GeS (B16) Structure:
AB_oP8.62_c_c-001

This structure originally had the label AB_oP8_62_c_c.GeS. Calls to that address will be redirected here.
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Prototype GeS

AFLOW prototype label AB_oP8.62_c_c-001

Strukturbericht designation B16
ICSD 38165
Pearson symbol oP8
Space group number 62
Space group symbol Pnma

AFLOW prototype command

https://aflow.org/p/YOCA

https://aflow.org/p/AB_oP8_62_c_c-001
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aflow —--proto=AB_oP8_62_c_c-001

--params=a, b/a, c/a,x1, 21, T2, 22

Other compounds with this structure
GeSe, GeTe, PbS, PbSe, SnS, SnSe, SnTe

e Also see the closely related |B29 (SnS) structure. (Parthé, 1993) prefers the B16 designation for both structures.

o FeAs (B14),|GeS (B16), [FeB (B27), SnS (B29), MnP (B31), and 1-NiSi (By) all share the same AFLOW label,
AB_oP8.62_c_c. The structures are generated by the same symmetry operations with different sets of parameters

(--params) specified in their corresponding CIF files.


http://dx.doi.org/10.1016/j.commatsci.2017.01.017
https://aflow.org/p/Y0CA
https://aflow.org/p/AB_oP8_62_c_c-001
https://aflow.org/p/AB_oP8_62_c_c-004
https://aflow.org/p/AB_oP8_62_c_c-005
https://aflow.org/p/AB_oP8_62_c_c-001
https://aflow.org/p/AB_oP8_62_c_c-003
https://aflow.org/p/AB_oP8_62_c_c-004
https://aflow.org/p/AB_oP8_62_c_c-002
https://aflow.org/p/AB_oP8_62_c_c-010

Simple Orthorhombic primitive vectors
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Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = xlal—i—iag—i—zlag = a;vli—i—iby—i—czli (4¢) Gel
B, = —(z1—3) ar+3a+ = —a(z1—3) X+ 3by+c(n1+3) 2 (4c) Gel
(21 + %) as
B; = —zia; + % ar — 21 a3 = —ar1 X+ %by —c2 2 (4¢) Gel
By = (mi+3)a+tia—(sn1—3)a; = a(zi+3)&+3b9—c(a1—13) 2 (4c) Gel
By = "E2a1+ia2+2’2&3 = axgi—i—%by—i—czgi (4c) S1I
Bs = —(z2—3) a1+ 3as+ = —a(ze—3) X+ 3by+c(za+3)2 (4c) SI
(22 + %) as
B, = —:z:2a1—|—%a2—z2a3 = —amﬁ—!—%by—czzi (4¢) S1I
Bsg = (CﬂQ‘i’%)al“r%aQ*(ZQ*%)ag = a(acng%)f(Jribyfc(fo%)i (4¢) S1I
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