High Temperature Monoclinic T1S Structure:
AB m(C256_5 2a2b30c_32¢-001

Cite this page as: H. Eckert, S. Divilov, A. Zettel, M. J. Mehl, D. Hicks, and S. Curtarolo, The AFLOW Library of Crystallographic

Prototypes: Part 4. In preparation.

https://aflow.org/p/J6WY

https://aflow.org/p/AB_-mC256_5_-2a2b30c_32c¢-001

Prototype

AFLOW prototype label
ICSD

Pearson symbol

Space group number
Space group symbol

AFLOW prototype command

ST1
AB_m(C256_5_2a2b30c_32¢-001

74446
mC256
5

C2

aflow --proto=AB_mC256_5_2a2b30c_32c-001
--params=a, b/a, c/a, B,Y1,Y2, Y3, Ya, T5, Ys, 25, L6, Y6, 26, L7, Y7, 27, T8, Y85 28, L9, Y9, 29,

2105 Y10, 2105 115 Y11, 211, L12, Y12, 212, L13, Y13, 213, L14, Y14, 214, 15, Y15, 215, L165 Y165 2165 L17,
Y17, 217, 18, Y18, 218, 19, Y19, 219, 20, Y20, 220, L21, Y21, 221, 22, Y22, 222, L23, Y23, 223, L24, Y24,
224, X255 Y25, 225, 26, Y26, 226, L27, Y27, 227, L28, Y28, 228, L29, Y29, 229, 30, Y30, 230, L31, Y31, 231,
X32, Y32, 232, X33, Y33, 233, L34, Y34, 234, L35, Y35, 235, L36, Y36, 236, L37, Y37, 237, 38, Y38, 238, L39,
Y39, 239, L40, Y40, 240, L41, Y41, 241, L42, Y42, 242, £43, Y43, 243, T44, Y44, 244, T45, Y45, 245, L46, Y46,
2465 T47, Y47, 247, T48, Y48, 248, L49, Y49, 249, T50, Y50, 250, T51, Y51, 251, L52, Y52, 252, T53, Y53, 253,
L545 Y54, 254, L55, Y55, 255, L56, Y565 2565 L575 Y57, 2575 58, Y58, 258, L59, Y59, 259, L605 Y605 2605 L61 5
Y61, 261, L62, Y62, 262, L63, Y635 2635 L645 Y64, 2645 L65, Y65, 265, L665 Y66, 266

e TIS occurs naturally in three forms (Villars, 2018):

— The ground state is tetragonal in the T1Se (B37) structure which (Villars, 2018) calls “Tet-I” and (Kishida, 1994)

calls “Type 1.”

— An intermediate tetragonal structure, which (Villars, 2018) calls “Tetragonal II,” and (Kashida, 1994) calls Type III.
— A high temperature monoclinic structure, called “Mon” by (Villars, 2018) and “Type II” by (Kishida, 1994). (this

structure)
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e If we replaced the conventional cell primitive vector ag used by (Nakamura, 1993) with a; = a; + ag both the
conventional and primitive cells would be very close to tetragonal cells.

Base-centered Monoclinic primitive vectors

a; = %aﬁ—%by

1 oo 1714
as = 50X+ 50§
ag = ccosfBX+csinfz

Basis vectors

B:
B2
B3
B4
Bs

Bs

B~

Bs

BlO

Bi:

