0.7865 CapyCuCl, 0.8224 CuPbORAsG,
0.7866 PtSm 0.8234 Eusd,
0.7873 ENig 0.8251 (Mo6,),P,9,
0.7881 CsCuBr, 0.8264 BiSel
0.7882 BCogy 0.,8268 EiSBr
0,7887 GdPt 0.8296 (Mn,Fb),(GH)VY,
0.7892 Na,B,P,0,, 0.8297 FPbSed,
0.7892 CsaMné, 0.8305 HBO,
0.7896 BNij 0.8306 BaTmyS,
0.7905 SiZr 0.8310 EaLuyS,
0.7910 S5(CN), 0.8310 BaSmyS,
0.7912 CsMné, 0.8310 P,,PbZn
0.7920 PtY 0.8311 BaYb,S,
0.7924 PtTp 0.8311 SrLuyS,
0.7933 cCsCle, 0.831S EaErj,S,
0.7939 DyPt 0.8315 BaNdyS,
0.7944 Pb,Bi,S. 0.8322 PaSmySe,
0.7948 CeCug 0.8323 SrYbyS,
0.7958 (Ba,Sr)Sd, 0.8326 PbzBiySg
0.7559 HoPt 0.8326 SrEr,S,
0.7962 TILClE, 0.8327 SrTmpS,
0.7971 RbEF, 0.8328 RbSEF
0.7974 Cuséd, 0.8328 NH,S€3F
0.7980 NH,BF, 0.8332 SrHo,S,
0.7981 PPd, 0.8333 stSel
0,7983 CeCug 0.8334 BaCGd,S,
0.7983 PtTm 0.8334 SrDy,S,
0.7984 ErPt 0.8334 SrTbyS,
0.7999 LicClg, 0.8335 BiSI
0.8000 BaCl,eH,d 0,8335 T1F4
00,8008 Pb3625r2 0.8338 BaDyZS4
0.8010 RuMnd, 0.8340 Ca,Sn
0.8013 [N3Co(NH3)g N3, 0.8341 BaHo,S,
0.8020 BaFed, 0.8342 Bal,
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16

Doy,

No. 62 {continued)

Inorganic (continued)

0.8344
0.8347
0.8348
0.8348
0.8348
0.8350
0.8352
0.8352
0.8357
0.8363
0.8364
0.8367
0.8367
0.8367
0.8367
0.8371

0.8382
0.8382
0.8384
0.8387
0.8388
0.8388
0.8350
0.835a
0.83%a
0.83¢6
0.8404
0.8404
0.8406
0.8413
0.8422
0.8424
0.8425
0.8425
0.8427
0.842¢9
0.8433
0.8437
0.8441

0.8444
0.8445
0.8454
0.8455
0.8458
0.8466
0.8467
0.8473
0.8477
0.8480
0,8485
0.8494
0.8495
0.8496
0.8469
0.8507
0.8509
0.8513
0.8520
0.8528
0.8529
0.8542
0.8549
0.8549
0.8551
0.8559
0.8559
0.8570
0.8574
0.8581
0.8588
0.8598
0.8609
0.8612
0.8614

BuBrz
SrYZS4
SrSm264
BaCl,

Hgo
SrTbZSe4
BaY, S,
EF302H26
BaTb, S,
CdPlan
E0364

Eu364

Baclz

Casz

HgP, ,Pb
SrDyESe4
BaGdZSea
Eaclz

BaBrZ

BaI2
Eu25r64
SerZGA
AgyPbgSbeS, g
SrYZSe4
SmCl,

ThSea
SrDyae4

052

ShsI

Eu012

PbFZ
BaY,Se,
BnDyZSe4
PhCl,
SrErZSe4
ThS,
SrNd,6,
ShSHr
SrEr264
SrHo,6,
PhBr,

ShSBr
Baszd4
SrTb264
BaErySey
EnCl ,
BaYb,Se,
SrYbySe,
EaPry0,
SrLuyt,
SrLuy,Se,
Balu,Sey
SrTmy98,
CaScyd,
FezBOg
SrYb,6,
A13Mn
TlBr304H20
CazGe
CszRe3Br11
CoaP
CaCrZG4
Mg3(F,GH)28164
NH4C1BrI
PRu2
HN6303SH
P3Rh,
ShC13
SrScy0,
KSO4F
NiPTa
TIC1304E26
CsIBr,
NuNipP

3

0.8616
0.8617
0.8622
0.8630
0.8634
0.8641
0.8642
0.8658
0.8667
0.8670
0.8673
0.8673
0.8673
0.8676
 0.8681
0.8685
0.8710
0,8711
0.8712
0.8730
0.8731
0.8733
0.8743
0.8759
0.8762
0.8762
0.8779
0.8781
0.8783
0.8784
0.8796
0.8797
0.8824
0.8844
0.8860
0.8885
0.8889
0.8910
0.8528
0.8934
0.8954
0.8962
0.8975
0.856%
0.9020
0.9023
0.9042
0.9066
0.9087
0.5102
0.9106
0.9107
0.9129
0.9154
0.9160
0.9168
0.9202
0.9212
0.9217
0.9217
0.9225
0.¢238
0.9258
0.9260
0.9281
0.9294
0.9294
0.9295
0.9300
0.9315
0.9318
0.9333
0.9333
0,9354

Ca50264
CaySi
CaFey0,
Cav,0,
K3VS,
AsCo
CaFe264
K3PS,
SrH,

BaH
Co(N@),Cl
YbDy

EuDz

AsCo

CaHz

(NH, )3AsS,
FePTi
(NHA):SVS4
CeCu
CoPTa
CaIzBr
(NS6C1)3
FePTa
CoNbP
FeNbP
NiSiTi
CrP
MgSc264
CoPTi
Bgse4oH26
GeRh
FePZr
AsMn
CoPZr
IrSi

MnP

MnP

CrP

NH4I3
Gelr

FeP

FeP

A13Ni
Csly

PRu

AsFe
Ca2Y2(514612)(063)0326
CoP

CoP

LuF3

AsCr
Caz(RE)2814612(CG3)0H26
Pdsi
C38251268
YbF5
CaBZSIZGB
P3N3C16

NiSi

NH4N63

TmF3

GePd

N3P3Br6

GeNi

ErFg

YFg
CaUg6,,010-11H,8
TlRed3S
NaBeSiy6,(8H)
EoF3

Ble

AsMo

NH4N83

DyF3
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744 MIGHELL, ONDIK, AND MOLINO

Inorganic (continued)

0.9357 (NH, ),CuBry 0.9700 BiCuPbS;

0.,9373 TLFy 0.9717 NpySg3

0.9393 RhSDH 0.9721 CezUE,(NCS)g
0.9407 GdF3 0.9735 (Mg,Fe)3TiB,y6g
0.9413 KBF, 0.5739 (Mg,Fe) Ho(S163)g
0.9417 GePt 0.9742 Fe@HSO,

0.9432 Ptsi 0.9755 Al,Si6g

0.9434 EuFy 0.9758 (Mg,Fe,Nn,Al),(S1,AL)g6,,(6H),
0.9448 SaFgy 0.9763 FeyFeyBydg

0.9459 Ni(NH3)3(NCS), 0.9774 UyS3

0.9492 CsyAglg 0.9775 FepyNiyBydg

0.9497 KPO,F, 0.$796 AuGa

0.5498 LiBH, 0.9801 ThySey

0.9504 Sb,SgC1l, 0.5802 Dy,Sey

0.9526 BayZnSjy 0.9802 Al,Sidg

0.9539 Al,(F,6H),Si6, 0.9806 PujySeq

0.9546 InOHSH, 0.9811 NdpTeq

0.$547 (Mg,Fe,Mn,Al),(Si,Al)g8,,(8H), 0.9820 B.H,; (NH3),
0.9548 Al,8i6,(F,6H), 0.9821 Mg,Fe,B,084

0.9562 K CuCly 0.9821 GdySegy

0.,9583 KAlGedy 0.9824 GdyTes

0.9596 (Mg,Fe,Mn,Al)(Si,Al)a0,,(0H), 0.5832 MNgBTi0,

0.5600 CsyAgCly 0.9834 SmyTes

0.9607 (MNg,Fe,Mn,Al),(Si,Al)g0,,(0H), 0.9838 Tb,Ses

0.9608 VOSE, 0.9843 CopFepyB,0,

0.9621 (Fe,Mg)lgAl,(Si,A1)568,,(6H), 0.9852 MgBVE,

0.9648 La,Tifg 0.9872 ThySy

0.9655 (Mg,Fe,Mn,Al),(Si, Al)g6,,(6H), 0.9873 SbySeg

0.9667 Li,(Mg,Fe)z(Al,Fe),Sig6,,(6H), 0.587€ Bi,Sg3

0.9669 PbzUg6,,05H,6 0.9879 Na,S,6,02H,0
0.9671 (NHB)3Clg 0.9887 Biy(s,Se)ly

0.9676 M@;(S1,6,,),(6H,F), 0.9889 ShbySey

0.9677 NH,N3 0.9891 Al,8,

0.9678 Mg,Sigd,,(6H), 0.6900 (NH,4)(U6,),(S6,)365H,6
0.9693 Al FegSigAl,0,5,(6H), 0.9918 Y, Al,6,

0.9695 (Mg,Fe)4( GH),S156,, 0.9929 Sb,S5

0.9699 PdSn 1.0000 2NH;eH,©

Organic

0,0913 CggHg, 0.6229 CgHy g6,S

0.2358 CH3CgH,eHgCL 0.6283 PBaCl [ CH,(NH, JCOGH ], 0H 6
0.,2541 C,Hz6ZnI 0.6307 CgHgN,6,eHBr
0.3131 CgH,BrS, 0.6320 Cu(NH3),(SCN),
0.3236 CgHZ9C,H,S,CLeH,6 0.6329 Né,(CgH,N)E
0.3289 CgH,IS, 0.6459 Cro( 6;),0C) ;HgN,
0.3400 CgHZC3H,S,85CN 0.6505 (CgHgFeS),

0.3720 (HEGCOCH, ), S 0.6514 C3HgIN,S,

0.3745 (HECN), ¢ 0.6609 S,(C:NH),NHeHI
0.3881 C,HgSy 0.6662 CnHyne2

0.3884 CH3CgH,NH, 0.6688 Cu(N63),0CH3NG,
0.3999 CH3SOU,SNaeH,© 0.6694 CnHpne2

0.4052 C,,HgN 0.6755 [Nionezo(nnzcnzcnzmlz)2]c164
0,4272 CgHgN(CH3 X COCH3) 0.680 (CH3C@CgH,ON:N)FeCl,
0.4475 C 3H,q 0.6803 CgH,N38eHBr
0.4518 CHy ;BrCoN, 64 0.6805 Ni(NH,CH,CH,NH, ), 8NGO, oBF,
0.4639 CgHgd, 0.6851 (CCl5CHE)4

0.4817 Cr3C, 0.6978 C,H,N,6,02H,0
0.5078 (CHy)gN,(CH3)gI,00,25H,8 0.7018 Ru(CgHg),

0.5123 MoUC, 0.7069 EK,[No(CN)g]e2H, 8
0.5321 SbhClgePH(CH3) 0.7117 NEH8C H, 050,
0.5333 (CHg)zNOeHCL 0.7160 EuCéy

0.5433 CqHgSy 0.7167 CgHgeFe,(CO)g
0.5504 [(NH,),CNHCHy NG, 0.7204 CaCdy

0.5603 CgHuNCOGHeHCL 0.7224 (Pp,Ca)COy

0.5667 N(CHz) AgpI3 0.7229 PbCO,

0.5682 (CH3)3Sel 0.7237 NH,CENHCHZHNG,
0,5735 (Cy gHyNH, )[ Cr( NCS),( NH3); ] 0.7237 BaCOy

0.5760 Fe,C3 0.7237 SrCé,

0.5809 - MnyCg 0.7261 (CH3),BgH,

0.5848 (CgHgCH, ) Sel, 0.7335 (CHg)aNeI,

0.5957 CgH3(OH);02H, 6 0.7337 CH3SE€,NH,

0.6048 Be(C€d),03H,9 0.7370 ([ SyFez(CO)g J{SyFep(CO) ]
0.6223 CgHgNyCuyBry 0.7468 LiCN
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Pnma Déﬁ No. 62 (continued)
Organic (continued)
0.7525 FezC 0.8692 CgHgNbB(CH),
0.7534 CH3CONHCH4 0.8700 AW BH4)3e(CH3)3N
0.7543 Se(SeCN), 0.8720 C,HgNg
0.7548 Fe3C 0.8760 C3H,Ng®HBr
0.7569 W(CgHg), 0.8806 C,Clg
0.7614 K,[ IrBrg(c8) ] 0.,8807 C3H,N eHCL
0.7664 Mo(CgHg )y 0.8812 C,,H;,6,
0.7710 Za[SC(NH, INHNH, JC1, 0.,8B67  CyBrg
0.7825 ZnCl,82(CH3eCN) 0.8872 C,ClaBrg
0.7881 CHCl, 0.8915 Cl;C-CClBr,
0.7907 [N(CH3z)415ZnCl, 0.8924 C,Br,(CHg),
0.7910 S3(CN), 0.8945 (C,Hg),NeReBr,0eH,0
0.7953 [N(CB3)4)oCoCl, 0.8567 NH,CSNH,
0.8002 ([N(CH3),4])sCucCl, 0.9030 (CgHg),TiCl,AL(C,Hg),
0.8046 C,HgPdCl, 0.9080 C,EBrgF
0.8046 SeC(NH;), 0.9305 C,H;N~BFy
0.8065 Y Pt3(CN) ,@21H,6 0.9320 C,Br,(CHz),
0.8120 Erp,Pt3(CN) ,021H,6 0.9459 Ni(NH3)3(NCS),
0.8144. HB3CCN-BBrg 0.9470 Mo30,(CgH,0,)3(CoH 6 )4
0.8411 (CgHgN)(CH3)3SnCt 0.9510 (H,N),CS6,
0.8450 (CH3)3SnF 0.9566 C,H Fe(C6)y
0.8479 (CuHg)3AseCul 0.9612 C(NH,)3Br
0.8480 [(CH3),PBH, I3 0.9697 C1,BrC-CBrCl,
0.8504 (BH, )3( N(CH3)5)3 0.9721 CezU€,(NCS)g
0.8549 H3CCN=-BClg 0.9737 [(NH;),CS ,ZnCl,
0.8551 (CgHg)Fe(CO)y 0.9807 (CgHg ) C,H, )V
0.8619 C3H,CIN, 0.9880 (ClCgH,)3C3N3
0.8676 CgHgCoS,C,Fg 0.9856 CH;CNe2HCL

17 Inorganic - 258
che tmem Doy Mo. 63 Organic - 19

Inorganic
0.1686 NdTe, 0.3330 Gal,
0.1687 TnTez 0.3525 RbOE
0.1688 ErTeg 0.3535 KG6H
0.1688 DyTe, 0.3606 RuTh
0.1688 YTegz 0.3670 BMo
0.1689 HoTey 0.3690 leGe6613
0.168% TbTesz 0.3754 RhTh
0.1690 SmTeg 0.3778 BCr
0.1690 PrTex 0.3779 CeRh
0.1690 LaTesy 0.3790 BCr
0.1691 GdTey 0.3798 BW
0.1692 CeTeg 0.3806 AlY
0.1779 BCMo, 0.3809 LaRh
0.2297 AlBMo 0.3817 1InBr
0.2497 Ge,Th 0.3824 CoTh
0.2527 HESi, 0.3833 IrTh
0.2530 GeyZr 0.3848 1Inl
0.2546 SiyZr 0.3859 PrRh
0.2567 Ge,H? 0.3860 AlTh
0.2614 Ge,Sc 0.3899 Ga
0.2631 SiyTi 0.3918 NdRh
0.2655 (Al,Si),Ti 0.3526 Alzr
0.2689 SnyY 0.3941 GaSc
0.2698 GdSn, 0.3961 GaY ,
0.2702 Sn,Th 0.3970 ErGe
0.2704 HoSn, 0.3972 GaTb
0.2705 DySn, 0.3985 GeY
0.2706 ErSn, 0.3989 ErGe
0.2713 Sn,Tm 0.3991 GeHo
0,2715 LuSn, 0.3993 DyGe
0.2728 Sb,Yb 0.3¢95 GeHo
0.2728 Ge,U 0.4001 DyGe
0.2758 Mo,8,,(8H), 0.4005 GeSc
0.3001 Na®H 0.4010 PNi
0.3016 AlE(€H) 0.4012 GeTb
0.3041 AlE(€H) 0.4015 GeSm
0.3059 AlG(@EH) 0.,4016 PtTh
0.3082 Sc@@H 0.4018 GdGe
0.3088 FeO(6H) 0.4022 GdGe
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Inorganic (continued) .

0.4028 GeSm 0.7071 AmIg
0.4029 ErSi 0,7093 Nplgz
0.4034 GeNd 0.7116 NdIg
0.4036 ScSi 0.7123 Prlg
0.4038 Dysi 0.7128 Lalg
0.4039 E&iY 0.7140 Puly
0.4039 SiTm 0.,7146 UIj
0.404]1 GePr 0.7154 Celgy
0.4041 GeNd 0.7166 Lalg
0.4043 Ersi 0.7170 Nby 0,
0.4048 SiYb 0.7179 SmBrg
0,4053 LuSi 0.7166 TiyNbyoOsg
0.,4054 HoSi 0,7207 CmBry
0.4056 T1lI 00,7222 AmBrg
0.4103 Ninna 0.,7233 NpBrgy
0,4105 LaNi 0,7235 PuBrg
0.4107 GdNi ' 0.7242 ThCI3
0.4112 NiTH 0.7245 NdBry
0.4118 NiZr 0,7263 Gd013
0.4128 NiZr 0.7282 Crvo,
0.4129 NiSm 0.7380 LlCr368
0.4130 LaPt 0.7400 Calrdz
0.4132 CeNi 0.7419 ZnCr@,
0.4133 NiPu 0.7438 NiCrd,
0.,4140 NiPr 0,7495 CoCrd,
0.4143 CePt 0.7516 C,Cr,V
0.4146 Ptir 0.7540 BC,Cr,
0.4154 NdNi 0.7562 MgCr6,
0.4176 EBfPt 0.7709 NQZCr54
0.4178 CeNi 0,7731 CuSeGA
0.4185 CaSn 0.7736 AIZCuMg
0.4196 EENi 0.7739 Tegd;,Cl,
0.4198 BaPb 0.7790 Na,S56,
0.4219 CaGe 00,7793 BRGS
0.4225 EuGe 0.7829 BaZng
0.4233 EuSi 0.7864 CrP8,
0.4252 CaSi 0.7882 NiSed,
0.42€3 8SiSr 0.7910 ETC3
0.4435 BaFe,6, 0.7947 CdCré,
0.4500 PbBiO,Cl 0.7685 HF
0.4529 P1Bi6,Cl 0.7988 CsCu2C13
0.4574 PhSh@,Cl 0.8010 MgSe€,
0.4583 PhSbE,CL 0.8052 CoSe6,
00,4619 CSZRUCISHZO 0.8082 Nisd,
0.,4723 CayMnzSizd; ,( 6F) 0.8120 ZnSe@,
0.4729 (CO,NI)ZMgFesla(Al,Fe)18647 0.8166 BiPd
0.4730 AuzMg 0.8191 TLl,AlFg

0.4734 Fe(GH)ZAIAS{ZO

10 0.8243 MgS6,
0.4748 K,SbFg

0.8263 FeSO,

0.4762 (NHy ),SbFg 0.8286 CoS6,

0.4776 T1,StFg 0.8202 cCosd,

0.4785 SrV651266 0.8313 MnSeGa

0.4859 RhZSth 0.8335 AgCuS

0.4913 CSZSth 00,8344 AlsFez

0.4962 EPtBryNH, 0.8361 Coa,(BeOH),, Al,. SigOre.y
0.,4963 CU(GH)Z 0.8415 XsTth

0.5034 KPtCIzNﬂs 0.8431 U

0.5182 Na3(T1F6)(HF2) 0.8437 A16Re

00,5252 A16OM"11N14 0.8442 U

0.5294 AlMnZn 0.8478 A16Te

0.5358 BGIZ 0.8482 ZnCS3(Nﬂ3)2

0.5457 AgOCN 0.8514 AlGMn

0.598% KI.BQ(CN)Z 0.8515 MnSﬂ4

0.6021 Base(SGB)z.ZRZG 0.8€19 InPGa

0.6043 KzﬂfFG 0.8825 KZAlFS.K26

0.6102 K,ZrFg 0.8828 TIP54

0.6182 Rh3Te, 0.9034 PH(US, ), (OH), (P, ),87H, 6
0.6228 BaNid, 0.9099 Cal(US,),(6H), (P, ),e8H,6
0.6586 CucCré, 0.9153 Ba(U€,),(GH), (PO, ), e8H,0
0.6694 Al,Ca(S1i,687)(GH), eH 6 0.9611 CugTi

0.6844 thTe.sﬂae 0.9669 A12T165

0.6899 NQZS.SHZG 0.9740 CaT1264

0.6923 Ne,SeeSH,6 0.9743 Tizfg

0.7071 PuI3 0.,9750 C6T1204
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Inorganic
0.9759
0.9773
0.5780
0.9800
0,9859
0.9883
0.9886
0.9898
0.9898
0.9898
0.9505
0.S905
0.9905
0.9906
0.9912
0.9513

Organic
0.177¢
0.3529
0.4€45
0.,50%2
0.5457
0.5685
0.,6511
0.7149
0.7417
0.7516

(continued)
AlByq
AgCd
A12T165
MgTiyOg
Fe,T idg
NaBF,
Mngzﬂs
MgY, S,
MnTb,S,
MnYZS4
M@Er,S,
NgH0234
Mnﬂozs4
MgTbZS4
FeYh254
MnErZS4

BM02C

C1281092
CH3NHzNiClg

CBr, eCg B (CH )y

AgOCN
EIeHg(CN),
(C4HgCo(CE), )
CegBg AgClO,

CoHgN,Na6,S,02,5H,8

CryVe,

2

0.9913
0.5%14
0.9927
0.9656
0.9969
0.9972
0.997S
0.967¢%
0.9980
0.5986
1.0000
1.0000
1.0000
1.0000
1.0000
1.€000

0.7540
0.7729
0.8327
0.8482
0.8719
0.8801
0.8881
0.9160
0.9731

MgDyZS4
MnDyas4
NaBF,

Na( BF30H)
Al Ti6g
NaCl6,
NaBF,
Gal
Felees
CaS9,
Cr¥byS,
CrTmpS,
CrEr, S,
CrHoZS4
CrY, 8,
Co( NH3 )gN6GCL,

ECr5Cy

(CH3NG),

(CH3 )3SnCN

ZnCS 3(NH3),

(CH3),NGHOSH, O
11C140C6HSOCE3

CH56H

(CH3 ), S0,

GCONH( CH, ) () NHeCOeI( CH, ), ¢9

Inorganic - 32
Orgqanic - 11

Inorganic
0.3345
0.3391
0.4129
0.4161
0.4177
0.4657
0.5669
0.5725
0.5728
0.5906
0.6246
0.6495
0.7196
0.7232
0.7239
0.7243

Organic
0.3563
0.4100
0.5151
0.5338
0.5470
0.5879

Au3Zn
B1262M064

As

AsP

P
(NHA)ZCuCI4
(NH, ), BeF,
TI(As,Sb)3S5

Ce,( 56,);08H,0

Ga
NaéPéﬂlaOGHZO
Se(CN )2
Zn3(Vo, ),
Cogz( Ve, ),
Coz( Ve, ),
AgNGB

CH;CONENHCECH
CH36NH, ®HCL
C,H3SCE60Ag
[(cr3)I,N ] 86,
CpH, I,

CpoHy Iy

3

0.7418
0.7423
0.7554
0,7646%
0.8048
0.8059
0.84€6
0.8680
0.9221
0.9621
0.5637
0.9780
0.5783
0.9820
0.9853
1.0000

0.6246
0.6495
0.7808
0.7900
0.9891

Er2
NayMo, 6
MoCl,
(NH, ) P65
(NH, ), Pa6,y 5
ReaU

K59,

TagIy4
(WgBrg )(Bry ),
K4 (HSi63),
Ba,PtTi,8,,
IF,
(NH3),BH,CL

C4HgN,S
Se(CN),

AlH362N(CHg )3

N(CoHg )41y
Naueztsacn(c2H5)2]393H26

Inorganic - 13
Organic - 4

Inorganic
0,0543
0.1500
0.2340
0.2450

Gal3Nb5
Nb36,F
AsZCoFeS2
(Co,Fe)AsS

0.2500
0.4938
0.5873
0.6665

GegTho.g
Cuzs

Na,Ud,

(NH, ),CuCly

J. Phys. Chem. Ref.
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Inorganic (continued)
0.8473 NaCajU8,( C63)3S0,Fe10H,0 0.5027 NaI®,

00,8580 H¢8.5Fe4A126335115086 0.9264 GazPtg
0.8563 Fe3Mg11A125B35115686

Organic
0.5061 (CgHZNH)HReCl, 0.7078 Cd[ GC(NE; ), ],Cl,
0.5108 CygH; N0 0.8473 NaCa3U6,(C63)356,Fe10H,6
2272 20 Inorganic - 4
- Ccem D2h No. 66 Organic - 0
Inorganic
00,5678 A13Hg2(515A1)618 0.7203 CazNb,0g
0.5700 (Mg,Fe,Mn)yA1,Sig6, g@nH 0 0.7409 FeyPb(OH) (A6, ),
Organic
222 21 Inorganic - 9
- Cmma D2h No. 67 Organic - 3
Inorganic
0.3843 (Hn,Ca)ZS(Zn,Hz,Fe)‘S(AsGA)7(GH)33613 0.5996 RhHSGa
0.4664 NiU38,, 0.6600 NH,H,PE,
0.4669 FelU36, 0,6535 E,qH
. 10714
0.4721 UT16g4 0.7871 AlgCaz(6H) (PO, )ge15H, 6
0.4912 AgzgPb,SbySg
Organic
0.2859 C,3H, 6,KeC, 0,0, 0.6309 Cy,H g
0.4206 NO,@CoH,N:NPFg
222 22 Inorganic - 3
A Ccca D2h No. 68 Organic - &
Inorganic
0.6812 MnAl,S1,6.(€H), 0.€885 Al,Mn[(6H),(Si85),]
0.6823 Al,Fe(OH),(S165),
Organic
0.€655 CgH NCHCL, 0.8994 Cu(CgHgNg),
0.6789 C,gHp, 0.9042 Ni(CgHgNO),
0.8837 Pd(CgHgN®),
222 23 Inorganic - 22
mmm Fminm _DZh No. 69 Organic - 4
Inorganic
0.1659 Bi,Ti306,, 0.2401 Pb,8.Br,
0.1818 ¢ 0.2402 Pb,6.Cl
. 7Y% 2
0.,2030 NaBigNb,6,, 0.3259 AlsFe
0.2155 PhBisNbybg 0.3974 Bi,6,(C63)
0.2161 BizTaTifdg 0.5111 Na,Ud,
0.21€5 BaBiyNbybg 0.574% Pp,8.Br,
0.2167 BizNtTidg 0.5760 Li,U@,
0.2180 KBi-Nb,d 0.6340 UH,(GH)
5°Pa% g ) . 2 2
0.2197 SrBiyNbyb, 0.7064 CayCuK,(S6,),e2H,0
0.2198 SrBiyTayfg 0.5038 T1F
0.2205 CaBiyNb,bg 0.5934 Pa
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Organic
0.1818
0.5666

[(c255)4N320016
[(CZHS)4N]2Pu016

Inorganic - 49

Organic

0.4450
0.4483
0.4656
0.4699
0.4701
0.4701
0.,4702
0.4703
0.4712
0.4715
0.4715
0.4715
0.47158
0.4716
0.4716
0.4716
0.4721
0.4722
0.4570
0.5019
0.5019
0.5086
0.5148
0.5155

Organic
0.4605
0.6536
0.9356

Gel.éTh
Zr(Se4)204H26
Zr(S€,),84H,6
Er,Sey
Y,Seqy
LusSez
YbySeg
BosSez
Tm25e3
IrCly
LuyTeg
TwyTey
Er,Tey
ThyTez
HopTeg
Y,Tey
Dsze3
Scy(Se,Te)g
ScySez
CuMg2

EMn,

BCr,

EnzV,
Nb,Sng
NbSny,

CGHIZBrZNASETe
CleC K, N6
Cy1HgN,O3Br

0.5255%
0.5304
0.5600
0.5682
0.5%61
0.7413
0.7933
0.7570
¢.7982
0.8063
0.8072
0.8103
0.8228
0.8563
0.5120
0.9129
0.5271
0.€407
0.5411
0.5426
0.5557
0.9€47
0,9663
0.9704

0.9834
0.5988

Al,( PO, )F,(GH)e7H, &
Si,Ti

Pu
(UGZ)S(GH)Z(SIGA)Z'SHZG
V3930

Na,S€,

Ag28e64

Na,S6,

Ea(Mn€l, ),

Na,Sef,

Ag,S€¢,

Cdzs.lﬂ4

NnNH2

Al Ru

A12Ru

A11.3un510.7
(A11.3SIO.7)M0
GaZRu
Pt(NH3),Br, Pt( NH;),Br,
(Ga, ,Gey 3) Mo
SnyZr

SiyTi

Sr(N3),

KSZP(GCH3)2
Cy3H;gN,#0.5H,0

Inorganic - 40

Organic

Inorganic
0.1897
0.2358
0,.,2374
0.4467
0.4514
0.4532
0.4539
0.4591
0.4645
0.4671
0.4680
0.4747
0.5462
0.5680
0.5720
0.5743
0.5752
0.5792
0.6011
0.6040

Organic
0.1897
0.3687

C3Si,U4
ByMny
BaTig
PdyTa
PdyTa
Pd,V
PtV
Ni,V
NiyV
NbPt,
NPty
Na,UFg
NbgSng
Na MoFg
NazﬂsFe
NAZSnFG
NasReFg
Na,PbFg
CsFeS,
CsFeSe,

512U303
NuClOCG(NHZ)ZOHZG

0.6102
0.6434
0.6439
0.6441
0.6442
0.6446
0.6471
0.7302
0.7326
' 0.7338
0.7395
0.7403
0.,7410
0.7514
0.8396
0.8457
0.8554
0.8878
0.9384
0.9630

0.8396
0.8878

Ange

Phy(Cu,Fel)y S, g

B,CoNoj,

HyMopN1

BoNiW,

BZCOW2

ByFeW,
Alg(Li,Na)QSr(GH)g(Pﬁ4)a
PdP¢(NH3 ),Clg
(Sbd) gl BH),CL,,0H,0
(Na,K)aMeo( SigpAlg )0, ,(SH), 01806
004.2H26

Fty( Nliz ), Brg
Pdy( Ny ),Cl,

NaCN

szﬂz

Cszﬂz

Colip

NaNd,

PACL3e 2NH3

NaCN
Li,C,
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Inorganic - 15
Organic - 10

0.6172
0.6178
0.7029
0.7385
0.9787
0.9818
0.9880

0.6259
0.6330
0.8486
0.8662
0.9977

Si9,

Sise,

Hy8
Auscaan
Hgsenclz
AgN3
Hg(OGHg )43r2

NICCLH N6, ),
(CH N6, ),Pt
CH,=CH-CHOH
CH,: CROCHOR

CglgNp0,

0.9890
0.9897

0.7555

AlAs,Liy
AlLl3P2

C8H4KN56602H26

Inorganic - 4
Organic - 3

Inorganic - 48
Organic - 2

222
mmm
Inorganic
0.3278 Au52n3
0.5119 GayNgg
0.5172 InpMgg
0.5368 BeBr,
0.5403 Bel,
0.5436 BeCl,
0.5694 KyZn€,
0.5864 SiS,
Organic
0.3743 Cul(CgHgNo ),
0.5209 [(CH3)Mgln
0.5317 (CHz),Be
0.6566 (CgH 4NB){Cr(NCS),(NUz), ]
0.6225 Pd(C4R,N,8,),
222
mmm
Inorganic
0.2941 AgRCHy
0.6894 NaySitize9l,d
Organic
0.2541 AgKCHy
0.6869 CgH,(NU, J3ONR,
222
mmm
Inorganic
0.3028 DySi,
0.3031 SizY
0.3043 GdSi,
0,3050 SiySm
0.3083 NdSi,
0.3092 PrSi,
0.,3099 CeGe,
0.3108 Gepla
043744 Hgp(Clo,),04H 0
0.3813 Cap(Fe,Al),8g
0.3816 CazFeaﬂs
044573 Al U
0.4583 Al,Pu
0.4713 LiGaTid,
0.6103 NI(CN),NH3enH 6
0.6498 AlzNa, (6H)g(CO3),
0.6640 CulLiVvy,
0.7088 Fezf,
0.7516 NaPF geH 6
0.9135 Cu,Yb
0.9179 AgyEu
0.,9179 CuZLu
0.9236 HgyK
00,9241 Cusz
Organic
0.6103 Ni(CN),NH onH,d

J. Phys. Chem. Ref. Data, Vol. 6, No.

3, 1977

0.9258
0.9272
0.5304
0.9316
0.9324
0.9334
0.9346
0.9356
0.9373
0.9390
0.9415
G.5436
0.9447
0.,9479
0.9506
0.9513
0.9525
0.9538"
0.9546
0.9570
0.9615
0.9665
0.9770
0.9993

0.6498

Cuzﬁr
CuHo
CuZDy
CeCua
CuaTb
Agzsr
Calg,
CuzGd
CdZEu
Cu, Sm
NiUG,
Cuy Y
Cuy Pr
Cd,Sr
Zn{NH3 )5C1,
CuyNd
MgUo,
Agzna
Zn(NH3)ZBr2
Caan
Cquu
MU,
AlBlz
EuZn,

AL, Na,(OHIG(COz),



CRYSTAL DATA SPACE-GROUP TABLES 751

1 Inorganic - 1
4 P4 c4 No. 75 Organic - 0
Inorganic
1.0207 Pt(NH3),PtCl,

Organic
4 P4, €2 Ne. 76 (includes P4, No. 78) Inorganic - 4
1 4 3 Organic - 12
Inorganic
3.0000 Fe,85 3.5824 Sr,P,d,
3.4670 1IsbCly 3.6122 Ca,P,6,
Organic
0.7174 AgNi(CgH,0,),02AgNG 0H, 6 3.5703 CgzgH,gNO, ,#C3H &
0.7452 Cz3zHzg6- 3.997 Cy5H;58gBr
0.8678 CyoHpgCle, 4.028 CygHy58¢CL
2.2462 CgH,y(CN), 5.3464 Cy,Hgb,
2.364 CogHagN, 5,446 Cy1H; gNpG,@HBr
2.472 (CH,C8 ),NI 5.4600 Cy,Hg8,
3 Inorganic - 3
4 P4 No. :
2 C4 7 Organic -0
Inorganic
0.6133 H,S 1.2256 NH,NO3

1.0752 MgB,68(6H)g

Organic
4
4 Pa, €y No. 78 (see No. 76)
5 Inorganic - 6

4 14 c4 No. 79 Organic - 5
Inorganic
0,4386 WOBr, 1.3828 AlPd,
0.4711 WeCl, 1.7284 D,
0.8178 H, 1.7303 T,
Organic
0.2867 CH®CH(NH,)®CGeNHOCH( CH;)oCHEH 1.5503 [Rh(CH3C66),Br ],82( NH)C(NH, ),
0.395 (CH3CHO), 1.6397 [Rh(CH,CH6),CL J,@2( NH)C(NH, ),

0.7256 CuuHpogFeN, 00H,6

6 Inorganic - 0
4 No. 80 Organic - 3

J. Phys. Chem. Ref. Data, Vol. 6, No. 3, 1977



752 MIGHELL, ONDIK, AND MOLINO

Organic
0.8596 (C Hg),TeBr, 2.4677 C4H,NO
2.4336 PdI(CgH,[ As(CH3);],),0Cl0,

Inorganic - 2

i PA s, MNo. 8l Organic - 9
Inorganic
0,6583 (Ca,Na),Be(Si,Al),(6,F), 7.2826 Au(Pb,Sb,Fe)g(S,Te),
Organic
0.3751 (HOWC/H,eCH:NeC,H,),Zn ‘ 0.5242 (C,4Hy) ,NHCE ;032.0H,06
0.5209 [(C4Hy)4N],C 6,064H,0 0.525% [(C,Hg),N], W6, 062.7H,6
0.,5236 [(C4HgG),N],Cr6,e65,1H,6 0.5285 (C4Hg),NBre32,6H,6
0.5240 [(C,B;),N],HPO, 064.2H,6 0.5305 (C4Hg),NCle33,8H,6
0.5241 (C4Hg),NE6CCH031,3H,6
- Inorganic - 54
4 1 s§ No. &2 Organic - 27
Inorganic
0.1453 WgNb, 6., 1.8548 CdAl,S,
0.1819 W3Nby,6,, 1.8576 HgGa,S,
0.2454 NbygP,0g, 1.8584 CdAl,Se,
0.3675 CdHG(CNS), 1.8684 CdGa,Se,
0.3746 NH,Cu,S, 1.8695 HgAl,S,
0.3935 CoHg(CNS), 1.8777 Li Mg,(NE),
0.4004 ZnHg(CNS), 1.8816 HgAl,Se,
0.4149 CoHg(SeCN), 1.8866 HgGa,Se,
0.4834 AsPdy 1.9383 CdGa,Te,
0.4897 FegP 1.$795 ZnGa,S,
0.4902 NiyP 1.9815 ZnAl,Se,
0.4503 FezP 1.9821 HgyGeSe,
0.4909 (Fe,Ni,Co)aP 1.9593 ZnGa,Te,
0.4975 MNngzP 1.9993 HgGa,Te,
0.4995 CrgP 1.9996 ZnGa,Se,
0.5510 KAgd 1.9996 ZnIn,Se,
0.6092 SBCL,F 2.0000 AgIngSeg
0.6168 TaCl,F 2,0000 CdIn,Te,
0.8608 Ca B As,0,,94H,8 2.0000 AgyHgl,
0.8724 CayB(GH),As0, 2.0002 ZnInyTe,
1.0273 NagAl,BeySigly,(Cl,S), 2.0010 HgIn,Te,
1.3551 AlAs6, 2.0170 HgAl,Te,
1.3608 AlPY, 2.0313 CdAl,Te,
1.5245 BAsd, 2.0355 ZnAl,Te,
1.5328 BPY, 2.0375 LINH,
1.5367 BeSd, 2,0472 HgIn,Se,
1.8074 CdGayS, 2.2218 LiHS
Organic
0,2472 HE(CH,N,S),Co(SCN), 0.5810 (CgHg),AsI
0.2826 CpoH,,NNaz6, .S, . 0.586  (CgHg),PI
0.3142 CugH3¢S1 0.6608 (PN[NM(CHz)p15),
0.3675 CdHg(CNS), 0.6843 C(CHp6CgHg),
0.3855 C,,H,,N,SeHBr 0.6890 Cu(CLEgN),(NE3),
0,3935 CoHg(CNS), 0.7835 N(C,Hg),I
0.,4004 ZnHg(CNS), 0.9222 Fe[SC(NHy), ],CL;,
0.4149 CoHg(SeCN), ) 0.9267 Mn[ S NHy )p ]4012
0.4265 Ag(SC,HgN),CL 0.9397 Ni[SC(NH;);, 0L,
0.4393 Cu(S:CCH36NH,),Cl 0.9458 Co[ SCINH,),J4C1
0.455  Sn( CgH,OCHy ), 0.9564 cd[ SC(NHy), 1,401,
0.471  Sn(CgH,4CH3), 1.3252 (C3H;),NBr
0.5352 C,uHF,6, 1.4345 C(CHy6H),

0.5433 (CgHg),AaFeCl,
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Inorganic - 1
Organic -1

Inorganic - 3
Organic - 3

1.0330

0.770

(Pt Pd,Ni)S

C(COOECHS),

Inorganic - 18
Organic - 2

0.9038
0.9063
1.0¢€68
1.0782
1.0877
1.05924
1.2079
1.4883
2.4833

0.6595

CuBGchQZHZG
CuBGZCIOZHZG
NH,CuSiF,®4H,0
NH4CuT1F7Q4H26
NH4CuSnF7O4326

NH, CuWO,Fse4H, 6

Mg( UG, ),(As, ) 04H 0
Tl Se

Cu(U6,),( PE,),88H,0

Col(CgHg ) ,CH3A86],(CLY, ),

Inorganic - 35
Organic -

4
m
Inorganic
0.6230 Na,ClSigAl;6,,
Organic
1.1429 Ni(CN),NH,0C H,
4
m
Inorganic
0.6270 3NaAlSi 6, eNaCl
1.0311 PdS
Organic
0.5229 (C,H,),NFe32,8H,8
0.7318 MNg(CyHg),
4
m
Inorganic
0.4557 EK,NaClS,8,
0.4941 FeF3@3H,8
0.5011 EMg(Cl,Br)ze6H,6
0.5241 InF;e3H,0
0.6425 NbLOPE,
0.6454 VONod,
0.7327 NH,I@4NHy
0.8069 PClg
0.8938 Zr(I63),
Organic
0,3928 [(czns)zucsz]zux
4
m
Inorganic
0.2879 Na,Co(CNS)},e8H,8
0.3903 (PNCly),
0.4863 Hf3P
0.4936 PTag
0.4958 PzZrgy
0.4961 AsTay
0.4965 Fez(Py_37Bg, 63)
0.4966 AsZrgy
0.4995 PTag
0.5027 NbgP
0.5045 AsNbg
0.5067 PVg
0.5374 Ce(1I63),
0.5497 P4N,Clg
0.5626 (PNBrj ),
0.9741 AgSb(SH )g
0.9838 NaSb(6H)g
0.9894 FeGe(OH)g
Organic
0.2879 Na,Co{ CNS),e8H,d
0.3672 (CgHy P,
0.4019 [(CH3),Si8],
0,459 C(CH_6COCH3 ),
0.4864 In(CHz)3

