PtgSis Structure:
A6B5 mP22 11 6e_5e-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/H63U

https://aflow.org/p/A6B5.mP22_11_6e_5e-001

oPt
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Prototype PtgSis
AFLOW prototype label A6B5_mP22_11_6e_5e-001
ICSD 43283
Pearson symbol mP22
Space group number 11
Space group symbol P2, /m

AFLOW prototype command aflow --proto=A6B5_mP22_11_6e_5e-001
—~params=a, b/a, C/a’7 Bv X1,R1,X2,22,X3,R3, L4, 24, T5,25,L6, 26, L7, 27, L, 28, L9, 29, L10,
210,11, 211

e Our rendition of this structure swaps the x- and z-axis used by (Gohle, 1964).

Simple Monoclinic primitive vectors

a2
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3\1—33
a; = aX
az = by w7,
ag = ccosfX+csinfz

Basis vectors
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Lattice Cartesian Wyckoff Atom

coordinates coordinates position type
B, = r1a; + iag + 21 a3 = (azy + cz1cosB) X+ iby—i—czl sin B z (2e) Pt 1
B, = —x1a; + %ag — 21 a3 = — (ax1 4+ cz1cosB) X+ %by—czl sin B2 (2e) Pt 1
B; = Toay + %ag + 29 a3 = (axe 4 czocos B) X + ibjf—!—czz sin 82 (2e) Pt II
B, = —T9a; + %32 — 29 a3 = — (azg 4 czo cos B) X + %by— czo8in Bz (2e) Pt II
Bs = r3a; + i ar + z3 a3 = (axs + czzcos B) X + iby +cz3sin Sz (2e) Pt 111
Bg = —x3a; + % ar — z3 a3 = — (ax3 + czzcos B) X + %by —cz38in B2 (2e) Pt 111
B, = T4a; + %ag + z4 a3 = (axy 4+ cz4cosB) X + iby+cz4 sin 8 Z (2e) Pt IV
Bsg = —z4a; + %32 — 2483 = —(azy + cz4cos B) X + %by— cz48in Bz (2e) Pt IV
By = Tsa + iaz + z5 as = (axs + czscos B) X + iby—i—czs sin B (2e) PtV
Bio = —x5a; + %ag — 25 as = — (axs + cz5 cos B) X + %by— czssin Bz (2e) PtV
B = Tgay + %ag + 2 as = (axg + czgcos B) X + iberc% sin 8 Z (2e) Pt VI
B, = —zgal + %ag — 2g a3 = — (azg + czg cos B) X + %by— czgsin Bz (2e) Pt VI
Bz = T7ag + iag + z7 as = (ax7 + czrcos B) X + iby—i—czw sin B (2e) Sil
By = —x7ag + %ag — 27 a3 = —(ax7+czrcosfB) X+ %by— cz7sin Bz (2e) Sil
Bis = rga + %ag + zg as = (axs + czgcos B) X + iberczE; sin 8 Z (2e) Si II
Big = —zga; + %ag — zg a3 = — (azg + czgcos B) X + %by— czgsin Bz (2e) SiII
By, = ZToag + i as + 29 as = (azg + czgcos B) X + %by + czgsin B2 (2e) Si I1I
Bis = —zga + % as — 29 as = —(awg+ czgcos ) X+ %by —czgsin B2 (2e) Si III
Big = Tipal + % ar + z1p9 a3 = (ax10+czipcosfB) X+ %by + cz108in B Z (2e) Silv
Bao = —zpa; + 2ay — zjpa3 = —(azio + czrpcosB) X+ 3by —cziosin B2 (2e) Si IV
By = T11a; + iag + 211 a3 = (ax11 +czi1cosfB) X+ iby—l—czu sin 82 (2e) SiV
By, = —zna; + 2ay — 211 a3 = —(az11 +cz1cosB) X+ 3by —czsin Bz (2e) SiV
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