B12

B13

B14

B15

Bis

Bir

Bis

B19

B2o

Lattice
coordinates

—Yy1a1 +y1a
—Y2a1 +y2as
—ysai +ysaz + 5 as
—ysa1 +ysa + 5 as

(5 —ys5) a1 + (w5 +y5) az +
Z5 Ay

— (25 +ys5) a1 — (x5 — y5) az —
Z5 asz

(6 — y6) a1 + (w6 + yo) az +
Zg A3

— (w6 +y6) a1 — (v6 — Ys) az —
Ze a3

(7 —y7) a1 + (w7 +y7) a2 +
Z7as

— (w7 +y7) a1 — (v7 —y7) az —
Z7as

(s —ys) a1 + (vs +ys) az +
zZg as

—(ws +ys) a1 — (v8 —ys) az —
zZg as

(9 — yo) a1 + (z9 +yo) az +
Zg as

— (9 +y9) a1 — (T9g — o) Az —
Zg9 as
(z10 — y10) a1 +
(10 + y10) a2 + z10 a3
— (w10 + y10) a1 —
(Ilo - le) az — zjpas
(11 —y11) a1 +
(11 +y11) a2 + z11 a3
—(z11 +y11) a1 —
(In - yll) ag — z11 a3
(12 — y12) a1 +
(12 + y12) a2 + z12 a3

— (12 +Y12) a1 —
($12 - 912) ag — z12a3

Cartesian
coordinates

by1 ¥
by2 §
%ccosﬂi—i—bygy + %csinﬁi
%ccosﬁ&+by4y + %csinﬁi
(axs + cz5c08 B) X+ bys § + cz5sin S 2

—(azs + czscos B) X+ bys § — czssin Bz
(axe + czgcos B) X+ bys § + cz6 sin 8 Z
— (azg + czgcos B) X+ bygy — czesin Bz
(axy + czrcosB) X+ byr § + czrsin 5z
—(az7 4+ czrcosB) X+ byr § — czrsin Bz
(axs + czgcos B) X+ bys§ + czgsin 5z
— (azxg + czgcos B) X+ bysy — czgsin Bz
(axg + czgcos B) X+ byg ¥ + czosin 52
— (azg 4 czgcos B) X+ bygy — czgsin B Z
(ax10 + cz10c08 B) X+ by10§ + cz10sin 5 Z
—(az19 + cz10c08B) X+ by10y —
cz108in Bz
(ax11 + cz11c088) X+ by11§ + cz118in 5z
—(ax11 +cz11c088) X+ by11 §y —
cz118in Bz

(ax12 + cz12c08 8) X+ by12§ + cz128in 5 2

—(ax12 + cz12c08B) X+ by12§ —
cz128in Bz

Wyckoff
position

Atom
type
ST
S 1I
S II1
S 1V
SV

SV

S VI

S VI

S VII

S VII

S VIII

S VIII

S X

S X

S XI

S XI

S XII

S XII



B21

B22

Bas

B24

Bas

B26

Bar

B28

B29

Bso

B31

Bs2

B33

Bsy

B35

Bss

Bsr

Byo

B41

Byo

Bys

B44

(z13 —y13) a1 +
(z13 +y13) a2 + z13a3
— (213 +y13) a1 —
($13 - y13) az — z134as3
(14 — y14) A1 +
(14 + Y14) a2 + 214 a3
— (214 +y14) a1 —
(5614 - y14) az — 214 a3
(x15 —y15) a1 +
(z15 +y15) a2 + 215 a3
— (215 +y15) a1 —
(5515 - y15) Az — z15aA3
(16 — y16) a1 +
(z16 + y16) A2 + 21623
— (216 +Y16) a1 —
(11016 - y16) az — 216 A3
(x17 — y17) a1 +
(x17 +y17) a2 + z17 a3
—(z17 +y17) a1 —
(3017 - y17) a2 — zj74asg
(18 — y18) a1 +
(x18 + y18) a2 + z13a3
—(z18 +y18) a1 —
(z18 —y18) @2 — z13 @3
(z19 — y19) a1 +
(19 + y19) a2 + z19 a3
— (w19 + y19) a1 —
(Ilg - y19) ag — Z19 a3
(220 — y20) a1 +
(220 + y20) @2 + 220 a3
— (220 + Y20) a1 —
(Izo - y2o) az — 2g0Aasg
(21 — y21) a1 +
(w21 + y21) a2 + 221 a3
— (221 +y21) a1 —
($21 - y21) ag — Zo1 a3
(T22 — y22) a1 +
(722 + y22) a2 + 222 a3
— (w22 + y22) a1 —
(1‘22 - y22) az — 29243
(223 — yo3) @1 +
(723 + y23) a2 + 223 a3
— (w23 +y23) a1 —
($23 - y23) az — 223 a3
(T24 — Y2a) a1 +
(724 + Y24) a2 + 224 23
— (224 +y24) a1 —
(5624 - y24) Az — 224 a3