1.0789
1.94%6
2 .4%43
2.8214
3.1454
5.9000
5.5095
5.5120
5.9131
5.9164
5.9170
5.9207
5.9211
5.9225
5.9238
£.9241
5.9289

0.4869
0.5484
0.692
2.614

ZrD

Cd(NBZSGS)2
Cu(VOZ)z(PGA)Z.SHZO
Mg( UG, ) (A0, );05H,6
Aul

La’l‘e3

CeTeg

NdTe3

GdTey

PrTez

SmTez

HoTez

ThTey

ErTey

YTez

DyTe3

TmTez

Cy3Hy,NG;

Hg(CH,CgHg ),

CgH | (N, 04HCL
CB30CH-NoNnoc633(N62)Z
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4 5 Inorganic - 68
H 14/m C4h No. 87 Organic o }1_ .
Inorganic
0.,2000 Nb,S 0.3711 TigTe,
0.2871 (Ba,K)(Mn,Mn,Fe,Al)g(6,0H), o 0.4171 Na, [CulNH3), ] [Cu (S 851, 1,
0.2885 Fe®CH 0.5864 Ni,;,Pg
0.2901 Mné, 0.,5544 CaC,6,02H 0
0.2504 (K,Na)(Mn,Al,S1)g(0,6H), 0.6117 Na,Np6g
0.2904 Rby(TiyTig)o, 4 0.6126 Na,U€g
-0.2908 Rby(CrpyTig )6, 4 0.6162 Na,Pubg
0.2909 K (Ti,Ti,)o 0.6201 Ni,W
. 2116 %16
0.2911 R:Z;Z(Alz'ue)ew 0.6201 Ca,CE3SigAlg8,,
0.2911 Rb(NiTi, )8, : 0.6216 (Ca,Na,K),((Si,Al)6,8H),}, ,(CO;,HCO3)
0.2915 Rb,(GapyTigldy g 0.6220 Cag(C83),(AL,Sisbg)g
0.2917 Rby(ZnTiy Mg ‘ 0.6248 Au,Mn
0.2918 Rby(NgTi, ;¢ 0.6255 3CaAl,Si 650CaCty
0.2919 K, 60(Aly 60Tl6,40)%06 0.6270 Na,CU Al8i305)3
0.2919 Ky(CrpTig M, ¢ 0.6605 KSh,F,3
0.2919 Rby(CoTiy )¢ 0.6616 LijAmGg
0.2921 Rby(FepTig)d, 0.6617 LisNpOg
0.2923 Rby(CuTi; e, ¢ 0.6617 Li,U6g
0.2924 Kp(NiTi; )84 0.6621 Li,Pubg .
0.2926 K (Fe,Tig Mg 0.6796 NH/ Sb,F,3
0.2926 K (ZnTi,)8,4 0.6812 RbSb,F,3
0.2927 Ky(GayTig ¥ ¢ 0.6832 T1Sp,F, 3
0.2528 Ky(AlpTigle 0.6854 UFgy
0.2928 Ko(MgTiy )6y 0.7039 CsSb,Fy3
0.2632 (K,Ba)y 33(Ti,Felgbyg 0.7057 CegMg,,
0.2934 K (CoTig )64 0.7453 Neay(Ti,Fe X 6,0H)Si,6,,
0.2937 Xp(CuTiy )4 0.5302 AgCléy
0.2954 Ba,(Tig_,Mgy)9:¢ 0.9650 Ceg8,(8H) (S8, )
0.3415 AsyMog 0.9€61 Ugl, (6H)4(S6, )¢
0.3448 Nbssb4 1.2268 Tth
0.3454 Ag,(Ti,W)g 1.2572 EHfD,
0.3460 Sb,Tag 1.2639  ZrH,
0.3498 Nbh.Se, 1.26S9 HfH
5% - 2
0.3635 NbgTe, 1.6978 K,9s86,(6H),
Organic
0.2479 CzH N, 64 1,0161 (CH3),CN(CH3),eCl6,
0.4498 ([(CH3)3A88PdCl; ], 1.2899 [(CH3),N]pU8,CL,
0.450 [(CH3)3AsePdBr; 1, 1,2904 ([(CyHg),N]Pus,Cl,
0.5850 Sr(00CeC00)e2,17H,6 1.2928 [(033)4)1 ]?_P“GZCLA
0.5944 CaC,0,02H 6 1.420 {(CH3)4N];SiFg
0.7228 Cu4HpgN4Zne2H 8
4 6 Inorganic - 138
m 14,/a Cqy, No. 88 Organic - 34
Inorganic
0.,2907 (Mg,Ca, GH,BZG )2( Ti,Cr,Si )8616 1.9892 K3UF,
0.2988 Bay(Ti,Nb)gCle;((Si, 8,,) 2.0565 LiLuF,
0.3000 Ba,Ti,NbSi,6,5CL 2.,0603 LiYbF,
0.4370 Nbd 2.0635 LAiYDF,
. 2 4
0.4371 Li,ThgF s, 2.0660 LiTmF,
0.4398 LIiUFg 2.0687 CaZnF,
0.4403 LiNpFg 2.0728 LIiErF,
0.4408 LiAmFg 2.0754 LiYF,
0.4416 LiPuFg 2,0773 LiHoF,
0.4418 LiCmFg 2.0798 LiYF,
0.4926 Na,Geg8,, 2.082% LiDyF,
0.4929 Na,GegB,, 2.0833 LiHoF,
0.5252 GaMg 2,0875 LiDyF,
0.,6465 CuNg 2,0942 LiTbF,
0.8211 Al,, Ptg 2.1019 LiGdF,
0.9898 BiNag( W6, ), 2.1098 LiEuF,
0.9953 LaNag(Wé,), 2.1105 (Y,Yb)Nbg,
1.0066 BiNag(Mot,), 2.1113 LiGdF,
1.0529 KAlSiy6¢ 2.1152 LiEuF,
1.0541 KAlSi, g 2.1210 HoTad,
1.0623 KAlSiy6g 2.1250 ToNb®,
1.6727 Co(NHg)3(N6,),C1 2.1259 YbBNbE,
1,9833 K3U6,Fg 2.1356 YNb6,

J. Phys. Chem. Ref. Data, Vol. 6, No. 3, 1977



CRYSTAL DATA SPACE-GROUP TABLES

Inorganic (continued)

2.1373
2.1397
2.1402
2.1441
2.14€3
2.1482
2,14%1
2,1538
2.,1539
2.1542
2.,1546
2.1558
2.1562
2.1578
2.1626
2.1628
2.1644
2.1650
2,1656
2.1681
2.1681
2,16¢8
2.,1700
2.1709
2,1729
2.1740
2.1740
2.,1744
2.175¢%
2.1761
2.1762
241777
2.1777
2.1792
2.1798
2.1808
2.1817
2.1842
2.18€3
2,1866
2.1874
2,1878
2.1898
2.1¢32
2,1933
241540

Organic
0.3616
0.4091
0.4282
0.4817
0.4867
0.517
0.5341
0.545
0.5463
0.5470
0,7084
0.5487
0.9617
1.3338
1.3568
1.3583
1.3594

LuTig sWo,5%
SanFa

SmNbO,

HoNh64

ErTig, 5%0,5%
HoTig, s5Wo, 5%
GdNbE,

ToTig s¥W,59%
NH, 16,
DyTiy, 5% 504
GdTig sWg,5%4
HiGed,

NdNbO,,

anﬂ4

NdTa64

EuTig 5¥o,59%,
Cdloﬂ4

SnTig 5Wo,5%
HI‘GeG4

ZrGeG4

CaW64

Cawﬂ4

ZrGe64

CerG4
NdTig_ Wy 56,
LuTio_5M00_564
Cdloe4

YoTig gMog 59,
YTig sMog, 59,
TmT10.5M°0.564
LaNa{Wed, ),
Ca(W,Mo)64

Cey (WO, )3
CeNa(Wd, ),
LaLl(w64)2
ErTig gMog, 56,
HoTig, glMog, 59,
TbTig, sMog, 59,
NaRed,

DyTig, sMog, 5%
CaNo0,
Ca(Mo,W)6,
LaNbé,

GdTig, sMog, 59
BiNa(Mo0, ),
EuTig_ gMog_ g8,

cecl,
{pPNC(cH3), ],
[tcHz)8i6]),
C20836P4NgSq
CH3CgH,SE,NH,
Hg(SeC, Hg ),
CH,6He( CHOH ), ®CH, O
[(CgHs JALON(C H) )y
Cg( CgHg)g

Cg( CglHg g
CopHpgN,8,Pd
LiBre4( CH3 CONHCHy )
LiCle4( CHzCONHCHS)

Ni(CH3CgH,N),( SCN),80.53C¢H,(CH3 ),

Ni(CB3CgHR,N),( SCN),00,83CgHg
Ni(CB3C H,N),( SCN),#0.67C,H5NG,
Ni( CB3CgH,N),( SCN),00.53CH; 6H

2.1%€5
2.,1988
2,1965
2.1971
2,1¢90
2.,1994
2,2017
2.2025
2,2028
2.2043
2,2044
2,2051
2.,2066
2.2070
2 .,2081
2.,2109
2,2117
2,2126
2.2135
2.2149
2.2160
2,2167
2.2249
2,2262
2.2277
2.2288
2.2291
2,2310
2,2331
2.2361
2,2379
2.2416
2.,2445
2.2518
2.2555
2.2611
2.2690
2.2956
2,3031
2.3138
2.3150
2.3161
2.3608
2.5188
2.5372
3.5968

1.3600
1.3730
1.3751
1.3873
1.7825
1.8549
1.5095
1.9921
2.0393
2.0497
2.165
2.3596
3.1223
3.1578
3.4948
3.4965
3.596

AmGed,
LaNa(Mo8, ),
K16,
BiLi(Mo8, ),
LeLi(Mod, ),
SmTig sMog, 59,
Srwd,

RbIG,

NdTiq, sMog, 59
NH,Re8,

PuGed,

NpGe64

PrTig gMog, 594
PbWO,

UGeO4
KLa(Wd, ),
CeTig gMog 56,
UGeO,

CeGed,
BiK(Mo8, ),
Luveé,

CeK( W6, ).
SrMod,

KRed,

AgReda

PaGed,

PbMo©,

Phﬂoﬂa

HoVd,

KLa( Mod, ),
Aglg,

Nule4

ThGed,

BnWG4

ErAsd,

YbAsd,

RbRed,

BaMo®,

BiAs6,

TlRed,

Kds 03N

KRu@,

KCr(63F)
CsSﬂsF

CsCrozF
K4Fe(CN ) 03H 0

Ni(CH3CSH,N),(SCN),®0.65C.H,Cl,
Ni(CH3CgH,N ) ,( SCN ), 80.67C H-NE,
Co( CB3CgH,N),( SCN),80,67C,HgNG,
Co( CH3CgH,N) ,( SCN),90,57CgHg
FeCl,( CH;SOCH3 ), ®FeCl,

NH, U6, (CoH5CEE ) 5

TL1U8 ,( CHCO6 )5

RB(UE, )(CH3CE6) 5

[(cH)3;Ce00 :CHOCOOC(CH; )3 1,Zn
[(CHz)3CeCH:CHOCBOC(CHg )3 ],Co
AgU6 ,( CH;0CE86) 5, H,6

Pt( CoH, )NHz@Br,

Zn(CgH ,NOC H ;NOC H,N) ,S6, 04 H, &
Sm( CyoHy 3N, 65)0H,8
[As(CgHg ), ],Co( CF 3CO0 ),
((CgH5)4A8]5C0(E,CCF3 ),
K4Fe(CN)g@3H, ¢

Inorganic - 0

Organic

-0
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Inorganic - 2
Organic -1

Inorganic
0.6918 Np

No. 91 (includes P4

Inorganic - 4

22 No. 95) Organic -4

3

1.3771
1.4013

2,805
3.8471

Na,Se9H,0
Zn,TiG,

C5HqO,N,
C3g¥ 45NO | 78CHCL 5

Inorganic - 33
Organic - 37

1.8252
1.9704
2,4263
2,6503
2 .6566
2.6642
2.6818
2,607
2,.,6912
2.8192
2.8244
3.1741
346346
3.6594
3.6785
3.7311

3.,4026
3.5124
3.7011
3 .7557
3.771

3,.8190
3.8312

3.8441
3 .865%
3.8530
4 .0385
4.,1272
4,590

4 ,6934
4,892

5.7210
6.5518
7.3130

SIQer

H6,

(U6, ,  H,8 (UG A0, ),
Fe sNa(OH) ,(P6,) 02H, 8
ZnSe O, e6B,6
NiSeO,06H 06
AlzNa(6H) (PO, ), 02H, O
NiS6,06H,6

NiS6,e6E,6

IngBr,

Cuzs

AsgNi,s,

PyZn

PpZn

PyZn

CdP,

Se(C6358262)2
C4H4094®CoBs6H
C15H)gN305
Cl,CH,6,

(Cp Hpp8gN) ,8Cue6H, O
Se( Se®CH;CgH,S6, ),
C148149%55
Se(SeCHZCgH 56, ),
Te( SeCH;CH, 86, ),
C15H;gN3%5

Zn( CgHg N3Oy ) 02H, 0
Cd(CHgN36, ) ,@02H 6
CoHy 600,50,
[cyH,(CO6CHES ), 1,
C4HgI,S3
C30¥30BrpN,0a

C,3H gN 6 ®CHZT
Cz3H, IN,6,0CH 0

Organic
0,937 (CH, (858CH OH) o
422 Pa 22 D
1 4
Inorganic
1.0589 Al,C,.4, ,818H,0
1.3750 Na,Se®9H,6
Organic
1.0589 Al,C,.6,.,018H,08
1.6820 [Co( NH,CH,CH,NH; )3 ]BrgeH, 6
422 P4.2.2 D4
171 4
Inorganic
0.9788 Fe,,Sl,g gVpg.5
1.0000 H 8
1.1540 S§i6,
1.1771  Ge
1.2127 LiAle,
1.2152 LiAlSi,84
1.2173 LiAle,
1,3129 NaFeﬂz
1.3911 AlB;,
1.3952 S$16,
1.4055 BeBg
1.4057 AlB;,
1.5827 Ted,
1.5901 Te6,
1.7311 (Fe,Nn)Fe,(GH),( PG, ),
1.8172 Ge4Zr5
1.8221 Hf5Si,
Organic
0.9964 Cu[SC(NH;), )51
1.,0283 Cu[SC(NH); )xCl
1.0349 Cu[ SC(NH; ), J3Br
1.3808 Cay,Ph(CH3CH,CE6)
1.3846 Ca,Sr(CH3CH,CO6),
1,44€61 CLuH,N,0
1.6814 [Co(NH,CH,CE,NH, )3 ]BryeH, 0
1.9118 CppHpgBrpN,
2,0466 C, H, NG,e8CH,I
2,3360 [ClRN(CyH,) ],
2.381 CpoHpgNgPtCly
2.396  CLH,N,0,
2.5417 AWGOCzH, )5
2.7986 ([HNC(NH,),],eH,CO5
2.817  (N€,)3(CgR, )T
3,0100 (NH;@CH,eCH,eNH;)SE,
3,0444 Ni[ SC(NH,), ]g(ClLE,),
3.226  (SC,H3zNH,CE0H),
3.397 C{2H;06,45s
422
Inorganic

2.5244 Ba(Uﬂz)Z(P64)2010H26
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P4,22 D, MNo. 93 (continued)
Organic
6 Inorganic - 7
422 P42212 04 No. 94 Organic - 4
Inorganic
0.5180 MoNi 1.0485 LizPaFg
0.6765 HgyS,Br, 1,0788 HE,0F,
0.7906 Sc,(P,6,)3 1.0884 HI,O0F, 0H,0
0.7976 Alg(Na ,K)(Ca,RE,Th),[(Si6,)(PE,)(s8,)],
(6H), (®5.6H,0
Organic
0.3715 C,oH ¢ 1.874 Cy1Hy4N64
0.717S 6865C,(CH3lg 2.2233 MgBr,e4C,Hg0
422 P422 D MNo. 95 (see No. 91) ,
8
422 P43212 Dy No. 96 (see No. 92)
9 Inorganic - 5
422 1422 D4 No. 97 Organic - 0
Inorganic
3.1634 LiHgd, 3.5561 K Hgd,
3.3356 Cs,Fgd, 3.8947 NeyHgé,
3.4358 Rb,Hgd,
Organic
10 Inorganic - 7
422 14122 D4 No. 98 Organic - 3
Inorganic
0,5402 N6 3.4204 PTa
0.5878 As,Cd 3.4226 NbP
1.0957 Zr(6H),(Mob36H), 7.3398 Ge, Mo
2.3855 Fey »59HPE,
Organic
1.794 XU6, (CH,C686 ) 5 2.001 NH, Ud,( CH3Cd6 )3
1.980 EU8, (CHZCH6 )5
1 Inorganic - 4
dmm PAmn  Cy,  No. 99 Organic - 1
Inorganic
0.9359 CuPb,(6H),Cl, 1.0635 PbTidg
0.9365 CuPby( gH),Cl, 1.3873 BiNa
Organic

0.5851 Kth(CN )503H26
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2 Inorganic - 3
dmm P4bm Cay No. 100 Organic - 0
Inorganic
0.3198 BagTiNbgbs, 0.8711 NH,NO3

0.7071 LiCleH 6

Organic
3 Inorganic - 0
4mm Pdcm  Cz,  No. 101 Organic -0
4 Inorganic - 4
4mm P42nm C4v No. 102 Organic -1
Inorganic
0.5192 RegV 0.6750 [(NH3)5Co-8,-ColNEy )5 1(N3)
0.5205 U 0.7089 [(NH3)5C0 [oNHL(NO3)
Organic
0.3245 C/H,,0,Se
5 Inorganic - 1
4mm Pacc C4v No. 103 Organic - 0
Inorganic
1,0453 TaTe,
Organic
6 Inorganic - 0
dom Panc C4v No. 104 Organic =~ 1
Inorganic
Organic
1.657 [ N(CH3),(CyHG), 1,SnClg
7 Inorganic - 0
Amm P42mc C4V No. 105 Organic -0
8 Inorganic - 0
4mm Pdjbc  Cp, No. 106 Organic -1
Inorganic
Organic

00,8791 C3H,;S4
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9 Inorganic - 7
4mm L4mm Cyy No. 107 Organic - 2
Inorganic
0.7514 BgH, 1.0071 AuzCd
037605 CogGe, 1.0753 H3NBzH,
0.6374 HCN 3.1998 BiCd@,Br
0.9606 HNeBH,
Organic
0.4059 (Pt{CHNH,),Cl,)(Pt{C,HNH, ), )CL 04,6 0.937 HCN
10 Inorganic - 2
4mm Taem G, No. 108 Organic - 0
Inorganic
0.6151 SrBr2 1.3479 KCuFg3
Organic
11 Inorganic - 5
4mm I4lmd C4v No. 109 Organic - 0
Inorganic
2.2036 AngSa 3.4127 NbP
.2826 AsNb 3.4170 PTa
3.3913 AsTa
Organic
4 I4,cd  ¢22 No. 110 Inorganic - 2
mm 1 Ay Organic -2
Inorganic
0.6784 Be(BH, ), 1.0834 Li,B,6,
Organic
3.5369 C,H.N 4,077 CgH, 63
i2m — 1 Inorganic - 4
im2 P42m D2d No. 111 Organic - 0
Inorganic
1.0000 CdInZSe4 1.0161 LizMnP,
1.0090 CuyHgI, 1,0824 Na2A1264
Organic
i2m = ? Inorganic - 2
im2 Pd2c Dy No. 112 Organic -1
Inorganic
1.0792 Pd,Se 1.0930 Pd,S
Organic

1.1300 CpogH,gSi
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12m . P 3 . Inorganic - 28
imo2 P421m D2d No. 113 Organic - 4
Inorganic
0.5969 NH,Cl6, 0.6602 CaPrAlz6,
0.6134 (PCL,)NICly) 0.6616 CaPrGa8,
0.6227 SrpyFeSiy6, 0.6620 CalaAl;6,
0.6355 Sr,NnSi,6, 0.6620 CaNdGaz6,
0.6373 Ca,ZnSi,é, 0.6622 CaSmGa368.
0.6398 Ca,MgSiy6, 0.6632 CayAl,Sie,
0.6434 BayFeSi, 0, 0.6650 CalaGaz0,
0.6442 (Ca,Na)(Mg,AL)(Si,Al),6, 0.6680 CuzSe,
0.6462 Bay,MnSi,6, 0.€693 LiNajBe,Fo
0.6463 SrpZnSiy 6, 0.6743 CayBeSiy8,
0.6554 CaYAl36, 0.6813 BayAl, Sig8,(08H,6
0.6563 PbyZnSiy0, 0.6908 Ca,MgSiy 6,
0,6576 CaSmAl36, 0,7082 NH,Cu(NH3)g(Cl6,)3
0.6599 Ca,Al,Sid, 0.8451 Csy( U8, ),(80, )3
Organic
0.5137 [(CHj);se]cle, 0.8324 6C(NH; ),
0.6318 N(CH3),ICl, ] . 0.8759 (CuHg)RNCL
i2m — 4 Inorganic - 9
3 P4 D . 5
4m2 21c 2d No. 114 Organic - 29
Inorganic
0.4500 ZrdC1l,e88H,0 0.7508 NH,BeAs6,
0.4504 ZrOBr,e8H,6 0.7533 Agp(NH3 ), S0,
0.4676 (NSF), 1.1756 P,SgBr,
0.5479 (Sef3), 2.0000 CugFeS,
0.7469 NH,BePd,
Organic
0,528  POM(C Hg), 0.8270 [(CH3)4CS ]3SieSCgHg
0.540  Pb(CgHg), 0.8284 [(CH3)3CS];SiesC3H,
0.544  Pb(CgHg), 0.8297 [(CH3)3CS]3S1eSC, Hg
0,561 Sn( CgHg )y 0.830 GeSu(C4Hg ),
0.590 Ge(CgHg), 0.830 SiS,(CyHg )y
0.613 ((CH3),8i6)4 0,830 SnS, (CLHg ),
0.6193 {(CgHy (N)PF, ],Ni 0.8321 CzH,N,0835
0.627 S1(CgHg ), 0.9390 C,H,6(6H),
0.6524 [NAs(CgHg), ], 1.0976 (CH),Sg
0.665  C(CgHg)y ) 1.1770 [Cu(NCeCH,CH,CH,CN), IN63
0.6732 CgH, gNeHBr 1.336 Ci0Hie
0.6918 CgHy jCuNS, : 1.3739 C3HgeFe(CH8)3NE5
0.7143 C(CH 6NE;,), 1.3802 CzHgeFe(CO)3NO3
0.7840 (C;HgCuCl), 1.4363 Mg,Brgded(CyH, 46)
0.8141 C(SCHy ),
imz — 5 Inorganic - 3
3 P . 9a
42m m2 Doy MNo. 115 Organic - 0
Inorganic
0.7014 Pb,6F
29%2 1.0115  Bay Bi,(q.,)93-x
0.8013 Ni3Tep
Organic
Im2 5 6 Inorganic - 5
7 P . .
i2m fez Dpq No. 116 Organic - 0
Inorganic
1,6064 Ru,Sny 3,1823 Mn,Si.,
1.9327 KTaFg 8.1756 Gay4Rh;

1.9402 KNbFg
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Inorganic - 2
Organic -0

Inorganic
0.7280

Organic

Bi @&

273

0.7454

Inorganic - 16
Organic - 0

Inorganic
0.7829
0.8032
1,0100
1.0200
1.,0300
1.0300
1.0350
1.0353

Organic

ZnSh266
Os8,Si
Ga3Rh
InzRh
GazIr
IngIr
CoGay
InzRu

1.0400
1.0400
1.0500
2.,4399
8.723%
9.0241

GazRu
Gaz0s
FeGa3
GaglIry
Mn;; Si)g
Cry1Geqyg

10.6130 Gep Moy
14,1540 GexyVy,

Inorganic - 2
Organic -0

Inorganic
1.,0856

Organic

LisNaAlel2

3.8827

AngTe2

Inorganic - 3
Organic -0

Inorganic
1.3404
1.5585

Organic

Be564Q4HZG

Eu35165

1.9809

3Hn2630Mn5163

Inorganic - 30
Organic - 5

Inorganic
0.4846
0.4869
0.492%
0.5044
0.5070
1.1316
1,1343
1.1386
1.1418
1.1593
1.1€22

MOSP
513V5
Nhssis
Cs3Tabg
K3Cr68
K30r68
Rh3Taﬂe
K3NbOg
K3Tabg

1.2229
1.9354
1.9455
1.9547
1.9€43
1.9673
1.9716
1.9728
1.,9732
1.9770
1.9783

(NH, )3Nbfig
CuZHgGeSe4
Cu,CdSnS,
Cu2HgSnS4
CuFeSnS,
CuyZnGeSe,
CuzAsS,
Cu, CdSnSe,
CuZHgSnSe4
CuzlnSnTea
CuzAsS,
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H2n DY No. 121 (continued)
Inorganic {continued)
1.9824 Cuz(As,Sh)s, 2.0000 Cu3SyS,
1.9929 CuzﬂgSnTe4 2.0000 Cu2(Zn,Fe)SnS4
1.9960 CuaZnSnSA 2.0004 CuaFeSnSea
1.9961 Cuy,ZnSnSe, 3.9105 LayMobg
Organic
0.6472 NaB(CgHg), 0.7195 RB[B(CHg), ]
0.7031 EB(CgHg), 0.7453 CsB( Cg Hg )y,
0.7189 NH,B(CgHg),
3 12 Inorganic - 59
izm 2d Dy No. 122 Organic - 8
Inorganic
0.4540 UFg 1.9093 AgyInyS,
0.7721 P(CN)y 1.9162 AgInSe,
0.9080 SrH,Ged, 1.9167 ZnCl,
0.9177 Hg(CN), 1.5206 AgInS,
0.9154 H@(CN), 1.9335 P,SiZn
0.9338 KH,Pd, 1.9340 P,SiZn
0.9373 KHyAs0, 1.6419 As,SiZn
0.9381 KH,Pd, 1.9443 CuAlsSe,
0.9388 KHyAs0, 1.9567 As,CdSn
0.9394 _ KH,A80, 1.9574 CuGaS$,
0.9604 RbH,PO, : 1.9589 CuGaS,
0.9862 CsHpyAsS, 1.9600 CuGaSe,
1.0039 NH,HAs6, 1.,9607 AgInTe,
1.0065 (NH4)H,PS, 1.9616 CuAls,
1.2859 CuRhjp8, 1.9656 CuFeS,
1.2881 CuCry08, 1.9665 As,GeZn
1.5517 LiB6, 1.9707 GeP,Zn
1.5648 LiPN, 1,9731 CuGeS,
1.€084 siS, 1.9752 CuAlTe,
1.6684 GeS, 1.9777 CuyFeyS,
1.7845 AgyGayS, 1.9870 CuGaTe,
1.8016 AgAls, 1,9942 CuTlSe,
1.8049 AgAlSez 2.0007 CuInSez
1.8198 AgFeS, 2.0010 CulnTe,
1.8215 AgGaSe, © 2.0018 CuTls,
1.8371 CdP,Si 2.0025 CulnS,
1.8787 CdGeP, 2,0047 CulnS,
1.8790 AgAlTe, 2,0054 CulnsS,
1.8883 Asp,CdGe 2.0849 (ni,w)a_nelz
1.8988 AgGaTe,
Organic
0.6550 Rh(CH),ClL 0.9215 €4 HzoN,
0.7721 P(CN)y 0.9255 CuHpogN,Ni
0.9177 Hg(CN), 0.5270 Cu H,gN,Pd
0.919 Hg(CN), 0.9308 C4 H,ogCuN,
422 1 Inorganic - 56
B P4/mmm Dy No. 123 Orga?n.c e
Inorganic
0.5824 KdeCI4 0.8453 CdPd
0.5887 K,PtCl, 0.8644 CuTi,
0.5891 K, PtBr, 0.8730 AgZrg
0.5908 K,PtCl, 0.9092 CuTi
0.5913 (NH, ),PdCl, 0.9095 HgPt
0.6674 CrShd, 0.9096 CuTi
0.6677 CuzSe, ’ 0.9142 CdPt
0.6688 MnSh64 0.,9727 CoPt
0.7064 Nb,o 0.9879 PbZrog
0.7529 HBE, 0.9934 AgTi1
0.8160 PdZn : 1.,0000 Nag¥gFy,

0.8243 RbN4 1.0098 BaTid3

J. Phys. Chem. Ref. Data, Vol. 6, No. 3, 1977



CRYSTAL DATA SPACE-GROUP TABLES 763

Inorganic
1.0117

1.0514
1.1291

1.1485
1.2144
1.2272
«2418

-

Organic
1.452

(continued)
ALTi

CsNH,,
Pdy 1ME&g, g
PbU

Ba( U6, ),(FY, ),e10H
HgPd

PbTh

Al goMny 13
FeNNi

AuCu

HgZr

CuZn

HgTi

Mng 5P %0 ,35
CoPt
Fe(NH4)QSbCl

29

12

Cul SC(NH; ), ]5CL

1.4132
1.4847
1.,7224
1.7293
1.7320
1.7645
1.7692
1.8075
1.9106
1.9387
2.0121
2.0189
2.,273%
2.3746
2.4007
2.8069

[Fe(H;8),Cl; ]SpClge4H,08
K,NaMnFg
NH,GaF,
KALF,
RLALF,
TUALF,

NH, ALF,
NaAlF,
FeSij,

Crpy W
Thy, 25Nb03
U(NbO3 )y
Zr3Sy

KCug Sz
RBCu,Sy
AgTi

Inorganic - 3
Organic -1

Inorganic
1.7€15
1.7647

Organic
2.36S6

836208526
Sr0,e8H,6

2(Nﬂ3)2PbOIISC(NH2)2

1.7717

Ca62O8H26

Inorganic - 3
Organic -0

Inorganic
0.3783
0.8964

Organic

HgzSby1,
PPt

1.7369

Bel,

Inorganic - 4
Organic -1

Inorganic
0.7451
0.7569

Organic
1.4637

Calo(lg.Fe)2A14519634(GH)4
Ca; oAl (Mg,Fe )51 405,(0H),

(CH3)85186e

0.7632
1.4964

CaygMepBeSiy 741, 097,
Ag[ Co(NH3 ), (N8, )

Inorganic - 45
Organic - 3

Inorganic
o.1712
0.2986
0.2597
0.3003
0.3120
0.3124

MogO,,
In4T13
Ga5V2
Gasvz
Ko.475%93
KO.SOFer

0.3203
0.4033
0.4224
0.5056
0.5162
0.5190

Hgssz
Pt(NBH3),Cl,0H,6
Pd( NH3z),Cl,®E,0
GaZNb3
Be,Nby
Al,Thg
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P4 /mbm Dih No. 127 (continued)

Inorganic {(continued)

0.5231 Ge,Thg ’ 0.5661 B,Lu
0.5276 BpV3 0.5662 B, Y
0.5304 ByNby 0.5666 B,Gd
0.5308 Si,Thy 0.5668 B,Th
0.5314 B,Taj 0.566S B,Dy
0.5321 SiyUg 0.5673 B,Sm
0.5419 (M3)B, 0.5677 B,Ce
0.541% Pn,Cl,Co5 0.5678 BLEr
0.5430 B,Gd 0.5682 E4Nd
0.5437 (M3)B, 0.5708 ByTb
0.5572 CezSi, 0.5736 ByHo
0.5605 B,Tb 0.6180 GepThy
0.5615 B,U 0.7189 K3SiF,
0.5653 B,Er 0.7270 (NH4),SiF¢eNH4F
0.5654 B,Y 1.0862 Fb,Br,Coy
0.5656 B,Ho 1.0881 PbyCl,yCo3

0.5658 B4Dy

Organic
0.542  Pb,Cl,CO5 1.088 PbpClpCoy
1.086 Pb,yBr,Cog

422 6 Inorganic - 13
mmm Pa/mnc Dy No. 128 Orgagic -0

Inorganic

0.7097 Cu(NK3 )AP’CC'I,4 1.4565 (NH, )3ScFg

0,7187 Pt(NHz),PtCl, 1.4843 NagAlzFg,

1.3465 EgNaCl,y(S;6¢), 1.7556 Ca,KFSigt,,e8H,6

1.4268 H,SiW,,6,,031H,0 2.3386 Al;CuyFe

1.4326 HgBW;,0,,031H,6 2.3405 Al,CoCuy,

1.4375 (NH, )gBW; 26, ,026H,6 2.3469 Al,CuyFe

1.4528 (NHy )3InFg

Organic
422 ic -
EE P4/mmm D) No. 129 bropgante - 169

Inorganic

0.6657 Na,B.6,Cl,e4H,6 1.2650 KU6O,As6,04H,6

0.6669 NH,SH 1.2687 Snd

0.6717 NH,Br 1.2714  (K,Ba )(UG,)(P6,)e3H,0

0.7071 NH,I 1.2882 (UG, )BPE,e4H 8

0.7098 NH,Br 1.2540 (Bi,Pb),65

0.7099 ND,Br 1.3687 FeS

0.7245 PH,Br 1.3890 YOF

0.7393 Li Wo3 1.4268 LadF

0.7422 Nag, (W63 1.4433  ThNg oF, 3

0.7457 Wy 1.4656 FeSe

0.$532 Biln 1.4673 K,NboFg

0.9546 Biln 1,5258 Cu,Sb

1.0426 LizUF, 1.5377 Cuyp gTe,

1.1918 UG,HA86,04H 6 1.5430 AgCuSe

1.2070 Ca(Ud,),(PY,),06H,0 1.5748 AsCuMg

1.2070 Ba(U6,),(P8,),08H,6 1.6029 NigTe,

1.2111 Ca(U6;),( PO, ), 02-6H, 6 1.6079 Mn,Sb

1.2212 LigHE ' 1.6253 BaHBr

1.2219 NaU®@,As6,04H,0 1.62S4 BaHI

1.2222 Cu(U8;),(As6,),08H,6 1.6341 BaHCl

1.2248 Ba(UY; ),( PO, ),06H,6 1.6442 FeTe, o

1.2253 Ca(Ud;),(As6,),08H,6 1.6468 AsFe,

1.2275 NH,(U6, )(As6, )e3H 6 1.6613 Bi6F

1.2291 HUG,As0,04H,6 1.6616 Bi6F

1.2384 Cu(UY;),(As8, ) 080,68 1.6659 AcOCl

1.2468 Na(U6,)(PO,)e4H,6 1.6662 AsMn,

1.2471 Cu(U6G, ), (P8, ) ,08H,6 1.6710 La6Cl

1.2637 FPbd 1.6743 Ce6Cl
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Inorganic {continued)

1.6757
1.6811

1.6829
1.6878
1.6879
1.6885
1.6891

1,.6902

1.6921

1.6927
1.6532
1.6933
1.,6950
1.6959
1.6%59
1.6978
1.7028
1.7128
1.7135
1.7145
1.7331

1.7336
1.7382
1.7388
1.7390
1.7396
1.7419
1.7498
1.7518
1.7528

1.7628
1.7647
1.7754
1.,7775
1.7816
1.7888
1.7918
1.8093
1.8158
1.8332
1.83°21
1.8709
1.8747
1.8824
1.8879
1.8921

1.8941

1.8967
1.9040
1.9221

1.9332
1.962¢9

Organic
0.3884
0,708
0,711
0.713
0.7170
0.7240
0.836
0.8452
0.8672
1,0579
1.136
1.186
1.711
1.71¢9
1.751
1.8747

Nd6C1l
Frdct
ThNC1l
SmeC1l
NdoCl
EuéCl
GdoCl
Yecl
TbhECl
DydCl
PudCl
Yocl
AmBC1l
Er6Cl
Ho®Cl
SrHC1
Thgs
UNC1l
SrHBr
U( NH)CL
CeSF
AcOBr
ThoSe
LaSF
EuSF
Npos
uves
Pads
AsCry 74Feq,26
AsCr2
POFCl
AsCr2
LadBr
ZrS
CaHC1l
U6Se
AanSi4
CedBr
PbFBr
Th6Te
PrdBr
UdTe
RbHCZ
PuGBr
NdOBr
BigCclt .
CuTi
NdoBr
AgZr
Big( 6H,Cl)
SrHI
KHCZ

[(CcoRg) NCS; JoNL
(CH3 )4 NNn6,
N(CHz),Cl
N(CH3z ), Br
(CHg ),NCl8,
N(CH3),I
CH3NH3Cl
(CH3 )3Pe®BH3
C HgCL
C3H,NH3I
C3H,NH3Br
C3H,NH5CL
NaOCHz
NH3CH3Br
NH3CH3 I
RBHEC,

2,0022
2 .0040
2,0140
2.0161
2.0192
2.0283
2.,0401
2,0426
2 ..0461
2.,0482
2,0505
2,0526
2.0533
2,0536
2.0€28
2 , 0669
2.0837
2.0888
2.0986
2.1071
2.1123
2.1254
2.1302
241473
2.1505
2.1627
2.1776
2.1954
2.1963
2.2026
2.2115

2.2121
2.2243
2.2247
2.2318
2 .2684
2.2729
2.2012
2,2934
2.3083
2.3089
2.3581
2.3672
2 .4282
2.4444
2.,4719
2,.5729
3.0833
3.5858
4,4569
5.2210
5.3001

1.9629
2.075
2.130
2.1641
2.167
2,220
2.327
2.559
2.6118
2.6621
2 .8551
2.898
2.0084
3.1940
3.5858
3.8355

SmOBr
Bizv
LaTey
PudSe
PuS, o
LaTe,
Eu@Br
Eu®Br
szU
Sb,U
CaHBr
Aszﬂ
UNBr
As,U
BioBr
NdTe; g
GdAOBr
BBe4
As,Th
Sb,Th
ThéBr
DyGBr
NaHC2
YOBr
HoOBr
Er0Br
TmdBr
YbOBr
CaHI
Ladl
ZrGeS

YbOBr

ZrGeTe

Lu®Br

ZrGe Se

Pudl

ZrSis

Bi9I

SmoI

UNI

ZrSiSe

TmdI

YbOI
Ba(UGz)a(P64)2OBEEG
Cu(Uﬂa)z(A564)208326
P1(UG, ),(PY, ) 08H,0
ZrSiTe

CdTi

(Ca,FNBi6)CH,
CuzTi,

Bi,Sr63Br,
Cu81263Br2

KECZ

CH3HgCl

NaHC,

Li6CHy
C,HgHgBr

CH3K6

CZHSHgCl
Na(CB3 ,2/3(63)1/3
BigedOoCH
C24H18

C635Egl

CyH, HgCl
Ceﬂsngcl
CBSCGGOGBl
(Ca,F)( Bi€)Co5
316006002H5
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Organic (continued)

4.252  C,HygNH3CL 5.423  CygHpy NH3I
4.,4615 Bi9JedOCC3H, 5.880 CyqHEpgNHZI
4.575  CgH;,NH3I 6.031  Cy HpgNH3I

S.128 Bige@odCC, Hy

422 8 Inorganic - 26
mmm P4/nce D4h No. 130 Organic - 2

Inorganic

0.6842 CuBi,@, 2.4596 (Rb,H36 N UG, )(AsO, )e3H,d

1.2867 Sr(6H),88H,6 2 ,4615 Bz6( U6, )( AsO, )®3H,0

1.5460 Sr3Sifg 2.4848 (Na,Hz8)(UG, )( PG, Je3H, ¢

1.9600 BagSiy 2.4914 (K,H36)(U6,)(As6,)e3H,0

2.,0712 CaCuSi,8,, 2.5025 B36(U8, )( PG, )e3H,O

2.1126 CuSrSi, b 2.5168 EK(B3z6)(UG,A86,),06H,6

2.1414 BaFeSi,6;, 2.5259 K(U8,)AsC,03H,6

2.1578 BaMgSi, €, 2.5308 NH,(U6,)(As6,)e3H 0

2,1653 BaCuSi, €, 2.5434 (K,H36)(UG, (P, )e3H,6

2.3961 Ag( UG, )(AsO, )e3H,0 2.5625 (Rb,H36 N UG, }(Pd, )e3H,6

2,4376 Ag(UC, )( PY, )e3H, 68 2.,5766 (NH, )(US, ) PO, )e3H,6

2,4472 (Hz6,Na)(U6;)(As0,)e3H,08 2.6290 (Hg®,Li)(US, (PG, )e3H,6

2.4566 (H3@,Li ) UG, )(AsO,)e3H,0 3.0549 MogClg(Cl,e2H,6)e6H6

Organic

1.0236 Pt(C,HNH, ), ®Pt( C,H-NH, ), Br,®Br, 1.3763 (CHgz),NeIlé&,
422 9 Inorganic - 7
RN P4,/mmc D No. 1 g3
mmm 2/ ¢ 4h 31 Organic -1

