SnIP Structure:
ABC_mP42_13_e3g_e3g_3g-001
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Prototype IPSn

AFLOW prototype label ABC_mP42_13_e3g_e3g_f3g-001
ICSD 430054

CCDC 1789478

Pearson symbol mP42

Space group number 13

Space group symbol P2/c

AFLOW prototype command aflow --proto=ABC_mP42_13_e3g_e3g_£3g-001
—Tparams=a, b/a7 c/a, 67 Y1,Y2,Y3,T4,Y4,24,T5,Y5, 25, L6, Y6, 26, L7, Y7, 27, T8, Y8, 28, L9,
Y9, 29,210, Y10, 10, L11, Y11, 211, L12, Y12, 212


http://dx.doi.org/10.1016/j.commatsci.2024.112988
http://dx.doi.org/10.1016/j.commatsci.2021.110450
https://aflow.org/prototype-encyclopedia/BLJP
https://aflow.org/prototype-encyclopedia/ABC_mP42_13_e3g_e3g_f3g-001
https://www.aflow.org/prototype-encyclopedia/Tutorials/AFLOW_Prototype_Label/
https://www.aflow.org/prototype-encyclopedia/info/cif.html#ICSD
https://www.ccdc.cam.ac.uk/structures/Search?Ccdcid=430054&DatabaseToSearch=ICSD
https://www.aflow.org/prototype-encyclopedia/info/cif.html#CCDC
https://www.ccdc.cam.ac.uk/structures/Search?Ccdcid=1789478&DatabaseToSearch=Published

Simple Monoclinic primitive vectors
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Basis vectors
Lattice Cartesian Wyckoff Atom
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B, = ylag—i—iag = %ccosﬁ&—l—byly—i—icsinﬁi (2e) 11
B, = —ypas + %ag = %ccosﬁ&—byljw— %csin,@i (2e) 11
Bs = y2a2+%a3 = %ccosﬁierygericsinﬂZ (2e) PI
B, = —yoax + 2 ag = 3ccos Bx —by2 ¥ + 3csin Bz (2e) PI
Bs = %al—l—ygag—l—iag = (%-l—#)f(ﬁ-bygy—‘ricsinﬂi (2f) Sn 1
Bsg = %al—y3a2+%a3 = (%%—W)&—byg}“w—%csinﬂi (2f) Snl
B, = Tga) + ygas + 24 a3 = (axg + czgcos8B) X+ bys § + czasin Sz (4g) 111
Bsg = —x4a; +ygag — (24— %) as = — (am4+c(24— %) cos/g’) X+bysy — (4g) 111
C(Z4 — %) sinfBz
By = —Tga; —ysas — 24 a3 = —(axg+czqgcosf) X —bys§ — czqsin Bz (4g) 111
B = zia; —ysas + (24 + 1) ag = (azs+c(za+3)cosB) X —bys§ + (4g) 111
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B> = —Trsa; + ysas — (25 — %) as = — ((1375 +c (z5 — %) cos 5) X+bysy — (4g) I II1
c(z5 — %) sin Bz
Bz = —Tsa; — yYsas — 25 as = —(axs+czscosf) X —bys§ — cz5sin Bz (4g) 1111
B14 = Tsay — Ysag + (2'5 + %) as = (CLT5 +c (2’5 + %) COSs B) X — by5 '5’ + (4g) 1111
c (2'5 + %) sin 8z
By = Tgai + yYgas + 26 as = (axe + czgcos B) X+ bys § + czgsin Sz (4g) 11V
Big = —Tga; + ygas — (26— %) as = — (ax6+c(z6 — %) COSB) X+bysy — (4g) 11V
c(z6 — %) sin B8z
By = —ZTeal —Ye A2 — 264A3 = —(axg+czgcosB) X —bye ¥ — czsin S 2 (4g) LIV
Bis = Tgap — Ygas + (26 + %) as = (axg +c (ZG + %) Cosﬁ) X—bysy + (4g) 11V
C(ZG + %) sin 8 Z
By = T7a; + yras + 27 as = (axy + czrcos B) X+ byr § + czrsin 5z (4g) PII
By = —r7a; +yras — (27— %) as = — (ax7+c(Z7— %) cosﬁ) X+by; y — (4g) PII
c (27 — %) sin 5 Z
By, = —r7a; —yrag — z7as = —(axy+czrcosf) X —by; § — czrsin Bz (4g) PII
By, = Tra; — yrag + (27 + %) as = (ax7 +c (z7 + %) cos ﬁ) X—by:y + (4g) PII

c(zv—i—%) sin 8 Z
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