(CL{E13 + cz13 cos ﬂ) X+ by13 y + cz13 sinﬁ Z

— (az13 + cz13cos B) X+ by13y —
CzZ13 sinﬁi

(ax14 + cz14c08 8) X+ by14§ + cz148in 5 2

—(az14 + cz14c08B) X+ by14§ —
cz148in Bz

(ax1s + cz15c08 B) X+ by15§ + cz158in 5 2

—(az15 + cz15c08B) X+ by15 Y —
cz158in B2

(ax16 + cz16 €08 B) X + by16 ¥ + cz168in B 2

— (az16 + cz16 cos B) X + by16 § —
cz168in B2

(az17 + czi7cosf) X+ by ¥ + cz178in S 2

— (CLI17 + Cz17 COS 6) )A{ —+ by17 y —
cz178in Bz

(ax1g + cz18co8 B) X+ by1s§ + cz18sin 5 Z

— (az1s + cz18cos B) X+ by1sy —
cz188in Bz

(ax19 + cz19c08 B) X+ by19§ + cz19sin 5

— (az19 + czigcos B) X+ byi1o ¥ —
cz198in Bz

(amap + cz20 €08 B) X + by § + cz20sin 5 Z

— (axwag + czogcos B) X + byap § —
czo08in Bz

(awa1 + cz21 €08 B) X+ by21 § + cz218in 5 2

— (ax21 + czo1cosB) X+ bya1 § —
CZ91 sin 6 Z

(CLSCQQ + cz99 COS ﬂ) b'e + bygg y + cz99 sin ﬂ Z

— (a2 + czog cos B) X + byan § —
CZ922 sin ﬁ Z

(awez + cz93 €08 B) X + byas § + czo3sin 5 2

— (azag + czogcos B) X + byas § —
CZ23 sin 6 Z

(awag + c294 €08 B) X+ by2a § + cz248in 52

— (azaq + czogco8B) X+ byos § —
Czo48IN B Z

S XIII

S XIII

S XIV

S XIV

S XV

S XV

S XVI

S XVI

S XVII

S XVII

S XVIII

S XVIII

S XIX

S XIX

S XX

S XX

S XXI

S XXI

S XXII

S XXII

S XXIIT

S XXIII

S XXIV

S XXIV



Bys

Bys

By~

B48

Byo

B50

Bs:

B52

B53

Bsy

B55

Bsr

Bss

B59

Beo

B61

Bea

Bss

B66

Ber

B68

(25 — y25) a1 +
(225 + Y25) Az + 2o5 ag
— (225 +y25) a1 —
($25 - y25) az — Zg5 43
(w26 — y26) a1 +
(26 + Y26) a2 + 226 a3
— (226 + Y26) a1 —
(5626 - y26) Az — 226 A3
($27 - y27) a; +
(w27 + y27) a2 + 227 a3
— (zo7 +y27) a1 —
(9627 - y27) Az — 227 A3
($28 - y28) a; +
(w2 + y28) a2 + 228 a3
— (zos +y28) a1 —
(ivzs - yzg) Az — Z2g8 A3
(3?29 - 929) a; +
(@29 + y29) a2 + 229 A3
— (z29 + y29) a1 —
(3029 - y29) az — Z29Aasg
(£E30 - yso) a; +
(@30 + y30) a2 + 230 a3
— (230 +y30) a1 —
(3530 - yso) Az — z3pas
(x31 —y31) a1 +
(31 + y31) a2 + 231 a3
— (31 +y31) a1 —
(I31 - y31) ag — Z31 a3
(z32 — y32) a1 +
(32 + y32) Az + 232 a3
— (232 +y32) a1 —
(I32 - y32) ag — zZ32a3
(33 — y33) a1 +
(33 + y33) Az + 233 a3
— (233 +y33) a1 —
($33 - y33) az — z33asg
(34 — y34) a1 +
(34 + Y34) A2 + 234 a3
— (w34 +y34) a1 —
(1‘34 - y34) az — 234 a3
(35 —y35) a1 +
(235 + y35) az + 235 a3
— (%35 +y35) a1 —
(T35 — Y35) Az — 235 a3
(36 — y36) a1 +
(36 + y36) a2 + 236 a3