Inorganic

0.8599 SrPbF, 1.7566 Ptd

1.2754 CTh 1.7579 PtS

1.2770 C,Th 1.7607 PtS

1.7546 Pd®

Organic

1.275 ThC,
422 10 Inorganic - 2
R P42/mcm D4h No. 132 Organic - 1

Inorganic

1.4660 AgUF, 1.8269 NH,CN

Organic

1.827 NH, CN
422 11 Inorganic - 2
r—n r_n l'—l'l P42/an D4h No. 133 Orgam'c -0

Inorganic

0.4571 V3S 1.4785 (Mn,Ca,Zn)Tey8g

Organic
422 12 Inorganic - 6
momm Pdo/nnm Dy, No. 134 Organic - 1

Inorganic

0.5651 By Ni 0.8112 AlB,,

0.,5801 B 1.0682 CuSn(8H),

0.8110 Al3B,,C, 1.4565 NH AS(Nod,)3e2H,6
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CRYSTAL DATA SPACE-GROUP TABLES

Organic
0.8110

Al3B,,C,

Inorganic
0.6047
0.6473
0.6837
0.6873
0.6885
0.6892

Organic

CuAs, 0,
NiAs, 0,
FeSb264
MnSb 6,
FeSb,0,

Inorganic
0.3643
0.5115
0.5138
0.5164
0.5176
0.5176
0.5177
0.5189
0.5192
0.5209
0.5216
0.5221
0.5230
0.5237
0.5324
0.5700
0.5741
0.5768
0.6136
0.6203
0.6344
0.6345
0.6358
0.6377
0.6387
0.6396
0.,6423
0.6432
0.6438
0.6441
0.6443
0.6447
0.6452
00,6464
0.6479
0.6481
0.€6481
0.6489
0.6489
0.6503
0.6507
0.6507
0.6508
0.6509
0.6511
0.6513
0.6515
0.6516
0.6521

NbﬂC13
MnTi
NaK(Ca,Mg,Mn )AL, Si 6,  BH,0
CroFeg
Coy3Cry 7
Niy V4
CroRu
CoCr
MoRe
ReW
Alez
FeMo
C02M03
(Fe,Mo)
AITaZ
wd,
Mod,
Bed
NTi2
Nh62
Vo,
Rhve,
TlNh64
8162
Fe(Nb,Ta),8,e5Ti6,
RhVE,
RhNDO,
RhNbE,
Tig,
Tive,
Ti6,
RhTad,
CoNb B ¢
NiNb O
VNb O,
CrNbé,
FeNb6,
AlTed,
(Fe,Mn )(Ta,Nb),0¢
CrTaﬂ4
Geﬂz
Mn62
VTeﬂa
Tad,
FeTad,
FeSbG4
FeTag,
FeNbd,
Mnﬂz

No. 135 Inorgqnic -1
Organic - 0
0.6961 CoSb,6,
0.6972 ZnSb,8,
0.6995 M@gSb,6,
0.7078 NiSb,6,
0.7225 Ph,Sné,
No. 136 Inorggnic - 112
Organic - 4
0.6527 GaTal,
0.6547 TiTad,
0.6559 FedF
0.6565 AlSbd,
0.6595 MgF,
0.6599 Crd,
0.6601 GaSbd,
0.6601 MgFy,
0.6620 NiF,
0.6620 (Sn,Fe)(8,8H),
0.6631 NiF,
0.6646 CrSbo,
0.6653 ZnF,
0.6662 ZnF,
0.6681 Shve,
0.6687 MgH,
0.6690 MgD,
0.6654 Shveg,
0.6710 (Sn,Fe,Ti,Ta,Nb)d,
0.6724 Snd,
0.6738 RhSbO,
0.6772 CoF,
0.6792 MnF,
0.6797 MnF,
0.6801 CoF,
0.6827 Phd,
0.6838 PdF,
0.68%6 Rud,
0.6518 Rud,
0.6957 FeF,
0.6993 Ir@,
0.7046 FeF,
0.7073 ©sd,
0.7871 Te®,
0.8882 Li,Sra
0.,9123 Zn22r3
0.9165 Al Hf,
0.5172 Al,yZrs
0,9268 Al,Y4
1.0000 (NH, ),CuBr, ®2NH
1.0243 Rb,CuCl, e2H,0
1.0407 Cs,CuCl, 82H,6
1.0484 (NH,),CuCl, e2H,8
1.0539 (NH, ),CuBr,®2H,6
1.0577 K,CuCl,e2H,6
1.0576 (NH, ),MnCl,e2H,6
1.8129 PH(NH3),Cl,
1,9362 NiTay6,
1.9366 CoTayfg
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P42/mnm Diﬁ No. 136 (continued)
Inorganic (continued)
1.9410 (Fe,Mn)(Ta,Nb )206 . 1.9785 Zn( Sh63 )2
1.9532 MgTay6g 1,9827 NiSh,6¢
1.9572 Al,Tefg 1.9828 ZnSbybg
1.9572 FeTapdg 1.9880 Fe,Tebg
1.9679 Mg(Shoz), 1.9892 FeSby0g
1.9758 GayTebg 1.9892 MNgSbybg
1.9780 CryTeb 1.5935 CoSbydg
Organic
1.1938 CygH, 1.2712 Cg4Hg
1.2536 CgHy oCl, 2.1246 P,CLl,S,N,(CH3),
Inorganic - 12
1tz Pdp/nmc  Dgp  No. 137 Organie < - 14
Inorganic
0.6737 B,Cl, 2,7174 2nl,
0.9234 H,6 2.8200 Hgl,
1.4041 Cd3P, 2.8368 Hgl,
1.4141 PyZng 2.8548 Hgl,
1.4142 AspCdg 2.8555 CupyHgl,
1.4478 Zr6, 2.8649 ZnCl,
Organic
0.5417 LiAU(C,Hg), 0.7424 (HgOSi(CHgzl, ),
0.6334 (PCF3), 1.6586 [(CyHg),N],NiCl,
422 16 Inorganic ~ 3
dez P4, /em Dy No. 138 Organic - 0
Inorganic
0.7150 c12 3.,1563 Aul
1.2285 NH,NO,
Organic
422 17 Inorganic - 215
nEom 14/mom Dy No. 139  organic - 22
Inorganic
0.1897 WV,8,__ 0.5871 Bey,Co
0.3618 V,Zng 0.7101 EBezCagAlSigd,q( 6H)eaH,0
0.3779 (Cu,Tl,Ag),Se 0.5406 AgBrds
0.4693 PtgTi 0.9585 Mog oUp g
0.5368 Cu(NH3),( CuCl, ), eH0 1.0000 T101404NH3
0.5410 HgTls, 1.0089 TayH
0.5514 Cu(NH3),(CuBr;,), 1.0549 FeN,
0.5664 Mny,Th 1.,0724 [(NH3),Cl, Pt ]Cl
0.5727 Bey,W 3TaTr2 2
. 12 1.0996 FegN
0.5734 AlgCeFe, 1.1366 K3TLClge2H,6
0.5752 Mg, Nd 1.1476 RbzT1Br 01.143H,6
0.5772 Bey,Cr 1.1798 V38, g3,
0.5773 Bey,Nb 1.2519 K,68s86,C1,
0.5783 Mgy Pr 1.3211 Mn
0.5787 Bey,V 1.3315 Pu
0.5818 Be;,Ta 1.3467 Ni
0.5823 Be;pMNo 1.3766  Cdy oZry 4
0.5835 Be,Fe 1.4194 Ca3YFg
0.5845 YZn,, 1.4197 Ca3TlFg
0.5848 AlgCeCu, 1.4347 Rb3T1Fg
0.5849 Bey,Mn 1.4351 RbzYFg
0.5861 HoZn,, 1.4513 CasAuAuCly
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Inorganic (continued)

1.4677
1.4919
1.5203
1.5607

1.6045
1.6071

1.6159
.6208
.6253

6309
L6374

.6401

6557
1.6580
1.6610
1.6675
1.667S
1.6706
1.6714
1.6723
1.6727
1.7023
1.7042
1.,7910
1.7574
1.8451

1.8907
1.9590
1.9774
1.9774
1.9847
1.5926
1.9532
1.9588
2.0000
2.0000
2.0000
2.0153
2.0264
2.0362
2.2264
2.2364
2.2372
2.2673
2.3091

2.3105
2.3164
2.3256
2.3259
2.3598
2.3618
2.3871

2.3873
2.4176
2.4212
2.4220
2.4233
2.4233
2,4253
2.,4413
2.4422
2.4472
2.,4522
2,4533
2.4566
2.4592
2.4736
2.4747
2.4831
2.4898
2.4544
2.5041

2.5059
2.5062

e e e e

KBYF6
Cs,AgAuCle
In

Ga

BaC2

Tl

XeF2

CuyPb,Clg0,e5H,0

CoSr
CoNd
Csd,
CoCa
CyLa
RbO,
X8,

K6,
CoPr
C2La
CZCe
Ca&z
CZNd
(Y
Cc,U
Baﬂz
Bnﬂz
Srﬁz
PbF4
SnF4
NazHfF,
Nassz7
NajPaFg
Na3TbF,
3Mn2630un8163
NbF,
NbF 4
NajUF,
Na; UFg
Pd3V
PtyV
NigVv
AlzTe
AlTi
AlzND
AlHT
IngZr
A14Sm
Auy Zy
GeleaTh
Al ,La
HgZIZ
BaGa,
ngBrZ

K4(RuyCly o8 )eH 8

CoZGeZTh
Ga,Sr
Ga,Yb
NbPg 95
Pg.csTe
EuGa,
ThZng
CuzGezTh
Hg,Cly
MoSi,
512w
MoSi,
Al,Ba
GeyMo
CaGa,
Al,Sr
Au,Ti
FeaGezTh
Ang
A13CeCu
K4Re2601100526

2.5063
2,65233
2.5287
2.5550
2.5529
2.6342
2.6350
2.6770
2.7730
2.8078
2.8385
2.8696
2.8790
2.5078
2.9518
2.5574
2.,9781
2.9789
3.0219
3.0662
3,0832
3.0959
3.1038
3.1287
3.1328
3.1336
3.1352
3.1541
3.1830
3.1974
3,2078
3.2091
3,2106
3.2114
3.2131
3,2172
3.2297
3.2359
3.2441
2,2448
2.2474
3.2487
3.2532
3.26641
3,2785
3.2797
3.2820
3.2916
3.3059
3.3062
3.3213
3.3248
3.3333
3.2350
3.3358
3.3465
3.3469
3.3545
3.37€6
3.3767
3.3802
3.4242
3.4390
3,4555
2,5102
3.5393
3.6640
3.8617
3.5476
3.9608
4,0000
4.2951
4.3006
4.3159

NiyTa

PdZZr

Aly gBey pCe

Au,Mn

Al,CeZn,

AlyCeGay

CrzGezTh

GeZMnZTh
AL(UG, ) H(PO, ) ,®16H,0
Mg(U€, ),(As, ), 85 -10H, 0
Mg( U6, ),[ (P, _ As )6, ],010H,80
l(oU2

Cu( U6, ), (As6, ),810H,8
Cu( U8, ),(PG,),08H,0
Ca(UG8,),( PG, ),010.5H,0
Cu(U6,),(PO,),012H,6
HgF
Cn(UGZ)Z(P64)2010-12H26
K2064

KZCuF4

BnZPbﬂ4

BayP b,

SrZSnﬂ4

BisNuﬂaclz
(LiBiz)8,Cl,

RbZCuF4

KZFeF4

PthﬂZCI

Rh2U6¢

Bl3Na84Br2

B"'Zei*l-x

Cs,CdCl,

K>CoF,

Ba, Sn0,

BapSnd,

BizL i6,Br;,

BaBlﬂacl

Rby ZnF,

Sr2T164

BaBi€,Br

Sr2T164

KoZnF,

T1,CuF,

KZNIFA

SroMo8,

Srzl(ne4

LasNi6,

Caaln64

RbZCoFa

K ,MgF,

SryIr6,

Pb,6,Cl,

LaSrAlG4

CdBlGZI

B13Naﬂ412

Perz

Bizlig, I,

Rb2N1F4

(NH, )oNiF,

Cs,U6,

SrZFe63F

CuZr,

Tl,CoF,

KoNbO3F

T12N1F4

Bi 6 ,Co4

CuTi »

B12Pd

RhSn,
PbgCugAg3Cl, 1 (0H) (@K, 6
AgTi,

Bi,Ti6,F,

AlgHT

Alzzr
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14 /mmm Diz No. 139 (continued)
Inorganic (continued)
4.3364 BiyNbOgF 7.2051 Sr,Tizfg
4.3458 Bi,Ta0F 7.2072 CayMn38;,
4.6841 CdTip 7.2379 Bi3zSr8,Brj
5.1210 KzFe,Fy 7.9033 BizSro,13
5.2227 KgZnyF, 8.5473 Bi,Tizf;,
5.2256 Sr3Tiy6, 8.8571 Bizd,
5.4541 Bi; _gCdy 559,Cly 9.3154 Big,, Cd, 5 6,Cl
5.5658 Bi; _gCa; _p506,Cl; 9.3546 Biz,, . Ca,_3.6,Cl,
S.7194 Biy gg5Cdy 39,Br3 9.9079 Bl3ozxcd2.3xegn"5
5.7579 CaBiy0,(Co3), 10.8705 BaBi,Ti,©, o
6.3706 Cu,Tij 13.0815 Big,, Cd,_3 6.Cl,
6.8532 BizSrd,Cly
Organic
0.6486 (CgHgNH)HReBr, 1.7023 UCc,
0.9743 C(SCH3), 1.7042  UC,
1.1018 CL(CH;),Br, 2,809 TU(CH3),1
1.605  BaC, . 3.083  Tl(CH3),Br
1.625  src, ’ 3,094 Cs6C»CHCs
1.631 NdC, 3,157 RbHECECORDb
1.6401 CacC, 3.247 K6CaCOK
1.6557 LaC, 3.267  TUCBz),Cl
1.6679 PrC, 3.3396 (CHg),SnF,
1.6706 LaC, 3.4126 NadCsCONa
1.6714 CeC, 3.539  Bi,€,Coq
1.6727 NdC, S.7579 CaBiy8,(Cd3),

42 18 Inorganic - 99
aez 1a/mem D No. 140 orange© T %3

Inorganic
0.4921 BFe, ,Si, 0.8462 InTe
0.4926 BCog ,Si, 0.8509 BNi,
0.5000 GazTag 0.8519 BW,
0.5012 GazTag 0.8542 BMo,
0.5024 NiUg 0.8595 Cozr,
0.5029 CoUg 0.8596 Sb,V
0.5030 S»Tig 0.8726 Sp,Ti
0.5056 CrgSig 0.8728 TlSe
0.5078 CrgGes 0.8729 TI1S
0.5082 Felg 0.8811 CoSc,
0.5092 NnU, 0.8820 RhSnj,
0.5094 MogSiy 1.1537 KSCN
0.5141 FePug 1.1561 KCN@
0.5153 SigWg 1.1579 KNy
0.6157 US, 1.1651 RNy
0.7445 AuNa, 1.2010 XHF,
0.7710 AuPb, 1.2305 RbHF,
0.7716 AlThy 1.2318 CsN3
0.7725 AgTh, 1.2769 CsHF,
0.7850 InTh, 1.3411 ECuFx
0.7885 CuTh, 1.4425 SivUg
0.7928 AlBf, 1.5232 IrgSi
0.8007 SiZr, 1.5358 BazSifg
0.8019 AuTh, 1.5513 GagPd
0.8025 Alzr, 1.5763 Ba,LaAl€g
0.8060 Al,Cu 1.5777 BazGebg
0.8090 PdTh, 1.5787 Cs3CoClg
0.8092 NiZr, 1.5842 BagzVeg
0.8122 FeSn, 1.5537 BazCofy
0.8155 GeRf, 1.5543 BayCrég
0.8158 AgIn, 1.5981 Ba,SrCofg
0.8162 sizr, 1.6042 SrpyLaAldg
0.8174 BMn, 1.6048 BagFetg
0.8175 NnSn, 1.6118 BazTi6g
0.8184 SiTa, 1.6125 BaLaGadg
0.8235 K&y 1.6148 Ba,LaFefg
0.8315 BFe, 1.6159 BazVog
0.8324 BCrj 1.6230 Sr,LaGafg
0.8386 FeGe, 1.6236 BapLaCofg
0.8414 BCop 1.6400 BazMn64
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Inorganic
1.7092
1.7136
1.7241
1.7322
1.7983
1.8079
1,8085
1.8200
1.8221
1.8610

Organic
0.7408
1.1537

(continued)
NH,Pb,Brg
Pby(CoCl, )C1
RbPb,Brg
KPb, Brg
KBrF,
NbgSig
Gu3Tas
Ge3Ta5
SizTag
Bzunssl

Col(Cg
KSCN

B5)2

oClﬂ4

1.8628
1.8636
1.8671

1.8819
1.8847
1.893%
1.5487
1.5487
4,5269

1,.,1561

ByFesSi
BasPh3
Ag3Cas
ByCogP
ByFegP
BoMngP
B3Crg
ByMogSi
Au7sGa7Zn18

KCNO

141/amd

Dl

4h

Inorganic - 155
Organic - 7

Inorganic
0.49€4
0.5361
0.5380
0.5455
0.5492
0.6400
0.6412
0.6439
0.6548
0.8623
0.8671
0.8688
0.8735
0.8745
0.8752
0.8753
0.8753
0.8757
0.8764
0.8766
0.8766
0.8771
0.8778
0.8783
0.8783
0.8785
0.8785
0.8789
0.8794
0.8796
0.8796
0.8797
0.8797
0.8804
0.8807
0.8811
0.8814
0.8817
0.8817
0.8819
0.8823
0.8825
0.8828
0.8830
0.8831
0.8831
0.8840
0.8840
0.8845
0.8849
0.8853
0.8855
0.8857

Ca3V8622.15H26

InSb
AlSh
Sn
GaSb
Ythll
CdllEu
BaCdlx
Tely
CaCrd,
Ve,
YP64
PO,
CaCrd,
(Y,Er)P8,
ErP6,
PrCr6,
NdCrd,
EuCrd,
GdCrd,
SmCrd,
Ndve,
THCr6,
DyCrﬂ4
CeVo,
HoCr&,
vaﬂa
YCro,
PrVG4
ErCr@,
CeVd,
CaBeF,
YVa,
Gdve,
YoCrd,
ScPO,
ThCl,
(Ta,Nb)BS,
Gave,
Euvd,
LuCr@,
TbVe,
TaBO,
Luvd,
Dy Ve,
Yvd,
Ervo,
BiVE,
ThSi6,
YOVe,
HoVd,
ThS16,
TmVe,

0.8865
0.8876
0.8880
0.8889
0.8850
0.8896
0.8907
0.8917
0.8924
0.8927
0.8932
0.8939
0.8%43
0.8946
0.8950
0.8953
0.8953
0.8955
0.8983
0.8997
0.5008
0.9012
0.5021

0.9021

0.9025
0.9027
0.9045
0.9064
0.9067
0.9098
0.9097
0.90G9
g.9110
0.5186
0.9231

1.0300
1.4142
1.4670
1.4715
1.5592

1.5707
1.5832
1.5839
1.6146
1,.,6181

1.6195
1.6211

1.6383
1.6410
1.67€5
1.6947

1.6%88
2.0187

ThBrA
(Th.U)SlG4
GdAs®,

SmAs0,
(Th,U)Si6,
PaSid,

DyAsd4
Thz(Vh, )y

YAsG,

YbAsd,

PaCl,

EuAs6,

ErAsO,

TbhAsS,

TmAs G,

Usig,

HoAs 0O,

05164

NpSid,

YPO,

PuSlea

Zrsig,

ThGed,

uct,

AmSi6,

Scvy,

NpCl4

ScVg,

315164

PaGed,

[zrsia, ]

YAs®,

ScAsd,

UGe®,

NpGe64

CuFezﬁ4

Nij56;¢

NiRh 6,
SrPb,I,07H,6
(Mn,Fe )36,
ZnHMn 9,
Zn,(Mn,Zn,S1)g0,  ®2H,0
Caln,6,
CdIn264
annzea
MgMn264
Mgun264
Mn3 9,
Mn36,
Ba0267
(Cuy_ ,,Cu,, )6,
Cdanﬂa
(NH, ), SbBrg

-X
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2.2960
3,29%6
3.3014
3.3113
3.3166
343195
3.3201
3.3218
3.3301
3.3374
3.3686
3.,3702
3.3744
3.3892
3.4121%
3.,4509
3.4523
3.4566
3.,4€22
3.4770
4.2450
5.4350
6.3793
7 .9047

1.358
2.4120
4,273

AsgNi
Al SigZry

BaCgyaH,0,
Ni(CN) eNH3
CC(NHZ)ZoNaBroHZG

Inorganic - 16
Organic 4

1.6749
1.8926
1.9937
2.0076
3.0625
3.0715
3.7562
5.5792

1.8780
1.9380

Mg(H PO, ) ,06H, 6
3Mn2030HnS163
CealngSi6, 5
A837n4

BooHye

ByoHye

PdSn,

AuzZn

Na,C,
K202

Inorganic - 4
Organic - 4

772
19
amd D
14,/ oh
Inorganic (continued)
2.,1580 LiyFey8,
2.1€10 LiFeé,
2,1659 LiIn®,
2,193 [PbNoB, ]
2,2147 LiSc6,
2,2597 NaGdé,
2.2970 PbU
2.4120 Ni(CN),eNH,
2.4131 LiYe,
2.4836 PTh
2.5121 Tid,
2.5136 Tid,
2.8341 LigBeF,ZrFg
2.8940 UGy
3.0000 Sh6,3
3.1636 SizSt,
3.1841 FEuSi,
32,2116 LaSij
3.2762 PrSi,
3.2777 GeyPr
3.2783 Ge,Nd
3.2864 Geyla
3.2879 CeGep
3.2917 GeyNd
3.2956 PrSi,
Organic
0.541 Pt(C,H O,N),
0.7225 Sig68g(CH3)g
0.8474 CzyHz3gNgNi
0.8522 C3,H3gNgNi
422
nmom 141/acd
Inorganic
0.6667 Ca(Zr,CalyZr,(Ti,Fe), 0,
1.0000 NaAlSi 6 eH,6
1.0000 CsAlSi O 0H,0
1.2778 Fey(TeOz)30xH 0
1.2803 Fe(OE)(Te 65)
1.6773 NaPb
1.8780 C,Na,
1.9380 CpE,
Organic
1,070 Ni(NCgHg),Cl,
1.2838 (CHz),C(CEGH),
1
3 P3 C3
Inorganic
0.9420 LiBO,e8H,6
0.9473 Cu,SiS;
Organic
0.2053 (CHL6C¢H, ) CeCla,
0.3405 CeHy( OH) 5
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0.3904
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CRYSTAL DATA SPACE-GROUP TABLES

144 (

Inorganic
0.583%
0.5840
0.5862
0.5901
0.5906
0.5921
0.5941
0.,5¢93
0.6013
0.€032
0.6107

Organic
0.283

0.5411
0,6211
0.7784

NaLuF,
NaYbF,
Na TmF 4
NaErF4
NaYF,
NaHoF,
NaDyF,
NaGdF,
NaEuF,
NaSwF,
NaAmF,

CioH;o%H

Cp4H,5C18,

CH, "CH-C8-NH-C6-NH-C&-C g
CH, NH,, C6H

No.

Inorganic
0.,6690
0.6702
0.6834
0.9974
0,9991
1.0241
1.0247
1.0261
1.0271
1.0313

Organic
0,183%
0.1839
0.2049
0.2432
0.2462
0.2503
0.2657
0.335

LiZave,
LlZnAsG4
Cu62n3A54512
MgSeO306H, 6
MgSeG306526
MgHPO ;06H 9
0056306526
Mgsﬂ306526
N156306H26
Ni S@3;86H,0

(CH38CgH, ) ;COHCL ;041,68
(CH30CgH, ) 3CeHBr, 4 H, 6
CHI ;@3CgH,N

(CgHg -C2C-)Sh

(C By ~C2C=)As
(CgHg~C2C=) P
(H,C:CHOCSH,N)

3CgH,( 6H),eCH6H

Inorganic
0.3693
0.4355
0.4968
0.5041
0.5049
0.5060
0.5148
0.516S
0.5568
0.6069
1.1272
1.1632
1.1748
1.3412
1.3535

AgZn

CuloSb3
CaClZOGHZG
SrIZOGHZG
SrBrZOGHZS
Calzoéﬂzﬁ
SrCIZOGHZG
Ba1206826
FeNaj(S9,);63H,9
U368

Na, 564
MgZMnCIGOIZHZG
CdNi,Cl,®12H,6
K,Pb,8i,60,
K,Pb,Si,0,

. Inorganic - 22
includes P32 No. 145) Organic - 8
0.6124 NaPuF,
0.6128 NePrF,
0.6132 NaPuF,
0.6150 NaCeF,
0.6187 K,UFg
0.,6197 NaLaF4
0.6296 Na,UFg
0.6403 Na,ThFg
1.922% Byt
2.4411 Fe,Seg
12,0850 (Mg,Al)3(Si,A1),(68,6H)(8H),
0.8468 (NH,),CSe
0.9750 C,H, 65
4,315 C3oH3gMeN, 65 0H, 06
8.1409 CyoH, 405
145 (see No. 144)
Inorganic - 20
No. 146 Organic - 15
1.0674 GagV
1.2365 CsGeCly
1.4893 Tl,S
2.1883 NaI,®3H,0
2.,3573 FeyK( 56, ),(6H)
2.9170 CrCly
4,9122 InMg3
6.7247 Fe,Fey(OH)gFe,S156,
S.73236 3CeFCH ;82CaC6e
11.7210 ZCeF053OCa063
0.5269 BiCl3@3SC(NEH; ),
0.5372 Zn,[S,P(EC,HG), ] g6
0.5487 BiCl3e(Cy,H, ,N, 6.5)
1.0829 C1gHp4N,0
1,185 (NH,C.H,);COH
9,733 3CeFCG3.2CaCG3
11.721 2CeFCH;0CaCO
No. 147 Inorgqn1c -39
Organic - 7
1.3575 R,PbyGey 6y
1.3842 PbyRbyGe 0,
1.3898 Pb,yRb,Si,6,
1.4365 CsyPbyGey04
1.4522 Cs,PbySiy6,
1.5651 Er4CugSg
1.5976 Tm, Cug Sq
1.5985 Ho,CugSgq
1.5694 Yb, CugSq
1.,6002 Y, CugSg
1.6022 Dy, CugSg
1.6049 Luy CugSg
1.6201 LuCuzSy
1.6202 CuzYbS3
1.6291 TmCuy Sz
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P3 Céi No. 147 (continued)

Inorganic (continued)
1.6344  ErCugSy 1.9239  Ca,$i,6,,eH,6
1.6380 HoCuzS3 1,9570 [0514K(8124660)(GH)SOSHZG]
1.6391  YCugSy 3.3333  MgNa,y(CO3),

1.6402  DyCugSy 7.9066  NW,

1.6414  ThCugSy
Organic
0.2545 CgH, (OH), 0.8679 (CH3)3S168Si( C Hg )3
0.6796  Zn(CyH,; N,8),(CLE,), 0.9427  (CgHg)CCL
0.6824  Ca(Cy H;,N,8).(ClE,), 3.333 Na,Mg( CO3),

0.6941  Mg(Cy,H,  N,8).(Cl6,),

= = Inorganic - 226
3 R3 Cgi No. 148 Orgagic - 50

Inorganic
0.3711  Ag6CN 0.9841 KAsFg
0,3887  NaBreS,143NHy 0.9878  Cr(NHz)g®Mn( CN)g
0.3910 NaCle5,143NHg 0.9886  Cr( NH3z)geCol CN),g
0.3917  § 0.9889  Co( NH3)g®Fe(CN)g
0.4819  H,¢ 0.9852  Co(NH3)g®Col( CN)g
0.5339  CugSi 6, g@6H,0 0.9896  Co( NH3)gHy0eCr(CN)g
0.6586  Be,Ged, 0.9527  Co( NH3),®Co(CN)g
0.6€11  Be,Sidg, 0.9933  KIrF,
0.6629  He,S10, 0.9536  Cr( NH3)g®Fe(CN)g
0.6638  NaUFg 0.9958  Col( NH3 ) H,88Fe(CN)g
0.6655 LiyMo®, 0.9559  Col( NH3)gH,98Fe(CN),
0.6€60 LiAlSis, 0.9582  Co(NHy)gH,08Ca( CN)g
0.6663  NayNpgFz, 0.9994  KVF,
0.6675  NajAm Fz, 0.9994  KOsF,
0.6679  LiyZnF, 1.0062  FeSiFg®6H,0
0.6683 LiGaGed, 1.0066 FeSiFg®6H, 6
0.6683  Na,PugFz, 1.0082  MgT iF (®6H, 0
0.6684  Na,NpgFx,; 1.0087 MnSiF e6H,©
0.6686  Li,W6, 1.0090 NiSnCl,e6H,¢
0.6695  Na,PugFg, 1.0093 MnSiF e6H,6
0.6696  (Zn,Be),Sid, 1.0093  NiSnCl e6H,0
0.6697  Zn,Ged, 1.0095 FeF;03H,9

0.6700  Zn,Si6, 1.0096 CrFLe3H,6
0.6704  Li,BeF, 1.0097  NiSnCl e6H,©
0.6704  Na,CmgFg, 1.0102  Co( NH3)gH,06Co(CN)g
0.6705 Li,Cré, 1.0107 GaFye3H,@
0.6714  AlLiGed, 1.0109  CoFje3H,6
0.6733  CdAl,6, 1.0109  AlF e3H,6
0.6744  LiNaBeF, 1.0130  CoSnCl e6H,6
0.,€6753 KAmFg 1.0147 Mg(H,6) TeCl
0.6770 (Zn,Mn),8i6, 1.0164 MgTiF_e6H,6
0.6791 NaPuF & ez

. 5 1.0164  MgSnCl e6H,0
0.6812  NH4UFg 1.0205  CoSnCl e6H,0
0.6812  (NH,),UgF3, 1.0208  MnF;e3H,d
0.6825  Na,ZrgFg, 1.0218  MgSnCl e6H, o
0.6625  NH,PuFg 1.0246  NiPtI e6H,8
0.6825  (NH,),PugFa, 1.0256  MgSnFe6H, 0
0.6847  K,ThgFg3, 1.0256  NiSiF, e6EH,S
0.6850  KThFg 1.0269  NISIF @6H,6
0.6861  KUFg 1.0272  ZnTiF,e6H,6
0.6878  KoNpgFg3; 1.0272  ZnMo®F e 6H,6
0.6885 K PugFg, 1.0272  NiPtBr e6H,6
0.6932  KPuFg 1.0282  CoPtCl 86K, 8
0.6964  RbPuFg 1.0288  NiSnF e6H,6
0.6969  Rb,NpgFz, 1.0288 FePtCl, e6H,6

0.6976  Rb,PugFg, 1.0314  MnTiF e6H,0
0.7104  Mg,Na; ,(S8,),3015H,68 1.0318 CdMo®,F,e6H,6
0.9262  Zr,EgN, 1.0323  Cs@sFg )
0.9342  U,Y¥g8,3 5 1,0323  MnSnF e6H,d
0.9351 U,¥584, 1.0323 NiPtCl g@6H, 0
0.9395  LugU@,, 1.0331 NiSiF e6H, 8
0.9426 Y, U6; , 1.0332  NiMo®,F,®6H,0
0.9776  Co(NH3)g®Cr(CN)g 1.0332  ZnMo®,F,®6H 0
0.9812  Cr(NH3)geCr( CN)g 1.0332  CoMoO,F,e6H,0
0.9822  Co( NH3),eCr(CN)g 1.0338  ZnPtCl,e6H,¢
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Inorganic (continued)

1.0344
1.0245
1.0346
1.0348
1.0353
1.0354
1.0356
1.03€6
1.0356
1.,0369
1.0369
1.0381
1.0381
1.0385
1.0385
1,041
1.0413
1.0613
1.0813
1.0414
1.0416
1.0441
1.0470
1.0532
1.0622
1.0788
1.0850
1.0985
1.6134
1.6819
1.7636
1.7783
1.8496
1.9525
2,0016
2.0476
2.0574
2.1405
2.2897
2.3732
2.3815
2.5334
2.6255
2.6930
2,7045
2,7206
2.7354
2.7376
2.739¢
2.7419
2.7444
2.7458
2.,747a4
2.7488
2.7498
2.7533
2.7601
2.7630

Organic
0.1082
0.2945
0.2947
0.3278
0.328
0.3293
0,330
0.331
0.331
0.344
0.3469
0.357
0.360

MaPtCl  06H, 6
MgSiF g@6H, 6
ZnTiF606H26
ZanFeoéﬂzﬂ
ZnSiFGOGHZG
MgSiF 4 86H, 6
ZnSiF¢®6H, 6
ZanF606H26
NiPdCl6.6H26
NerFénénaﬂ
ZnPdCléléﬂaﬁ
ZnSnFeléﬂzﬁ
ZnSnFGOGHZG
ZanﬂFSOGHZG
MnSn01606H26
MgSnF606H26
CdSnFGOGHZG
MgPdC16.6H26
Co( NH3),(H;6),8Co(CN )
CoSiF c@6H, 6
CoSlF6O6H26
CuPt01606H25
CdPtClébéﬂzﬂ
CoSnF606H26
MnPtC16.6H26
CuSlF6.6H26
MnSnCl e6H,6
KPF ¢
(NHa)ZH3IG6
(HSlGl.s)a
Mng Si
Co-Mn=~Si
Na,B, 8 05H,¢
K,Sn( 6H) g

K, Pt 6H) g
2NH4C1.(NH4)4FQ(CN)6
Ag2H3166
Ag2H3166
(K,Fe)zNaaﬂﬂ(564)3.SH26
NaZSn(GH)6
NaZSn(GH)é
AlF 4

LiSbF¢
Fe,(S6, )4
LleﬂB
FeRh8
CrRh63

WClg

NiTi64

CmI3

CdSnﬁ3

MgT i€y
N1T163
CoTle3
MgTidy

8113

FeTiG3

GdI3

C,H B8C H,CH:CHOCOOH
Cy18y, N0
CIIHI!BrNZO
Ce(CH,Br),
3CgH,(OH),0C,H,
C14HgNpNi S,
3C4H,(6H),eHCL

3Cq B, ( OH),®HBr
3CgH,( OH),0H,S
3CgB,( OH),e( HCOOH)
ClCgH, SO,NHC.H, Br
3CoH,(OH ), 0560,
3C4H,( 6H),0C0,

2.7678
2.7688
2.76%5
2.7709
2.7709
2.7736
2.7748
2.7770
2,77%6
2.7807
2.7821
2.7822
2.7851
2.78€3
2.7872
2.7889
2,7928
2.7€61
2.8005
2.8024
2.8035
2.8339
2,8364
2 .84 05
2.8590
2 .8660
2.8687
2.872%
2.8842
2.8950
2.9380
2.9708
3.0004
3.1310
3.1436
3.1600
3.1672
3.1718
3.2077
3.2393
3.2811
3.2970
3.3184
3.326%
3.3393
3.3680
343691
3.3936
3.3971
3.4835
3.6209
4,0571
4,3402
4.4116
4,6927
4.$493
4 ,9775
S.5324

0.3711
0,.,6249
0.7927
0.8054
0.8888
0.8902
0.905

0.9776
0.9812
0.9822
0.9878
0.9886
0.9889

CoT163
TbI3

AmI
NiMn63
MeTid

YIg

NaUFg

SmI3
CoMn63
MgTi6

YI3

DyI3

ScCly

HolI,

YbI3

Er13

SbI3
MnTlG3
Lulg

TmYy

Cr,S83
T1C13
CdTlG3
CdTiﬂa
TlClB
FeBr3
Na81630xH26
FeCl3

VC13
TiBr3
K4N1(N62)6
AsIy
NaSbho 3
TL,Ni(N6, ) g
CeoMg3(NG3 ), ,024H,0
NiSn( B63),
CoSn( B3 ),
MgSn( Bb3 ),
MnSn(Bﬂ3)2
CdSn(B63)2
CaSn( Bd3),
Ca(Mg,Fe,Mn)(CG3)2
CaSn( B9z ),
CaMg(CG3)2
Ca3(Mg2Fe)(Cﬂa)6
CaK(C83),
CaMn( C63),
SrSn(Béx ),
KShG3
BaSn( BO3),
KAu(CN),
TlSh63
SrGeG3

(Mn,Mg), 3( AL, Fe),As( As8, ) ,( 6H) 5, 6,

F52(564)309H26
NaTm6,

CBoz

FeT163

AgOCN

C38846% N
[Fe(NHZCGNHZ)s]C1303H26
Sb( SeCSedeC, Hy )5
Cr( SCSOC,Hg )4
Fe(S$-CS=6C,Hg) 3
Co( SCSHC,Hg )4
Co( NH3 ) oCr(CN)
Cr(NHa)GOCr(CN)6
Co( NH3 )¢ oCr(CN )
Cr( NH; ) ®Mn( CN)
Cr{ NH3 ) ®Co( CN )¢
Co( NH; ) ®Fe(CN)g
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R3 Cgi No. 148 (continued)
Organic (continued)
0.9892  Co(NH3),8Co(CN) 1.0724 (C3H,516, g)g
0.9896  Co( NH;)gH,68eCr(CN), 1.5628 (CH3®CgH,)3As
0.9927  Co(NHz)ceCo(CN)g 1.5790  CgH0HeCH;#CHe(CHy ),
0.9936  Cr( NH; )g®Fe(CN)g 1.8631 Cghg
0.9958  Co(NEy)gH,6eFe(CN) 2.048 2NH,Cle®( NH, ), Fe( CN),
0.9959  Col NHz)gH,8eFe(CN) 2,7256  2AW(CpHg)3@KF
0.9961 (C3H,816; g)g 3.297 Ca( Mg, Fe,Nn )(C683 ),
0.9982  Co(NH3)gH,B86Co( CN) 3.3393  Caz(MgpFe)(CO3)g
1.0102  Co( NH3)gH,80Co(CN) 3.3691 CaMn( C63 ),
1.036 (C,BgSi8, g)g 3.3829 CaKy(CO3),
1.0613  Co(NH3),4(H;8),eCo(CN)g 3.6209  KAu(CN),
1.0471 (CH3Si6, g)g 4.9775  Ho,C
1 Inorganic - 18
32 P312 Dy No. 149 Orga?n‘c -
Inorganic
0.9125  HgSb,0, 1.0154  SrSb, 8,
0.9155  CdSh,6g 1.0292 HgAs, 6
0.9209  Fe,N 1.0521 CaAs, 8,
0.9427  CoAspfg 1.0855  BaSh,6
0.9538 UV,d, 1.1144  SrAs,dg
0.9594  CaSb,8¢ 1.1280 PbAs,d,
0.9942 LaTiShog 1.2075 ENiI6g
1.0077  CdAs,8, 1.2703  AlF4
1.0146 PbSh,8 3.9747  Fe,Pbo,
Organic
32 P21 05 MNo. 150 Inorganic - 47
Organic - 2
Inorganic
0.4083 BaGe, dg 1.7223 FeNH,(S6,),
0.4924 CaCl,06H,6 1.7314 AlNH (Sed, ),
0.4934 CaBr, ®6H,0 ' 1.7317  GaNHu(Sed,),
0,5006 CaCl,06H,8 1.7343 GaTl(Sed,),
0.5053 SrBr, e6H,6 1.7378  GaRM §0,),
0.5075  GePd, 1.7394  ALTU(Sed,),
0.5173  SrCl,e6H,8 1.7397  CrNH4(S6,),
0.5278 Pd,Si 1.7411 ALNB,(S6,),
0.5687  Na,SiFg 1.7458  ALRD(Sed,),
0.5752  Ni,P 1.7497  GaNH,(S6,),
0.6318  Rb,S,8, 1.7510  GaRb(Sed,),
0.6433  K,S,6, 1.7513  CrRp( S6,),
0.8845 Hg,NHBr, 1.7536  ALNH,(Sd,),
1.0910 NH,[Ni(NH3)3(CNS),] 1,7560  ALRD(SE, ),
1.6915  ALE(S6,), 1.7604  CrTU SO, ),
1.6916 FeNH,(Sed, ), 1.7607  GaTW(Sd, ),
1.6931 FeTl(Sed,), 1.7734  ALTUSE,),
1.6952  Crk(56,), 1.7902  CsFe(Sed,),
1.6955  ALK(S6,), 1.7966 CsFe(S6,),
1.6985  CrE(S6,), 1.8078 Li,Pb,
1.7072  FeRb(Se€,), 1.8401 CrCs(S6, ),
1.7134  FeNH,(S6,), 1.8528 CsGa(S6,),
1.7167  FeRK 86,), 1.8535  AlCs(S€,),
1.7210 FeTW SE,),
Organic
1.0910  NH,[Ni(NH;);(CNS), ) 1.288 Cu( €y oH, ,N6),00.667(C H )
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Inorganic - 11

