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Prototype CrTeg
AFLOW prototype label AB3_.mP32_14_2e_6e-002
ICSD 35266
CCDC 1607398
Pearson symbol mP32
Space group number 14
Space group symbol P2y /c

AFLOW prototype command aflow --proto=AB3_mP32_14_2e_6e-002
—Tparams=a, b/a7 c/a, 67 T1,Y1,%71,T2,Y2,22,T3,Y3,23,T4,Y4,24,T5,Y5,25, L6, Y6, 26, LT,
Y1, 27, %8,Ys, 28

o We use the data taken by (Hansen, 2018) at 294K.
e The ICSD entry is from the earlier work of (Klepp, 1982).
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e Monoclinic ClFes| and |CrTes| have the same AFLOW prototype label, AB3_.mP32_14_2e_6e. This label is similar to that of
v-WO3, A3B_.mP32_14_6e_2e. The unique structures are generated by the same symmetry operations with different sets

of parameters (--params) specified in their corresponding CIF files.
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Cartesian
coordinates

(axq +czicosB) X+ by1 §+cz1sinfz
— (azy +c (21— 4) cos B) X+
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—(az1 +cz1c080) X —by1§ —cz1sin Bz

(aml +c(21 + %) cosﬁ) X —
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f(ax2+c(2275)c0s6)5<+
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—(azg 4+ czocosB) X —bys § — czosin Bz
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b(ys+3) 9 —c(z3—3)sinBz
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(ax3 + ¢ (23 + 3) cos B) % —

b(y —%)Sf—l—c(zg—i—%)sinﬁi
(axg + czgcos8B) X+ bys § + cz4sin S 2
—(au—l—c(z;;—%)cosﬁ)fc—f—
b(ya+3) 9 —c(za—3)sinBz
—(axg+czgcosB) X —bys § — cz48in B 2
(azs+c (24 + 3) cosB) X —

b(y —%)y+c(z4+%)sinﬁ2
(axs + cz5c088) X+ bys § + cz5s8in S 2
—(ax5+c(z5—%)cosﬁ)§<+
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B20 = Isag — (y5 — %) as + (Z5 + %) as = (az5 +c (25 + %) COSﬂ) X — (46) Te 111
b(ysf %) 5’+C(Z5+%)sinﬁﬁ

By, = Tgai + Ygas + 26 as = (axe + czgcos B) X+ bys § + czsin Sz (4e) Te IV

By = —zgay + (yg + %) as — = — (axg +ec (zg — %) cos 6) X+ (4e) Te IV
(26—%) as b(ye—I—%)&—c(zg—%)sinﬁi

Bos = —Tga; — ygas — 26 a3 = —(axg+czgcosf) X —bygy — czsin Bz (4e) Te IV

Boy = aga;— (y6 - %) as+ (26 + %) ag = (axg +c (26 + %) cosﬂ) X — (4e) Te IV
b(ys— %) ¥ +c(z6+3)sinB2

By = Tray + yras + z7as = (ax7 + czrcos B) X+ byr § + czrsin Sz (4e) Te V

By = —x7ay + (y7 + %) as — = — (ax7 +ec (27 — %) cos 6) X+ (4e) Te V
(27—%) as b(m—l—%)jf—c(zw—%)sinﬁi

Bar = —r7a; —yrag — z7as = —(ax7+czrcosf) X —by; § — czrsin Bz (4e) Te V

Bogs = x7a;— (y7 - %) ar+ (27 + %) ag = (ax7 +c (27 + %) COSB) X — (4e) Te V
b(yr—3) y+c(zr+3)sinBz

By = Tgay + ysas + 2gas = (axs + czgcos B) X+ bys§ + czgsin 5z (4e) Te VI

B3y = —xgay + (yg + %) as — = — (axg +ec (zg — %) cos B) X+ (4e) Te VI
(- 1) b(us+3) 9 —c (o — 1) sin g2

B31 = —Tgal —Ysax — g a3 = - (CLSCg + czg cos ﬂ) X — byg y — CZg sinﬂ Z (46) Te VI

B3, = xga;— (yg - %) as+ (zg + %) ag = (axg +c (28 + %) cosﬁ) X — (4e) Te VI

b(ys—3) y+c(zs+3)sinB2
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