— (236 +Y36) a1 —
(5636 - y36) az — 236 A3

(CL{E25 + czo5 COS ﬂ) X+ by25 y + czo5 sin B Z

— (azas + czo5 cos B) X + byas § —
CZ25 sin 6 Z

(awag + 296 €08 B) X + byag ¥ + 226 sin 5 2

— (aza6 + czog cos B) X + byas § —
Czo6S8in B2

(awa7 + cz97 €08 B) X + byar § + czo7sin B 2

— (azo7 + czo7cos B) X + byar § —
czorsin Bz

(awog + c29g o8 B) X + bysg ¥ + c22g sin B2

— (axag + czog cos ) X + byag ¥ —
czogsin B2

(aza9 + cz29 oS ) X + byag ¥ + 299 8in S Z

— (axgg + CZz99 COS 6) )A{ —+ by29 y —
czo98in Bz

(axso + cz30 cos B) X + byso ¥ + cz3osin 5z

— (az3p + czzpcos B) X+ byso y —
cz308in Bz

(axsy + cz31c088) X+ bys1 § + cz31sin 52

— (ax31 + czz1cos B) X+ bys1 § —
cz318in Bz

(awse + cz32c08 8) X+ bysa § + cz3asin 5 2

— (ax3s + czzacos B) X + byse § —
cz328in B2

(awss + cz33co8 B) X + byss § + cz33sin 5 2

— (ax33 + czz3cos B) X+ bysz § —
CzZ33 sin 6 Z

(CLSC34 + cz34 COS ﬂ) X+ by34 y + cz34 sin ﬂ Z

— (azs3q + czggcosB) X+ byss § —
CZ34 sin ﬁ Z

(axss + cz35 co8 ) X+ byss ¥ + czassin f2

— (azss + czgscos B) X+ byss § —
CZ35 sin 6 Z

(CLZCgG -+ Ccz3g COS [3) X+ bysg ¥ + cz368in S Z

— (ax36 + cz36 cos B) X+ byse § —
cz368in Bz

S XXV

S XXV

S XXVI

S XXVI

S XXVII

S XXVII

S XXVIII

S XXVIII

S XXIX

S XXIX

S XXX

S XXX

S XXXI

S XXXI

S XXXII

S XXXII

S XXXIII

S XXXIIT

S XXXIV

S XXXIV

T11

T11

T11I

T1 11



Beg

Bro

Bn

Brs

Bra

Brs

Brs

Brr

Brs

Brg

B81

Bs2

B83

Bsa

B85

B88

Bgg

B90

Bo:

B92

(x37 —y37) a1 +
(37 + y37) ag + 237 az
— (z37 +y37) a1 —
($37 - y37) az — zgrasg
(38 — y3s) a1 +
(w38 + y3s) az + 23z a3
— (238 +y3s) a1 —
(5638 - yss) Az — 238 A3
(39 — y39) a1 +
(39 + y39) a2 + 239 a3
— (239 +y39) a1 —
(9639 - y39) Az — 239 A3
($40 - y40) a; +
(240 + ya0) a2 + z40 a3
— (x40 + yao) a1 —
(11040 - y40) Az — 240 A3
(a1 —ya1) a1 +
(241 + Ya1) a2 + 241 a3
— (241 +ya1) a1 —
(3041 - y41) Az — Z41 a3
(£E42 - y42) a; +
(@42 + ya2) a2 + za2 a3
— (z42 + ya2) a1 —
(5842 - y42) ag — Z42 a3
(243 — ya3) a1 +
(@43 + ya3) a2 + zaz a3
— (w43 + ya3) a1 —
(I43 - y43) ag — zZ43 a3
(Ta4 — yaa) a1 +
(Ta4 + yaa) A2 + 224 a3
— (44 + Yaa) a1 —
($44 - y44) ag — Z44 A3
(T45 — yas) a1 +
(T45 + Ya5) a2 + 215 a3
— (245 +yas) a1 —
($45 - y45) az — 24543
(T46 — yas) a1 +
(%46 + Ya6) a2 + 216 A3
— (z46 + yas) a1 —
(1‘46 - y46) az — 246 A3
(Ta7 — yar) a1 +
(w47 + ya7) a2 + za7 a3
— (za7 + yar) a1 —
($47 - y47) Az — z47a3
(za8 — yas) a1 +
(748 + yas) a2 + 218 a3