32 P3;12 D3  No. 151 (includes P3,12 No. 153) Organic - 0
Inorganic
0.7109 RbN 6 3.4852 (Ca,Mg,RE)3Si,(6,6H,F),
0.9724 (R,Ca)B(Si,Al,P)(6,6H,F)g 5.5414 Ca(Mg,Fe,Al)3(AL,S1),6;,(6H),
2.7977 Li,Snéy 5.6604 KMg3( 6H,F),( Al,S1),6,,
2,.8738 CrCly 5.7677 (,Na,Ca,Ba)(ALl,Fe),(AlS136,4)( 6H),
2.8980 Crig S.8154 E(Li,AL)3(F,0H),(AL,81),6,;,
2.9645 Alcly
Orgapic
4 . Inorganic - 30
32 P3121 D3 No. 152 (includes P3221 No. 154) Organic - 14
Inorganic
0.6446 (NH,)3Tc,Clge2H,6 1.3302 Te
0.9054 SmP@,00.5H,6 1.4048 Hg30,Cr6,
0.9084 PmP0,®0.5H,6 1.4092 HBg,€,Se6,
0.,9090 NdPC,€0.5H,6 1.4196 Hg 6,50,
0.9128 NdP®,e0.5H,6 1.85¢%4 CaS6,80.5H,6
0.9150 SmP@,e0,5H,6 2,2148 AlLPE,
0.,9172 GdP©,e0,.5H, 0 2.2173 AlPE,
0.9274 BiPG,0,5H,6¢ 2.2175 AlPE,
0.9795 CeBSifg 2.2269 Hg Se
1.0986 sie, 2.2306 Alase,
1.1001 sie, 2.2450 N, H,oH,0
1,1316 BaZn€, 2,2542 GaPé,
1.1360  Ged, 2.2916 HgS
1.1367 Se 2.,4269 Hgo
1.1441 BaZn®, 3.0492 RbThgF g
Organic
0.6480 Fe(Cy ,HgN,)3Sb,(C,H,06,),08H,6 1.7652 E3Rb(COO ) 0H 6
0.9259 [Co(CNCBa)S]Clea 1,840 (CHEE=-COORD ),
0.9453 K3Tr(C,6,)502H,68 2.1824 2C33H3 8 ®CgHy
1.0959 BaM0,0,(C6, ),05H,6 2.1923 C,2HgS,
1.341 Ni[ SC(CH3INH, ],( NCS), 3.5384 CgH,,N,63Cue2H,6
1.636 CgH #COOCOeC H, 4 ,2930 Pb( CgH, 465,
1.7815 K3Rh( C,68, )3 02H,6 4,3327 Cy 5By, Bré,
32 P3,12 D3 No. 153 (see No. 151)
32 P3221 Dg No. 154 (see No. 152)
7 Inorganic - 25
32 R32 D3 No. 155 Organic - 7
Inorganic
0.7719 ALZEr(BO3), 0.7830 Al3Sm(BE3),
0.7770 (NH, ) gMnNo 65, #8H,8 0.7945 Cr3Gd(B83),
0.7780 AlzBo(Bd3), 0.8228 MgzCa(Co3),
0.7786 Al3Yb(BEy), 1.2029 NigSe,
0.77¢3 Al Dy(BE3), 1.2382 ScFy
0.7756 Al3Y(BE3), 1.2438 NizS,
0.7798 Al3Th( BE3), 1,3693 (Mo,Cr)y65
0.7802 Al3Gd(BO3), 1.3746 (¥,Cr),05
0.7807 AlzFu(Bd3), 1.6550 K3Cu(CN),
0.7813 Al Y(BO3), 1.7844 K3A@(CN),
0.7829 AL3Nd(BO3 ), 1.7883 K3Cu(CN),
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‘Inorganic (continued)
2.5356  AlF3 3.3367 BaMa(Cl3),
2.5377 CrFgy

Organic

0.8228 MgyCa(Cd3), 2.0479 CealigoNy 296

1.655 K4l culcN), ] 2.9202 Na3Nd( 6CECH,ECH,6CO); 06 H, 0
1.7844 K3Ag(CN), 3.3367 BaMg( C63 ),

1.7883 K3Cu(CN),

Im P3ml c1 No. Inorggnic - 19
3v 156 Organic =~ 4
Inorganic
0.6€68 Cd(ClE,),06H 6 9.6722 CdI,
1.3061 (Al, ,¢Feq goFe; ,3Meg,16Tig, 15 Ak, 76 11.2842 cdI,
Si; W p4)9g(6H), 1£.5395 Csi
2,4497  LiK,AlFg 17,7311  cdI,
4,545 PbI, 20.9434 CdI,
4,8361 cdI, 20.9434 CdI,
4,5082 Cul 22,0838 CSi
6.4481 cd1, 22,5684 CdI,
8,0601 cdI, 26.4509 CSi
8,1793 csi 40.3302 cdl,
Organic
8,178 sic 22,08 sic
15,5395 SicC 29.4509 SicC
2 Inorganic - 6
3m P31m . ¥
C3v No. 157 Organic - 3
Inorganic
0.5751 KyVs8y 4 0.8661 Na,ZnCl,e3H,6
0.7062 RbNEg 1.0823 Agg Fb, g
0.7139  CsN&y 2.0871 NayCaBa,RE) gSrg ,Uq, 3(CO3)¢
Organic
0.4838  C;, HgN,eH,0 0.7724 C(NH, )3Ga( SO, ),06H,0
0.7608  C(NH,)3AL(SH,),e6H,6
3m P3c1 €3 MNo. 158 Inorganic - 0
3v Organic - 3
Inorganic
Organic
0.716 Cg( TH) (NG, )5 1.058 (C,Hg ) zPeCul
0.7874 CgH(NG, ) ( 6H),
3m P3lc  CF  No. 159 Inorganic - 7
3v Organic - 3
Inorganic
0.3235  C4Cr, 1.2873  LiNaS®,
0.3266 C3Mn, 1.7392 AlCug(B8H), ,CU S6,)e3H, 6
00,7243 GezN, 1.8444 Tige
0.7250 N,Sli,
Organic
0.324 Cr,C
7¢3 0.7446  [(CH3),N-CgH, J3CCL

0.3266  Mn,Cy
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5 Inorganic - 81
im R3m €3, No. 160 Orga?n'c " %8
e e e e e e e o e e e e e e e e e e e e e e e e e e e e e e e e e e e e m A A e e e e e m e -
Inorganic
0.1784 SbI,e3S4 2.4149 (Cu,Al)3Pb(GH)(S8,),
0.1821 AsIge38g 2,4495 (Y,Yb,Ca,Zr)P6,eALPY, @2 AL( 6H)
0.3145 CoS 2.4928 AL3R(8H)4( S6, ),
043213 CoSe 2.5026 Bio
0.3232 Nise 3.5226 Ca,Sid,
0.3239 (Pt(NHa)SCl)C13.H26 3.5304 NagBeF
0.3273 Nis 3.5628 (NH, )3(IrClg INH, NG,
0.3277  NiSe 3.5748  CazSifg
0.3278 Nis 3.6883  K3Mn6,Crd,
0.4396 PbgAs, S g 4,1759 NaNg
0.4467 LigP30,03H,6 4,2226 NaCN&
0.4490 (Na,Ca)(Mg,Fe)3B3Al,Sig(8,08H,F)g, 4,5545 Pb,6CO,02H,6
0.4511 NaMgzAlgB3Sig0,,(6H,F), 4,8966 CugFeS,
0.4511% (Na,Ca,K ) Mg,Fe) 3 Al,Fe,Ti)B3Sig6,, 5.2839 CuCrSe,
(cen),F], 5.3453  Nby,,S,
0.4518 NaMgzAl B3Si 6,,(6H), -€.4032 CuCrs,
0.6125 RbN@y 5.4725 NbSe,
0.6229 AlMn 5.7563 AgCrSe,
0.6240 AlgCrg 5.7975 MoS,
1.0741 PbTaydg 5.8041 MoS,
1.1004 PbNb, 6 5.8286 MoS,
1.2318 Al,Cuy S5.8844 AgCrS,
1.2408 K165 5.8906 MoSe,
1.2650 CsBré, 6.3811 GaSe
1.2848 CsCld, 7.0349 K, , sCrSe,
1.3019 NH, Bréd 7.1037 InySez
1.3025 RbBré 7.3508 ZnS
1.3089 TLBré $.8010 ZnS
1,3293 TiC1l84 12,2402 ZnS
1.3422 NH,C185 12,2681 CSi
1.3424 RbCle 17.1518 ZnS
1.3585 KBré, 17.1754 CSi
1.6776 KNG 26,9899 CSi
2.2702 FegNa(OH)g(S6,), 41,7110 CSi
2.2715 AgFez(8H) (S6,), 4€.6296 CSi
2.3066 Al,Cay( PO, ), (BH), 0H, 6 56,4338 CSi
2.3124 Feg(6H)5(SY,),e2H,0 71.1542 CSi
2.3511 (Cu,Fe,Al)3Pb(OH)( SG, ), 73.6192 CSi
2,3603 Fe3(GH);(S6, ), e2H,6 85,8967 CSi
2.3611 NH, Fe3( 8H) (59, ), 115.313 Csi
2.3611 FegK(S0, ),(8H) 321,404 Csi
Organic
0.1826 CHI,®3S, 4,2450 CeHg83S1g
0.3818 Sm( HCO6) ;0. 2H,6 4,5545 Pb,6CH382H, 6
0.,3827 Nd( BCOO ) 300, 2H 6 7.2628 (CgHy,NH3),Seb,
0.3829 Fr( HCOG) ;00.2H,6 12,27 sic
0.3846 Ce( HCOY);00.2H,6 17,175 sic
0.3882 C9E12 ’ 26,90 SicC
0.632 (H3C)3N-BH3 41,71 sicC
0.653 (HZC)3N-FFy 4€.€266 SicC
0.6725 (CHz)3NesS65 56,4338 SicC
0.7131 (CH3)3NeGaHy 71.15 sic
0.7455  (CH,)gN,@6H,0 73.619  SiC
0.,7813  (CH;)zNeBzH, 85.897  sicC
0.866 ICN 115,31 sic
4.223 NaCN® 321.40 sic
6 Inorganic -
3m R3c €, No. 161 Oronsanic 2
Inorganic
0.7888 Ag;SbS, 1.2088 K3ThH, (N85 )y,
0.8049 AgzAsS 5 1,3223 P60
0.8052 AgzAsSy 2,6921 LiNbéy
0.8053 Ag3AsSy 2.7757 Liveg
0.8781 AgCN 3.5785 LiNa3( S0, ),06H,6
Organic
0.,2028 C,3H, ¢ BrNg 0,7393 CH( S6,CH4 )3
0.5964 CgHy,(AgNE3) 3 0.7949 (CH3668C),CH

J. Phys. Chem. Ref. Data, Vol. 6, No. 3, 1977



780 MIGHELL, ONDIK, AND MOLINO

R3c €3, MNo. 161 (continued)
Organic (continued)
0.877 AgCN 3.5560  Mn[ €C( NH, )NHCH3 ]¢S,6,
0.8888  CLH04 3.568 Co{ 86C(NH, )NHCH; ]S, 65
1,0543  H3C5(CN)y 3.569 Zn[ 6C( NH, INHCE3 ]S, 63
1.179 CH3CONH, 3.578 Ni[ @C( NH, )NHCH3 1S, 63
1.6221 KFe(NH,NHCEE )5 3.673 Cul 6C( NH, INECH3 ]¢S6,
1.6393 KCo( NH,NHCUH )5 3.677 Ni[ 6C( NH, )NHCH3 ]4S6,
1.6440  ENi(NH,NHCG6) 3.677 ca[ 6C( NH, )NHCH; ]¢S, 64
1.6488  KZn(N,H;C86), 3.6819  Zn[ 6C(NH,)NHCH3 }¢S6,
2.5681  CgH,,6382NHy 3.688 Cd[ 6C( NH, )NHCH3 ]¢S6,
2,5789  CgH,gN3®2H,0 3.6906 Mn[ 6C( NE, INECH3 ]SO,
2,675 CeH p0392H,6 3.7426 Col 6C( NH, )NHCH3 ]¢S6,
5 2 5 1 Inorganic - 15
= P3lm D . 162 .
3 m 3d No. 16 Organic - 3
Inorganic
0.6097  Ni(B,6)4[sSn(8H) ], 0.9402 Tag Cl,,e7H,0
0.6120  MNMg(Hyd)g[Sv(6H)g 1, 1.1454  Nay(F,Cl)S6,
0.6162  UTayfg 1.2227 Nid@
0.6262  Cul(NH3)3(Sb(OH)g),e3H,68 1.5245 K, P+ SCN )¢
0.6598  Col,®6H,6 1.5436 (NH, ), Pt(SCN)g
0.9225  Fe,N 1.5511 Rb, Pt(SCN)g
0,.,9357 Li,ZrFg 1.5850 Na,S0,eNa( F,Cl)
0.9372  AL(GH);
Organic
1.525 K,Pt( SCN)g 1.551 Rb,Pt( SCN)g
1.543 (NH, ),Pt(SCN)g
5 2 3 2 i Inorganic - 12
3¢ P3lc D No. 16 ge
m 3d 3 Organic - &
Inorganic
0.6153  SngTig 1.8544 Ti 36
1.0420  PhAs,S, 1.8845 Cr,S3
1.5588 Cry_,Te 1.9093 Na SbF,(€H),
1.5606  Fe,(S6,)309H,68 1.9239  CrgSg
1.7552 Ti,Cl, 2.3772  KAg(CN),
1.7717  CrpTey 3.7370  NoWy
Organic
1,0738 Cu(anocnzcnzoNH2)3se4 1.2751 ugng[cp(cze¢)3]osnze
1.248 KIKI 306( CH3CONECH; ) 2.377 KAg(CN),
52 5 3 Inorganic - 225
3o . P3ml D34 No. 164 Organic - .9
Inorganic
0.5356  (Fe ,Nn)gSi 0, (6H,Cl), , 0.8026  Cs,RuFg
0.535  (Mn,Fe)gSig8,5(0UH,Cl),, 0.8055  Cs,PtFg
0.5507  UCl, 0.8056  K,PtFg
0.5576 Na,TiF, 0.8056  K,RuFg
0.5716 Na,SiFg 0,8059 Cs,UCl,
0.6123 Cr,Ti 0.8065 Cs,TiFg
0.7174 cd, Y 0.8078  Cs,CeClg
0.7816  Cs,ZrFq 0.8081 Cs,RhFg
0.7825  Rb,ZrF, 0.8087 (NH,),TiFg
0.7825  Ca,BfFg 0.8101 K, RhFg
0.7850  Rb,HEFg 0.8104 Rb, PtF,
0.7855  K,ReFg 0.8116  Cs,PuCly
0.7863 K, ReFg 0.8129  Rb,TiFg
0.7871 (NH, ),ReFq 0.8139  Rb,RhFg
0,7910  Rb,ReFg 0.8144 K, MnFq
0.7921 CsyReFg 0.8147 K,TiFg
0.7930  Cs,ThClg 0.8162  (NH,),GeFg
0.7999 K, (TcFq) 0.8176 Tl,TiFg
0.8015  Rby(TcFq) 0.8230 Rb,GeFg
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Inorganic (continued)
0.8274  K,GeFg

0.8292 (NH4)251F6
0.8378 AlBr3SH2
0.8505 AgTlSe,
0.9150 C3564.0.5H26
0.9451 CaSe64.0.5526
0.6744 MoN

0.9790 MoN

1.0497 063

1.2061 Gn3N12
1.2070 InzNi,
1.2138 Al3Ni,
1.2225 Cs3Fe,yClg
1.2247 Cs3Sb,Clg
1.,2248 Al3Pd,
1.22€1 GazPt,
1.2291 Al3Pt,
1.2332 Al3Tec,
1.2381 Ca,Sid,
1.2467 AugIng
1.2502 Fey ¢7Ce
1.2700 PdTe,

1.2903 E3Na( 86, ),
1.2640 (K,NH4)3N5(SG4)2
1.2968 PtTe,

1.32207 Na,BeF,
1,3293 T1,50,
1.34€1 CaNaPG4
1.3482 Na,S@,
1.3573 Cd(OH),
1.3620 CaKPO4
1,3€31 PtSe,

1,3633 CaNaPd,
1.3691 (Cd,Mn ) EH),
1.3692 Ca(GH)a
1.3701 K, S84,

1.3703 NlTez

1.3719 NlTez

1.3723 IrTez

1.3765 Rb,S6,
1.3794 NiTeSe
1.3796 Fe(eﬂ)z
1.3800 (Ca,Cd)(GH)Z
1.3801 RhTe,

1.4012 Mn( 6H),
1.4222 PtS,

1.,4249 CdClg o6(GH) 24
1.4250 Mn(GH),
1.,4279 CoTey

1,4295 Ni(@H),
1.4585 Co(OH),
1,4623 Co(©H),
1.4736 Nig _gZng o(6H),
1.4742 Ni(9H),
1.4792 (Co,Ni)(OH),
1.4794 (Co,Mg)(6H),
1.4794 (Co,Zn)(6H),
1.4592  Ni(®H),
1.5113 (Ni, Mg ) GH),
1.51185 PbI,

1.5167 (Ni,Zn)(6H),
1.5206 Mg( 6H),
1.52%6 BiTeBr
1.5298 PbT,

1.5315 PbI,

1.5388 Znl,

1.5405 (Mg,Zn)(6H),
1.,5414 TmI,

1.5441 Acy 03

1,5475 CdCly gg(6H); 35
1.5536 Cal,

1.5536 YbI,

1.5573 L°263

1.5584 Pr,65

1.5606
1.5619
1.5643
1.5651
1.5660
1.5678
1.5781
1.5790
1.5808
1.5809
1.5822
1.5862
1.5874
1.5891
1.5897
1.5913
1.5932
1.5%4%
1.6000
1.6007
1.6058
1.6084
1.6109
1.€6120
1.61€0
1.6199
1.€220
1,6226
1.,6279
1.6306
1.6373
1.6394
1.6398
1.6401

1.6402
1.6433
1.6441

1.6469
1.6498
1.6594
1.€6608
1.6618
1.6627
1.6630
1.6637
1.6675
1.6708
1.6728
1.6753
1.6785

1.6793
1.6814
1.6852
1.6905
1,6969
1.6¢84
1.7050
1.713¢6
1.7178
1.7181
1.7207
1.7234
1,7237
1.7252
1,72€7
1.7268
1,7273
1.7311

1.7323
1.7333
1.7363
1.7400
1.7400
1.7428%

CrsTe6
Cezﬂ3
Am, 64
Nd263
Pm263
SiTe2
W,
N302
Mg3Sb2
CM02
AsZMg3
Bio Mgy
Zr52
Aszlgzln
ZPS2
CTa2
Th2N26
FeZN
Zr52
Zn(GH),
HES,
Agaﬂ
Zn(GH), 5Fq g
CdI,
SnS,
MnBr,
ZrCl3
(Mep 6229, 3573502
ZrSeZ
ZrSe,
Ti,®
MnI,
MgBr2
VBr2
FeBr2
HfSe2
GeI2
Mn,(6H)5CL
TlClz
Tila
CoBry
lgIZ
Fe,(6H)3Cl
CoBr2
Cr,Sg
Vi,
Fe12
Tis,
TiS,
ZrTe2
C012
Tis,
ZrTe2
T.I.Se2
TiSe,
TiSe,
Ce, 6,8
La262S
Przﬂzs
Cezﬂzs
Nd, 6,8
TlTe2
Pu, 6,8
Snaﬁzs
Co,(8H)3CL
Euzﬂzs
Ni,(@H);Cl
Gdzdzs
TbZGZS
TlTe2
Dyzﬂzs
H°2628
YZGZS
Erzﬂzs
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Inorganic (continued)

1.7449  Tmp@,S 1.784a1 Luy@,Se
1.7466 Yb,6,8 1.8132 Cdl,y 5(OH)y o
1.7486  Luy@,S 1.8191 Nb3zClg

1.7507 Cey8,Se . 1.8695 AgpF

1.7513  TaS, 2,0294 BagTa, o5
1.7540 Pr,0;Se 2.1935 Co,(6H)3(NE3)
1.7574 Nd, 8, Se 2,4489 AlCl,

1,7615 Sm, 6, Se 2,4494 Zr3Pd,

1.7640  Eup8,Se 2.4526 TizPé,

1.7656 Mgy (GH)3CL 2,4590 AlgPt,

1.76€4 Gd,0,Se 3.5649 (Na,(Ca,Mg),C1;, W Mg AL, (8H),, ]
1.7691 TbyOySe 3.8910 PbyBiySeg
1.7692  NgCl, g(OH), g 3.9111 PbBi,Te,
1.7710 Dy @,Se 4,6830 AgBiS,

1.7743  Hop8,Se 4,7057 AgRiSe,
1.7754 Y,8,Se 4,7116 AgyBi,S,
1.7768 Ery0,Se 16.1486 PbBi,Te,
1.,7784  TiCl, 24,1667 PbuBi,Te,
1.7792 TmZGZSe 31,1365

Ba; 5(Nn,Zn), 1Fe75% 40
1,7825  Yby6,Se

Organic
0.5076 Fe( CNCH3)4Cl ,#3H,,8 1.5781 w,C
0.6779 CaC(C[CN];)396H,0 1.5809 Mo, C
0.6799 na[c(c[cnlz)a]osnze 1.5913 Ta,C
1.161 (NH3C,Hg ),SnCly 7.1429 CypHygOH
1.196 (NH3C,Hg ),PtCly
5 3 4 Inorganic - 59
3¢ Picl D3, No. 165 Ororgantc - 3
Inorganic
1.0092 CusP 1,0258 STUF,
1.0144 BaThFg 1.0263 LizP
1.0146 PbUF, 1.0266 HgMgy
1.0184 PbThF 1.0276 NpHy
1.0186 CmF 5 1.0276 AsLis
1.0189 AcF3 1.0291 CaThFg
1.0192 AsNag 1.0321 Pul
1.0198 NayP 1.0348 SmH
1.0203 AsCuy 1.0355 Bif, 1F, g
1.020% Li;Sb 1.0387 GdHy
1.0207 AsK3 1.0389 TbHy
1.0217 BiK3 1.03%9 HoHy
1.0219 LaFy 1.0403 DyHy
1.0222 PrFy 1.0405 ErHg
1.0222 NpF3 1.0409 TmH
1.0224 CeFy 1.0421 ThOF,
1.0227  PuFy 1.0444  IrMgg
1.0231 UF5 1.0454 LuH,
1.0231 LaF3 1.0470 YH5
1.0232 BiNag 1.0497 Mg3Pt
1.0237 AsCug 1.0518 Na3V9,e12H,0
1.0238 Na3Sh 1.0522 A“MB3
1.0242  ToFgy 1.0526  Ma3Pd
1.0244 SmF 5 1.0532 Na3P0,@12H,0
1.0246 E3Sb 1.8355 Cay(Si,Re, Ti, Al, Sn, Tl )3(As83)g
1.0250 AmF 5 2.6841 Mn,Nb,6g
1.0253 AsCug 2.7367 Co4Nb,6g
1.0255 CuzP 3.2178 K3Rh( SCN )¢
1.0256 SrThF 5.2667 CagFey 46,5

1.0257 AmF 5

Organic

0.8864 (CgHg )gPg 1.359 Rh(NH, ¢CH, ) Cl 3#3H, 9
0.9086 (Cq oHgNp )3T 1.3736 Cr( NH,®CH, ) Br3e3H,6
0.9167 (Cy gHgN, I3V 1.3787  Co(NH,eCH,)Br3e3H,¢
0.9378 (Cy gHgN; )5Cr 1.4897 K( NE,CH,CH, NH, )3Ni (SeCN) 5
1.3496  [Co(CoH,(NH,),) 3 CL303H, 6 3.2178  EK3Rh(SCN)g

1.3509 Cr( NH,®CH; )Cl 3®3H, 9
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CRYSTAL DATA SPACE-GROUP TABLES

Inorganic - 451

Organic

18

Inorganic
0.5074
0.6537
0.7274
0.7770
0.7770
0,9625
0.9647
0.9681
0.9687
0.9687
0.9729
0.5743
0,9758
0,9758
0.9810
0.9810
0,9811
0,9920
0.9979
1.0000
1.0025
1,0028
1.,0056
1.0056
1.,0088
1.0094
1.0107
1.0148
1.0210
1.0210
1.0236
1.0251
1.0261
1,0271
1.0302
1.0302
1,03323
1.0344
1.0345
1.03€4
1.0366
1,03%5
1.0793
1.,0853
1.0873
1.0891
1.0944
1.1606
1.2178
1.2408
1.2426
1.2450
1.2536
1.3245
1.3439
1.4503
1.4506
1.4514
1,4517
1.4525
1.4527
1.4534
1.4535
1.4541
1.4554
1.4555
1.4558
1.4557
1.45€1
1.4567
1.4568
1.,456%
1.4569
1.4573

FeFZOAH (-]

PtCl,

Mog(OH),Cl g@14H, 0
(NHQ)GMnM0963206H26
(NH4)6N1M0963206326
BanF6

BaMnF6

Po

SrPdF6

BaT iFg

NS

BuGeF6

BaSiFg

BaRuF ¢

SrPtF6

BaIrF6

BaPtFg

KRuFg

BaReF

BaSnF

RbAsF6
FeS1F606H26

RbVF6

RbRuF6

CsSbF5

BaPhF6

CsNbF6

RbReF6

NH4ShF6

RbShF6

RhTaF6

RhNhF6

CsTaFg

Cuy(GH);CL

CsVF,

CsIrFg

NH4 NbF ¢

NH, TaFg

CsRuFg

CsAsF6

TleF6

CsReF6
CaAl,(Si63),86H,0
Ca,_  Na Al, . Sig,,9,,®10H,06
CaA12(5163)406326
CaAIZ(SiG3)406H26
Na,Al,Sig0,,012H,68
CaAl,(S5i65),
PrCoG3

LiPb

BiFe6g

Zr3Se,

TLIO;
Na,CalU6,(CH3);06H,6
CsaCN

Fe17Gd2

Fe,Pr

Fe,Nd

Fe,,Nd,

Coy7D¥2

Fe,Sm

Fey,Pr,

2

Col7Pr2
CoyNd,
Col7Pr2
Fe;,Tb,
Alyo,5Ce2Cu6, 5
Fe,Gd
CoyGdp
Coy 7Sm,
C92C017
Be17Zr2
AlloCeZMn7
AlZCeZCo15

1.4574
1.4580
1.4582
1.4582
1.4584
1.4585
1.4593
1.4594
1.4597
1.4609
1.4609
1.4618
1.4622
1.4622
1.4629
1.4631
1.4638
1.4649
1.4652
1.4665
1,4669
1.7315
1.7548
1.8124
1.8126
1.8249
1.8435
1.8451
1.9288
1.9365
1.9423
1.9570
1.9721
1.9814
1.9899
1.9977
2.0020
2.0119
2.0446
2.0460
2,0516
2.1032
2.1069
2,119
2,11¢9
2.1643
2.166¢
2,3340
2,3472
2.3521
2.3552
2.3555
2.3632
2.3689
2.3807
2.3914
2.4047
2.4093
2.4138
2.4265
2.4268
2.4311
2.4320
2,.4333
2.4440
2.64495
2.4769
2.4778
2.,4923
2.5000
2.5032
2.5500
2.5513
2.5605

Col7Sm2

C017Nd2

Coy7Y5

C017Tb2

CeyCoyp

Bey,Hf,

Fel7Gd2

Coy7D¥p

Be17T12

Coy7Tby

Coy7Y2

ThpZng 4

Y2Zﬂ17

BaoMg, 7

Fel7Tb2

Bel7Nh2

Ho,Zny 7

Bey,Tio

CeyFe »

ErpZng o

Fey7¥2

NaN€3

KN63

KN63

HCl.Haﬂ

Na 3Co( N6, ) ¢

TaTe

NbTe

CsIC12

Hg

RbSeH

K, Sn( 6H) g

Re3C19

B3P

KSeH

RbSH

KSH

B4Si

KNGZ

NaSeH

NaSH

Coz(eﬂ)3Br
(Na,Ca,Fe)gZrSi 6, o(6H,C1)
Co,(6H)3CL

Fe, (6H)3Cl

34C

B
(Bi,Ca)Ala(P64,Siﬂ4)2(611)6
Fe3K(6H)6(Cr64)2
Al;Ca(OR) (PO, X S6,)
CrzH(SE, ),(6H)
Al3(Ce,Sr)(6H) (PG, ),
Al;Ba(GH) (PG, ), eH, &
Al 3(Sr,Ce (GH)( PO, ), 0H, 6
AIZ.AZn
Gaz(H36)(GH) (S6,),
LaNifg

LaCofy

Al3Sr(8H) (50,)(PO,)
NdAl65

LaGa63

PrAldy

SmAldy

Tl Te

LaAlG3

NisPb,S,

ThSiW, ,6,,¢30H,8
Al3K(GH) (86, ),
ThS1W1264°.27ﬂ26
L13HSIW12640024H26
AL3R(OH)(S6,),
H3PW12640.24H26
FeHSIW12040.24326
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R3m D3, No. 166 (continued)
Inorganic
2.6094 Bi : 4.4968  NF,Pud F,
2.6169 Sb 4.4981 RbAmd, Fy
2.6346  Zn,SiW,,6,,627H,6 4.4959  KAm®,F,
2.6355 Cu, SiW, ,6,,027H,6 . 4.5149  CdUeg,
2.6414 LizASiW;,6,,026H,0 4.5191 Ne,U,6-
2.6460 Cds(Pw1264o )20481126 4,5256 Dcrﬂz
2.6503 Ca,SiW,,0, 026H,6 4.5296  CdCl,
2 ,6503 Mn3(PW, ,6,,),848H,0 4.5309 Ca(vug, )6,
2.6513  FeHSiW, 0, ,028H,0 4.5453  CdCl,
2.6521 CrHSiW, ,6,,028H,6 4.5595  PbI,
2.6531 Coz(PW;,6,,),048H,6 4,5791 CaNp6,
2.6557  Niz(PW ,8,,),048H,6 4.5791 SrPud,
2.6575 ALHSIW, ,6,,028H,6 4.5865  Sr(U6,)6,
2,6753  Ca,y(SiMoy,6,,)e24H,6 4.5500 SrU€y gg
2.6822. Ba,SiVW;,6,,624H,0 4.6152  BegNb
2.6884 Baz(PW,,6,.),048H,8 4,6247 BezTa
2.7100 AsSH 44,6491 Cod(9H)
2.8057 As 4,6667 PB( Fez( 50, ),(6H) ),
3.2438 N, FSF, 4.7159  (Bagy_g5Cag, g5)Pb3
3.4037 9, 4.7215  ZaCl,
3.4127 AlgY 4,7275  AgBiSe,
3.4218  AlaTb 4.7280° CdBr,
3.4281  Pba(Ve,), 4,7351 LiRnG,
3.4300 AlaTb 4.7400  MnCl,
3.5364  BaPby 4.,7483  BeaTi
3.5800 Sr5(As6, ), . 4.7506  AgBiTe,
3.5830 Sr3(Ve, ), 4.,7779  ZnBr,
3.6213  Sr3(Cré, ), 4.7815 NaLaSe,
3.6259  CaCN, 4.7922  LiHoS,
3.6653  (Cog,g7Nig, 3302V 4.8077  LiErS,
3.6742  Sr3(Pg,), 4.8173 P
3.6772  Niz{Tig_ggoNbg, 1 ? 48245  NaCeSe,
3.6816  Baz(Asd,), 4,8256  LiYbS,
3.6820 Nig(Tig _gzTag, 17! 4,8311 FezTh
3.6853 K,Pn(Cré,), 4.8545  CozY
3.6901 Baz( Ve, ), 4.8602 CozGd
3.6915  (Nig g3Cup, g7)3Ti 4.8630  CozEr
3.7049  K,Sr(Cré,), 4.8631 CozTm
3.7265  Baz(Cr6,), 4.8655  Co,Tb
3.7287 ZIng(GH)gCl,eH,6 4,8661 Co 5Dy
3.7306 UG,F, 4,8678 CozHo
3.7377  KpPn(Sed,), 4.8688  NaPrSe,
3,7502  Baz(PO,), 4.8700 NiyPu
3.7562  PbRby(Cré, ), 4.8704 CogEr
3.7565  BaRubg 4.8704  CozSm
3,7591 BaK,(Cré, ), 4,8865 CozNd
3.7601 3Mg(OH ), oFe( 6H) ;03,6 4.8915  CoyPr
3.7609  K,Pb( 56¢,), 4.8973  FeCl,
3.7656  PbT1,(Cré,), 4.8988 NaNdSe,
3.7717  Baz(Nn6,), 4.8989 NaSmS,
3.7817  Np6,F, 4.8995  MgCl,
3.7976  (NH,),Pb(Cré,), 4.9022  CdBry 4(6H); ,
3.7S91 SrTl(Cré, ), 4.,9048 ELaS,
3.8012  Rb,Sr(Cré,), 4.9080  CoCl,
3.8150  BaTl,(Cré,), 4.9239  NaTl6,
3.8226  (NH,),Pb(Sed,), 4.9260  NiBr,
3.8239  Bal(NH, ),(Cré,), 4.9282  NaFuS,
3.8258  BaRby(Crl, ), 4.9305 LiNi6,
3.8536 PbRbL(S6,), 4.9340  ErdF
3.8592  (NH,),Sr(Crd,), 4.9351  FeBr,
3.9140 Ph( NE,),(S6,), 4,9362 YbOF
3.9571 . PbTL,(S6,), 4.9422 KpU,0,
3.9764 CaCN, : 4.9500 NaSmSe,
4 ,0290 NaHF, 4,9563 NaGdS,
4.0463  CaCN, 4.9569 YOF
4.0784  Niz(Tig, o7Nbg, o3) 4.9584  NaEuSe,
4.,0894 C 4.9603 Ho6F
4 .3909 LiEF, L 4,9689 LiGa8,
4,4083 Cs, 68 4,9700 Na¥Ybl,
4.4892 HCrd, 4.9737 Dy 6F
4.4923  RONpO,F, 4.9745  TbOF
4,4928  CdUdz .4 4.9759  Nalug,
4,4931 HCrd, 4.,9773 Sm@F
4.4943  RbPu6,F, 4.9811  EudF
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Inorganic (continued)

4.9812
4.,9814
4.981a
4.9828
4.9844
4 .,9864
4.,9876
4.9939
4,9957
4.9976
5.0032
5,0075
5.0126
5.0217
5.0291
5.,0398
5.0449
5.0509
5.0525
5.0558
5.0588
5.06394
5.0718
5.0723
5.0766
5.0843
5.1390
5.1622
5.1622
5.1761
5.1925
5.1968
5,1971
5.2033
5.2301
5.2470
5.2593
5.2779
55,2982
5.3247
5,3277
5.3368
5.3395
5.3396
5.3415
5.3429
5.3484
5.3500
5,3716
5.3718
5.3790
5.3549
5.3986
5,4045
5.4168
5.4264
5.4274
5.4331
5.,4371
5.4520
5.4720
5.4888
5.5011
5.5045
5.5049
5.5070
5.5110
5.,5350
5.5449
5.5492
5.5718
5,5755
5.5821

NaTbS,
CoBr2
GdOF
NdOF
ProF
LaGF
LiCoﬁ2
CeCo3
N1C12
NaGdSe2
Nade63
NaDy52
NaY82
NaThSeZ
Na.HoS2
NiI,
ThNF
NaDySe2
NaIn6@,
NaYSe,
Znl,
LlCt62
NaHoSe,
NaErS2
L1A162
NaErSeZ
NaScd
CaZN
KCe52
Livd,
Rb, U, 6,

Na(SnO.leo.s)Gz

KPrSa

K20e63

NaInS2

KNdS,

NaInSe2

NaFed,

KSm82

KTh&,

NaNle

Co.,Nb6
A12Cu15(A564)3(564)3(63)27036E26
KEuS,

CoNb

leeZ

Nh52

Na(Tio_SNLO_S)GZ

NaCrd,

KGdS,

C07M06

Co-,W6

KTb82

Fe;Mog

KDy52

NbSe2

Fe7W6

KY52

KHoS,

KErS,

NaCrSe2

Nb3Ig

FegRegSi

KYh52

Nb3Brg

Cog _7RegSiy 3

TnSz

RbT16,

Cu(Sno.leo_s)ez

KInG2

2

'InSe2
NaCrS,
CuRth

5.5892
S.6440
S.,6517
5.6747
S5.6996
S$.7309
§5.7492
S5.848S
€.9112
55,9138
5.9310
S5.9369
5.9441
6,0211
6.1780
6.87%5
6.8836
6.9274
6.9322
6.9394
€.5463
6.9512
6.9513
6.9516
6.9533
6.9636
6.9879
7.0343
7.0494
7.0744
7.0963
7.1277
7.1341
7.1506
7.2105
7.2203
7 .2240
7.2293
7.2391
7.2469
7.2476
7.2494
7 .2587
7.2617
74745
7.5080
7.5484
7.5962
7.6221
7.6221
7 .6670
7.7352
7.7411
7.8531
8.0157
8,0796
8.8177
B8.9926
9.1589
9.1889
S.3608
C.4111
$.4310
9.4394
9.4509
9.5442
9.6437
9.6752
9.7369
S9.8783
9.9424
10.0527
10.7605

TaSe,

CuFef,

CuGad2

N2W

KSc62
c“(T10.5N10.5)62
CuCrd

KCr52

A13Dy

RhScﬂ2

CuAIﬂz

Al3Ho

NAVOZ

CuCoﬂ2

AgCrﬂZ

Bi,Sey

BiySey

BiyTe,Se
BleTeSea

BlzTe3

Bi,Tey

BgMo,

BiyTey

BlzTeZS

BiTex

BlaTe3

B125e3
Bij.xCayd) ,5-0.5x%
SbyTez

N4Th3

Biy_xSry¥y 5-0.5x
BayPiyox%1.5-0.5x
SbaTes

Co7Er2

Gd

Sm

CeBGd7

Co,Gd,

Co,Y,

CozDyp

Co,Thb,

Sm

007302

IngySey

Al,Cq
4Mg(OH) 8Fe( 6H) 3
AZn(GH)ZOAl(SH)3
ACo(OH ), eAL(SH) 4
4Co(6H),eCo( 6H )
ANMg(OH), eMn( OH )5
4Mg( GH )2.A1( oH )5
Tiy .S

TiS

CaSl2
[Na,(Ca,M&),Cl,, [ He,AL,(8H),, ]
Yo, 8%
(Asy . ,Sn_)3Sn,
(Fe,Cu)S,01.53( Mgy 7Alg ( OH), ]
B.l?_GeTe4

Pblz

B141e52

Bi, oy (Te,Se,S)3_ o
Bi,(S,Se )y

Bi, exSey xSz
BLASeZS
Bi,.y(Te,Se,S)3_ o
GeszTe4
SnShZTe4
A17Cu4N1

Scz'l‘e3

Feas4

Tlsse

TaS2
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Inorganic (continued)

10.9320 'IaSez 2€,6368 B17Te3

12.2449 CugSg 78.5714 Balo(ln,Zn)gFe666108
12,3245 A16C3N2 i 93.4184 Balz(ln,Zn)llFe78614o
13,4200 Blz(Se,S )3 108.282 Bala(l‘n,ln)lsl’egoﬂlsz

