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ABC2 aP16_1 4a 4a 8a-001

This structure previously used the label(s) ABC2_aP16_1_4a 4a 8a. Calls to these addresses will be redirected here.

Cite this page as:

e H. Eckert, S. Divilov, M. J. Mehl, D. Hicks, A. C. Zettel, M. Esters, X. Campilongo, and S. Curtarolo, The AFLOW Library of
Crystallographic Prototypes: Part 4, Comput. Mater. Sci. 240, 112988 (2024), doi: [10.1016/j.commatsci.2024.112988|

e D. Hicks, M. J. Mehl, M. Esters, C. Oses, O. Levy, G. L. W. Hart, C. Toher, and S. Curtarolo, The AFLOW Library of Crystallographic
Prototypes: Part 8, Comput. Mater. Sci. 199, 110450 (2021), doi: 10.1016/j.commatsci.2021.110450.

Prototype

AFLOW prototype label
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CCDC
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Space group symbol

AFLOW prototype command
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Triclinic primitive vectors

a; = aX \3533
ag = bcosyX + bsinyy
ag =— czX+cyy+e.z
Cx = ccos 3
¢y = c(cosa—cosfBcosy)/siny
c, = c?—ci—cl
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B r1a; + yias + 21 a3 (axy + by cosy + cpz1) X+ (1a) As1
(byisiny +cyz1) ¥+ c.212
B-> Toaj +Ysas + z2as (CLIQ + byg Ccos 7y + CQ:ZQ) X+ (la) As 11
(byasiny + cyz2) § + c.22 2
Bs r3a + yzas + 23 as (axs + byscosy + cpz3) X + (1la) As 111
(byssiny + cyz3) ¥+ c.232
B4 T4a1 +ysas + 24 ag (axg + byscosy + cpzq) X+ (1a) As IV
(byasiny + cyza) § + .24 Z
Bs Tsay + ysas + 25 as (axs + bys cosy + cp25) X+ (1la) KI
(byssiny + cyz5) ¥+ c.25 2
Bsg Tgay + yYg as + 2 as (azg + bys cOS7y + cr26) X + (1a) K II
(bys siny + cyz6) § + c.26 Z
B~ T7a; + yras + 27 as (ax7 + byrcosy + cp27) X+ (1la) K III
(byrsiny + cyz7) ¥+ c.27 2
Bs Tgay + ysas + 2g as (axg + bys cosy + c28) X + (1a) K IV
(byssiny + cyzg) § + c.28 Z
Bg Tgajl + Yg as + zg Az (ang + byg COs 7y + CmZQ) X+ (la) Se I
(bygsiny + cyz9) ¥ + c.29 Z
Bio T1p a1 + Y10 Az + 210 a3 (az1p + by cOs7y + cz210) X + (1a) Se II
(byrosiny + ¢yz10) § + c2210 2
Bi1 r11a1 + Y11 a2 + 211 a3 (azn +by11 COS’Y—FClel) X+ (la) Se II1
(byr1siny + cyz11) § + 211 2
B2 ZTi2a1 + Y12 a2 + 212 a3 (az12 + by12cosy + cp212) X + (1a) Se IV
(byizsiny + cyz12) § + 2122
Bis T13a1 + Y13 as + 213 ag (ax13 + by1z cosy + cp213) X + (1a) Se V
(byizsiny + cyz13) § + 2132
Bia T14a1 + Y14 a2 + 214 A3 (ax14 + byracosy + cpz14) X + (1la) Se VI
(by1asiny + cyz14) ¥ + c.214 2
Bis Tisa1 + Y152 + 215 a3 (ax15 4 byrs cosy + cp215) X+ (1a) Se VII
(byissiny + cyz15) ¥ + c.215 2
B16 T16 A1 —+ Y16 A2 —+ Z16 A3 (axlﬁ —+ by16 COSs ’)/ —+ szlg) 5( —+ (1&) Se VIII

(by16siny + cyz16) ¥ + c.216 2
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