— (zas + yas) a1 —
(5648 - y48) Az — 248 A3

(CL{E37 + cz37 cos ﬂ) X+ by37 y + cz37 sin B Z

— (azs7 4+ czgrcos B) X+ bys7 § —
Cz37 sin 6 Z

(CLZC38 + cz3g8 COS ﬁ) X+ byss ¥ + cz3gsin S Z

— (azss + czggcos B) X + byss ¥ —
cz338in Bz

(aw3g + cz39 o8 B) X + bysg ¥ + cz39 sin 52

— (ax39 + cz39cos B) X+ byso § —
cz398in B2

(awgo + cz40 o8 B) X + byso ¥ + cz408in B 2

— (azao + czapcos B) X+ byso ¥ —
cz40sin Bz

(az41 + cz41c08B) X+ bys ¥ + cz418in S Z

— (CLI41 —+ CzZ41 COS 6) )A{ —+ by41 y —
cz418in B2

(amgo + cz42c08 B) X+ byso § + cz4osin 5z

—(az42 + cz40c08 B) X+ byse § —
Cz428in B Z

(ays + cz43c08 B) X+ byss § + cza3sin 5 Z

— (az43 + czazcos B) X + byas § —
cz438in Bz

(agq + cz44c08 B8) X+ bysa § + cz4asin 5 2

—(axgq + cz44c08B) X+ bysa § —
Ccz448IN B Z

(amgs + cz45c08 8) X+ byss § + cza5sin 5 2

— (ax45 + cz45c08 B) X+ byss § —
CZ45 sin 6 Z

(CLSC46 + cz46 COS ﬂ) X+ by46 y + Cz46 sin ﬂ Z

— (az46 + cz46c08 B) X + byss § —
CZ46 sin ﬁ Z

(axg7 + cz47c08 B) X+ bysr § + cz47sin 5 2

— (azg7 + cz47c08B) X+ byar §y —
CzZ47 sin 6 Z

(awsg + cz48 o8 B) X + byss § + cz4g sin 5 2

— (az4s + cz4gcos B) X + bysg § —
cz438in Bz

T1 II1

T1 111

T1 1V

TIIV

TV

TV

T1 VI

T1 VI

T1 VII

T1 VII

T1 VIII

T1 VIII

T1 IX

T1 IX

T1 X

T1 X

T1 XI

T1 XI

T1 XII

T1 XII

T1 XIIT

T1 XIII

T1 XIV

T1 XIV



Bos

Bos

Bos

B96

B98

Bog

BlOO

BlOl

B102

B103

Bioa

B105

Bios

Bio~r

Bios

B109

Biio

B111

B112

Bii3

B114

Biis

B116

(49 — yao) a1 +
(w49 + ya9) Az + zap a3
— (za9 + ya9) a1 —
($49 - y49) az — 249 ag
(x50 — ys0) a1 +
(50 + ys50) a2 + 250 @3
— (250 +Ys0) a1 —
(5650 - y50) az — 250 A3
(r51 —ys1) a1 +
(x51 +ys51) a2 + 251 a3
— (w51 +ys51) a1 —
(9651 - y51) Az — 25143
(z52 — Ys2) a1 +
(T52 + ys52) @z + z52a3
— (w52 + ys2) a1 —
(52 — Y52) a2 — 252 a3
(z53 — Ys3) a1 +
(z53 + Y53) A2 + 253 a3
— (253 +ys3) a1 —
($53 - y53) a2 — Zs534asg
(54 — Ysa) a1 +
(54 + ys54) A2 + 254 @3
— (54 +ys54) a1 —
(3554 - y54) a2 — 254 4asg
(255 — ys5) a1 +
(z55 + Ys5) A2 + 255 a3
— (255 +ys5) a1 —
(I55 - y55) Az — 255 4asg
(z56 — Ys6) a1 +
(z56 + Ys56) a2 + 256 a3
— (256 + Ys6) a1 —
(I56 - y56) Az — 256 A3
(z57 — ys7) a1 +
(w57 + ys7) a2 + 257 a3
— (257 +ys7) a1 —
($57 - y57) az — 257 asg
(z58 — yss) a1 +
(758 + Yss) a2 + 258 a3
— (258 +ys8) a1 —
(1‘58 - y58) az — zZsgasg
(259 — ys0) a1 +
(759 + Ys9) a2 + 250 a3
— (250 +Ys59) a1 —
($59 - y59) az — 259 A3
(z60 — Yeo) a1 +
(w60 + Y60) a2 + 260 a3