17.15835 A18C3N4

Organic

0.9410 CgH NHOSDbF, 3.080 (NH4CH5),SnClg

0.,9715 CgHNHeAsF g 3.194 (NE3CH3 ),PtClg

0.9759 Cg Hg ST 3.630 CaCN,

0.9843 CgHNHOPF, 3.9764  CaCN,

1.3245 Na,CaU6,(CH3 );@6H, 6 4,046 CaCN,

1.3439 CsCN 4.,0894 C

1.4057 CH,eCHOONH, 7.4745 Al,Cq

1.9178  CgHgy ) 12.3245 AlgCyN,

2,164 B,C 17,1835 A18C3N4
3 2 3 6 Inorganic - 108
3 R3¢ D3q No. 167 Organic - 20

Inorganic

0.5400 NaB@, 2.7108 GaFe6y

0.5435 KBS, 2.7298 Al ey

0.5749 KB, 2.7301 Fe, 65

0.6092 HyB N Fy 2.7305 Al,6,

1.0059 CrCl;e6H,6 2,7333 Fe,ty

1,0060 AlCl,e6H,8 2.7402 Cr,6y

1.1644 FeK4NaClg 2,7413 Crydy

1.1691  FeK,NaCl, 2,7430 (Cr,V,Fe), 04

1.1928 Rb, CdBr 2.7470 Cr,04

1.2143 K,CdBrg 2.7€67 MoF 3

1.2146 K CdClg 2.7698 RuFy

1.2218 Sr, Pto, 2.7860 RhF 5

1.2248  K,CdCl, 2.8016 V6,

1.2397 K ,MnCly 2.8050 IrFy

1,2436 (NH,),CdBrg 2.8185 PdF 5

1.2480 Rh,CdClg 2.8239 V64

1.2518 (NH, },CdCl, 2.8377 CNi4

1.2570 K,CdClg 2.9184 Mn, 63

1.2579 (NH,)4CdClg 3.0800 Mg,B; ;6,,015H,0

1.2645 Rb, CdClg 3.1117 CrBGB

1.2732 K,PbFg 3.1259 Feg oGag, g BO3

1.2815 FeF3 3.1314 VBO3

1.3110  CoFg 3.1906 TiBOy

1,.3959 RhF 3 3.1980 NiCéy

1.4011 PdF 3 3.2024 NiCe,

1.4251 Cs3T1l,Cl, - 3.2046 InBdy

1.4297 Cs3Tl,Clg 2.2112  CoCHy

1.8716 SrCéy 3.2142 CoC6y

2.0171 RbUG,(N63 )5 3.2176 ScBog

2,0239 CaU6,(N63)5 3.2194  ScBeg

2.1019 NiBag6, 3.2202  ZnCéy

2,5001 TiFg 3,2277 CuCéy

2,5646 FeFg 3.,2292 ZnC6y

2.580% T1,05 3.,2370 CoCdy

2.5919 VFy 3.2394  MgCoy

2.5934 GaFy 3.2411 MgCoy

2.6100 Tlin6g 3.2428 InB@y

2.6252 CoF5 3.2516 LiN€y

2.6444 Iny 63 3.2750 FeCOy

2.6446 T1263 3.2750 Mn063

2.6494 Tigydy 3.2764 (Mn,Fe,Zn)CHy

2.6498 CrFy 3,2773 FeCOgy

2.6510 Ti,Oy 3.2790  MnCHg

2,6628 InFgy 3.3002 LuB6,

2.6669 InScOy 3,3043 FeCoy

2.6747 InFed, 3.3055 cdce,

2.6988 Ga, 65 _ 3.3123 CdCoy

2.6988 Rh,03 3.3193 NaNd,

2.6994 Yb,S4 3.4012 YBE,

2,7058  Lu,Sy 3.4169 CaCoy
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R3c ng No. 167 {continued)
Inorganic (continued)
3.4190 CaCOy 10.3833 Ca,FeyFe,g834
3.5756 Caz(P8,), 15,6716 CaFe,6
32,9080 MnPbg( 81,6, )5 15.8333 Ca,Fey,0,5
5.4170 BaB,9, 25.0000 MngMg,ZnpAs,Si,68,,(6H),,
Organic
0,7547 C3H N, 3.237 CoCoy
0.773¢ SC(NH, ), ex 3.2394 MgCo4
0.8980 [Cr(NH,CONH, )¢ ICT 5 3.2750 FeCoy
0.9134 [Fe(NH,coNR, ) JC15 3.2750 MnCoy
1.872 Srco3 3.2764 (Mn,Fe,Zn)C63
2,8377 NizC 3.2773 FeCoy
3.1980 NiCédy 3.3043  FeCH,
3.2142  CocHy 3.306 Cdcog
3.2202 ZnCe 3.4169  CaCdy
3.227 CuCdy 3.4190 CaCoy
1 Inorganic - 2
6 P6 C6 No. 168 Organic - 1
Inorganic
1.6455 LiRh 3.7686 NbSe,
Organic
0.4187  UB,(C H,OHCEO),03H,6
6 P6, €2 No. 169 (includes P6. No. 170) Inorganic - 3
1 6 : 5 7 Organic =~ 6
Inorganic
2.7145 In,Sey 13.6626 Ca,Si,0;,04H,0
2,8340 Ga,S3
Organic
1.517 (CgH, )Bre( N6, )4 2.6305 {(CE3),C13Cy
1,77% CgH3( COOC,Hg ) 2.729 [c°(06314N2)3]c13o4325
2,290 CygHas 3.226 N( C,H, #NH3Cl )3@HCL+H, 8
6 Pe,  C3  No. 170 (see No. 169)
6 P6, C¥ No. 171 (includes P6, No. 172) Inorganic - 0
2 6 4 7 Organic -1
Inorganic
Organic
2.0352 2C33H3 46 9C H,
6 P6, Cg MNo. 172 (see No. 171)
6 Inorganic - 24
6 P63 C6 No. 173 Organic - 7
Inorganic
00,4031 NaGCaC63( A1651 6624 )02H26 0.4068 CaNas( “5164 )3063
0.4053 Nag(Al38i,6,,)C6 0.4068 Nag(Al38136,,)C65
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P6, [ No. 173 (continued)

Inorganic (continued)

0.4072 CaNaz( AlSif, )3CO3 0,9433 LiYdy

0.5566 Ca,Mnz_ [(B63)(C65)(6,8H)3] 0.5438 LiI0g

0.5584 (Na,K)ALSi6, 0.9494 CaNn( S6,)(CO;3 N OH)®12H, 6

0.6118 TL3PY, 1.0447 NaHPO,NH,

0.6146 Tl3As6, 1.0715 BBrg

0.6809 Pbg Cl(As63 ) 1.0773 BCl,

0.8357 NaAlSie, 1.2025 InySey

0.8397 ENag[(Al,Si)6, ], 1.6764  KLiS6,

0.8426 NaAlSi@, 1.6844  EKALlSig,

0.9406 CagH( C83)(S6, }Si6,013H, 6 1.8068 AlgW

Organic

0.,5804 Nale3{(CH3),C6] 0.7788  [Co(NH,CHCH3CH,NH; )3 JBry

0.665 CgHy oNOH 1.104 CHIy

0.6791 (CH3),NNiBry 4,1607 C37Bg, 18,

0.7752  Co(CyH;oNp)3Bry
= z 1 Inorganic - 7
6 P6 C3p No. 174 Organic - 0

Inorganic

0.5849  NaLuF, 0,6113 NaPrF,

0.5889 NaHoF, 0.9997 Zr3S,

0.5959  NaTbF, 1.2228 Liy6,

0.6084  NaNdF,

Organic
6 1 Inorganic - 0
o P6/m C6h No. 175 Organic - 0
6 2 Inorganic - 101
m P63/m C6h No. 176 Organic - 20

Inorganic

0.3377  MNg5(OH,F);B6, 0.580%5 UCly

0.3418 NbyTe, 0.5806 AcBrg

0.3467 NbSe , 0.5811 Fr(@H);

0.3607 Th, S, 0.5825 Nd( 6H )5

0.3656 Th,Se;, 0.5846 LaCly

0.3826 N,Siy 0.5869 NaTwF,

0.3931 PbSb,S, 0.5903 La(®H )y

0.5511 Pul(Bry gCly, )3 0.5910 La(@H)y

0.5530 PrBr3 0.5971 AcCl3

0.5532 ctcl, 0.6016 NaSwF,

0.5535  NpBry 0,6595 3CsCLOHLORCL,

0.5575 GdCly 0.,6957 Cag(P6, ) Br

0.5588 CeBry 0.7050 Cag _4Mn; (Fey gPg8y,(0H),

0.5592 UBry 0.7097 CagF(A8,) 3

0.5609 EuCl, 0.7100 PbgCL(VE, )

0.5627  Yb(6H)y 0.7108 PbCL(VE, )5

0.5653  SmCly 0.7109  (Y,Calg[(S1.A1,P)6, ]5(OH,F)

0,5657  Y(OH); 0.7119  PbgCL(VE, ),

0.5661 LaBry 0.7122 CagBaCl,(Pd, )¢

0.5688 Sm(GH) 5 0.7122  CagPbCl,(PG, ),

0.5727 Eu( OH )4 0.7161 CagMgCl, (P8, ),

0.5729 AnCly 0.7169 CagNiCLl, (P8, ),

0.5732 NdC1l3 0.7195 CagCL( P8, )4

0.5735 PrClg 0.7225 SrgClL(Cré, )3

0.5738 CmCly 0.7239 CasNag(S9, )gF,

0.5743  PuCly 0.7239 CagOH(Cro, )3

0.5753 AmCly 0.7245 Cayq,5(P6,)3(516,),(S6,)F,

0.5770 NpClg 0.7248  CagNa,(P8,),(S6,),F,

0.5788  CeCly 0.7256 PbgCl(A86, )3
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Inorganic
0.7262
0.7271
0.7288
0.7290
0.7291
0.7292
0.7295
0,.7302
0.7304
0.7305
0.7305
0.7306
0.7322
0.7327
0.7336
0.7338
0.7343
0.7347
0.7347
0.7349
0,7357
0.7360

Organic
0.505
0,505
0.506
0.506
0.506
0.5063
0.5068
0.507
0.507
0.662

Cayo,5( PO, )5(S16,)F,
Cay g8( PO, )¢

(Ca,Mn )6Ca4F2( P, )¢
CangG(P04)6

CagSrd(PO, )¢
(Ca,Sr)gCa,(F,6H,6),( P,As) g0,,
Ce,(S6,)309H,6

CagNif(Pd, )

Cag 5(P8,)3(Si6,)(S6,),F,
(Ca,Mn)gP36, ,F
(Ce,Ca,Na)(F,0H)[(8i,P)e,
CagCH( PO, )5

(Ca,Ln)dy g6(Si, AL, P); 1,4(6,8H,F)g 34
CayoFp(Si6,)3(56,) 5
Cdg@H( PG, )5

CagNa (P8, ),(Si6,)(S6,)F,
CasF(P64)3

CasF(P64)3

PbgCLIPE, )3
[RE.Ca,Mn]5[(S16,),(P8,) J5(F,6H)
Pbg(F,CL ) PG, )5
CagPbg( PO, ) (BH),

Nd(C,H S0, );09H,8
La( C,HgS6, )509H, 8
Dy(C,HgS6, )3 09H,0

Pr{ C,H5S6,)3#9H, 6 ’
Ce(C,HSE,)309H,6

Ho[ (C,Hg )SO, 1309H,6
Y(C,H; 56, ) 09H,0
Gd(C,H S8, )3 99H, 6

Sm( CpH5S6, )3 09H, 0
(CH3),CNOH

0.7364
0.7372
0.7373
0.7387
0.7388
0.7392
0.7404
0.7438
0.7455
0.7497
0.7556
0,9551
1.0647
1.4757
2.0200
2.0249
2,2584
2.2672
2.2839
2.3211
2.3a12

0.750
0,7986
0.8306
0.845
1.1555
1.5107
1.5452
2,020
2.024
2.4775

PbSGH(P04‘3
CagOH( PO, )3

Cay g( PO, ),(Sif, N SO, ) EH),
BagCl(Crd, )
Cay g8 PO, )g
Srg(GH NP6, )5
Lu2(564)3.9326
3Cay(Pd,),e2H,0
Srg(GHM POy )5
Cay oCO3( PG, )¢
Bag OH( PO, )5

AlBO5
Bl
K

2ZrSi 9

379

ENa,,CL(CO3) (SO, )g
ENa,,Cl 0630 ,(86,)g
(NH,)3W,Clg

E3W,Clg

Tl3¥,Cg

Cs3W,Clg

Rb3W2C19

CQIOCGB(PGA)G
NaIC3CH3GH
(NHZCNH)3C.C1
C6E6C16
(CSES)3N13(05)2
MO(C2H252)3
(CH20C32)3N2
9N52S64.2Na2C63'KCI
ENa,,Cl(CO3),( 506, )
FeZ(Ce)9

Inorganic - 2
Organic -0

Inorganic
0.9169

Organic

(Ca,Th)P8,eH 6

2.3632

NH4C10A5253.0.5326

Inorganic - 3
Organic - 9

Inorganic
2.5000
2.5050

Organic
1.3197
1.3372
1.9399
1.9502
1.9574

CsCuCI3
Ba( NG, ), 0H26

SCH ,N,60CgH, ,6,
(Cy gHgy)-( NE,CONE, )

C3pH, gNg8s@xCoH OHOYH, O

C3pH, 7N 8¢ CLOXC, H OROYH, 6
C32847Ng%Clg, 210, 8°CoH5OHOxH 0

2.5191

1.9747
1.9927
2.020

10,379

CsCucCly

C35HoNg8gCly I q@C H OHel 5H, 6
CgpH,7Ng8,ClOC, H OHel,SH, 0
C3,H,gNgGg®CoH OHO1, SH, O
(~S-CH,-CH(NE, )JCO6H ),

J. Phys. Chem. Ref. Data, Vol. 6, No. 3, 1977



790 MIGHELL, ONDIK, AND MOLINO

4 . Inorganic - 24
622 P6222 Dg No. 180 (includes P6422 No. 181) Organic - 2
Inorganic
0.6572 K CoW, ,6,,020H,8 1.3742 NbSi,
0.9070 CasS6, 1.3837 {Gag, 3CGeq 7)Mo
0.9083  NdPd, 1.3896 HfSn,
0.9127  CeP6, 1.4184  (Al,Si),Cr
0.9134  LaPg, 1.4353 Aly o5MnSiy ,g
0.9187 GdFO,eH, 8 1.4362 CrSi,
0.9211 AcP€,e0.5H,0 1.5080 Hgp@,Nal
1.0916 Sid, 1.6964 BeZFez(Mn,Mg,Na)(P64)4'6326
1.1050 AlPY, 2.1347 LiAlsio,
1.3655 Ge,Nb 2.5472  Ma,N1
1.3724  NbSi, 2.5808 Mo,Sny
1.3738  Si,Te 3.1157 Cu,Si
Organic
5.0291 Cg0H, N2 0, 6.086 C(CH,;6 ),(CHCgH ),
622 P6,22 D7 No. 181 (see No. 180)
6 Inorganic - 17
622 P6322 Dg No. 182 Organic - 1

Inorganic

0.3174 KAlSio
0.4534 ’RuBr3
0.4549 Ti!3
0.4594 MoBrg

4 1.6819  BaAl,6,
1.6839  BaAl,®6,
1.6911  BaGayd,
1.8234  Cs,S,08¢
0.4900  Pu,Zng 1.8326  As,Nig
0.9345  Fe,N 1.8716  As,Pdg
1.1931  YbBe, 2.1297 UTa30,,

1,6613 Mans 3.2133 Be4Mg4(A1,Fe)16632
1.6801 BaAl, 6,

Organic
1.2864 [Ni(NH,-CH,-CH,~NH,); }(N6,),

Inorganic - 3
6 No. 183 Organic -1

Inorganic
0.8218 Cog Er
1.4599 Ca,[Co(NE, ), IBresH &

1.4971 AuCN

Organic
1.4971 AuCN

2 Inorganic - 0

6mm Pécc C6v No. 184 Organic - 0

3 Inorganic -~ 6

6mm P63cm C6v No, 185 Organic - 1
Inorganic

1.0279 LaF3
1.8€95 ErMn63
1.8847 LuMn63

1.9178 ScMn6 3
2.6434 (Mgl.éAll.oFe0.4)(SIAIOS)(GH)4
2.7302  (Mg,Fe)3(8H), 8i,85
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Inorganic - 106
Organic - 14

MgTe
Ccds
CdSe
MnSe
ZnA1254

(Zn Mn,Fe)sS
Agl
Agl
Gaas3
ZnS
CdTe
Asin
CuBr
SicC
K2CrF
Cul
K2T1F6
BN
KZMnF6
KZPdF6
BP

Rb, TiF

6

N12M03ga
Mg2Mo368
Co,Mo 36
Zn,Mo36
CdCSP04O6H26
CsMnP6406326
CsMgP64.6H26
Fe2M0368
Mn2M0368
Cd2M0368
Cep4Coyy
Na2CaBa4RE1.SSrO_2UO.3(063)9
CadgHC1
Cd@BCl

PbI,

CdBra

Cd12

Ccsi

ZnS

11384

Ti,Sy

TaSe,

TaS,

ZnS

CcSi

Agl

Zns

CcSsi

A15C3N

ZnS

A17C3N3

Sic
C(NB2)3I
SicC

sicC

sic
A15C3N

P6 zcm Cg No. 185 (continued)
v

Organic
0.6860 (CgHy, )3C3H, 0,

6 mm P6.mc  Cr No. 186

3 v

Inorganic
0.4338 Ca Pbg 1.6291
0.5459 Nay@sFg 1.6297
0.5526 NayRuFg 1.6302
0.5601 Na,RhFg 1,6311
0.5635 Na,CrFg 1.6318
0.5688 Ne,PdFg 1.6332
0.5763 Nd( Br63)509H,0 1.6354
0.6244 FegTh, 1.6355
0.6249 Ir3Th, 1.6358
0,6275 RhTh, 1.6358
0.6277 Co3Thy 1.6368
0.6277 8s3Th, 1.6384
0.6312 ByRu, 1.6404
0.6318 NiaTho 1.6409
0.6381 Ce,Ni, 1.6421
0.6441 B3Tc, 1.6450
0.6596 CsFe, 1.6452
0.6528  LiMnd,e3H,8 1.6471
0.7030 LiCl6,e3H, 6 1.6490
0.7315 Lile3H,8 1.6539
0.8304 BaMnéy 1.6564
0.8539 BaTiSey 1.6599
0.8567 RbCoCly 1.7151
0.8659 BaNi6 1.7172
0,.8€60 BaTiSy 1,7193
0.,9412  H,6 1.71¢6
1.5842 Ce3TiBrg 1.7265
1,5878 (Fe,V), Vgt ¢ 1.7269
1.5952 CuH 1,7273
1.5965 Znd 1,7375
1.5%91 NH,F 1.7717
1.5¢95 ALN 1.853%
1.6033 RbTiBrg 2,2768
1.6046 Ag,In, S, 2,409
1.6105 Cs,RhFg 2,5602
1.6111 InN 2.8060
1.6177 MnS 3.0630
1.6195 Al,Seq 3.1521
1.6212 Rb,GeF g 3.2241
1.6218 GaN 3,2601
1.6221 Rb, PdF 3.2669
1.6224 Bed 3.3237
1.6227 Bed 3.3294
1,6231 Bed 3.7009
1.6231 Rb,MnFg 3.7048
1.6235 K,;GeFg 4.,9019
1.6236 Be,NaSb®., 4.9058
1,6245 GaN 4.9778
1,.,6245 (Cdgy 54020 45808 6.5340
1.6251 (Cdy, 576Z0g, 42475 6.5434
1.6272 ZnFey gMng, 5Sp 6.6047
1.6281 (Zng 584Cdg, 41508 8.1590
1.6286 Rb,CrF 9,.8264
Organic
0.6596  Fe,Cg 1.6409
0.7038 SP(C,Hg )3 1.711
0.7220 SeP(CyHg )3 3,260
0.8436 (CyHg )3NHCL 4,906
0.875 (C,Hg);NHBr 6.5434
0.882 (CyHg )3NHI 6,6047
1.4119 (CH3), AsBr 9.8264

Al;C3N5
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6m2 z 1 Inorganic - 23
§2m Pom2 D3h No. 187 Organic - 4

Inorganic

0.9394  NbNg g¢ 1,957 Co,NgTa,

0.9681 TiS, 1.9966  FeyNg ,Ta,

0.9759 cw 2,0046 N, NipTa,

0.9766 TiS 2.4384 CogV

0.9768 NW 2.9211 Be,,Hf,

0.9832 N, g.Te 2.9310 UpZng 4

00,5864 N(Ti,Co) 3.9359 RbScH,

0.9901 Mo P . 4.,7816 Fe3Th

1.0186 Zr3Se, 4,8052 ZnzIn,Sg

1.0648  TeaZrN® 5.6194 3CeFCO502CacCty

1.1114 CeFCO;0CaCOy 7.4364 TaSe,

1.1836  CeFCO4

Organic

0.9759 WC 1.1836  CeFC8,

1,111 CeFCO 0CacC, 5.619 3CeFCO382CaC0y
6m2 = 2 Inorganic - 19
E2m P6c2 D3  No. 188 Organic - 0

Inorganic

1.3529  YbBe, ‘ 1.4758 CoK(P64)4

1.4583  KNi(BeFz), 1.4765 BaTiGe 39,

1.4608 KMa(BeFy ), 1.4795  EKMg(P€3)4

1.4618 EZn(BeFj3), 1.4834  CATU(P8y),

1,4634 BaTiS1i46, 1.4889  CdRB(PO3)s

1,4638  CoK(BeF3)y 1.4894 EMn(PE5) 5

1.4654  EMn(BeF3)3 1.4968  CdK(PE3)3

1.4657 Ba(Sn,TilSi36g 1.4982  CdAg(P63),

1.,4712 BaTiSi36, 1.5211 CaK(P63)5

1.4749  XZn(P63), ’
6m2 = 3 Inorganic - 32
62m Po2m D3,  No. 189 Organic - 1

Inorganic .

0,2490 Be, ,Ti 0.5773  NiyP

0.3391 Ca,Ird, 0,577 KCeF,

0.4138 InMg, 0.5773  K,UFg

0.4742  BNigSi, 0.5804 xiuz6

0,5156 PTi, 0.5811 KLaF,

0.5284 GePt, 0.5811 X, ThFg

0.5285 Pd,Si - 0.5864 AsCoyp

0.5386 AsPd, 0.5876  Fe,P

0.5438  AsPd, 0.5893 Fe,P

0.5454 Pds5Thy 0.5901 Fe,P

0.5457 Pt-Th 0.5988 K,ThF

- sThg - 2 &
0.5545  Pt,Si 0.6849 (Ce,La )FC85
0.5591 Rb,ThF 0.7186 Na,©
- 2 6 i 2ve

0.5687 ¥n, P 0.8694 Ba, gTady

0.5733  KpRelly 0.9020 Til,

0.5768 K TcHg 1.19€64 AlgFeMg,Si,

Organic

0,684 (Ce ,La )JFCO 5
6m2 g 4 Inorganic - 10
62m Pozc Dy,  No. 190 Organic - 9

Inorganic

0.5071 (AgNSE,eH,6) 0.8891 KzNaU6,(Co3) 4

0.5374 Co( NO5), @3N, H, 1.3665  CeFCo4

0.5433 Zn( N63 ), 83N, H, 1.3710 (La,Ce)CO5F

0.5615 CA(NE3),e3N,H, 1.9711 FeS

0.7956 LiNaCHy 3.8521 Ti,S,
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Péec D%, No. 190 (continued)

Organic
0.5573 NaIe3(CH,},NCHY 1,206 (CH5 )3SbBr,
0.6413 Na3C Nge3H,9 1.273 (CH3)3SpI,
0.796 LiNaC6y 1.3665 CeFCH3
0.8891 K3NaU6,(Co3) 5 1.3710 (La,Ce)COF
1.161 (CH3)3SbCl,

622 Inorganic - 220

mmm P6/mm D¢, No. 191 Orgagic - 3
Inorganic
0.3152 RAlSi®, 0.7588 CogGd
0.33€5 Col( Cl8,) ,86H,0 . 0.8002 CogY
0,.3851 Fe,(6H)( P8, )3012H,0 0.8008 NigPr
0.4923 Be3Al,Sig08; g 0.8016 CogSm
0.5118 AsPdy 0.8022 CugPr
0.5608 NTa 0.8023 NdNig
0.5769 Ti8, 55 0.8024 CaCug
0.5887 TlyGe,6, ¢ 0.8026 CogEr
0.5897 TiU, 0.8027 NigPr
0.5986 Biln, 0.8037 CugNd
0.6123 UZr, 0.8037 Cey pCuy g
0.6286 Agg .y Tes 0.8038 NdNig
0.6286 AggTes 0.8047 CugNd
0.6298 Ag,Te, ) 0.8053 CoyGd
0.6315 AggTe s 0.8053 NigSm
0.6467 Hg,U 0.8066 CoSn
0.6677 PtZn; - 0.8068 NigTh
0.6724 Mn,Ta6y 0.8068 IrgTh
0.6632 Ag,Th 0.8069 GdNig
0.7021 Cd,Th 0.8074 Aug (Ba, Au)
0.703%9 Cd,Dy 0.8078 LaNig
0.7177 Au,Th 0.8086 Cog Dy
0.7186 ErHg, 0.8096 Cog Dy
0.7212 Hg,Ho 0.80S7 CugHo
0.7212 DyHg, 0.8099 NigY
0.7311 CaHg, 0.8101 CogY
0.7342 HgyLa 0.8103 NigY
0.745S EuHg, 0.8108 NigTh
0.7636 BegZr 0.8110 GdNig
0.7655 BegHf 0.8115 CogHo
0.7694  CeZng 0.8115 HoNig
0.7715  C3S1,4Usq 0.8120 FeGe
0.7722 AugRDb 0.8122 AggBa
0.7739 CaZng 0.8125 LaPtg
0.7780 CugSr 0.8135 NigY
0.7784 Cogla 0.8137 DyNig
0.7787 LaZng 0.8139 AgsSr
0.7836 FegTh i 0.8140 HoNig
0.7849 Hg,Sr 0.8144 NigPu
0.7857 EuZng 0.8152 DyNig
0.7887 BaPtg 0.8158 ErNig
0.7895 Cu,Th 0.8160 CogTh
0.7897 CaZng 0.8167 ErNig
0.790% CogNd 0.8167 CePtg
0.7907 BaPdg 0.8176 DyNig
0.7909 CogNd 0.8180 CogDy
0.7922 AugK 0.8180 CeCog
0.7924 CogTh 0.8191 CeNig
0.7932 Cugla 0.8191 CeCog
0.7933 CogPr 0.8192 CogEr
0.7547 LaNig 0.8194 PrPtg
0.7S59 CogGd 0.8200 FegGd
0.7960 CaNig 0.8204 CugGd
0.7963 Cugla 0.8215  CeNig
0.7964 CogPr 0.8215 NdPtg
0.7S65 CeCu, 0.8220 NdP tg
0.7966 CogTh 0.8226  CeNig
0.7975 CaCug 0.8230 CeFeg
0.7S77 Cu,Th R 0.8236 CugY
0.7981 CogGd 0.8260 CugY
0.7983 CeCug 0.8268 ThZn,
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Inorganic {continued)

0.,8277 PtT1 1.0485 (B,Be),Ht
0.8277 AggFu 1.0490 Ge3Tm,
0.8282 CogY 1.0495 B,Ta
0.8337 FegY 1,0510 PuSi,
0,8363 Be, Bf 1.0514 Er,Geg
0.8367 DyFeg 1.0532 GegTb,
0.83267 FegSm 1.0536 Dy,Geg
0,.8392 FeSn 1.,0538 GezHo,
0.8436 FegHo 1.0544 Si,U
0.8440 FeSn 1.0556 GezY¥b,
0.8451 YZng 1.0574 ScySig
0.8458 DyZng 1.0574 GezLu,
0.8481 Thy 6205, 4 1.0590 Si,Th
0,8711 CegLi 1.0598 LigN
0.8760 Cupla 1.0604 (B,Be),Zr
0,9479 Al,Th 1.0608 B,Ta
0,952% GayU 1.0617 B,Ti
0,9555 InNi 1.0653 B,Ti
0.9563 Si,u 1.0661 B,Ti
0,9599 ErGa, 1.0693 B,Nb
0,9610 (Mn,Sb,Cal),(Mn,Fe,Mg)3[ 65810, ] 1.0713 . ByNb
0.9647 Gay Ho 1.0731 DySip .,
0.9676 GayPu 1.0763 ErSi,
0.5677 DyGay, 1.0763 HoSi, .,
0.9678 Liy 35C0g, ggN 1.0776 SigYs
0.9683 DyGa, 1.0777 Si,. Tb
0.5693 CMo 1.0787 Si_ Tm
0.,9707 Ni,Th 1.0814 LuSi,_.
0.9707 Al yolag gg 1.0817 AlB,
0.9729 Ga,Tb 1.0867 Siy.  Yb
0.9755 GayY 1,0893 GaySr
0,9755 ByBe 1.10085 BaSi,
0.9765 Ga,yY ~ 1.1047 ByHT
0,9801 Ga,Gd 1.1139 ByZr
0.9811 Ga,Gd 1.1145 ByZr
0.5880 GaySm 1.1179 B,Sc
0.9929 ThZn, 1.1346 DyGey g2
0.9976 SipTh 1,1411 ByLu
1,0000 Ga,Nd 1.1420 By Mg
1.0046 CeGay, 1.1426 BaGa,
1.,0061 Ga,Pr 1.2717 B,U
1.00S9 B,W 1.3604 Pt6,
1.0100 B,Nn 01,4933 BaAl,Si,64
1.01321 ByMo ' 1.6104 Fe,GaGe
1.0197 BV 1.7053 KA8,6¢Br
1.0207 ByNo 1.,7168 Cu,Te
1.0222 Ga,Le 1.7221 NaAs, 0,1
1.0356 EuGe, 1.7376 KAs,0,1
1.0365 B,(Cr,Mo) 1.7633 NH, As,6,1
Organic

0.7715 U,0SigCa 0,963 MoC

0.8711 LiCg

622 2 Inorganic - 11
momom P6/mcc D6h No. 192 Organic -1
Inorganic
0.9572  MNg,Al,Si 6, . 1.0016 Beg oy 2(Na,L1,K,Cs, ) ,AL1,Si,,6;,O0nH 6
0.9579 (Fe, Mg ) Sc, A1 )3HSi 6, 1.3279 KpCaqBe, Al Si,,68,, 00,8
0.9663 [BegSc,Sig6,4] 1.4094  (K,Na),(Fe,Mg)gSi; 05,
0,9957 BegAl,Sig6 4 1.4100 (K,Na,Ca)(MgFe),( AlFeFe )3( Si,AL),,6,,0H,8
0.9979  BegzAl,Si 0,4 1.4208  (K,Na,Ca X Mg,Fe),[Al,Fe(II), Pe( ITT)]
000 i.0
1 1 Be3A125 6918 (Si,A1)126300H26
Organic

0.3390 BrC6H4B( 6H)2
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Inorganic - 97
Organic - 1

Inorganic
0.6739
0.6752
0.6757
0.6776
0.6793
0.6800
0.6813
0.6816
0.6832
0.6849
0.6867
0.6878
0.6886
0.6898
0.6900
0.6905
0.6918
0.6930
0.6934
0.6940
0.6964
0.6967
0,6968
0.6592
0.7002
0.7024
0.7029
0.7033
0.70326
0.7039
0.7045
0.7047
0.7048
0.7066
0.70€6
0.7067
0.7109
0.7180
0.7272
0.7273
0.7282
0.7298
0,7298
0.7301
0.7302
0.7302
0.7304
0.7308
0.7308

Organic
0.6757

Ga3V56
Ge305
(Cr,C)g(8Si,C3
Sn3Tig
Gea N, Tag
GazNbgd
GezVg
Al3B,Tag
SnyZrg
Ht55n3
SigTig
Pb32r5
C,GezMog
Ga3NxTn5
Ga3NxNh5
GeaTaS
SizTig
Ge3T15
Ge3er
HfsSny
NbgSig
Kn5513
NbgSiy
SlsTaS
Ge3Zr5
GezHfg
P3Tig
Ge3Mn5
P3Tig
Hf5A136x
HEgSig
As3T15
8132r5
Ge3Nbe5
CxGe3Nb5
A13Hf5
A132r5
Hg3ugs
PrSSn3
Smssn3
GdSSnj
Pb3Sm5
PbzPrg
NdgSngy
BOSSn3
DygSny
Sn3Th5
Sn3Tm5
DysPby

x

(Cr,C)g(81,Chy

0.7308
0.7312
0.7313
0.73185
0.7321
0.7321
0.7335
0.7342
0.7345
0,7356
0.7385
0.7393
0,7403
0.7410
0.7488
0.7491
0.7494
0.7497
0.7497
0.7500
00,7500
0.7500
0.7503
0.7506
0.7518
0.7522
0.758%
0.8565
0.9121
0,9159
0.9229
0.9282
0.¢356
0.9402
0.9€13
0.9654
1.0093
1.0221
1.023%
1.0236
1.0244
1.0249
1.,0253
1.,0285
1.0321
1,.,6311
1.7480
2.8863

NdgPby
GdgPby
Pb3Tbs
LugSngy
ErgSny
Host3
ErgPbgy
Sn3zYg
Ph3Tm5
LaSSn3
LugPby
ScgSig
CegGeq
GegScg
Ge3Lu5
Ge3Tbg
CegGegz
Ge3Tm5
ErsGe3
Ge3ﬂo5
G93Nd5
Ge3Pr5
Ge3Sm5
DygGesz
GdSGe3
Geglag
Geglag
Cs36
HfI3
ZrI3
RuCl3
TiClg
ZrBrg
Al,S4
Zrcl3
ZrC’I.3
BaUFg
HoF3
CeF3
SmF3
Rbg  29W03
NdF3
EuF3
CsW369
Ko,31¥93
FeTiV
BaUF6
CaAlySiydg

4
P63/mmc D6h

No. 194

Inorganic - 637
Organic - 48

Inorganic
0.4180
0.6023
0.6092
0.6144
0.6171
0.6682
0.6918
0.7042
0.7079
0.7117
0.7118
0.7170
0.7205

CaNa3A13(Siﬂ4)3SG4
NbgSng

GagVg

Na,R4( Cdz)g

SngTig
Culgcl4(SG4)(6H)3203H26
AljLla

Al3Ce

AlgPr

A13Nd

AlaTh

Al ThU

A13Sm

0.7266
0.7275
0.7407
0,7411
0.7418
0.7444
0.7445
0.7462
0.7466
00,7468
0.7476
0.7480
0.7481

AlsGd
Al3Gd
Ba(PbO.STlo.S)S
Hg3Sr
Gdﬂg3
Hg3Th
ngY
DyHg3
Hgsﬂo
Equ3
Hg3Sc
Erﬂga
Hg3Tm
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P63/mmc Dgh No. 194 (continued)
Inorganic {continued)
0.7495 DyHgy 1.0471 Al oMn3
0.7501 HgzLlu 1.0694  SnClyg
0.7506 HgyHo 1.0896 SnTi,
0.7508  ErHgy 1.1872  [Co(NH4)3H,6C1, ]Cl
0.7568 CaHgy 1.2083  BPt
0.7570  EuTlg 1.2114 AlzZr,
0.7612 HgzYp 1.2195  GaTij
0.7648  AlLag 1.2220 Ny6g
0.7760  AlNdy 1.2296 InNi
0,7974 InNiy 1.2309 FeySn,
0.7590  FesSn 1.2425 MNn,Sn
0.8007  AlTi, 1.2457 GaNi,
0.8026 NizSn 1.2476  FezGe,
0.8031 AlTi, 1.2529  Mny ,4Sn
0.8033 IrgTh 1.2577 NiaSn,
0.8047  CogzW 1.2589  CoxSn,
0.8051 SnTig 1.2593 CoGe,
0.8053  SnTij 1.2623  FeSb
0.8063 CsTiBr 3 1.2636 ha'rh
0.8070 SbTi, 1.2678 NiSn
0.8074 PbTi, 1.2683 Cu,Ni;Sng
0.8093 Cd3Mg 1.2659  Ge,Nij
0.8099  CdMgs 1.2750  AuSn
0.8150 RhTiBrg 1.2756 Suv
0.8209 Niz(Tagy, 33Tig, 7! 1.2779 AuSn
0,8209  Niz(Nb, 33Tig g7) 1.,2800 [Rn,Sn,]
0.8259 CsNiCly 1.2850 Co,Ge
0.8379  CsNiFy 1.2880 PdSn,
0.8499  Pt3U 1.2967 NiSb
0.8623 BaCoB, gs 1.3047 NiSb
0.9437  CdzMg 1.3078 NiSb
0.9502  Niy-Sm, 1.3208 CrSb
0.9547 GdpNiy 4 1.3229  PtSn
0.9639  Ni,Pu, 1.3242 CrSb
0.9670 Ni;,Tb, 1.3249 PtSb
0.9673  HopNiy, 1.3314 CrSb
0.6674  ErpNiy, ‘ 1.3363 CoSb
0.5678 Niy .Y, 1.3420 CoSb
0.9684 Dy, Ni,, 1.3495 BiMn
0.9690  Ce,Coy, 1.3530 NiTe
0.9709  Coy.Dy, 1.3541 Na ,ZrSi,0,02H,6
0.9715  Co,,Gd, 1.3660 PdTe
0.9719 Ce,Coy, 1.3705 IrTe
0.9721 Coy .Y, 1.3763 BiMn
0.9725 Ni;,Th, 1.3793 CoTe
0.9729 Col-,Gdz 1.3807 CoTe
0.9732  Coy,Sm, 1.3832 BiRh
0.9733  Coy,Th, . 1.3879 IrSh
0.9741 Co, .Y, 1.3880  BiRh
0.9743  Cojy,Ho, 1.3900 MnSb
0.9751 Co, ,Ho, 1.3910 AsNi
0.9756  Coy4Dy, 1.3940 1ePb
0.9762 Fey,Y, 1.3960 IrSn
0.9763  Coy4Er, 1.4029 MnSb
0.9769  Co;-Er, 1.4152 AlPd
0.9769  Co,,Tm, 1.4185 RhTe
0.5813  Fe,,Th, 1.4209 BiMn
0.9822  Fe,,Fo, 1.4605 CoSe
0.9824 Fel7Gd2 1.4630 Nise
0.9835 EraFel., _ 1.4681 CoSe
0.9838  Fe;,Gd, 1.4760 CogSiU,
0.9841 Dy,Fey 1.4818 Fe,Tey
0.9858 Fe;,Ho, 1.5000 FesSiU,
0.9884 LayMg 1.5023  AlCo3U,
0.9890  Al;,C-CuzMo,, 1.5063 RhSe
0.5918  Be;,Ti, 1.5074 CoS
0.9918 ' AlgCop 1.5266  CoS
0.5919  Bey,HE, 1.5302 Mng SizU,
0.9923  CeMgyg,3 1.5340  AsMn
0.9554  AlgRh, 1.5376 CoS
1.0000  C4CosWg 1.5400 CoS
1.0185 Co,-Smy 1.5410 Cry 33T,
1.0308 AlgMn3Si 1.5494 SbTi
1.0387  Al,oMng gSi, 120y 4 1.5511  CoMo® '
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Inorganic (continued)
1.5541 Nis
1.5852 CV

1.5578 Nig
1.5581 CPZ.OOTeZ
1.5600 CoWd
1.5606 Inth
1.5673 FeWd
1.5692 LuMn6

1.56¢8 Ho

1,5700 Er

1.,5708 ScF6402H26

1 .570% FeMo©

1.5709 Dy

1.5722 CuBSn

1.,5723 Ge°.75MnNil.25
1.5726 (6s,Ir,Rh,Pt,Ru,Fe)
1.5726 CuBSb

1.58762 001.1510_9v
1.5767 CV2

1,57¢68 Gao.75MgN11.25
1.5772 A1368U2

1.5779 (Al,Mn)zU
1.5811 Hf

1.5817 EuIn2

1.5817 Eule

1.5819 Ccv,
1.5820 Ru
1.5831 gs

1.5832 Caln,
1,5836 Mnd,

1.5837 Niy »S8ig gV
1.5845 Y

1.5847 Be
1.5855 Ru
1.5872 Y

1.5879 Cul.sGeo.SMg
1.5884 Sc

1.5899 (Gs,Ir)
1.,5900 CNb ,

1.5910 Gd
1.,5925 Zr

1.5926 CrRh
1.5936 Sc

1.594¢9 Fe2/3N1/3
1.5955 Cuy 5Geq, gMn
1.5956 CoMoSi
1.5958 CulnMn

1 .5962 AlZCG
1.56¢73 MoNiSi
1.5974 Tl

1.8975 (Ge,N1)2Mo
1.5981 M05513U4
1.5982 Rh80.5w19.2
1.5984 Tl

1.6000 LaT13
1.6000 Tl

1.6006 NisSiw
1.6013 AlMnU
1.6014 Ti

1,603¢ Co3GeTa.2
1.6041 Tc

1,6042 InZSr
1.6056 BnMgZ
1.6057 FeZSc
1,60€3 Re2U
1.6070 AlNiTa
1.6078 T160.325
1.6078 CoGaFf
1.6081 AlCoV

1 .6082 VTe
1.6086 Mg, Y
1,6087 AlCuNDb
1.6098 MgZn
1.6102 CuGaNb

1.6104
1.6109
1.6115
1.6127
1.6129
1.6130
1.6131

1.6137
1.,6138
1.6142
1.,6143
1.6148
1.6151

1.€6154
1,6155
1.6156
1,6156
1.6159
1.6163
1,61€67
1.6175
1.6180
1.6182
1.6186
1.6187
1.61G4
1.6169
1.6201

1.6202
1.6202
1.6202
1.6207
1.6212
1.6216
1.,6224
1.6228
1.6232

1.6236
1,.,6238
1.6240
1.6243
1.6250
1.6253
1.6256
1.6258
1.6260
1.6260
1.6261
1.62¢€8
1.,6270
1.6271

1.6271

1.6272
1.6273
1.6288
1,.6289
1.6295
1.6298
1.6208
1,6304
1.6309
1.6309
1.6311
1.6312
1.6316
1.6316
1.6320
1.6322
1.6326
1.,6328
1.6328
1.6329
1.6329
1.6331

