PtgSis Structure:
A6B5 mP22 11 _6e_5e-001
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Prototype PtgSis
AFLOW prototype label A6B5_mP22_11_6e_5e-001
ICSD 43283
CCDC 1612800
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, ﬂ, L1,R1,X2,22,L3,23,L4y24,L5,25,L6,26,L7, 27, L8y 28, L9y 29, L10,
210, L11;, #11
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e Our rendition of this structure swaps the x- and z-axis used by (Gohle, 1964).
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Lattice
coordinates
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Schubert, Zum Auibau des Systems Platin-Silizium, Z. Metallkd. 55, 503-511 (1964), doi:10.1515/ijmr-1964-

Cartesian
coordinates

(ax1 4+ cz1cosfB) X + iby +cz18in B8z
— (awy +czycos B) X+ 2b§ — cz1 sin B2
(awg + czacos B) X+ +b§ + czasin B2
— (azg 4 czo cos f) )‘(Jr%byfczQsinBZ
(axs + czgcos B) X + iby + cz3sin 8 Z
— (aw3 + czzcos B) X+ 2b§ — czzsin B2
(awq + czgcos B) X+ by + cz4sin B2
— (a4 4 cz4 cos B) )‘(Jr%byfczzlsinﬁi
(axs + cz5cos B) X + iby + cz5sin 8 Z
— (aws + cz5 cos B) X+ 2b§ — cz5sin B2
(awe + czg cos B) X+ 1b¥ + czgsin B2
— (azg + czg cos f) )“(Jr%byfcz(;sinﬁi
(ax7 4 cz7cos B) X + iby—i—ca sin 8 Z
— (awr + czrcos B) X+ 2b§ — czrsin B2
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— (azs + czg cos f) )A(Jr%byfczssinﬁi
(axg + czg cos B) X + iby + czgsin 87
— (awg + czgcos ) X+ 2b§ — czgsin B2
(ax19 + czipcos B) X + %by + cz108in S Z
— (az19 + cz1pcos B) X+ %byfczlo sin B2
(ax11 + cz11cos B) X + iby +cz118in Bz

— (ax11 + cz11cos B) X+ %by —cz118in 8z
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