— (260 + Y60) a1 —
(5660 - yeo) az — 260 A3

(CL{E49 + Cz49 COS ﬂ) X+ by49 y + Cz49 sin B Z

— (az49 + cz49co8 B) X+ byso § —
CZ49 sin 6 Z

(CLZC50 =+ cz50 COS ﬁ) X+ bysoy + cz508in S Z

— (axs0 + czspcos B) X+ byso ¥ —
czsosin Bz

(aws1 + cz51 €08 8) X+ bys1 § + cz51 8in 52

— (axs; + czs1cos ) X+ bys1 § —
cz518in B2

(awse + cz59 €08 B) X + bysa ¥ + cz528in B2

— (axs2 + czs2cos B) X + bys2 § —
cz508in B2

(azs3 + cz53c08 ) X+ byss ¥ + cz53 8in S 2

— (axs3 + czs3cos B) X+ bysz § —
cz538in Bz

(axsg + cz54c08 B8) X+ bysa § + cz5asin Sz

—(axsy + cz54c08B) X+ bysa § —
cz548in B 7

(axss + cz55 €08 B) X + byss § + cz55sin 5

— (axss + czs5co8 B) X + byss § —
czs58in Bz

(azxse + cz56 o8 B) X + byse § + cz56sin 5 2

— (axse + cz56cos B) X + byse ¥ —
cz56Sin Bz

(axs7 + cz57c08 B) X+ bys7 § + cz57sin 5 2

— (ax57 + czsrcos B) X+ bys7 § —
CZs7 sin 6 Z

(CLSC58 + cz5g8 COS ﬂ) X+ by58 y + Ccz58 sin ﬂ Z

— (azss + czsgcos B) X + byss § —
CZ58 sin ﬁ Z

(axsg + cz59 cos ) X + bysg ¥ + cz59 sin 2

— (azs9 + czs9cos B) X + byso ¥ —
CZr9 sin 6 Z

(CLZC(;Q —+ czgp COS [3) X+ byso ¥ + czg0 sin B Z

— (axeo + cze0 cos B) X+ byso ¥ —
czgoSin Bz

T1 XV

T1 XV

T1 XVI

T1 XVI

T1 XVII

T1 XVII

T1 XVIII

T1 XVIII

Tl XIX

T1 XIX

T1 XX

T1 XX

Tl XXI

T1 XXI

T1 XXII

T1 XXII

T1 XXIII

T1 XXIII

T1 XXIV

T1 XXIV

Tl XXV

Tl XXV

T1 XXVI

T1 XXVI



Bii7 (r61 — y61) a1 + (axe1 + czp1co8 B) X+ bye1 ¥ + czp15in 2 (4c) Tl
(61 + Y61) a2 + 261 a3 XXVII

Biis — (261 +Y61) a1 — — (axe1 + cze1cos B) X+ by1 ¥ — (4c) T1
(r61 — Y1) A2 — 261 A3 czg18in Bz XXVII

Biig (T2 — Yo2) a1 + (awea + czp2 €08 B) X + bysa § + 262 sin 5 2 (4¢) Tl
(62 + Y62) a2 + 262 a3 XXVIII

Bi2o — (262 + Y62) a1 — — (axe2 + cze2c08 B) X + bys2 § — (4c) T1
(T2 — Yo2) a2 — 262 A3 cze2sin B2 XXVIII

Bi21 (3763 — y63) a; + (ax63 -+ czg3 CcOS ﬁ) X+ bygs ¥ + czg3 sin B Z (4(}) TI XXIX
(763 + Y63) A2 + 263 A3

Bi22 — (263 + Ys3) a1 — — (azg3 + czg3cos B) X + bygs ¥ — (4c) T1 XXIX
(x63 — Y63) A2 — 263 A3 czg3sin B2

Bi2s (1‘64 — y64) a; + (ax64 + Czg4 COS 6) X+ byss y + czga8in B Z (40) T1 XXX
(64 + Yoa) A2 + 264 A3

B124 — (:]'264 + y64) a; — — (CLSC64 —+ CZgg COS ﬂ) )2 —+ by64 y — (4(?) Tl XXX
(T6a — Yoa) A2 — 264 3 czeasin Bz

Bi2s (3765 — 965) a; + (ax65 + czg5 COS 6) X+ bygs ¥ + cz¢5 sin B Z (46) T1 XXXI
(w65 + Y65) A2 + 265 A3

Bi26 — (z65 + yo5) a1 — — (azgs + czg5 cos B) X + byes ¥ — (4¢) T1 XXXI
(65 — Y65) a2 — 265 a3 czgs sin B 2

Biar (z66 — Yo6) a1 + (azge + czo6 cos ) X + byss ¥ + 266 8in 5 Z (4c) Tl
(66 + Yo6) A2 + 266 a3 XXXII

Bi2s — (z66 + yo6) a1 — — (awgg + czg6 cos ) X + byes § — (4c) Tl
(T66 — Yo6) A2 — 266 A3 czegsin B 2 XXXII

References

[1] K. Nakamura and S. Kashida, X-Ray Study of the Room Temperature Structure in Monoclinic TIS, J. Phys. Soc. Jpn. 62,
3135-3141 (1993), doi:10.1143/JPSJ.62.3135.

[2] S. Kashida and K. Nakamura, An X-Ray Study of the Polymorphism in Thallium Monosulfide: The Structure of Two
Tetragonal Forms, J. Solid State Chem. 110, 264-269 (1994), doij10.1006/jssc.1994.1168.

Found in

[1] P. Villars, H. Okamoto, and K. Cenzual, eds., ASM Alloy Phase Diagram Database (ASM International, 2018), chap. Sulfur-
Thallium Binary Phase Diagram (1990 Okamoto H.). Copyright (©)2006-2018 ASM International.


https://doi.org/10.1143/JPSJ.62.3135
https://doi.org/10.1006/jssc.1994.1168