(Co,Ge)ZMo
CdCu2
Co3Ger2
Cr3SIU2
GaZYb
FeMoSi

Alg gCoy 427
Nd

NTa2

Cr,Ti

Cuy 25020, 75TL
Re

GﬁNh2N13
AlCoW

€0y .50%%0,50%7
CrSe

Ksz

VRe®

EQTlZ
EuMgZ
Co3GnT32
AlNiTa
FeSiw
ALNDbLNi
Coszzsl
SrT12

Pr
Cu1.256a0.75
CuSGe
Fes7.55%¢52,5
VSe
Co3GaNh2
TiZn2
AsCu4_5
Mngb

Co

anNd

Mg

Caugz
Fe,Ti

NNb2

NizTi

CrSe
Cosz
AlCuHf

Fe Se

Be2V

Cr

CrZZr

Mn

BeaFe
FeSe
Aly 7sFey p5ZT
Fel.5Ga°.5Zr
FeGeMo
AlFeTa
H26
NigTi
Fe2W
Mg, Sr
CoMgNi
CoCrNb
AlvVZr
BezRe
CoS iw
Cozla
FezNh
Hp
Be2Cr
anTa
AlH fMo
Mn, Pr
Bezln
CryZr
He
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P6,/mc  Dg,  No. 194 (continued)
Inorganic (continued)
1.6331 FezTi . 1.6567 GszY
1.,6331 Bfﬂsz 1.6581 RezTh
1.6332 ReyZr 1.6587 FeS
1.6322 Mn,Th 1.,6600 Fe1,7452
1.6332 KgZNGEOZHZG 1.6602 RuZSc
1.6323 Fe,Ta 1.6611 Bas/GSrl/eRuﬂ3
1.6338% Htesz 1.,6616 Gd652
1,.,6337 Na 1.6617 NiyU
1.6338 (T121M09)(Fe500r5515) 1.6622 AlZZr
1.6340 ScTe 1.6628 Ndds2
1.6340 ErMn2 1.6640 GSZSm
1.6342 5162 1.6664 GszPr
1.6343 Sr 1.6€67 TiTe
1.6344 ReZY 1.6687 RuZSc
1.6345 anTm 1.66%6 VSe
1.6345 Ptazr 1.6710 PdsU
1.6348 LuMn2 1.6728 Ru,Y
1.6349 AlCuSc 1.6736 Pd3U
1,.,6351 anNb 1.,67€6 LuRu,
1.6351  Mn,Zr 1.6776  Fey g5,
1.6354 anTa 1.6779 PdBTh
1.6357 RezY 1.,6791 ErRu2
1,.,6358 CrNiNb 1.6815 ZrTe
1.6362 Pd3T1 1.6833 Rqu
1.63€4 CrGeNb 1.6892 GdRu2
1.6370 CrzTa 1.,6866 FeS
1 .6371 Li 1.,6896 AsTi
1,6372 BfRe2 1.,6932 HgaNBr
1,6373 CaLlZ 1.6970 Cu,8
1.6375 HfRe2 1.7013 Hg,NI
1.6377 (Cr,Fe),Ti 1.7069 FeS
1.6382 Ca 1.,7097 TczTh
1,6382 s, Sc 1,7114 Bu2ﬂ5r1/31r53
1.6383 Mn2T1 1.7172 CUZS
1.6385 HfRe2 1.7320 vs
1.6386 VyZr 1.7568 BaThFg
1.6389 EeZCr 1.7576 PbUFé
1,6394 Beaw 1.7€40 AcF3
1.63G6 GeTaZV3 1.7643 PbThF6
1.6403 KNQZ 1.,7653 AsNa3
1.,6408 AlCuMg 1.,7659 K3P
1.6407 BeZMo 1.76€5 Na3P
1.6409 Mn2T1 1.7675 LIBSb
1.6420 Au~Cd 1.7679 AsK3
1.6421 Fel-xs 1.76S7 BiK3
1.6430 ds,2r 1.7707 NpFy
1.6434 CuGaMg ' 1.7714 PuF3
1.6437 ngNGHOHZG 1.7722 B1N33
1.6441 ManZ 1.,7723 UF3
1.6447 MnZSc 1.7729 LaF3
1.6451 TcaTm 1.,7733 Na3Sb
1.6452 Tth2 1.7736 AsRh3
1.6459 Dchz 1.7748 KBSb
1.6459 GchZ 1,7758S AmF3
1.6461 LuTc2 1.7758 RhBSb
1.6464 ErTc2 1.77€4 SrThF6
1.64€4 HoTcz 1.7765 CmF3
1.6466 TepY 1.7765 AmF 5
1.6471 Cr,Nb 1.7769 SrUFg
1.6472 Sr 1.7774 Li3p
1.6483 CrS 1.7781 HgMg3
1.6485 Lu652 1.7803 AsLi3
1.6508 Man2 1.,7803 Rb3Sb
1.6508 AuZCd 1.782S CaThF6
l.§514 N2 1.7850 Ele3
1.6520 SiTa2V3 1.7924 SmH3
1.6537 Baunﬂ3 1.793% BleO.IFZ.B
1.6541 Alzﬂf 1.7695 TbH3
1.6546 RuZZr 1.8012 HoH3
1.6555 ﬂsZY 1.,8020 DyB3
1.,655% CrGaNb 1.8023 ErH3
1 .6560 Beauo 1.8030 Tmﬂ3
1,6561 AIZZr 1.8050 ThﬂF2
1.6564 RezTh 1.8108 LuH3
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P63/mmc Dgh No. 194 (continued)

Inorganic (continued)

1.8135 YH3 3.3684 AsHE
1.8182 MgBPt 3.,369% AsTi
1.8233 AuMgg 3.3833 AsZr
1.8549 Zn 3.3890 HEP
1.8649 NbNo_gs 3.4049 PZr
1.8852 Cd 3.4701 MnN4Ta3
1.8860 6Ca(OH),8A1,(Cr0,) 624H,8 3.4891 CpoS,Tiy,
1.9053 KAmd,CO5 3.56122 Hf,FeC,S
1.9084  Al,Cag(OH),; (S, )3 026H,0 3.5660 C,S,Zr,
1.9141 B2H6 3.5621 Nb52
1.9312 KPu62063 3.6348 NbSe2
1,9322 BeHfS 1 3 .7055 TaSe2
1.9339 Tis 3.7215 TaSe
1.9380 BeZrSi 3.7415 CMo
1.9458 NbS 3.785% Nb10x52
1.9475% KNp62063 3.7511 NbSe
1.9515 Tis 3.8062 N4W2.56
1.9560 PV 3.8110 NNb
2.,0073 KUSFZS 3 .8978 W82
2.0168 KTh6F25 3.8991 Cuo.65NbSe2
2.0300 CsUeF25 3.9033 W52
240413 NHaPuGZCG3 3.9048 M052
2.0430 RbAm62063 3.9150 Pb(Fe,Mn,AI,T1)12619
2.1301 Al-Fe-Si 3.9161 M°0.84N
2,.,2151 A123V4 3.9170 PbFelzﬂlg
2.2€22 CsAm62C63 3.9194 C“O.6SNbSZ
2.3689 A13Pu 3.9195 WSZ
2.3715 CaCﬂ3 3.9216 MoSe2
2.4216 BaFeG3 3.9234 MoSez
2.4262 CsMnF 5 3.9249 SrFelzﬂlg
2.4401 BaFe63 3.9359 B°Fe12619
244420 CsBTIZBrg 3.9422 WSe2
2.4491 RhNiF3 3.9423 C°A112519
2.44¢9  BaTidg 3.9456 BaFey,8;4
2.4549  BaRu, 3May 365 3.9482  WSe,
2.,4549 Cs3112C19 3.9491 SrAllzﬂlg
2 .,4557 BaRu2/3N11/363 3.9501 CaAllzﬂlg
2,4571  Ba(Tig, ,5Ptq, o5)03 3.9606  PbAl; 6,4
2.4779 Cs3V2019 3.9615 PbGalzﬂjg
2.4791 CstCl3 3.9718 MoTe2
2.4811 Rb3T123r9 4,0033 KFe11617
2.4834  Cs3Cr,Cly 4,0204  Aly,Nay03,
2.5121 Mg3Fe(6H)903H26 44,0287 szFezzﬂa4
2 .,5771 B2Tc 4,0558 A1263
2.5786 BzRe 4,0598 A122K2634
2.6602 BN 4.,0649 AllZBaﬂlg
2.,7251 c 4,0820 CGeV,
2.7979 EuA163 4,0894 CCrZGe
2.8177 GdA163 4,1802 InSe
2.8329 TbA163 4,194 CGeTi2
2.8378 DyAlﬁ3 4,2453 GaSe

2 .8587 YA163 4.2781 CSnTl2
2.8638 HoA163 4,3091 CHszb
2.8689 ErAldg 4.,3164 Agg 7NDS,
2.9905 P‘tzSn3 4.,3214 Cus
3.2252 La 4 ,3236 GaS
3.2271 Mngh 4,3325 CGaNb2
3.2317 Nth2 4,33€1 CPbZr2
3.2346 CdCuZ 4,3424 CGale
3.2391 Ce 4,3448 CHfZSn
3.2411 Am 4 ,3591 CSanz
3.2543 Hon2 4,3686 CGaM02
3.25E53 Fe,Zr 443695 CuSe
3.2590 N13T1 4 ,3703 CGaV2
3.2592 Co,Ta 4,3714 CCrzGa
3.2598 CozTi 4,3782 CuSe
3.2628 C02Nb 4,3979 CTer2
3.273%9 FeZSc 4,4040 CHf2T1
3.2809 Co,Ta 4,4274 GaNTi,
3.2820 MgNi, 4.4455 (Ce,La,Nd)FCO3OCaCG3
3.2952  Lig pgMaEZng 45 4.4542  CHf,In
3.3213 CeNi3 4,4547 CIan2
3.3343 TIBS4 4,4570 AlCNh2
3.3410 PTi1 4.,4737 AlCTj.2
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4 .
P63/mnc Dsh No. 194 (continued)

Inorganic (continued)

4,4825 AlCCry 4 ,9237 Ce,Ni,
4,4891 Ti,InC ' 5,0145 [MggFe (OH), g J(CO304H,0)
4,4976 AlCTa, :.222? glg7A:4(ﬂﬂ)22](Cl4o4K26)
4.5108 AlCY, . a.87
4,5285 InNZr, 5.5850 BaFe; 657
4,5458 AINTi, 6.8222 2(Ce,La,Nd)FCE30CaCOy
64,5462 InNTi, 7.2775 TaSep
4,6499 CCATi 7.32482 Nb Se

. > . 2
4,6512 BgW, 28,6735 Bay (Mn,Zn)ygFe;,8;59

4,8538 CMo

Ofganic
0.6144  Na,R,(C83)g 4,332 Nb,GaC
0,6390 SrCN, 4,333 Zr, PbC
0.9890 Moy ,CuzAl;;C¢ 4,342 Ti,GaC
1.0000 CozWgC, 4,344 Hf,SnC
1.5278  CygBy, 4,359 Zr,SnC
1.5767 v,C 4.36% Mo, GaC
1.5962  Al,C8 4,370 Cr,GaC
1.9053  XAm6,C6, 4,370 V,GaC
1.9312 KPu@,Co 4,398 Zr,T1C
1.9475  ENpO,COy 4,403 HE,TlC
2.0413 NH , Pud¢ ,CO 4 . 4,446 (Ce,La,Nd)FCﬂBOCacﬂs
2.,0430 RbAm&,CH 4,455 Hf,InC
2.2522 CsAw8,COy 4.455 Zr, InC
2,3715 . CaC6y 4,464 Nb, ALC
2.725 c 4,47 TijAlC
3,489 Cp8,Tig, 4,483 CrpAlC
3.5632 Bf ;FeC,S 4.490 TiyInC
3,566 CoSpZry, 4,498 Ta, ALC
3.742 NoC 4.511 VoAlC
4,083 V,GeC 4,653 Ti,CdC
4,091 Cr,GeC 4.8538  MoC
4,199 Ti,GeC 4.854 MoC
4,278 Ti,SnC 5,759 Ti,SicC,
4.308 Hf,PbC 6.822 2(Ce,La, Nd)FCO6CaCO
23 P23 ' No. 195 Inorganic - 5
Organic - 2
Inorganic
10.27 NaT1,Co(N6,) o 10.57 E;PENL(NG, )g
10.37 NyHgNaCo( N6, ) g : 10.72 Ce,NaCo( N, )g
10,41 NaRb, Co( N6, )g
Organic
8.78 CeHy o 9.87 (CH3),8i6,
Inorganic ~ 10
23 2 No. ;
F23 T No. 196 Organic - 0
Inorganic
7.78 KPF 10,47 PDRBCO(NG, )¢
7.94 NH, PF¢ 10,64 AgCs,Co( NG, )¢
10,36 KPbCo( NG, )g 10.87 CsPbCo( N6, )¢
10.40 NH , PbCo( NG, )¢ 18,75 Liy,Sig
10.45 PbTLCO(NG, )¢ 20.08 LiyPbg
Organic
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3 Inorganic - 7
23 123 T° No. 197 Organic - 1
Inorganic
8.429 Li,Nb6, 10.18 FepBig,63g
10.10 SiBi,,6,, 10.25 PbBi; 565,
10.11 Bi 653 13.44 (NH,),[ NI(NB3),(CNS), JeK, 8
10.16 Al,Biy 649
Organic
13.44 (NH, ) ,[N1(NH3) (CNS), JeR @
4 Inorganic - 80
23 P213 T No. 198 Organic - 19
Inorganic
4.446 NiSi 8.192 Li,ZnMn 6,
4,447 CoSi 8.339 Fey 6y
4,487 FeSi B.627 (Ag,Te)(NO3),
4,557 MnSi 9.23 BiBry
4.56 AlLNi, Si $.236 Hgz6Cl,
4,607 CrSi 9.611 Sr(Mn6,),03H,9
4,629 Crsi $.838 KyNiy(S€,)3
4.668 AuBe 9.904 (NH, )oNis(S6,)5
4,675 RhS i 9.920 KoMgy(S6,)3
4.775 ReSi $.925 KoZny (SO,)3
4,82 Al3Pd, Si 9.929 Co,K, (86, )5
4.866 AlPt 9.930 NiyRby(S6,4 )3
4,868 AlPd 9.979 Mgy, (NH, )o(S6, )3
4,88 GaPd 9.997 Co,(NHg4)o(S6,)3
4,90 GaPt : 10,005  MgyRby(S6,)3
5.091 ND3 10.007 FeyKy(S6,)3
5,130 RhSn 10,024  KoMny(S6€,)3
5.138 NH, 10,026  CopRby(S6, )3
5.20 NH3 10,033  CouyTl,(S6, )3
5.22 HgPd 10,068 Fe,(NH,),(S6,)5
5.51 LigN 10.098  FeyRby(S6,)5
5.64 ce 10.108  Fe,Tl,(80,)5
5.667 N, 10,114  KpMny(S6,)5
5.68 NiAsS 10,192  (NHg4)pMnp(S6,)5
5.696 Zr@Ss 10.218 Mn,Rb, (S0, )3
5.70 Nisbs 10.229  Mn,Tl,(S6,)3
5.71 NiAsS 10.280  CdpyEy( S0, )5
5.881 NiSbs 10.350  Cdy(NHg),(S6,)4
5.9 NiShs 10.382 CdyRby(S6, ),
6.358 H,8 10.385 CdyT1,(S6,)3
6.583 NaCl03 10,533  (NH, ) Mny(Sed, )3
6,72 NaBrég 10,536  (NH,);Can(S6,)5
6.834 RBCN 10.57 Ca, Tl (86, )3
6.916 AlAy, 10,570  CapRby(S6, )3
7.17 sie, 10.724  Co,yCs,(S6,)4
7.38 NaAlsig, 11.859 NazSbS,e9H,8
7.50 CaNa,Si6, 11.98 Na 1SS, 09H, 6
7.705 KAl 12,04 Ne Sb S,09H,6
7.929 Ag3 SNO3 12,368 InCl
8.14 BiCly 12,992  HgSbBr
Organic
5.64 ce 11.64 NH, U6,( C, H;CE608 )
6.834 RbCN 13.28 NH, U8, (CgH N6, )5
10,653  NaAm6,(CH;CH6), 13,341  NH,UG,(CgH-N,6,)4
10.664  NaPu@,(CH;CH6 )4 : 13.54 (NCC,Hg)3CHS ],8nCl,
10.681  NaNp8,(CH3C06)4 15.53 ([cglg]3CH4As) ,CoCL,
10,688  NaUO,(G6,CCH3 )3 15.56 ([ CgHg 13CH3A8),ZnCL,
10,692  NaU®,(CH3CO0)5 18,557 ({Cglg 13CHAB) ,NICT,
10.77 N(CH,®CH,oNH3C1)3 15.63 ([ CgHg 13CHzA8),MnCL,
11.52 KU6,( C,H5CE8 )y 15.65 ([cgHg)3CH3A8) ,FeCl,
11,60 [(cHz),N]spCry
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23 123 T° MNo. 199 Organic < < 0

Inorganic

6.3557  CoU 9.54 Hg3TepBry

8.937 BaS,Cl, 10.96 TiTez6g

Q.06 HgxSe,Cl, 11.17 SnTeabg

9.33 HgzTe 2012 11,32 ZrTe368

S.37 (Mn,Fe )263

Organic
2 3 Pm3  TY  No. 200 Inorganic - 3
m h : Organic -0

Inorganic

8.311 AlgCugMg, $.605  CdyqNay

8.552 MNgyZnj,

Organic
2 3 pn3 T2 No. 201 Inorganic - 26
m h : Organic - 0

Inorganic

6.32 PH, 10.60 (NH,)gCe[Ni(NE,) 4 ])s

6.41 AsHg 10.61 CeTlg[ Co(NE, ), 1

9.56 Tl,Sby8g 10.62 Tl5¥[ Co( NG5 )¢ 1

9.58 KSb6y 10.66 KgCe[ Cu(N6,)¢ 1,

9.770 Big 6, ;0xH,d 10,66 RbgCe[ Co( NS, )¢ 1

10.03 KB16, - 10.70 CeRbg[ CulNE, )4 15

10.36 KsY[Co(N8,) g ], 10,72 TigY[ Cul N8, ) 1o

10.38 KgY[Ni(NE, ) 1, 10.76 CeRbg[ Ni(NE,)¢ 15

10.51 CeKg[Co(NB,) 4], 10.81 CeTlg[ Cul(Nd, )6 1

10.56 (NH4)gCe[Co( N8, )¢ ], 10.85 CeCeg{ Ni(NE,)¢ ],

10.57 CeTi I NI (NE, )4 ), 10.94 CeCsgl Co(N6,)¢ 1

10.58 CeKg[ Ni(N8,)4 ], 11,02 CeCsgl Cu(NE,)g 1,

10,59 CeTlg[Fe(Nd)g 1, 16401 [CagFegTis(AS0,),,04H,6]
2 5 - 3 Inorganic - 28
£3 Fm3 T, No. 202 Orgagic - %

Inorganic

10.28 K,AgCo(NS, ) g 10.75 RbzCol N6, g

10.35 (NH, )5 AgCo( N8, )¢ 10.75 TL3Ir (N6, )g

10.36 CaK,Ni(N8, )g 10.774  (NH4)3Co(N6,)g

10.41 ABT1,Co(Nd, )¢ 10.79 RbzIr(N6, )g

10.42 K,PbCo(NE, )g 10.85 Rb3Rh( NG, )g

10.43 Rb,AgCo(NS, ) g 10.93 (NE,4 )3RN(NE, )

10.48 K3Co( N6, )g : 10.93 TU3Rh( NG, ),

10.59 K3Ir(N6, )g 11.06 Cs,NaY(NO, )

10.61 KBy H, 11.17 Cs3Co(NG, ) g

10.65 K3RH(NE, )g 11.18 Cs,NaPr(N6, )

10.66 K,BaCo( N6 )g 11.19 CaxIr(Nd,)g

10.67 K,PuCul(Ng, )g 11.20 Cs,NaCe(N8, ) g

10.744  Tl3Co(N6,)g 11.24 CsyNaLa(Nd, ) g

10.75 (NH, )3Ir(N6, g 11.32 Cs3Rh(NE, )

Organic
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Inorganic - 5

Organic

-2

Inorganic
13.90
16,75
17.71

Organic
13.90

Nnéug2804(003)4
Ca,AlSi( S0, IJFy ,(OGH)e12H¢
K3InFg

NaGMgZSO4(CG3)4

17.86
21.80

15.74

K3T1F6
(Co(NH3)g),CugCly

Be,B(CH3C08 ) o

Inorganic ~ 25

Organic

0

Inorganic
7.47
74507
7.5285
7.5270
7.573
7.5803
7.5815
7.706
7.819
7.828
7.898
74939
8.206

Organic

Ga(eﬂ)3
Alxz(Cr,Mn)
Aly ,Te

Al, oRe

Al oMo

Al oW

Aly oMo

CoP 3

NiPg

N264
Sc(@H) 3
In(CH)3
As3(Co,Fe,Ni)

8.287
8.311
B8.4691
9,034
9.230
9.24¢
9.7¢0
11.337
11.342
13.914
13.530
14,16

A52Co
As3(Ni,Co,Fe,Cu)
AszIr

CoSby

Rth3

Ier3
81469.nH26

Be  ;Ru3

Be; ,9s3
AlgCuLig

Alg 7LiZny 3
(At ,Zn),gMgzo

Inorganic - 146

Organic

21

Inorganic
4,839
4,871
5.273
5,313
5.415
5.4172
5.430
5.46
5450
5.53462
5.58
5.585
5459
5.60
5.60
5.6188
5.64
5.644
5465
5.65
5.66
5.661
5.682
5.692
5.693
5.6956
5473
5.75
5.809
5.857
5.8588
5,933
5,941
5.945
5,957
5.960

Mgdz

Znd,
Cd(9,,06H)
Cdé,

FeS,

FeS,
(Fe,Ni)S,
Nad,

Fep es5N1p,3552
CoSZ
(Ni,Fe,Co)S,
RhSz

(Co ,Fe )AsS
(Co,Ni,Fe)AsS
RuSZ

[LE1-PY

co,

Nz

CoS,

€8S,

NiAsS

Ny

P,Si

NiAsS
(Cu,Ni)s,
PaPt

N,€

NLSZ

CzTh

CoSey
CoSeZ
RuSe2
Asth
OsSey
NlSez
NlSe2

5.9665
5.969
S.98
S.982
5.991
6.002
6,034
6.107
6.377
6.3¢85
6.411
6.414
6.430
6.4400
6.441
6.4584
6.6583
6.68
6.7022
6.957
7.302
7.410
7.477
7.48
7.520
7.538
7.56
7.62
7.710
7.7798
7.82
7.86
7 .89
7.90
7.91
7.94

Asth
Asth
As,Pd
Asde
(Ni,Cu)lSe,
RhSe,
Njise,
MnSz
RuTey
8sTey
IrTez,x
IrsTeg
MnSe,
PtShb,
RhTe,
PdShy
AuSby
Bi,Pd
BlaPt
MnTe2
Ni(N63 ),
Co(N83 ),
Mg(NO3 )y
SiP 06
GeP, 0,
Cd(NO3 ),
Cd(N83 ),
Ca(N83 ),
KPFg
Sr(N63 ),
TiP 6,
Pb(N63 ),
NpHgCly
NH,PFg
SnP267
TLPFg
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Pa3 T0  No. 205 (continued)

Inorganic (continued)
8,03 P1P,0, 12.010 SiT,
8.109 K, NaAlFg 12,026 TiI,
8.11 K,NaAlFg 12,040  Gel,
8.119, Ba(Né3 ), 12,156 CdyP,Cly
8.20 HEP,6, . 12.158  AlE(S6,),012H,9
8.20 NaStFg 12,196 CrK(S6,),e12H,6
8.22 CsPFg 12,21 NaAl(S6,),012H,d
8.22 ZrP, 0, . 12,223 GaK(S6,),012H,6
8.252 ZrP,6, 12,232 ALTU SO, ),012H,6
8.338 CeP 0, . 12,240 NH,AL( SO, ),012H, 0
8,606 UP, 6, 12,245 AR SG, ),012H,6
8,721 ThP,6- 12.258 GaTl( SG, ),812H,6
8.74 RbNO5 12,26 SnI,
8.76 2sV,6, 12.263 CrTU(S6, ) 012H,6
9.02 ThAs 6, 12.268 NH,Ga( S6, ),012H,6
9.0409 (NH, )3GaFg 12.270 GaRM(S6,),e12H,6
10.30 Cu( Br@3),06H,0 12,276 NH,Cr( S0,),012H,6
10.330 Zn(Cl83) ,06H,0 12,281 CrRD( SU, ), ®12H,60
10.34 ZrCl, 12,309 (NH6H)AU(S6,),012H,68
10.340 Zn(Bré3) ,06H 8 12,318 NH,Fe( S6,),012H,6
10.342 Co( Br83),06H,8 12,32 CeRI( S6,),012H,6
10.355  Co(Cl8;),e6H,0 12,332 Cdy FaBry
10.415 Mg( Brdy ),@6H6 12.382 AlCs(SG, ),®12H,6
10.48 PtCl, ’ 12.376 AlK(Sed, ),012H,8
10,760 Mg(Cl63),06H,6 12.39 CdyAs,Cly
10,95 ZrBr, . 12,402 CsGa( S0, ),012H,6
10.98 Ni( NH3 ) ¢( NG5 ) 12.403 CrCs( 50, )20121{26
11.05 SPBry 12,408 (KZNONH3 JAL( SO, )2012H26
11.273  TiBr, 12.439  CsV(S6,),012H,d
11.30 [Co(NH3)4(H,6), ITLCY, 12,57 Mg( By8)gTelg
11.42 Co( NH3)gTLCl g 12.611 Hg, As,Br
11.52 Co( NH3)gPbCl g 12.640  CdgAsyBry
11,54 Co( NH3 )gBiClg 12,736 Cd,PyI5
11,765 HEL, 13.009 HgyAs,Ty
11.79 Co(NH3 )gTlBrg 13,020 CdyAey Iy
11,91 Gel, 13,436 Hg,Sb,yI4
11,93 Mg(H,6 )gTeBrg 13,485 Cd,Sby I
Organic
5.64 <o, 12.44 [(cB3)38],8nClg
5,809 ThC, 12,504 NH3CH3Al( 56, ),e12H,6
9.667 (CgHg ) pCr 12,541 NH3CH 3Cr(S6, ), 012H,6
9.73 (CgHg IV 12,831 [(cB3)2CHgS ]r8nclg
10.09 CgHgClg 13.20 [NCcHz)zC Hg loancl g
10.109  C 4K, 13.5 [C(NE; )3 ], Th(CHZCE, )¢
10.51 CgHgBrg 14,56 CgH sN3
10.82 Cg(CN)g 16,20 NgPg(N[CH315), 5
10.84 Ni(cd), 20.33 Co,€( 6CHC(CH3)3) g
12.17 NH3CH3AUL(S6,),e12H,6 20.53 (€CoH5),(CgH )P J3Re3CL,
12.21 [(cEz)3NH] SnCY g

2 5 7 Inorganic - 57

£3 la3 T, No. 206 Orgagic et
Inorganic
6.64 si 9.93 AgTaFg
8.150 393N2 Q.97 Mg3N,
8.60 TLEF, 10.032  G,PtFg
9.384 (Mn,l-‘e)263 10,117 1“2_63
9,400 (Fe ,Mn )63 10,135 Zr,6N,
9.43 Mn, €3 10,14 In, €y
9.436 LigNgSi 10.15 KShFg
9.480 AlLi3N, 10.17 BezP,
$.613 GaLizN, 10.29 KNbFg
9.614 GeL igNy 10.29 KT aFg
9.700 LigN3Ti 10.39 Lu, 63
G.763 NyZng 10.41 Yb, 65
9.81 Scp03 10.435 Yoy 63
9.845 Sepy65 10.488 Tmy63
9.85 AgStFg 10,52 T1,63
9.855 Scy 04 10.550 Er, 05
9.93 AgNYFg 10.59 TL €5
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Inorganic {continued)

10.604 Y, 65 10.$32  Smp6g
10.€07 Ho, 64 10,59 Pm,63
10.62 Y583 11,03 Amy 63
10,65 Dy, 03 11.078  Ndy0z
10.€67 DY253 11.138 Pl‘263
10.688 N3U, 11,172 Ce,y 63
10.700 N3U, 11.4 La263
10,71 Th, 65 11.42 CazNy
10.81 Cd3N, 12.03 Ma3P,
10.813 Gd 93 12.38 As,Ngs
10.86€ Eu, 0y 13,730 AL(NO3)3@7H,0
10,87 Sm, 63
Organic
15.92 NaH(CH,CE6 ),
1 Inorganic - 0
432 P432 0 No. 207 Organic - 0
432 P4.32 02 No. 208 Inorganic - 8
2 Organic -0
Inorganic
9.76 CugSiSg 10.91 AggGeSeg
9.90 CusGeS6 10.96 AgBSnSe6
10,17 CugSiSeg 11.07 AggSnSeg
10.86 AggSiSey 13.402 sié,
Organic
432 F432 03 No. 209 Inorganic - 1
Organic - 0
Inorganic
5.3880 CdF,
Organic
432 Fa;32 0% No. 210 Inorganic - 1
1 Organic - 4
Inorganic
15.9 Fe(CN ),
Organic
15.9 Fe(CN), 18.91 (CgHg )3CCle,
18.87 (CgHg )3CBF, 24,61 [Rh(CgHg(NH;), )3 K ClE, ) 301 2H,08
2 1432 0° MNo. 211 Inorganic - 3
4 3 - . Organic -0
Inorganic
5.591 Ga,Mn 7.18 (NH,4 ), SrCl,
6,016 Hg, Ni
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1432 0° No. 211 (continued)
Organic
6 . Inorganic - 23

432 P4332 0 No. 212 (includes P4132 No. 213) Organic - 4
Inorganic
6.224 CugSi : 8.203 LiGagdg
6.273 Cuy3Ge,Nis 8.204 CoL 1,Gez0g
6.302 Mn 8,213 GezZn,dg
6.356 CoZn 8.324 Coz(Vd, ),
6.374 (Cr,Fe ) Cr,W) 8.331 LiFegdg
6.43 Fe,Rey 8.3340 Cy g7V
6,535 SiySr 8,372 Li,ZnTiz8g
6.540 Si,Sr 8.377 CoLi,Ti30g
6.919 AlAy, 8.535 CdL 1,Tiz8g
6.923 AlAug . 9.72 AgzAuS,
6.934 AgzAl 10.253  Zr,S,
8.190 Li,ZnGez0g
Organic
8.3340  VCq g7 12.843  (CHCgH, )3SbBr,
12.743  (CH3CgH, )3ShCl, 16.62 MgC,®C,H,03NHy

432 P43z 07 No. 213 (see No. 212)

8 Inorganic - 5

432 14,32 0° No. 214 Orgag‘ic e
Inorganic
9.95 AgzAuSe, 12,86 MgWd,
10.38 AgzAuTe, 12.87S  CasBesLiy(Si6,)3F,
12,650 LiAle,
Organic

i3m Pi3n TL Mo. 215 éﬂg;g?g‘c %
Inorganic
3.878 CFe, 8.086 (Mg,Fe)s(Al,Fe); g6,
4,010 ND, Br 8.320 3Li,WO,0Li(LiW,0,  )e4H, 0
4,264 CuF 8,7023  Al,Cug
5.268 Cuz(As,V)S, 8.89 No,ZngAlgSig8,4S3
5.28 Cuz(As,Cu,Fe,V)S, 8.97 AgaNa,SrAlgSig8,55
5,301 Cuz(Fe,Ge)S, 8.98 NagAlgSig6,,50,
$.3912  CuzVs, 8.99 BazNa Al S1,0,553
$.50 Cu3zNbS, 8,59 Ag4CaNazA16$1662883
5.52 CuzTasS, $.00 TlgAL,Sigh,,S3
5.57 CuzVSe, 9.05 NagAl S1,6,,50,
5.65 CuzNbSe, 9.06 Ca,AlgSig 8,555
5.67 CuzTaSe, 9.06 Mn,Na,Al,Si.6,,5,
5.86S BiFy . 9.16 NaoPb3Al,Sig6,,S3
6.33 Cd(CN), 10.102  LiyoPby
7.317 CSA14Be4B11(6H)4625 10.64 KQHE‘HZWIZGQO).IZHZG
7.68 LigHGe,0, 0 4H,0 10.64 KgH (HoWy 58, )012H, 60
7695 Tl3BGe ,0; @4 H 10.684  Kg(HyW,,8,,)e9H,6
7.72 (NHg )3 BGe; 0y 04 H o 10.684 Kg(HyW,,6,,)e11H,0
T.74 A14K( gH )4( Ase‘)3.8!{26 11.14 Rbenz( H2W12640 )04]!26
7 <93 Fe,K(OH) 4 ( Aaﬂ4 )3.6-51126 11.17

(NH, )gH (H W, 6, () #8H, 8
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Organic
3.878
6.33

Fe“C
Cd(CN ),

P8glNiCco)I3 ],
Cu,0CLg({Cglg I3PG),

Inorganic - 151

Inorganic
3.615
4.357
4,534
4.538
4.55
4.777
4.8624
4.867
4.887
5.139
S.181
5.217
S.241
5.315
5.404
S5.416
5.416
5.426
54429
5.429
5.431
5.436
5.447
5.462
5.467
5.50
5.606
5.611
5.626
5.639
5.646
5.646
5.656
5.672
5.690
5.6909
5.741
5.793
5.818
5.83
5.83
5.835
5.852
5.858
5.86875
5.8717
5.873
5.886
5.918
5,994
6.048
6.05
6.058
6.059
6.080
6.084
6.087
6.0954
6.097
6.101
6.105
6.11
6.115
6.138
6.15

BN
csi
BP

BP

BP
AsB
BeS
BeS
LiNZn
BeSe
Ga253
Ni,_xS2
PSi

(Cu,Fe,Mo,Sn,Zn)4(S,As,Te,Sb)3_4

SrAs;S,

CuCl

(Zn,Fe)sS
Zng,73F%0, 275
Ga, Sey

(Zn ,Fe)s

Zng ,66F%0.345
anGeSA

GaP

AlP

AlP

CuCl

MnS

MnS

BeTe

AlAs

AsGa

anGeSe4
Ag,BioS,

ZnSe

CUZSnSe4

CuBr

CuI.BSe
(Hg,Zn X S,Se)
Cds

CuBr

MnSe

Ccds

CUZSe

HgS

InP

BgS

InP

anTe3
Hg(S,Se)
BesPd

AsIn

Cd Se

AsIn

Cul

HgSe

HgSe

AsIn,Te

GaSh
AuBes
ZnTe
GaShb
Al Sy
Cu,Hgl,
AlSb
Cul

6.158
6.36
6 .37
6.396
6.460
€.465
6.4760
6.478
6.47877
6.480
6.486
6.71
6.93
7.01
7.059
7.09
7 .26
7.273
7.388
7.388
7.493
7.52
7.63
7.69
7.72
7.72
7.747
7.94
8,00
8.16
8.243
8.411
8.44
8.447
8.5
8.53
8.55
8.605
8.67
8.922
8.96
9.00
.028
9.058
9.12
9.12
9.33
9.40
9.524
9.540
9.58
.99
10,02
10.04
10,10
10.17
10,178
10.18
10.25
10,271
10.53
10.54
10,557
10,73
10,75

Inz’re3
(Ag,Cu)l

HgTe

Agzﬂgt4

HgTe

InSb

InSb

CdTe

InSb

CdTe

Agl

NigZr

AgCle,

Ag0164
Cu4InNg
NaCl€,

NaCl6,
NaaA14514618
CeMg3

Mg3Pr

Laug3

KCl8,

TLC16,
NH,Cl6,
RbClE,

TICG,

AugCa
Na3W63F3
CsClg,
NazMoO3F3

GaL iCr,9g
LiInCr,0g
(NH4 ) VFg(H8)
GaL iRh,9g
BnSrZWGG
BaZSr'66
K3Mo63F3
InLth468
K3WOF g

(NH,4 )3AVFg
Rb3 WO 3F 5
Rb3Mo83F3
(NH, )3CrFg
(NH, )3VFg
(NH4)3FeF6
(NH, )3Mo€3F3
CazWO3F3
Cs3Mo0G3F3
HgpN(Cl,S0,,M008, ,C83)eH, 0
LisNIZ
Hg,NOH®2H,0
CsNiPOG,e6H, 0
CoCsPd,e6H,8
CsFeP0,06H, 0
CsNiAs6 ,06H 0
CsFeAsd,e6H, 0
CsMgAs0,e6H 0
CoCsAs0, eH, €
CsMnAsd ,e6H 0
Zn( NH3 )4 (CL G, ),
Co(NH3)5564Br
Cd(NHz ), (Re6, ),
[Cr(NB3)gH 6 ]BrsE,
Co(NH3)S8,1
[Co(NB3)5HZG]Clﬂ3SG4
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F43m Tg No. 216 (continued)
Inorganic (continued)
10,82 [Co(NHz)g]CLO580, 11.49 [Cr(NB3)sB20](C164)3
10.83 [Co(NBz)gH, 0 )13 11,568 Cr(NH3)g(Cl6,),
10.83 Co(NHj3 ) (S6, )ClE, 11,694 Co( NH3 )g( PF¢ )3
10.902 Co(NH3 )51z 13.848  Al;3Sigl,,(6H,F),4Cl
10.91 [Co(NH3)H, 0 JC1O,S6, 13.91 Al 5Sig8,0(0H,F) gCL
10.917 Al, 4Cr,Si, 14,023 Ca; ,Be; 78,5
10,97 [Co(NE3) 4 ]CLE, S6, 14,034 Al, 3S1g6,4(6H,F), 4C1
11.21 Co( NH3 ) (BF, )5 17.9550 Cu,Sn
11,234 Co(NH3 )¢ ( BF, )4 18,01 Na[A113G‘(GH)24(320)12](5964)4.x326
11.34 Co( NE3)gH,6(CLE, )3 19,75 Li, Sn
11.400 Co( NH3)g(ClLO, )5
Organic . B
4,357 sic 9.574 CoH,y ¢
"d3m M T3 MNo. 217 lnorganic - 52
Organic - 7
Inorganic ;
5.42 SiF, 9.763 6sTa
7.48 Zn,6(BO, )¢ 10,01 AgsCdg
7.51 Tl3 VS, 10.21 (Cu,Fe,Ag))A8,8,3
7.65 TL3NbBS, 10,221 CuzAsS3
7.67 TlaTaS, 10,232 Cuy 5A8,4S;3
7.74 TL3VSe, 10.32 Cu3(Sb,As)S3
7.85 Tl3NbSe, 10.346  Cu;,Sb,S;3
7.88 TlzTaSe, 10,38 PbAg,Bi,Sg
8.4716 UyFg 10.3508 Cuy,SbaS,3
8,723 NaThyFg 10.56 Al Mg, 7
8,735 Cr 10.6 PbAs,S,
8,837 (Fe ,Cr,Ti,Ni) 10,605 CuFeSj,
8,86 Cu52n8 11,188 I.\.|5l(124
8.912 Mn 11.208 Mg, Tmg
8,917 Na,Al38iL6,,CL 11.224  ErgMg,,
9.55 MoRe, 11,233 BogNgy 4
9.55 MoReqg 11.24¢ DysMgo,
9.58 AlgRep, 11.257  Mgy4Y¥g
9.588 Re,¥W3 11,283 Mg, ,Thbg .
9,.588 Reg¥W 11,72 CsgHy( VoMo, o PO, )80 -2H,6
9.670 Nb, Reg 11,72 Cs3H(SiNogWs6,,)e0-2H,0
9.670 NbzRey 11,78 CegH( SiW,,8,,)00 -2H, 6
9.700 859 6T0g, 4 11.81 Cs3H(PMogW 6, ,)00-2H,0
2.711 Re,Tay 11.81 Ca3(MogWgPO, )00 ~2H, 9
9.711 Re;Ta 12.13 H3(NogWeP8, ) @SH 0
9.713 HigRepy, 15.90 MgNajy ( 56,),,Cl3
Organic .
7.021 (CH, ) N, 10,57 (CH3)3PtCL
7.09 CINE,), 13,08 (C,Bg )zPeCul
10,14 [(CB3z)zPteR], 12.11 (C,Hg)3AseCul
10,165 (CHZ)3PtOE
i3m PA3n  T5 No. 218 Inorganic - 11
. Organic - 0
Inorganic
6.005 Ag3 PO, 8.888 Na, Al3S136,,C1
6.131 AgzAsb, 9.06 Nag _ AlgSig6,,S,.,
8.131 Zn,Be3Si36,,8 9.12 Nag(Ca,K), (AL Si6,, )N S6,,Cl),
8,27 (Mn.Fe.Zn)A( BeSlG4)3S 9.571 L17l(nN4
8.68 (Li,/Na )8-xA16S'|'662482-4 S.604 L17N4V
8.886 HBO,
Organic
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- 5 Inorganic - 23
i3m F3c T No. 219 organic - 0
Inorganic
11,935  CuyzB,6,,Cl 12,120 CozB,6,3Cl
11.955  CuzB,8;3Br 12.121  Cr3B,6;3Cl
12.019  NizB,0,3Cl 12,153 Cr3By6,3Br
12.035 NigzB,6;3Br 12,171  Cr3By6,3I
12.046  NizB,6,3I 12.190  FegBy0 3Br
12.065  ZnyB,d,3Cl : 12,225 Fe3B,8;31
12,079  NgzB,6,3Br 12,301  Mn3B,6,3Br
12.091 ZnzBq9,31 12.32 Mn3B,6 51
12.1 Mg3B,8; 5Cl 12.501  Cd3B,8,3Br
12,104  ZnyB,6,4Br 12.56€ Cd3B,6, 31
12.108  CozE,6,3Br 26.46 - Ba(Cl6,),e5Ba( N63),e12H,6

12.119  Co3B,8,4I

Organic
- 6 Inorganic - 82
i3m 133d Ty No. 220 Organic - 4

Inorganic
8,0885 caU, 9.150 BaPrySe,
8.129 C3Puy 9,186 BaCe,Se,
8,197 P403 9.258 z:LSZSe4
8.445 Amp S3 9.32 4

2 6
8.4543 Pu, Sy $.350 Bi, Uy
8.455 Ce,Cqy 9.372 Sb,Thy
8,507 A, Ug :.z?: :32e4
8.514 As, U3 - 8Cuy
8.524 Nd3S, ©.619 LayTey
8,537 EugS, 9.628 LasTe,
8.556 Sm3S, ’ Z.;;a 2212514
8.594 PryS - 4%
8.617 Paih; 10.258 MnPo3( PO, ),(S6,)
8.6250 Ce3S, 10,296 CaPb3( P68, ),(S6,)
8.6347 Ce,S3 10.2$9 MgPbz(PE,),(S6,)
8.718 GdgSe, 10,300 Bi,S136,,
8.724 LayS3 10.315 CdPb3(P6, ),S6,
8.730 LazS, 10.356 CoFbz( PO, ),( S6,)
8.785 SmySey 10.364  BiPb3(PO,),
8.785 AgSmySez g 10,369 Pb3Sr(P6,),(S6,)

.

8,.817 CzLla, 10,422 CuPb3(P64)2( 564)
8.843 As,Thy 10.434 NiPb3(P6,),(S6,)
8.854 AgNdySez g 10.443 Pb, (PO, ),(56,)
8,859 Nd3Se, ‘ 10.449 Pb3Zn( PO, ),(S6,)
8.895 SrGdySe, 10,470  BiPb3(As6,)(Pd,),
8.902 AgPrpSey g 10.479 BiPb3( Ve, }(PY, ),
8.927 PraSe, 10.514 Ph, (PH, ),(Cré, )
8,931 SrSmySe, 10.527 Bi,(Ged, )y
8.954 AgCesSe3 g 10.578 BiPb3( Asd, ),PO,
8,973 CezSe, 10,609 BiPb3( V6, ),PE,
8,989 SrNdySe, 10.668 BiPb3( ABO, )3
8.99 AcyS3 10.692 BiPh3( Ve, ) As6, ),
9.019 SrPrySe, 10.718 BiPb3( V6, ),As6,
9.026 AglasSey g :g.:gf :lrfi(ve4)3
9.055 LaySe . e,ligg

3Seq
9,060 SrCeZSe4 11.97 Cu12A114633
$.095 Sb,Ug 12,02 CajpAl; 4633
9.11 ThyH, g 13,32 Na; 5Ph,
9.112 Sh, Uy 13.66 Al (P 6,503
9.120 BaNdySe, 13,729 AlL( P63 )5
9.124 SrlaySe, 21,73 U, 8¢
Organic
8,0885 U,Cq 8.817 LayCy
8.129 Pu, Cy 12.78 (N6 ;)3CeCH4
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Inorganic - 573

132 Pmdn  Of No. 221 organic - '3
Inorganic
2.611 BeCo 3.619 AgY
2.71 BeCu 3.622 SmZn
2,819 BePd ) 3.629 YbZn
2.83 ALN1 3.632 HgTm
2.833 Co(Mng 5Sig g) 3.640 CdLu
2.87 CoGa 3.645 ErHg
2.879 ALNi 3.647 CogTa
2.879 GaNi . 3.6476 AgGd
2.88 AlRe 3.660 HgHo
2.904 MnV 3.663 CdTm
2.948 CuZn 3.667 NdzZn
2,95 AlRu 3.669 AgSm
2,9630 RhSi 3.672 DyHg
2.968 AlRh 3.677 CdEr
2,986 LiPd 3.678 PrZn
2.994 CuPd 3.68 YAl®,
3.004 Galr 3.682 HeY
3.005 Al8s 3.6826 AlDy
3.010 GaRu 3.684 AgSm
3,03 AlRu 3.685 CdEr
3,049 AlPd 3.690 HgTb
3.06 KF 3,6S5 CdHo
3.06 RuTi 3.70 DyMnd,
3.07 gsTi : 3.701 CdHo
3,099 InNi 3.704 CeZn
3.10 AlCu,Sc 3.707 cdy
3.17 MgPd 3,711 CdDy
3.171 NiSc 3,711 AgNd
3.203 RuSc 3,711 TLTm
3,206 IrSc 3.715 ErT1l
3,206 RhSc 3.716 CdDy
3.222 AuMn 3.719 GaHg
3.256 CuSc 3.72 AgNd
3.270 PtSc 3.7208 AlGd
3.28 AgMg 3.7218 LixW63
3,283 PdSc 3.722 cday
3.29 RbF 3,725 CdTb
3,315 HgMn 3,731 HgYb
3.318 HgMn 3,734 CdTb
3.3233 Auy 5Cdg g5 3,735 HoTl
3.33 AgCd 3.735 HgYb
3.35 ScZn 3,735 AgPr
3.370 AuSc 3.739 AlSm
3.39 CsF 3,74 AlNd
3.415 CuTm 3.74 KBr
3,431 CuEr 3,742 Re6y
3.447 CuHo 3,743 DyT1l
3.461 CuDy 3.744 MgTm
3.479 CuTb 3.744 HgSm
3.479 CuY 3.7478 AuCug
3,480 HgSc 3,748 CdGd
3.491 LuZn 3,749 RbCl
3.503 CuGd 3.75 InNi,
3.51 CdSc 3.751 TLY
3.51 Nigsi 3.755 CcdGd
3.515 TmZn 3.755 By, 5W93
3,529 LiPb 3.756 ErMg
3.533 ErZn 3,758 AgCe
3.546 HoZn 3,76 CdTi®
3.548 DyZn 3,76 CaVéy
3 .5522 FeNi 3,760 LaZn
3.562 DyZn 3.760 TbTl
3.566 GeNig 3,770 CdSm
3.567 ‘C°o.saF°o.17)3V 3.770 HoMg
3.5673  AlNia 3.772 HgNd
3.576 ThZn 3.773 By, sInNig
3.578 YZn 3.775 Cr3Pt
3.58 KCl 3.777 NdCo6
3.59 MnNi 4 3.7797  GdTl
3.600 GdZn 3,780 CeAldy
3.607 HgLu 3.780 HgNd
3.608 AgDy 3.784 DyMg
3.61 KCl 3.7866 DyIn
3.610 ALF0H,8 3.789 MgY

J. Phys. Chem. Ref. Data, Vol. 6, No. 3, 1977



CRYSTAL DATA SPACE-GROUP TABLES 811

Pm3m 0; No. 221 (continued)
Inorganic (continued)
3.79 c;vea 3.890 Pt4Ti
3.79 LaAld, 3.891 MoPtg
3.791 HgPr 3.893 CeTl
3.795 Fe,N 3.893 PtyZn
3.796 LlEuH3 3.896 MOGFZ
3.796 MgThb 3.896 ’IaGZF
3.798 'IlGFZ 3.897 (Ce, K )T.le3
3.769 HgPr 3.897 NaNh63
3 .80 MnQN 3.898 MgPr
3.80 NdMn63 3.898 Gal(naN
3.800 CdSm 3.8985 H0F3
3.803 Ca'l‘163 3.899 LaFe63
3.804 AgLa 3.90 CeV63
3.808 CeHg . 3.90 LaFe63
3.808 InYb 3.90 LaGaG3
3.8086 CdYb 3.90 NdVég
3.81 (Ca ,Na )(Ti,Nb)6 3.90 Prvey
3.810 CdNd 3.900 Rh3Sc
3.812 EuZn 3.901 NbﬂzF
3.813 SmTl 3.9012 TaF3
3.815 Cu3N 3.902 NbﬂzF
3.818 GdMg 3,902 SrTlGZ.s
3.82 GdMnGB 3.903 NbFg3
3.82 Prin6 3.903 (La,Rb)Ti65
3.826 CeHg 3.9049 S!‘Tlﬂs
3.826 TLYb 3.905 CdLa
3.828 TlYb 3,905 EuT163
3.828 ThTe 3,906 CuMngN
3.83 Mng Pt 3.907 (La,K)Tif3
3.830 CdPr 3.908 CeFeﬁz
3.830 GdIn 3.91 Lav03
3.831 COPtB 3.91 RbC1l
3,833 LlSrKs 3.916 PtaTl
3.837 Hgla 3,92 LAT163
3.838 TiC1l 3.922 LaTl
3.838 Tl,Sb, 6, (6H) 5, 3.924$  CMnzZn
3.845 MgSm 3 .93 CaSnﬂ3
3.848 l'-‘ePt:!\3 3.93 SrRuby
3.848 NdT1l 3.930 HgSr
3 .848 SrVﬂz.s 3.9322 TiZns
3.851 NdG a5 3.934 NbZng
3.883 CaTib3 3.936 LaTl
3.86 AlCe 3.94 LaRh63
3 .86 SbTl 3.94 KI
3.862 (Ca,Ce ,Na)(Nb,Ti )53 3.958 Ptasc
3.8622 NaWdy 3.960 CdEu
3.863 PrGa.63 § 3 .965 SrZNbV66
3.864 HgLa 3.9675 Sr,TaVd,
3.865 CdCe 3.970 EuTl
3.867 PrFeG3 3.970 LaMg
3.869 AlCMng 3.973 EMgFy
3.869 (La,Li)Tifz 2.975 EuTl
3.869 PrT1l 3 .98 BaTiGs
3 .869 St‘Fe53 3.981 Sro '7Nb63
3.87 P‘t3v 3 .981 szsc
3.87 Tadg_gp 3.9846  TlBr
3.87 TiCl,®4NHy 3.988 RuyU
3.873 (La,Na )T163 3.9885 KTa.63
3.874 CeCrﬂ3 3.959 BiT1l
3.8755 CrzGaN 3.€91 Rh3U
3.8758 NH,Cl 3,993 Pt3Sn
3.876 AlPty 3.994 TLCN
3.879 CeGaﬂ3 3.996 LlBuF3
3.88 LaMn€ 4,00 CaZr6y
3.880 CaTeﬂ3 4.00 CoPh2w66
3.880 Fullg 4,007 BaF e0y
3 .880 Sn'InG3 4,01 EMgFy
3.881 MgNd 4,011 CdSr
3.882 (La,.Ag)'!'.lG3 4.011 EKNiFy
3.883 (La,Tl )T153 4,0118 BaT163
3.888 Lag 7Tif3 4.013 KNbOy
3.89 LaCr63 4.016 KNiFy
3.89 LaFe63 4,016 Sro.gsNb63
3,89 SmVey 4.0195  AgMnzN
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Inorganic (continued)

4.023 PhoNnNbG, 4.137 B, Ce
4.023 IryU 4.138 TLCoF 3
4.023 LiBaH, 4,138 BgYb
4.025 Pb3NiND,yOg 4.1383  PdyPr
4.02s Pb(Pd,Au )y 4,139 Rh3Th
4,032 SrTl 4.14 Bg Dy
4,033 SrSndg 4.140 B, Yb
4,034 S130 4.1410 BgCe

4.0358 LuPdy

4.1450 BgCa
4,0398 Pd 3Yb

4,146 U,
4,041 Pb3MgNb, &g 4.1468 BgYb
4.0505  BayNbVdg 4,147 BaH16
4,053 BayTaV6g 4,147 BgLa
4,0542  ErPdy 4,15 BgGd
4,058 KZnF3 4,150 BgSi
4,059 NH4 Br 4,153 BgCa
4,06 La(Zry sMgg, )93 4.153 BgLa
4.060 ND, Br 4,158 KCrFy
4,062 RbCoFy 4.16 BgTh
4.0620  HoPdy 4,165 Mo, N
4,063 CaNH, 4.1654  HgTig
4.063 SrHt03 4,174 RbFeF 3
4.064 BoPdy 4,175 BgEu
4,064 HoPt3 4.180 Ba( Y, gNby )05
4,0684  DyPdg 4,186 EMnFy
4,069 KCoFy 4,187 Ba(Luy gNby 5)63
4,072 BaCol, 3 4,187 BgSr
4.072 DyPt3 4.1899  BaZrdy
4.072 ©  Pb(Teay gScy, 583 4.190 KMnFy
4,074 Pd3Y 4,192 Ba(Yby gNby_ g)65
4,075 PtaY 4.198 GeaU
4.077 SrH16 4.1984  BgSr
4,0773  Pd3Tb 4.2 CaPb, WO
4,09 RbBr 4,20 BgSr
4.093 BgY 4.201 Ba( Tmg gNbg  5)63
4,0938 GdPdy 4,205 GezU
4,094 Bg Th 4,206 Tl1
4.0952  EuPdy 4,208 Ba(Erg gNb, g)é;
4.096 SrZréy 4,21 CsHF,
4.0960 BgHo 4.21 TING,
4,097 BgGd 4.2101 Nbo
4.0976  BgDy 4,211 Nbysi
4,1 Cd,Pu¥Wd, 4.215 Al3Er
4.10 CsCl 4,215 BaCd
4.101 Srzrd, 4.216  Ba(Bog gNb, )63
4.101 BgTh 4,224 Ba(Dyq gNbg )63
4.102 SrZroy 4,229 Ba(Tby _gNbg )03
4,1053 Pd3Sm 4.2325  BgK
4.110 BgEr 4,235 LaPdy
4.110 BgGd 4,239 NH, MnFg3
4.110 Pd,Th 4,242 Ba(Gdg sNbg )63
4.110 Bg Th 4,243 Ba(Eug gNbg, g)63
4.1132  BgY 4.243 RbMnFy
4.114 BaSn64 4,248 Ba(Smg gNbg, 5)03
4,116 BgNd 4,249 GazU
4.1168 BaSnG5 4,252 By Ba
4.12 BgLu 4,262 AlzNp
4.120 EF eFy 4,262 AlzPu
4,121 Ba(Scq gNbg g )63 4,265 BaPboy
4,121 CsCl 4.2680 BgBa
4.1220 © N W, 4,27 Al3U
4,123 BgPr 4,277 Ba(Ndy gNb, g)65
4,124 La(Zry gCap 5093 4,28 BaTtd3
4,128 B, Sm 4,28 SrCef3 .
4,126 BgNd 4.280 (NH,,Li)I
4.1264 NdPdz 4,285 Ba(Prg gNby_ 5)63
4.1278 CePdy 4,285 BaTho
4.128 BgHo 4,287 Al3T
4,129 (NH,4 )CoF 3 4,29 BgBa
4,129 BsPr 4,29 CsCN
4,129 BgSm 4,293 Ba(Ce, gNb, glO5
4.130 BgCe 4,296 CeBr
4,132 BgPr 4,296 LileH, 8
4.133 BaHg 4.298 Ba(Lag 5Nbg, 5193
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Pm3m 0; No. 221 (continued)
Inorganic (continued)
4,259 KUG3 4,732 Inzle
4,302 KCdF5y 4,733 NdT1lz
4,311 CsSH 4,7345 IngLa
4,34 CsN@, 4,742 CaSng
4,34 RbI 4,7445 EuSny
4.346 siug 4,747 PrTl,
4.348 HgNH, Br 4.767 CeTly
4,35 BaAndz 4.,7694 LaSng
4.363 BaPrdy 4,782 LaSng
4,3652 HgzZr 4,787 PhgU
4.372 AlZrg 4,804 CaTly
4.373 BaPuf, 4.806 LaTly
4,38 NH, I 4,806 Ag3SBr
4,384 BaNpdg3 4,81 CsPhF 3
4,386 BaCefy 4,823 Pb3Y
4.3874 BaU&y 4.828 GdP by
4,40 NH,NO3 4,835 SmPby
4.,44¢€ CsSeH 4,852 NdP by
4 .452 RbCaF 4,853 CazPb
4,47 K165 4,855 Pb3Th
4.489 BaTh6y 4,862 Pb3Yb
4.500 GaPug 4.867 PbyPr
4,52 NE, 163 4,874 CeP by
4.523 CsCaFg 4,901 CaPbg
4,53 RbIGy 4,903 LaPhy
4.,5526 IngLlu . 4,903 AgaSI
4.5584 InzTm 4,917 EuPby
4.5644 Erlng 4,929 Ce3Sn
4.5667 csi 4,941 LaPbg
4,5732 Holng 4,96 IngTh
4.5791 DyIng 4,964 CezPb
4,588 IngU 5,011 CezTl
4.,58S7 IngTo 5.023 CeyIn
4.5935 IngY 5.159 Ba(Pbg_gyBig,09)3
4,601 GdIng 5.21 CsCdCl,
4.6103 GdIng .29 Cs,AgAuCly
4,613 TlzYb 5.34 CsCdBr4
4,614 IngYp - 5.45 CsHgCl,
4,622 IngSm 5,475 CsGeCly
4,6259 In3Sm 5,52 CuFeSea
4.63 SnzU ) 5.569 CsPhCl,
4,653 LuTly 5,655 Na¥Y3Fj o
4,655 InzNd 5.74 NH, Tm3F, o
4,657 Tl3Tm 5.78 NH,Er3F; o N
4 661 ErTlg 5.78 CaHgBry
4,666 HoTl, 5.81 NH,HogFy o
4,670 IngPr 7.639 CazAl, 8,
4.671 Csle, 7.8 MgSr,Wog
4.6716 IngPr 7.80 Nb36g
4,6720 DyT1, 7.9 Sr,ZnWdg
4,675 TlzU 8.0 CapZnWég
4,6775 GdSng 8.0 CoP byWdg
4,680 TbTly 8.0 NgPb,yWog
4,680 TlyY 8.001 Mg, PHWOg
4,6814 Sn3Y¥b 8.07 BaSrZnWd,
4,6866 SmSny 8.1 Ca,SrWdg
4,688 Celng 9.58652 BaHg,,;
4,690 GdT1ly 9,911 Rhy S5
4,696 GdT 14 10,606 Pd;-Se;g
4,6972 In3Th 12.26 Ca( A1Si6,),85H,0
4,7060 NdSny 12.32 NaAlSig,e2+-3H,6
4,708 SmTlg 15,43 AgCuzPb368;Cl,03H, 6
4,713 PrSny 21.87 Cuy ;FeySg
4,721 CeSnz 24,596 Naj oAl 51,0, 0NaAld,e29H, 6
4,7215 SngTh
Organic
3.869 AlMngC 4.29 CsCN
3.,9249 MngZnC 7.67 AgCld ,03C,H 6,
3,994 T1CN
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_ 2 Inorganic - O
i3 ¢ Pn3n  Of No. 222 Organic - 0
~ 3 Inorganic - 72

13 2 Pmdn 00 No. 223 Cronsanie 2 72

Inorganic

4,161 UH, 5,033 PtTiy

4,544 Cr38 5.048 w

4,559 Cr3Si 5.096 AuTig

4,564 Cr3Si 5.115 NbzRh

4,620 AsCr3 g5 5.121 Nbzds

4.623 Cr3Ge 5.131 IrNby

4,656 Cr3Rh 5.153 Nb3Pt

4,668 Cralr 5,168 GeNbg

4,675 CoVy 5.17 AlNbg

4.6779 Crafs 5.1743  GeNb,

4.,6806 Cr30s 5.1888 HgTig

4,683 Cr3Ru 5.21 AuNby

4,687 CrzIn €.2186  SbTig

4,69 Cr30s 5.2643 NbySb

4,706 Cr3Pt 5.2646 SbTag

4,71 Nivy §.270 Nb3Pb

4,722 V3Si 5.276 SnTaj

4,75 AsV 4 5.2887 NbSn

4,767 RhVg S.48 AuZrg

4.768 Geva S.4824 Aqu3

4,7854 Irvg ‘ 5.5583  HgZrg

4,808 PtVy 5.689 NaPt36,

4.88 Auvy S.746 CaPd3d,

4,890 Mo3Si 6.6444 UH

4,910 Sivg 6.67 Fp

4.9330 GeMog 6.83 8,

4,9335 SbVy 7.562 CaNa,(Sif3)4

4,937 PbV4 7.903 AuZng

4,94 Snvy 10,19 NagSisg

4,943 Cdv 11,92 Xee®EH, 6

4,952 Moz Zr 12,00 Cl,e6H, 8

4,963 Moz €8s 12,04 Li,Na(ALSi6, )3@6H,6

4,964 IrMog 12,05 S6 ,86H 0

4,987 Moz Pt 12.33 Nag »Tlg, gAlSid, 01.66,H,8

5.0101 IrTis 12.38 - AgAlSig,e2H 6

5,019 Mod 16,07 Hg,Cl,0

Organic

11.97 CgHy,0 12.2 CCl,e12H,6

12,03 6 4C,H,0046H,06 12,2 CHCl3812H,68

12.2 CZHSCIOIZHZG 12.33 anlée

12,2 CHpCl,812H,6 15.17 Ce( NHp )¢
4 =2 4 Inorganic - 40
13 Pn3m 0y No. 224 organic - 1

Inorganic

3.30 sz 8.135% CaSn(GH)6

4,261 Cu, 8 11.596  K3(PO, M MoB3), ,04H,0

4.728 Agyo 11.62 Tl3PMo, 6, (®4H, O

4,816 Agd 11.666 (NH, )3P¥o, ,8,,04H,6

5.020 Au, S 11.70 (NH, )3PMoy 8,,04H,0

5.39 Ph,6 11.72 E3AsMo, 56, 0®4H 0

5.536 Bi @ 11,72 K3PNo; ,8,,04H,0

5.69 PoZng 11,74 K3PW; 8, ,04H,6

5.74 C,Ca 11.74 TlgAsMoy ,6, o ®4E, 0

5.93 Ng3P, 11,801 Cs3HSiVW, ,8,,%nH, 8

6.07 Cd3P, 11,81 Cs3HgW, 6, o®nH,8

6.11 AsyMgs 11.82 (NH, )3AsMo; ,6,,04H,68

6.30 As;Cdy 11,84 K3AsW, ,0,,04H,8

7.77 MgSn(8H)g 11,85 (NH, )3PW, 56, ,04H,6

7.78 CoSn(8H) g 11.854  Cs3PW; ,0,,0nH,0

7.79 FeSn(6H), 11.856 CszH,BW,,6,,0nH 6

7 .88 MnSn(©H), 11,91 TU3FWy »8,,94H,6
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12.13
12.15
12.166

HuS1(W3040),05H,0
BG[HZ(W3610)4]05326
HyPW, ,6,,8SH6

4
Pn3m 0
h

Inorganic (continued)
11,94 (NH, )3AsW 0, 04H0
11.94 TlL3ASW; 56, @4H6
12,13 HgB(W38,,),85H,6
Organic
5.74 CaC,

4 -2 5

m 3 m Fm3m Oh
Inorganic
2.910 FeV
3.52394 Ni
3.560 (Fe,N1i)
3.561 Co
3.595 C Fe
3.608 (Fe,Ni,P)
3.61529 Cu
3.6468 Fe
3.71 (Cu,Al,Mn)
3.7527 AuCu3
3.8033 Rh
3.824 (Ir,Au,9s)
3.8389 Ir
3.8493 (Ir,8s)
3,8605 CrH,

3.8902 Pd
3.9237 Pt

3.96 A1263
4,0262 LiF

4 ,04960 Al

4 ,0684 LiD
4,073 LiD
4,07897 Au
4,080 (Ag,Au)
4,0834 LiH
4.,0862 Ag

4,09 ve
4,093 LiH

4 .093 vo

4,11 Nig
4.12 ve

4413 NW
4,137 NV

4 .14 NV
4,148 CrN
4.149 C3V4
4,169 Ccv

4,17 L12T153
4e17 Ti6®
4,1768 Nidg
4,212 L13Nb64
4,213 Mg
4,214 Li3Tad,
4,23 NTi

4 .24 cv
4,2419 NTi
4,243 NTi
4,244 Tid
4,244 NT1
4.251 (N,C)Ti
4,2581 Co &
4,280 Zn6
4,29 Fed
4,29 NV
4,299 Fed
4,306 Co

4,31 Ccv
4,321 (C,Fe, Ti )T}
4,3276 CTi
4,34 Be2C

4,34
4,3768
4.378
4.392
4,40
4.404
4,406
4,41
4.42
4.422
4,440
4.445
4,446
4,45
4,454
4.,4662
4,477
4.50
4,51
4,53

4 .541
4,55
4.5755
4,628
4.628
4,6370
4,638
4,64
4,641
4.65
4.670
4,673
4.676
4,678
4,68
4,680
4,6953
4.696
4,708
4,748
4,759
4.760
4,766
4,768
4,78315
4,786
4,809
4,812
4.83
4,839
4.84
4.85
4,851
4.86
4.874
4,877
4.882
4.889
4,890
4,897

Inorganic - 991
Organic - 66

TiH

NSec

NNb

Tad

TiDy 971
Mno

Ne

NSc

CTa

CNb

Mno
C(Nb,V,Zr)
CSc

Ne

Sc

NbH2
NZr
L126
NaF

Pu

CHf

NZr

CRf

BZr
BBe2
Zr,H
Lig8iNzb,
CZr
Hgsle
HfD; 628
Cdao

CZr

Ccd8
LIQGeNaﬁz
NaTlez
LigTiNz6,
LuN

ZrD2
ScH,

NYb

NTm

Cad
Na20e63
ErN

Ce
Naaprﬂs
L

Ybo

HoN

NY

NaH

NU

NaH

NNp
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5

Inorganic (continued)

4,905 Dy N 54344 KF

4.905 NPu S5.350 Na

4,920 CPu 5.355 ErPad,
4,93 AgF 5.356 CoSiy
4,93 ptl) $.359 PuH,
4,933 NTb 5,361 YP564
4,9496 Pb S 362 HoP364
4,958 Pud 5.363 YOF

4 ,9598 CcU 5.365 CoS.l2
4,96 Am@ 5.37 Prﬂz
4,961 Pa@ S.372 Cmé 5
4,961 CcuU S4376 Am62

4 .97 CPu . $5.376 SmH,
4,980 (LiMg )N S5.381 Dy?a64
4,99 GdN S.386 (Li,U )Gz.x
5.004 CNp 5.387 TbPaG,
.01 Np©& S5.3%4 Prﬂz
S.014 EuN S.395 Nisi,
5.021 CeN S43960 Puﬁz
S.026 Smo S5.40 Pr62
5,033 LuH2 5.403 GdPnO4
5.046 NSm S.41 CdF2
S.047 L12NE S.412 EuPad,
$.081 (MgZr3 )6, S.412 TmS

5.083 Srd 5.416 Ce62
5.0847 Th S.416 ScpSey
5.09 Th S .42 (Ce,Th )02
5.09 Zr62 5.422 SmP564
5,090 TmH, 5.43 CmPa64
5,114 Sro 5.432 CaCdNaYFe
S5.123 Erﬂz S.4341 dia
55,1233 Ce S.44 PuO,_
5.125 Bfez 5.443 PuPa64
5.13 CaNH 5.455 CePaf,
S$.130 CeC 5,455 062
5.1396 Srd 5.458 AmPab,
S.13988 LicCl 5.458 Ndl’aﬂA
S.1426  Eud 5,459 MnSe
5.151 Nd&N 5 .46 Faﬁz.z
5,183 Ce . 5.46 SrNE
$.153 Licl S.462 CQFZ
5,161 Pr S5.463 MgSe
5.165 Eol!2 ) S.463 NasLu9F32
5.1685 NPr S.466 s

5.17 CaNH 5.4691 UGZ

S.17 La S.470 NdHZ
5.201 DyH, 5.471 PrPead,
5.2034 MgS 5.471 NagYbgF3p
5.205 YH, 5.477 HCl

S.223 NnS 54479 AgLu52
S.246 'IbH2 S.484 us

S.251 ZrS £.4862 Yb

5.256 Zr62 5.490 Nuﬁz
S.2587 ScPa64 $.491 AgYhSz
5.261 Py, gir 5.493 NagTmgF3,
5428 InPad, 5450 CugFeS,
5.286 LaN $.501 LiBr
5.289 "1b,6, 5.501 AgTmS,
5.295 LaN S.505 Pada

S$.30 CdS S.512 AgErSz
5.30 BIGZ S5.514 AsIn
5.303 Gc.ﬂ:l2 5.514 NusErgFaz
$.303 NI.SOU 5.516 PRhZ
5,307 La S$.517 PrHy
S5.31081 Ar $.518 NaGdF,
$.311 Ac 5.519 SmOF
5,312 PSc S.525 Ll.ll"aﬂ4
5.32 NZU 5,533 LuP

5.322 LuPaGa 5.536 Pu$s

$.323 Lus S5.5837 NasH09F32
5.331 th’a64 S54539 (Pb,Th,U )52
S.339 TmP ad, S.54 CdSe

S.34 CTh 5.54 NaH
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Inorganic (continued)

S.542 Bad

S.546 IraP
Sa547 NasDy9F32
5.549 Moz 6

5.55 HgF,
5.556 AgCl

S .56 Nazﬂ
5,573 PTm
5.574 GdS

5.575 Cul.es
5.575 NasTh9F32
5.576 LuSe
§.576 NAZUF6
S5.58 LIBISZ
5.581 CeH2
5.582 Ca

S5.584 Th62
5.592 NaSoF,
5.594 NagGdgF3,
S.59S NdOF
5.600 Pb(UGZ)GZ
5,600 PU

5.602 LaHg

S.61 PoBr,
S.626 Ag(Cl,Br)
5 .627 NasEugFaz
$5.627 NagSmgF3,
S.63 (ThGZH)Z
5.637 Pod,

S5.64 RbF
5,640 ImSe

5.64 02 NaCl
S.€44 PPu

S .644 ProF
5.654 BlAMoGQ
5.654 NaNdF,
£,.,658 LaHz

5.66 Ce6GF
S.661 PY

5,667 LaH2
S.670 CoyMnSi
5.675 NagNdgF3,
S.680 AsLu
5.682 ThS
$5.687 NaaThF6
5.690 PbAgyBi, Sg
5,693 NdS

5.697 Cas

S.70 Gelnlex
5.706 Xr

5,71 PudF
5.710 InP
5.710 KH

5.712 KH

5.720 Lizs
54721 AsTm
5.728 AsSn
S.740 Cu,_, Se
5,745 Co,GeMn
S.747 Prs

5,751 USe
S.7594 Cul.eoSe
S.,760 Cup Se
S.760 PSm
5.763 CeS

S 766 AsU

5,768 La®F

S W77 NaBlS2
54772 GdSe
S.775 NaBiS,
S.776 AgBr
S$.776 Cu,Lisi
5.778 CeS

S.78 HBr

5.780
5.79
5.794
5.808
5,817
5.82
5.830
5,8343
5.838
5.84
5.85
5,852
5 .854
5.854
5.855
5.86
5.863
5,87
5.872
5 .879
5.88
5.89
5.890
5,891
5 .892
5,900
5.903
5.906
5,909
5,912
5,912
5,913
5.92
5.92
5.92
5.921
5.922
5.922
5,923
5.923
5.924
5.924
5,927
5,933
5.93935
5.94
5,943

S.944
5.945
5.946
5.946
5.547
S.949
£.9¢

5,952
5.953
5.954
5.958
S.961
5,969
S .97

5.97

5.970
5.970
5.972
S.974
5.974
S .98

5 .98

5.982
5$.992
5.992
5,998
6 .002

AsU

KOH
SrFZ
EuF,
ScyTey
AlCuj
PTh

PTh

NdP
InSb
BaNB
NuBiSez
Las
LigPgSi
AsPu
BiSe
SmS
TISbS,
PPr
¥bSe
NaCN
GeLlsP3
Pby 33Bl0,66F2.66
NdSe
CuzGeLi
CoMnShb
MnNiSb
KCeF4
NdSe
AgAsZn
AsNaZn
Pby 66Blo,33F2.33
PbS
AlCu2Mn
CuyNiSn
AsSm
Alth
KBiSe,
Co,GaTa
Gath
AsLiZn
CaSe
AlCozTa
GaNi,Te
PbF,
PbS
AcOF

KLaF4
GaHfNi,
AlCoZNb
K, UFg
PrSe
AlNleTa
LijSe
PrSe
L15P3T1
Co,GaNb
GaNbNi,
LuTe
EuS
CuGeL.l2
PbsS

Eus
AsNd
AsTh
AleN12
NaBr
(Cr,Ni)C“ZSn
CoCuySn
CeSe
CeSe
GeTe
GeTe
CsF
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Inorganic (continued)

6,003 Cozl(nSn 6 .2919 AgAuan
6.006 Ko ThRg 6.29294 KCl
6.009 AlCopHT? 6.,2956 AgAuZa,
6,009 AsPr 6.298 SnTe
6,01 Al Au 6.30 TiCcl
65,01 Cu3Sb 6,31 NaSeH
6.012 Lix 6.318 SbTh
6,017 Li,Se 6.32 Nd Sb
6.02 KBiS, 6.322 NdSh
6.020 SrS 6.322 PrTe
6,042 KBiS, 6.338 IrSa,
6,046 GeTh 6,353 YbTe
6,048 NgNisSb 6,356 BiU
6.049 RbH 6,358 CaTe
6,049 TmTe 6.359 CeTe
6,051 InMnNi, 6.36 PbhTe
6.0555 LuSb 6.36 KHF,
6,059 Co,SnTi 6,362 BiSm
6,060 LaSe 6.366 In,Pt
6,066 CuMnSb 6.366 PrSb
6,072 AsCe 6.381 BaS
6,075 AuGa, 6.381 RaF,
6,08 Cu,MnSn 6.387 GeMg,
6,08 NaSH 6.3875 BaS
6,081 AICOZZr 6.389 CsH
6,081 AlH#Ni, 6,391 GeMg,
6,087 Sr 6.395 RbNH,
6,091 SbTm 6.404 Mg, Si
6.10 ErSb 6.41 CeSb
6.10 HoSb 6.41 GeHgLi,
6,115 KNH, 6.412 CeSt
6.122 PbSe 6 .42 BiNd
6.123 AlNiZr 6 .42 CdGeLi,
6.1263 In(Te,Sb) 6.42 AuLi,Sn
6.1265 PbSe 6,422 LaTe
6.1273 AuCuZn, 6 .425 PtSn,
6.128 In,(SbTe3z) 6.436 LaTe
6,13 DyShb 6,443 PbTe
6.137 AsLa : 6.449 K, 8
6.14 GeLiyZn 6,452 PbTe
6.142 SbSn 6,461 BiPr
6.147 PbSe 6,475 Nal
6.153 InMgNi, 6.48 Li,Te
6.156 BiLu 6.488 LaSb
6.16 SbTh 6.49 LaSh
6.160 InTe 6.500 BicCe
6.163 UTe 6.51 KCN
6.164 CuMgSb 6.515 Auln,
6,166 BiMgNi 6,517 LiyTe
6,171 SmSe €.539 Ney S
6.172 AlCu, Hf 6.547 NH,Cl
6.176 SbU 6.57 AgLiySn
6.18 TlBiSe, 6,578 BiLa
6,183 PuTe 6.58 T1Br
6.185 EuSe 6.585 EuTe
6.1865 Cu, InMn 6.590 RbCl
6.19 HI 6.594 SmTe
6.19 Xe 6.599 KBr
6.150 EuSe : 6.660 SrTe
6.191 Sbu 6 .68 KSH
6.192 BiTm 6 .687 L13Pb
6.196 BaF, 6,756 Rb, 6
6.20 BiDy 6.759 Mg, Sn
6.200 SmSe 6.76 N H  0H 0
6.2023 Xe 6.,7630 Mg, Sn
6.21 BiTb 6.77 Mg, Pb
6.215 AlCuZZr 6.779 ‘Mgp Sn
6.22 BiEr : 6.813 Mg, Pb
6.23 BiHo 6.823 Na, Se
6,246 SrSe 6.850 Mg, Pb
6,250 Xe 6,868 RbBr
6 .26 CulLi,Sn 6.91 NH, Br
6,262 Nd Te 6.93 KSeH
6.271 SbSm 6.94 CsCl
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Inorganic {continued)

6.94 TlI 8.463 RbySiFg
6.56 BaCOy 8.467 T1,VF 50H 8
6.98 RbSH 8.476 CaPbFg

6 .99 SrCl, 8,49 Ba,ScUdg
7.000 BaTe '8.49 Rb, TiFg
7.029 RbBH, 8.493 K3Sb
7.06555 KI 8.52 BayMnU8,

7 .09 CsCl 8.521 Ba, InU6g
7.22 RbSeH 8.54 K3CrFg
7.23 CsBr 8.55 K3AlFg
7.259 NH, I 8.55 K3CoFg
7.31 GdMgy 8.551 BayInU8g g
7.329 NayTe 8.56 K3CoF
7.340 Rb1 8.57 Ba, SrWég
7.36 K, S 8.57 Rb,PdFg
7.408 BypZr 8.58 EgFeFg
7.419 CsBH, 8,580 T1,S1Fq
7.422 B, ,Sc 8.62 BasLaT a6
7.52 AgPFg 8.62 Bag Ve
7.61 NaPFg 8.66 BaSr,Udg
7.66 csl 8.69 BazTeds g
7.67 Rb, S 8.71 Ba, Cal6g
7.6%2 KrSe 8.805 BiKy

7.74 KNa,Sb 8.86 Ba, SrU6g
7.74 AgAsFg 8.86 RbzCoFg
7.75 CapMgWdg 8.88 RbzAlFg
7.83 CaNgSrwo, 8,88 RbaFeFg
7.85 Te(OH )¢ 8.885 Cs,SiFg

7 .91 lgSrZWGG 8.89 K3z NbOF,
7.92 RbPFg 8.895 LigNBrg
7.95 NagAlFg 8.905 Cs,CoFg
7.578 Ca3zNb,0Og 8.92 CspMnFg
8.02 CazWdg 8.92 Cs,K(CuFg)
8.066 Sr3UFe,bg 8.922 Ba3Ubg
8,099 Ba,MgWo, 8.93 (NH, )3ALFg
8.124 K NiFg 8,94 Cs,NiFg
B.13 Na3CoF6 8,96 Cs, TiFg
8.168 E,Te 8,97 K3ZrF,
8.17 E,CrFg 8.989 BiRbg
8.184 K,SiFg 9.000 Cs,PdFg
8.20 CaSr2W66 9.009 Cs, GeFg
84246 K;NaGaFg 9.022 Cs,CrFg
8.250 Ba(Uy ,3Fe; ;3003 9.08 Cs,Rb(CuFg)
8,266 Ky NaCrFg 9.08 K3ToF,
8.27 K,(Te,Sb) 9.10 (NH,4 )3FeFg
8.27 NaNbF g 9.175 Cs,K(AgFg)
8.27 NaTeFg 6,202 RbzInFg
8.27 SrZLaTaﬂs 9.210 CuGPbda
8.28 KyMnoFg 9.22 (NH, )3Ti6,Fg
8.29 BaCaSrWdg 9.22 Cs3zCoFg
8.29 BaMgSrWog 9.22 K5 UF,
8,297 Ba, CrU6g 9.24 Cs3AlFg
8.312 BayFeU6g 9.26 (NH, )3ScFg
8,32 K,TiFg 9.31 Rb3 ZrF,
8.323 K, NaF eFg 9.310 BiCsg
8.336 BayNiU6g 9.384 (NH4 )3ZrF,
8.34 Sr3Tabg 5 9,42 RbzCeFg
84355 Bazcmods 9.45 Ca,Ge
8.374 Ba,yCoUdg s.478 RbzPrFg
8.381 Ba,NgUég 9.49 Rb3 TbF
8.381 MggMnOg 9.503 CszInFg
8.390 Ba,CaWé, 9.52 AgVF
8.397 Rby Cr(F5(Hy6)) 9.6445 K,MnClg
8.397 Ba,ZnU6g 9.738 E,RuCly
8.40 K,(Sb,Te) 9.74 K,PdClg
8.40 (NH4 ),SiFg 9.745 K,PtClg
8.427 Tl,(CrFg(H6)) 9.749 K,88Clg
8.430 RbpMnFg 9.752 K,(Pt,Rh)Cly
8.435 K3AlFg 9,775 Tl,PtCly
8.44 K3NiFg 9.792 K, TiCly
8.44 Rb, VF g0 H 0 9.797 Cs3THF,
8.46 (NH,4 ),GeFg 9.82 KyReCly
8.46 T, TiFg 9.82 K,TeClg
8,462 RbyNiFg 9.82 K, 88Cl,
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h

Inorganic (continued)

9.825
9.84

S .84
S.840
9.842
9.843
.85
9.854
9.87
$.87
G.875
9.881
s.881
S.89
9.890
9.890
9504
S.927
9.93
9.94
G.942
9,955
9.965
9.97
9.974
9,.98
G.98
9.98
9.99
9.590
9.998
10.0
10,00
10,00
10.003
10,005
10.0185
10.02
10.04
10.05
10.058
10.065
10,07
10,084
10.1
10.10
10.119
10.120
10,127
10.14
10.14
10.1S
10.155
10.16
10.168
10.179
10.18
10.19
10.199
10.199
10,2
10.20
10.20
10,200
10.213
10.216
10.219
10,23
10.230
10.24
10.24
10,24
10.24
10.24
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K2Tc016
(NH,),PdCL
TlyNoClg
K2Re016
Agy(83F )y
KyReClg
K2l0016
(NHA)ZPtCle
RbZPdCIG

Tl WClg
KZWCIG
(NH4 ), 6s8Clg
EpReClg
(NH4)ZIr016
(NH,4 ),TiClg
Ag7N6y,
Rb,PtCl,
CogSg
Cuz(Co(CN)g ],
KZPdBr6
Rb,TiClg
(NH, ),SeClg
sz(TcCls)
(NH,4 ),PdBrg
szReCIG
(NH, ),ReClg
KZNlFe(CN)6
K, SnClg
RhZMoCl6
TIZSnCls
Rb25e016
RZCuFe(CN)6
RleFe(CN)6
hawcl6
K,SnClg
(Co,Ni,Cu)Se
RbZPdCIG
Ni,Fel(CN ),
haPdBt6
(Fe ,Ni)gSg
(NH,4 ),SnCl,
Na6(SG4)2CIF
(NH,4 )pReCly
Nl(NK3)6012
RyCoFe(CN)g
COKZFe(CN)6
Rh25n016
Co(NH3)6C12
TlaTeCl6
COZFG(CN)G
Cuz[Fe(CN)g ], 03H 6
(Fe,Ni)gSg
(NH4 ),PBClg
Cu, Mn(CN )g
Fe(NH3 )gCl,
HG(NH3)6CIZ
CsdeCIG
Cs,Cr8Clg
(NE4),TeClg
Rby ZrCly
RyFeFe(CN)g
Coz[ColcNIg ],
FeFe(CN)6
(NH, ),TeClyg
Cs,PtCl,
Rb,PbClg
Mn(NHs)GCIZ
Ce,GeCly
Cs,0aCly
Cu,Cr(CN )¢
Cs; Mo6Clg
Cs,NbEC1g
cSzwecls
le(Fe(CN)6)203HZG

10.240
10,242
10.25
10.254
10.254
10.260
10.27
10.27
10.27
10.27
10,287
10.29
10.32
10.32
10.33
10.34
10.35
10.36
10.361
10,368
10.37
10.37
10.37
10.371
10.38
10.38
10,382

10.384
10,387
10.39
10.39
10.398
10.40
10.41
10.41
10.410
10.419
10.42
10.42
10.428
10443
10,431
10.437
10.44
10.445
10.460
10.466
10.47
10.47
10.48
10.48
10.48
10.484
10.48S
10,485
10.486
10.489
10.489
10,490
10.495
10.499
10.50
10.50
10,50
10.50
10,508
10,506
10.516
10.520
10.54
10,540
10.542
10.546
10,852

Cs, TiClg
szTeCle

K, PdBrg

Bel3Tb

Rb, TeClg
CspReCly
Cs,NoClg

Cs,WClg

K;PtBrg

haPdBr6
Cs,SeCly
Agz(Fe(CN)g)
Cu(NHy )¢ Bry,
K,8eBrg
(NK4)ZPdBr6
c°3[Fe(cN)6]203n26
(NH4)pPoClg
Agz[Co(CcN)g ]
Ni(NH3)6Br2
Cs,5nClg
(NB4)2PtBr6
KthBr6

K,8sBrg

K5 (TeBrg )
szPdBrG

Agp TLFe(CN)g
K2Re3r6

KZBrSe6

KZReBr6
CSZInO.SSbO.SClS
Rb,TiBrg

(NH, },08Brg
Znz[Fe(CN)g ],03H,6
CspTlg gSbg s5Clg
RbaPtBr6
Co(NHa)GBrZ
KZSeBr6

Cs,Cd( CdCl)
Cs42Zn( AuCly ),
Cs,ZrClg
(NH4)2TlBr6
CogSeg

Cs,PbhCly
PbzlCo(NE,)4 1,
KoReBrg
RhZ(TcBr6)
C52Te016
[Co(NH3)H,06 ]S6,Br
CEZAgAuCIG
(NH, ), SeBrg
CspAuAuCly
ln3[Fe(CN)6]203326
Alz 5BgNlgg, 5
B6N121V2
szReBrG
BeCoz1V2

Fe(NH3 )gBr,
Mg(NH3)6Br2
szReBrs
BgMnyNisy
Bsc°21G°2

CspBlg 5Sbg,5Cg
Ky SnBrg

RbyMoBrg

Rby WBrg
BgCopgNoj,
BgCopy Wy
Al3B,Copg
B6Coleb2

(NH,4 ),NaRh(NO, )
Mn(NH3 ) Br,
BGC020T13
B60021Sc2
Al3B,(Ni gB,)



CRYSTAL DATA SPACE-GROUP TABLES

Inorganic (continued)

10.555
10.557
10.56€
10.56
10.56
10.56¢
10.57
10.57
10,574
10,577
10.580
10,581
10,582
10.59
10.594
10.598
10.598
10.598
10.60
10,61
10.62
10.62
10.620
10.63
10.64
10,649
10,65
10.65
10,65
10.652
10.659
10.659
10.66
10.66
10.67
10.68
10,68
10.68
10,685
10,69
10.70
10.70
10,722
10,728
10.73
10.74
10.74
10,771
10.775
10,784
10.797
10,81
10,82
10.83
10.83
10.83
10.8332
10.84
10.897
10.90
10.910
10.918
10.93
10,936
10,986
10,987
10.99

Organic
3.595
4,149
4.169
4 .24

4,251

BgNi1g,52Zn3, 5
B6Nh2N12‘
B6N121Scz
AgT1,Fe(CN)g
SroNi(N6, )¢
BegMg3Nisg
CsZTIBr6
PbyNi( N6, )¢
BgCopy HEy
BgNiygTig
BgCopyIng,
BgInyNigy
BgCopyZrp,
Baz[Co(NE, )¢ ],
BgNisgZrg
BgCopqSby
BgNip, Sby
BgNigySny
Rb,SnBrg
(NH, ),SnBrg
(B,C)gFeyy3
CsdeBré
B6C021U2
CsthBré

[Co(NE3)gH,8 IS, 1

BgHE3Ni,q
Cs,Cd( AuCly ),

[Co(NH3)6]See°Br

Agp TLCo( CN )¢
BgNiy U,
Cs,0sBrg
CgCrsogz
Cs,PdBrg
RbZSnBr6
CsZPtBr6
BelleeTne

Cdz{Fe(CN)g ],#3H, 8

Cs4Bg(Au016)2
Cs,ReBrg

Bay Ni(NO, ) g
Cs,MoBrg
CEZWBr6
CsySeBrg
(NH, ),TeBrg
Bey gNbgNig
Cu(NH3 )gI,
Cuasbsa

Rb, TeBrg

Bey 5CugTag
Bejy 5CugTig
Cs,SnBrg
[Cco(NH3)g]seO, 1
Co( NH3 ) I3
Cs,SnBrg
AgT1,Co(CN)g
Tl3(Fe(CN)g)
BeISCuBNh6
(NH;, )oPoBrg
Nl(NH3)612
Csaﬂgﬂgclé
Csy, TeBrg
CszTeBr6
CsZAgAuBr6
Co(NH3 ) I,
Zn(NH3 ) I,
Fe(NH3 ) 1,
BelSHf6Ni8

Fecx
V4C3
vC
vC

Ti(N,C)

11.00
11.000
11.01
11.04
11,059
11.06
11,068
11.1
11.10
11.10
11.154
l11.1885
11.163
11.20
11.241
11.25
11.251
11.28
11.288
11,301
11.31
11.320
11,360
11,363
11,397
11.403
11,433
11.44
11.468
11.472
11.513
11.540
11.55¢4
11.567
11.601
11.611
11.€16
11,62
11.642
11.65
11,67
11,722
11.79
11.936
11.95
11.966
11.98
12.00
12.01
12,04
12,06
12.07
12.08
12.12
12,21
12.29
12430
12.34
12,38
12,44
12,47
12.51
12,523
12.68
14.88
27.39

4,31
4,321
4,3276
4.33
4.34

BelSCoeﬂt6
Mg(NH3 ) I,
CszPoBre
Bg(Re,Co )y
Mn(NH3z )g I,
BeygNigZrg
Cd(NH3 )T,
Bg(Re,Fel,3
Belscoelre
CrgNijgSiy
MngNijgSis

Bey sCugZryg,
BgMny g Reyp
TlzlColCN)4 ]
Ni{ NH3 )g(BF, ),
BeNijjReyz
ColéNh6517
CdNaClg

Co( NE3 )g(BF, ),
Rby(Tclg)
RbaRele

RhZReI6
Mg(NH3 ) (BF, )y
Fe(NH3)6(BF4)2
Mn(NH3 ) ( BF4 )p
Cd(NH3 )¢ (BF, ),
Ni(NH5)g(Cl6, ),
CsyRelg

Ni( NH3)g( SO3F),
Co(NH3 )g(Clb, ),
Co(NH3 )g(SG3F),
Fe(NHy )g(Cl0, ),
Mg(NH3 )g(ClE,),
Fe(NH3 ) (S€3F),
Mn(NH3 ) (Cl6, ),
Cd(NH3 )g(Cl8, ),
Mn(NH3 ) (SG3F),
Rb, Snlg

Cd(NH3 )g(S63F),
Cs,Snlg
C“16u36517
CsyTelg

CsyPolg
Ni(NH3)g(PFg ),
Fe23L06
Co(NBa)s(PFé)2
Fey3Tmg

Al cHEgNig
ErgFesy

Fey 3Hog

DygFep3

Fey 3Thg

Al gNigZrg
Fep3Ye

Lueun23

Er6Mn23

Mng3Tmg

HogMny 3

DygMny 3

Mngy 3T by

Mnp3¥e

GdgMny 3

Mny3Thg

Mny 3Smg

Liy3Srg

(Fe,Al)3Fe K H, 4 S6, ), o 6H)04H, 0

vC
Ti(C,Fe,Ti)
TicC

TiC

Be2C
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822 MIGHELL, ONDIK, AND MOLINO

Fm3m Oﬁ No. 225 (continued)
Organic (continued)
4,454 TaC 10,10 CoE,Fe(CN)g
4,470 NbC 10.14 CopFe(CN g
4.50 (Nb,V,2Zr)C 10.14 Cuz[Fe(CN)g ),03H,0
4,51 SccC 10.16 CugMn( CN)g
4,638 BEC 10,2 RyFeFe(CN)g
4,641 HfC 10.20 Coz[ColeN)g ],
4.67 ScCy 3 10,20 FeFe( CN)g
4,678 zrC 10,24 CuyCr( CN)g
4,696 ZrC 10,24 Ni3(Fe(CN)g),03H,0
4,920 PucC 10,29 Agz(Fe(CN)g)
4.9598  UC © 10,34 Coz[Fe(CN) 4 1,03H,6
4.97 CPu 10.36 Agz[colcN)g ]
5.004 NpC 10.38 Ag;TL(Fe(CN ) )
5.34 ThC 10.40 Znz[Fe(CN)g ] 03H 8
5.88 NaCN 10,48 Mnz{Fe(CN)g 1,03H,9
6.51 KCN 10,56 AgT1(Fe(CN)g)
6.96 BaCOy 10,62 (C,B)gFeyy
8.34 ccl, 10.65 Ag,Tl[Co(CN g ]
8,62 C4 HCL 10,659  Crp3Cq
8.78 (CH3),C 10,68 Cdz[Fe(CN)Yg ] 03H 8
8 .82 (CH3)3CCEOH 10.83 AgT1l,{ ColCN) g ]
9.45 Cy0816 10,83 Tl3(Fe(CN)g)
9.93 cuzfcColcN) 1, 11.20 Tls[coteN) ]
9.98 KyNiFe(CN)g 11.84 [(cE3I4N]:BgH,
10,0 R,CuFe(CN)g 12,051 Ni(NH,CH3z)gI,
10.00 RyNiFe(CN)g 12.90 (tcaz),N ] 8nctg
10.02 Ni,Fe(CN)g 13,05 [(CB3I N ] ceclg
10,1 RpCoFe(CN)g 14,34 CeBr,®10H,002( CHp Jg N,
4 22 6 Inorganic -
232 Fm3c 00 No. 226 Oramanie i
‘Inorganic
10.00 . BelBHf 10.370 Bey 3Pr
10,005  Bey zHf 10.375 Be, 3Ce
10,010 Hey3HE 10,395 Bey 3Th
10.030 Be; 3Ht 10,457 Bey 3Sr
10,047 Be, 3Zr 10,460 Bey;3Lla
10,102 Bey 3Sc 11.85 AlGCeCuGMn
10,166  BeyMg 12,15 CaZn; g
10,173 Bey 3Lu 12.216  EuZnyq
10,182 Be13Yb 12,240 San13
10.199 Bey 3Tm 12,2836 NaZngx
10,210 Bey 3Er 12,35 Baan3
10,225 Be; 3Ho . 12.360 KZn,g
10,238 Bey 3Y 12,38 KZngg
10.239  Be; 3Dy 12.61 ‘Mn
10.256 Be; 3Np 13,80 Cdy 3K
10,256  Bey 3V 13,91 Cd, 3Rb
10,283  AmBe; 13,92 Cd, 3Cs
10.284 Bey 3Pu 18,50 KT1Br,e2H,9
10.300 Be; 3Eu 18.64 RbT1Br,eH,0
10.312 Bey 3Ca 18,85 CsTlBr,
10.325 Be; 3Sm 19.00 NH,T1Br , 02H,0
10.382 Bey 3Nd : 20.24 CsTlI,
Organic
4 = 2 7 Inorganic -
ES Fd3m 0]  No. 227 Oronsanic h
Inorganic
3.56 c 6.300 AgBe,
5.43035 Si 6,373 AlLi
5.65763 Ge 6,40 AlLi
5.687 Nis, 6.448 Be, Ti
6.04 Se 6,489 Sn
6,20 Be1 .2000.8Mn 6,51 Bez'Ia
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Inorganic (continued)

6.535
6.586
6.686
6.701
6.705
6,706
6.73
6.723
6.759
6.762
6.778
6,782
6.800
6.901
6,909
6.913
6.918
6.926
6.927
6.93
6.94
6.943
6.960
6.960
6.961
6.965
6.966
6.97
6.979
6.990
6.9924
7.005
7.03
7.037
7.045
7.053
7.054
7.056
7.0592
7.060
7.060
7.061
7.064
7.065
7.075
7.083
7.09
74106
7.106
7.11
7.115
7.121
7.3
7.1349
7.136
7.142
7.144
7.150
7.1536
7.155
7.157
7.16

 7.160
7.1606
7.1628
7.168
7.1730
7.181
7.187
7.20
7.202
7.202
7.206
7.208

BeZNb

BaSe

MnNiy 55819, 45
CdLi

Co,Ti

(Cop, 75Nl 25031
CoTi,

CoZTa

Cosz

Geg sinNiy 5
CopTa
Co,Nb

InLi

C022r

Cuy  5Gag _gMn
Gag 4MaNiy ¢
Co,Hf

Ni,Sc

CopZr

CryNb
AlCu3Mn2
Cr,Ti

C022r

Niy ,sVo.5ZT
CryTa
Ni,Tm
CuMnZn
MgNiZn
CrzTa

Cr,Nb

Co,U

Co, U

Cu Mg
CrNiZr
MnNiZr
FeZZr

FeN iU

FeZZr

Fe,U

Cosz

NlZYb

FepU

CuZMg

FeZU

CoyPu

LuNi,

Fej,Sc
Cdc“l.sGaO.S
C02Lu

ErNi,

CdCuy gGeg 5
Co, Tm

sig,

CoTm

HoNi,

DyNi,

CozEr

FepPu

CoyEr

DyNi,

¥n, U

Ni,Pu

Ni,To

CeCoy

Mn,U

Coy Ho

Cozﬂo

leY

Cozby

CroZr

CeNi,

GdNi,

Co,Thb

CeNi,

7.2097
7.21
7.212
7.216
7.226
7.247
7.255
7.260
7.2616
7.262
7.270
7.273
7.285
7.290
7.2981
7.300
7.300
7.300
7.303
7.303
7.3058
7.312
7.312
7.325
7.343
7.348
7.385
7.359
7.369
7.378
7.380
7.39
7.394
7.415
7.426
7.430
7 442
7 444
7.459
7.469
7.473
7.483
7.488
7.488
7.488
7.490
7.500
7.507
7.5089
7.5124
7.514
7.524
7.535
7.538
7.550
7 .56
7.564
7.564
7.571
7.5731
7.575
7.577
7.58
7.580
7.580
7.59
7.590
7.593
7.5966
7.605
7.607
7.614
7.620
7.621

CopTh
CrpZr
Fe,Lu
Cop Y

NipSm
FepTm
CozGd
COESm
Co, Sm
LaNiy
NdN is
ErFey
Ni,Pr
MnyPu
Co,Nd
CeFe,
FeZHo
Co,Nd

CdCuln

CeFe2
Co,Pr
InNa

CozPr
DyFea

ALy ,Nig gZr

Ir,Sc
Fe, Y
IrZZr
Fe,Tb

Aly sCog 521, o
Al; 65Cug, 35H%

Fe,Gd
ZnZZr
Fe,Sm
Hoha

Al, esFeg, asZr
LiMgZn

ErRh2
Rhy Y
NaTl
Erltz
Dth2
Rhp Y
NaTl,
NaTl
HoIr2
Ir,Y
HoMn,
Ir,U
Os,U
GdRhy,
Ir,Y
CeRu,
CeRh,
GdIr,
GdRu,
Dyan
NdRh,
Celry
Dyunz
PrRh,
GdPt,
Moy Zr
Al, Sc
Ru, Sm
MOZZr
Pth
Cebs,
DyPt,
IryNd
Pt2Y
NdRu2
anTh
Ir,Pr
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824 MIGHELL, ONDIK, AND MOLINO

Fd3m 0] No. 227 (continued)

Inorganic (continued)

7.624 Prkuz 8,128 N100264

7.63 WyZr 8.134 (Zn,Fe)(Al,Fe),8,
7 .6349 Gd?tz 8.136 FeA1264

7.646 Laha 8.145 AlzLa

7.649 Ru, Th 8.146 FeAl, 6,

7.662 IrZTh 8.,1474 AlaLa

7.663 GszPr 8,153 AlyLa

7 .678 "“ZY 8,176 AlaLa

7 .680 Mn, Y . 8.19 LiCrMnG,

7.686 IrpLa 8.19 Li, s3Mng 38,
7.694 NdPtz 8,195 CrL13V268
7.701 LaRu, 8.21 LiGagtyg

7.705 6s,Th 8,215 LiNive,

7.709 PrPt, B8.221 NiyGef,

7.723 CePty 8.23 LiGa(Gady),
7.724 GdNn, B.246 LiMn,6,

7.730 CePt, 8,252 (Mg,Fe)(Cr,Al,Fe )9,
7.732 GdMn, B8.255 Mg Gel,

7.736 La@s, 8,258 NiGay9,

7.741 CePtz 8,275 L122nMn365
7.742 AlyLu 8,276 CoLive,

7.755 LaPt, B.277 (Mg,Fe) Cr,Al )264
7.766 A]_zu 8,28 LlGaT164

7.774 LaPt, 8.280 MgGay 6,

7.7757  AlyTm 8.280 MnAl,68,

7.780 Al Tm ‘ 8.285 MaCop 9,

7.793 Al,Er 8.286 MgGay6,

7.800 Pd,Sr 8.29 Co,Mné,

7.8031 AuyNa 8,295 (Fe,Mg)(Cr,Al),8,
7.811 AlL,U 8,296 MgGay6,

74813 Alzﬂo 8,297 FeV264

7.827 AI.ZY 8,297 L.i.CrT164

7.83 PbFe,6, 8.30 CuNny 6,

7.831 A12Pu 8.30 Lu(nT164
7.8370 A12Dy B8.30 Lthln64

7.855 A12Y 8.301 letiﬂs

7.8654 AlaTh B8.305 (Mg,Fe)( Cr.A1)264
7.877 AIZYh 84,3070 CoGa264

7 «900 AIZGd 8,313 L12N1F4

7.91 RbAld, 8.316 Coy gMn; 20,
7927 AuZPh 8,318 CoZGeﬂQ

7.54 LiAl( A162 )4 8,32 MgCr264

7.940 Al,Sm 8.32 NiCr,8,

7.9418  AlySm 8.325 CoGay8,

7.958 Auzlﬂ 8.33 C\.l}ln264

8,000 Al,Nd B.336 CoCr,6,

8.002 AlyNd 8.338 NiFeyd,

8.025 AlzPr B.340 Zn60264

8.0312 Al,Pr 8.340 ZnCry8,

8.038 Al,Ca 8.349 (Fe,Mg)(Cr,Al,Fe), 6,
8.046 NiAl 6, 8,359 LiFeTig,

8.055 CuCo,8, 8.359 Li,Tiz6¢
8.059 Al,Ce B.36 LiCog sTiy, 59,
8.075 CoAl,6, B.3630 FeGap6,

8.078 CdAl,8, 8.37 CoFey8,

8.08 CopZnd, 8437 Cu,Crp6,

8.080 CuAl, 6, 8.37 LiNgg, sTiy, 59,
8.087 ZnAl,6, 8.37 LiZng gTiy, 56,
8.09 Coz8, 8.372 FeCrp6,

8.098 CBA162 8,373 CuMn264

8.099 (Zn,Mg)Al,6, 8,377 MgFe, 8,
"B84100 l’-‘eAl2G4 8,382 Cop, Ve,

8.106 MgAl,6, 8.39 CuFe 6,

8.115 ZnAlzea 8,39 CuG3264

8.116 l(gA'l.zd4 B439 LIC“O.STII.SGA
8.12 (Mg,Fe)Al 8, 8.39 LiFe(Fed,),
B.12 N128632 8.391 CuCuZFe( Feﬂz )8
8.12 SnA1264 B8.392 Fed

8.123 Mg00264 8,395 Zn2V64

B.124 00364 . 8.397 Fe364

8.124 ZnC0264 8,397 Zn4v3ﬂlo

8.125 Aleu 8.3%9 Nan264

8.126 Cr39, 8.403 Ng, VO,

8.1262 Al Eu 8,404 NiFe, 8,
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Fdsm 0/  No. 227 (continued)

Inorganic (continued)

8.405 Cuo.SZn°.5F9264 8,99 Nay Wo,
8,407 CuFe(Feb, ), 9.108 NayMod,
8,410 ZnvV,08, 9,115 CdIng6,
8.411 MgV,6, 9.1297 Na, W,
8.417 Fe30, 9.28 AgpMod,
8.419 Cuo.42n0.6F9204 9.3127 AgpMo6,
8.419 MnFep 0, 9,417 CozS,
8.42 FeCr,0, 9.43 CozS,
8,420 ZnFe, 8, 9.46 Coz.,Ss
8.422 ZnFe,8, 9.446 (Co,Ni)d3S,
8.425 (Fe,Mn)Fey9, 9.464 FeNi,S,
8.429 CoFe204 - ©9.476 NizS,
8.429 Fe30, 9,477 Co,CuS,
8.43 Mg,Tig, 9.48 CuCo, S,
8.431 NiFe, 6, 9,520 BiyK
8,433 ZnFey 8, 9,601 Bi,Rb
8.434 Fe368, S .609 BisRb
8.4350  MnGa,8, 9.630 CuCr,S,
8,4370 (Fe,Mn )Fe,6, 9.746 Bi,Cs
8.44 Fe,Tig 597 9.760 Bi,Cs
8,44 ZnFeg®, g 9,801 ScyTiy 6y
8,44 (Mn, Mg,Fe )Fe264 9,824 CuVyS,
8.44 MnFe,d, 9.849 16A1(F,0H)306H,0
8.441 MgFe,8,8(Mn,Fe)Fe,0, 9.876 FezS,
8.448 CopTif, 9.89 (Al,Mg)yNag 35(H8) g gop5(F,0H)g
84449 ZnFey 6, 9.90 CrAl,S,
8,457 Mg, Ti6, i 9.90 CoCr,S,
8.462 CuFe, 0, S.91 CoCr,S,
8.462 Zn,Ti6, 9.93 AlS3
8.47 Fe,Ti6, 9.933 CuTiyS,
8,477 Zn,Ti®, S .94 NigSe,
B8.482 ZnF e264 9 .94 ZnCry S,
8,485 FeV,8, 9.945 TiAl,S,
8,495 CoRh264 G.97 FeCr,S,
8,459 MnFey6, 9.986 FeCr,S,
8.504 MnCr,6, 9.988 ZnAl,S,
8.5050 MnFe,8, ’ 9.995 FeCr,S,
8.51 MgRhy 8, 10,011 Lu,Tiy 6,
8.52 Fe,Tif, 10.02 NaM@AL(F,6H)  0H,d
8.52 MnF e, 8, 10,028 Yo, Ti, 0,
8.52 ZnRhy8, 10.050 Tm,Tiy6,
8.521 Fe,Tid, 10,065 MnCr, S,
8.53 MgRh, 6, 10.069  Er,Tiyo,
8.54 ZnRhy8, 10.0762 Er,Tiz®,
8.540 (Co,Sb)38, 10,087 Yb,Ru,6-
8,55 GdM g, 10.095 Ho,Tiy6,
8.551 Fe,Tid, 10,095 Y,Ti,64
8.57 MnRhO5 10.096 TmyRu,8,
8.570 Mg, Th 10.103  LuyRuy6,
8,575 Mnp Ve, 10.119 Dy, Ti, &,
8.584 CdCrpd, 10.120 Er,Run 6.,
8.585 Zn( Zn, b )36, 104144 Y,Ru,6,
8.589 MnFe, 0, 10.148  TbyTi,y 6,
8.59 CdGay6, 10.150 HojRun8,
8.597 Mgy Snd, 10.170 GdpTiy o,
8.60 MoRb, 6, 10.175  Dy,Ruy6-,
8.61 CdCryd, 10,18 Cd, Sb, 6,
8.613 MnRh, 6, 10,181 Gd,Ti6,
8,622 Co, Sn6, 10,19 CazsGe
8.63 Zn, Snd, 10.192  Eu,Tiyo,
8,639 Mg, Snd, 10,20 NaSbdg
8.64 Mn3 6, 10.200 TbyRu, 6,
8,644 Co,Sné, 10.206  HgCrpS,
8.667 Zn,SnB, 10.211 CdCr,S,
8.679 Mn, Ti8, 10.211 SmpTip 6
8.68 CeMg, 10.215  CdCryS,
8.69 CdFep 8, 10.219  CdyRey65
8.695 Mnp, Ti€, 10.230 GdpRu, 6
8.71 CdFex 8, 10,24 T1l; ,315bsSbygb,g
8.73 CeMg, 10.25 Sbyg(d,0R), g®12H,0
8,76 CdRh, 8, 10.25 CuSb,( 6, 6H, Hy8 ),
8.781 CdRh, 6, 10,25 AgSbég
8.79 Laugz 10.25 Zr384
8.83 Iny Mgl 10.252  EuyRuy6,
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Fd3m 0, No. 227 {continued)

Inorganic (continued)

10.26 Sb, 6, 10.648 Nd ,Bf 6,
10.26 Sb,0,eH,8 10.648 Ndp Zr, €4
10.26 TiZr, S, 10.65 Pb, YNbOg
10.280 Smy Ruy 6y 10.68 NdPh, Tadg
10.282 (Ca,Na,Mn),Sb,(¥,6H,F), 10.68 [PbgSbso,-]
10.285 (Ca,Fe);(Nb,U,Ti, Ta)yg6,g(OHE,F)g 10.69 Pb, YbNbO,
10.288 Ca,Sb,6, 10.699  Ce,Zr,6,
10,29 RbSbgSby 6044 10.70 Pb,SmT ad
10.290 (Ca,Na,Fe)(Sb,Ti),(6,0H), 10.70 PbZYTa.66
10.30 SbS1,6g6H 10.70 Pb,Sb, 6,
10,30 K4Sh4Sb1 6645 10,702 L°23n257
10.304 Yb,Sny 64 10,704 Iny Sy
10,305 Sb, G5 10.708 MgIn,S,
10.317 (Ca,Na,Fe),S5,8,(GH) 10.715 MnIn,S,
10.32 CayShy0, 10.721 CdCr,Se,
10,331 Nd,Ru, €, 10.73 Pb,MnT ab¢
10.350 ErpSnyd-, 10.75 Pb,PrTad
10.355  PryRu,y8, 10.757  Mn3gNi,Si
10,357 CuCrySe, 10.771 LayHf, 6,
10,357 FeNb,Gg 10.78 NipSiVy
10.36 HSbE500,31H,6 10,756  CalnyS,
10.36 Na Sb€3 10.807  FeLu,S,
10,362 (Na,Ca)y(Nb, Ti ), (6,F), 10.81 MoBe,S,
10.367  LigNpI 10.819  CdIngS,
10,37 CazTnzﬂ—, 10,833 Hgl nyS,
10.37 UpTapdy 10.838 FeVb,S,
10.371 YZSnZG-, 10.87 CuZSnS4
10.372 Cd Nb, 8, 10.877 CFe3Vy
10.376  Cd,Ta,0, 10.9 ZnMn,Se,
10,383 (Ca ,Ce,Na)(Nb,U,Ti)0F 10.921 MnLu,S,
10.39 (¥b ,Fe ),(Ca,Ce, Na,K),8.(6H,F,0) 10.94 CugFeS,
10.397 [cCaNaTa,65]) 10.649  Mglu,S,
10.397 NaCaNb,6gF 10,949  MnYb,S,
10.4 ZnMn, S, 10.95 CugFeS,
10,404  PbyTiy6g 10.95 CFegW,
10,42 CaNaTa,6gF 10,957  MgYh,S,
10,42 (Ca,Na,Sb),(Ta,Nb)64(6,6H) 10.973  €(Co,Ni)3(Cr,Mo)
10.420 CayTey6, 11.0 ZnMn,Te,
10.426 Y, Zrp6, 11,081 CuCryTe,
10.43 Pb ,5b 0, 11,06 CFegVWs
10,43 (ca,Na,Fe)y(Nb, Ta, Ti ),(6,0H,F), 11.0680 As,65
10,443 ZnCrySe, 11.090 CCogzW3
10,45 KSbhy : 11,096 CFeyW,
10,46 AgSby(8,6H,H,8), 11.10 Mn3TiL6 .
10.460 Gd,Sny6, 11,14 Fe3Ti6
10.47 Pb,Sby 6, . 11.18 Fe3Tiz6d
10.474  Eu,Sn,d, 11.15 Sby 64
10.48 BiTay64F 11.159 NiySiTag
10.48 SnyTay 6, 11.1€ Co3Tiz®
10,485 NilIn,S, 11.178  NbgNi,Si
10,4973 ZnCrpSe, 11,18 NigTiz6
10.507  Sm,Sn,6, ) 11.196 CopNb3Si
10.51 AlPL,Tadg 11.24 CuTi,
10.525 FeScp5, 11.24 Cu3Ti 36
10.53 AlP1, N1, 11,262 FepNby
10.53 Pb, YbTab 11.275  FepTi,®
10.532 (Y,Ce,Th,Fe),5i,0; 11,278  NiTi,
10.54 CrPb,Nbd, 11,28 Mn;Ti,©
10,551 Pb3Ta,6 11,29 Mn,Ti,9
10.56 Pb,MnNb8g 11.295 Co,Ti,8
10.56 (Pb,Na,Ca)(Ta,Nb,Ti)y0,(6H) 11,30 Cr3Ti;@
10.562 (Ba,Sr M Nb,Ti),6,0H,6 11.30 CoTi,
10,563 SnyTay 64 11.30 NioTi,®
10,573 Nd,Sny 6 11.31 Fe,Ti, @
10.580 ColnySy 11,3193 NiTi,
10.59 (Na,K,Mg,Ca,Ba ,RE,Th,Pblg, g;14(TL,Nb, Tad, o0 11.32 CopTi, @
(Hz0)).64%.52 1143279  NipTi,L@
10.6 CuyMoS, 11.37 NiyTi, ¢
10.604  Pr,Sn,6, 11,4353 CupTi,g
10,619  Feln,S, 11.44 Cu,Ti 6
10.62 CrNi,Siy 11,47 Cu,Ti 46
10.62 Feln,S, 11,49 CCryNbg
10.623  MnScyS, 11,51 CCopx(Ti,Ta)dy
10.627  MgScyS, 11,549 Nb3Zn3 6, 4
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Inorganic (continued)

11,5€1 Be, o Re 14,53 Al, gCroMegy

11,618 CCozTag 14,586  Aly,V

11.631  BeyW 14,62 Na,Siy 3¢

11,633 CCogNby 16,2 SrallIrg 5Pty 5509,
11.634  BeypMo 23.0 Ni,SiMo, ;68,,031H,6
11.698  CNbgNig 23,09 Mg,SiNo 0, 031H,6
12,120 NiSc, 23.1 H3PMo, ,6,,@30H,0
12,3255 HfsRh 23,1 SmPMoy ;6,,@30H 8
12.352 Hf,Ir 23.10 Baz( PO M0y 03¢ ), 58H, 0
12,3605 Hf,Pd 23,10 Sr3(PO, Mo, ;03¢ ), 858H,8
12,427  PdSc, 23.10 Zn3(PY, Moy ;03¢ ), 858H,0 -
12.461  Hf Pt 23.11 Caz(PO,Ma; ,85,),858H,6
12.4€7  RhZrp 23.11 Coz( PO Mo; 03¢ ),@58H, 8
12,47 IrZr, 23,11 Mg3( PO Moy ,654),058H,6
12.529  KpZn(CN), 23.11 Mn3( PO Moy ;834 ), ®S8H, 0
12.79 HgK,(CN), 232.11 Ni (PO, Mo, 03¢ ), 958H, 0
12.87 CAE5(CN), 23,13 Cd (PO, Mo, ,63,),e58H,9
13.86 BaCd,Clg 23.15 FeHSiVW,,6,,030H,9
13.90 BaCdyClgeSH,6 23.15 NdPMo, 56, ,@30H 56
14,075  HfZry, 23.3 Be, SiW, 6, ®31H,0
14.08 NazMgCl(Co3), 22,328  HPW, 6,,029H,9

14,101 ZnyoZr 24,60 Na,Ca(ALSi,6,),016H,8
14.20 MgNa3zBr(C83 ), 28.239  Alj ,pMep

14,492 AlyqgVv 30.56 CdyNe

Organic

3.56 c 11.€633 °© CogNb3C

10.877  FezV3C 11.698  NbgNizC

10.95 FegWgC 12.529  K,Zn(CN),

10.973  C(Cr,Mo)3(Co,Ni)4 12.79 HgK,(CN),

11.06 FezW3C 12,87 CdK,(CN ),

11.090 CozW3C 14,08 NazMgCl(C83),

11.096 FeyW,C 14,20 NazMgBr{(C83),

11.271  C(CHz), 16,43 Zn,6(CH3CO6 )¢

11.49 Cr3Nb3C 17.31 8C,H 607 ,33H,Se136H, 6
11.51 Cop(Ti,Ta),C 18.24 (C, BEg#C68d)5BaCay

11.618 CozTazC

4 52 8 Inorganic - 2
W 34 Fd3c 0h No. 228 Organic - 0
Inorganic
15,51 Te (GH ) 27.92 Na (P8, ) Fe19H,6
Organic

b3t m3n 07 No. 229 é’;g;gfg‘c e
Inorganic \
.5515 Be 3.30656 Nb
2.859 (Fe,B) 3.3163 Tad,
2.866 (Fe,Ni,Co) 3.33 Ti
2.86645 Fe 3.36 Ta-H
2,88495 Cr 3.44 u
2.902 (Fe ,Al) 3,5090 Li
2.94 Fe 3.62 Zr
2.975 FeTi 3.6361 Pu
2.986 NiTi 3.8734 s
2,594 CoTi 3.882 Tt
3.015 GaV 4.02 Al
3.03%9 V 4,12 Ce
3,060 Mn=Zn 4,26 La
3.1472 Mo 4.,2906 Na
3.16529 W 4,477 Ca
3.25 AgaAl 4,582 Eu
3.282 Ti 4 .85 Sr
3.3058 Ta 4,87 Sr
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Inorganic (continued)

4,870
4,993
$.025
S.064
5.344
5.63

6,091
7.678
7 .87

7.88

8,031
8,190
8,659
8.662
8.696
B.714
8.725
8,735
8,742
8,763
8.801
8,838

Organic
7.51
8,17

Inorganic
8,565
11.455
11.520
11.526
11,533
11.61
11.613
11.692
11,697
11.819
11.841
11.855
11.8550
11.864
11.895
11,906
11.91
11,531
11.931
11.95€
11.557
11.974
11.98
12.01
12.011
12.02
12,02
12,027
12,03
12.03
12,054
12.06
12.070
12.074
12,079
12.080
12,084
12,087
12.09
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AgZS
AgZSe

Ba

Agl

K

Rb

Cs
HPFEOGHZG
BNbF606£26
HT aF, @ 6H,6
HggCl,@
NoeFy s
LuzNigSi,
NigSiy Yoy
NigSipsTmg
As7Re3
Er3NigSi,
Ge7Ir3
H03N16512
Dy3NigSi,
N16512Tb3
GdNigSi,

C,C1lg
C(SCH3 g

CdpxBlp px93-x
Mgz AL, (516, )5

Al Fe3( 816, )5
[FeaAl(sig,)3]
Al,(Mg,Fe)3( 516, )5
Al Nn3(S16, )5

MIGHELL, ONDIK, AND MOLINO

=)

(Mn,Fe,Ca,Mg)3( AL, Fe),[(Si,Al)8,];

(Al,Fe),(Fe,Ca)3(Si0,)3
(Mn,Ca)z(Al,Fe) (Sid,)
Fezun3(5164)3
Caz(Al,Fe),(Sid, )5
[CazCry8iz0,5]
A12C33(5164)3
A12C53(Sle4)3

Mnz Al,(Ged, )3
LuzAl,(Al6, )3
(Al,Fe),Caz(Sig, )3
Caz(ALl,Fe),(Sif, )y
Yb3Al,(Al6, )3

(Fe,Al);(Ca,Fe,Mg,Mn)3(Si6,) 4

TagAl,Al36, o
CazCr,(Sid, )3
Er3Al, (AL, )3
Y3A1,(ALE, )5
HozAl,Al38,
Y3Al,(ALE, )5
Caz(Aly, goFeg,2002(S16,)3
CroMn3(Ged, )
Cd3V,Siz8; ,
LizAlFg
CazFe,(Sig, )3
Dy3Al,(Al8, )5
CazV,Si36;,
Tb3AlAl36, 5

(Cu,Mg,Kn)3(Fe,A1)2(Sl,Sn)3612

(Ca,ug)3(Fe,A1)2(Slﬂ4)3
CazFey(S5if, )5
Fep,Mnyz(Ged, )3
Ca3V,Si36,

8,850
8.858
8.907
8.913
8.95
8.976
9.10
9.351
9.360
9.364
S.416
9.55
9.5688
9.5713
9.609
S.76
9.95
10.0
10.1
10.11
11.€1
22,85

12.11
12.12
12.121
12.12¢8
12,128
12.16
12.1¢€8
12,188
12,204
12.213
12.25
12,27
12,27
12.275
12,277
12,285
12.29
12.291
12,30
12.300
12.31
12.312
12,32
12,32
12.325
12.325
12,349
12.35
12.38
12.35
12,38
12,35
12,37
12,376
12,380
12.380
12,39
12,392
12,395

NigSi,sSmy
CegNigSi,
Nd3N16512
EuzNigSi,
FezZn, g
NigPr3Si,
Ca(NH3 )g
Ru3Sn,
IrySng
Ru3Sn-
In, Pty
Sr(NH3z )g
Mo Sb
Mo3Sb,
RepyTig
FeTi,

Ba( NH3 )¢
Nag(SiggAlg)05,012H,,6
Ag;Bgs
AgzHg,
Sb2T17
Co( NH3 ) (ClG, )3

NH4[Cr(NCS)4(NH3)2]02/3H26

Gdz AL, (AlS, )3
°°3A12G93512
AlNaz(LiF, )3
Mn3V,Gez6;
CazFe,(Si6, )3
CazAl,Si,6, (02H,6
CazFe,(Sif,)3
LuzGas(Gad, )3
Yb3Ga,(Gad, )3
Cd3Cro(Gef, )3
Er3Gay(Gad, )3
Cd3MnyGez6; »
Ca3502513612
CazCry(Ged, )y
LugFey,(FeO, )y
Cd3RhyGesd, »
Cd3V,Gez6 »
YbyFep(Fed, )3
Y3Gay(Gad, )3
CoYZCozGe36‘2
MgGdyMg,Gez6, 5
CagzFey(Geb, )y
CayTiNiGez8,,
Dy3Gas(Gal, )y
CazMn,Gez0
TmgFey(Fed, )y
ErgFe,(Fed, )y
Ca3In2513612
Ca3Rn,Ge39; 5
Cn3T1CoGe3612
CazTIMgGe3012
CazV,Gez6; 5
(Cn,Nn)3(Mg,Mn)2(A564)3
Fe,Y3(Feb, )3
HozFe,(Fed, )y
Y3Fe2Fe3612
GdzGay(Gad, )
MnY,Mn,Gez6, o
MgGdoMn,yGez6y 5

Inorganic - 132
Organic - 0
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Inorganic (continued)

12.401
12.401
12.402
12.413
12.414
12,42
12,4285
12,427
12.436
12.437
12.44
12.446
12,447
12.46
12,464
12.47
12.470
12.473
12.475
12.47¢€
12.479
12,482
12.49
12.49
12.490
12.50
12.50

Organic

EuzGa,(Gad, )3
Gd3N12GaGe26‘2
CoGdyCo,Gez6) o
NiGdyMn,Gezd,
DyzFey(Fed, )3
Sm3Ga,(Gad, )3
Gd3MgZGaGezﬂlz
ZnGdZKnZGe3612
ThbzFe,(Feb, )3
CoGdZNnZGeaﬁlz
Fe56d3612
Gd3Co,GaGepty 5
ThbaFe,(Feb, )3
Caz(Zr,Ti,Mg,Fe,Nb), (AL, Fe,S51)36;,
GdgZn,GaGey6,;
CazSnCoGez6,
GdzFe,Fe38;»
CdGdyMnyGez6y o

CaY Mn,Gez9y,
CquzanGe3012
GdzFe,(Fed, )3
MnGdoMn,Gezdy o
(Ca,Na)s(Mn,Mg)z(Asﬂ4)3
Mn3NbZnFeGe2612
(Ndg_g5Y¥q,5)3Fea( Fed, )3
CazZrNiGez0;
Nd3Ga,(Gal4 )3

12,504
12.514
12.518
12.518
12,524
12.54
12.540
12.550
12.855
12,87
12.8573
12,62
12.7€
13.05
13.392
13.43
13.66
13.673
13.712
13,73
14,9274
20.286
20.53
20.55
20.91
20.%4
21,290

CazScyGezd 5
Ca3ZngGe36!2
CdzIn,Gez8,
EugzFey(Feld, )3
SmyFey(Fedy )3
Ca3ZrCoGezd, 5
SmzFey(Fel, )3
Gd3un2GaGe2612
CaGdZKn2Ge3612
Pr3Ga,(Gat, )3
CazAl,(8H),
CazInyGez6;
CazFe,(6H), 5
Sr3A12(GH)12
BEETeﬂé
KA151266
C3F251266

CsAISIZGGOO.SHZG

NaAlSi 60 eH,6
NaA181266.H26
Bi,Rh
(TagCly, )Clg
RbAPdAUZCIIZ
Rb4CuAu2C112
CsdeAuzcllz
Cs,4CuAus,Cly
(TaéBr‘a)Br3
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