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Prototype Cul;Mos
AFLOW prototype label ABTC3_0P88_61_c¢_Tc_3c-001
ICSD 404377
CCDC 1725072
Pearson symbol oP88
Space group number 61
Space group symbol Pbca
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AFLOW prototype command

aflow —--proto=AB7C3_oP88_61_c_7c_3c-001

——para.ms=a,b/a,c/a,x1, Y1,21,%2,Y2,22,T3,Y3,23,T4,Y4,24,T5,Y5,25, L6, Y6, 26, L7,

Y7, 27,T8,Y8, 28, L9, Y9, 29, 10, Y10, 2105 L11, Y11, 211

Simple Orthorhombic primitive vectors

a; = aX
az = by
ag = cz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = r1a; +yiaz + z1as = ax15<+by1§f+czli (8(3) Cul
B, = f(zlf%)a17y1a2+ = fa(xlf%))‘(fbyly+c(zl+%)2 (8¢) Cul
(o1 + 4) s
B; = —x1a1+(y1+%) as — = —axn‘(—l—b(m—i—%)y—c(zl—%) Z (8¢) Cul
(- 3) o
B, = (Z‘l—l-%) al—(yl—%) as—zias = a(xl—&-%)f(—b(yl—%)y—czli (80) Cul
B = —ri1a; — ¥y as — 21 a3 = —ar X —bypy—cn z (8¢) Cul
B6 = (CU1+%) a1+y1a27(zl—%) as = a(m1+%) )’\(+by1y76(217%) Z (8C) Cul
B, = mlal—(yl—%) a2+(21+%> ag = axlk—b(yl—%)y—i—c(zl—i—%)i (8c) Cul
Bg = —(ml—%)a1+(y1—|—%) as + = —a(xl—%)fﬂ—b(yl—&-%)y—&—czli (80) Cul
Z1 a3
By = Toaj + ypas + 29 a3 = axo X +bys ¥ + cz0 Z (8¢) I1
Bio = — (22— %) a1 —yoaz + = —a(zy— )X —byay+c(za+3)2 (8c) I
(2 3)
Bi1 = —zpa; + (y2+3) a2 — = —azaX+b(y2+3) y—c(22—3) 2 (8¢c) I'1
(2 1)
B12 = (£E2+%) al—(yg—%) ag —Zz2 As = a(x2+%)27b(y27%)y70222 (8C) 11
Bz = —Zoa] — Yo ag — 2o a3 = —axoX —bys ¥ —c202 (8¢) I1
Bia = (z2+3) aitypar—(22—3) a3 = a(za+3) X+byy—c(z2—1) 2 (8¢c) I'1
B15 = xgal—(yg—%) a2—|—(z2+%) as = &$2ﬁ—b(y2—%)y+c(22+%)i (8(}) 11
B16 = 7(1‘27%) a1+(y2+%) as + = 7&(I27%))}+b(y2+%)y+6222 (8(?) 11
Z9 as
By = r3ay + yzas + 23 a3 = arsX +bysy +cz3Z (8c) 111
Blg = —(]}3—%) a1—y3a2+ = —a(xg—%)fc—bygy—i—c(z;»,—l—%)i (8(3) 111
(1 3)
By = —xga; + (y3+%) ag — = fax3i+b(y3+%) yfc(z:;f %) Z (8¢) 111
(25— 3) as
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(3 + 8) 1 (35— 3) 32—z
—Zzap —Ysaz — zzas
(23 +3) a1 +ysaz— (23 — 3) a3
xsal—(ys - %) az-l—(Z?, + %) az
o= B at (ot ) aat
z3as
T4ay +ysay + 24 a3
—(954—%) a; —ysaz +
(2 +3)
—x4a; + (y4+ %) az —
(21— 3)

(za+3) a1—(ya— 3) az—zs a3
—ZT4a] —Ysaz —24a3
(a4 3) mr-tyamn— (21— 3) ay
$4alf(y4 - %) a2+(z4+ %) as

—({E4—%) a1+(y4+%) as +
Z4 ag
I5 Ay +y5a2—|—z5ag
— (25— 3) a1 —ysaz +
(25 +3) as
—zs5a;+ (Y5 + 3) az —
(55— 3) 2
($5+%) al—(y - %) az —2zsag
—Tsa; —Ysa2 — 25Aasg
(IE5+ %) a;+ys a2—(z5 - %) as
zsa;—(y5 — 3) a2+ (25 + 3) as

—(1‘5—%) a1+(y5—|—%) as +
Z5 a3

Te a1 + Ye a2 + 26 a3
— (26 — 3) a1 —ysaz +
(2 + 3) a3
—Tear + (yG + %) az —
(26 —3) as
(I6+ %) al*(yﬁ - %) az —2zp as
—Zeadl — YeaA2 — 26 A3
(26 +3) a1 +ysaz— (26 — 3) a3
zea1— (y6 — 3) a2+ (26 + 3) as

~(m = 4) m+ (o 3) a+
Zg A3

Tray +yrag + 27 ag
—(337—%) a; —yraz +
(27 +3) as
—x7ai + (y7+%) az —
(27— 3) a3

a(x3+%) )A(*b(yg*%) y—cz32
—ar3X —bysy —cz3 7z
a(zs+3) X+bysy —c(z3—3)
axgi—b(y —%) y—|—c(23+%) Z
*Q(Ig*%) )2+b(y3+%) ¥ +czsz

> N>

axa X +bys ¥ +cz42

—a(wg—5) X —byag+c(za+3) 2

—ax4§c+b(y4+%) yfc(zzl—%) Z
a(m—%—%) )‘(—b(y;;—%) y—czZ
—axy X —bys ¥ —cz42
(ot d) K Hbg (o)
ax4>“cfb(y4f%) y+c(z4+%) Z
—a(zg— ) X+b(ya+3) J+cuz

> N>

axs X+ bys ¥ + cz5

—a(zs—3) X —bysy+c(25+3) 2

—ax5§(—|—b(y5+%) y—c(z5—%) z
a(%—&—%) fi—b(y —%) y—cz52
—ax5X —bys § —cz52
o(es+3) X+bisg —c(as = )
ax5§<—b(y5—%) y+c(25+%) Z
—a(zs—3) R+b(ys +3) §+cas2

> N>

argX +bysy +cz2

—a(wg— %) X —bysy+c(z+3) 2
—arsX+b(ys+3) ¥ —c(z—3) 2

a(x6+%) )Acfb(yﬁf%) ¥ —cz2
—argX —bysy — cz6 Z
(oot 3) Kby (s~ 1) 2
axm‘c—b(yg—%) y—|—c(26+%) z
—a(zs— 1) X+b(ye+ %) §+cze2

ax7X+byr ¥ +cz72

—a(rr—3) X—byry +c(zr+3) 2

faac7§(+b(y7+%) S'fc(27f%) Z
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(74 3) a1— (17 — ) ma—2ray
—Trap —Yraz —zrag
(11?7 + %) a;+yraz— (27 - %) ag
Trag— (y7 - %) a2+(z7 + %) as
(o= d) ()t
27 ag
Tgay +Yygas + 2gas
—(zs—3) a1 —ysar +
(e + 3) 2
—zgai + (ys =+ %) az —
(50— 4) 2
(zs+3) a1—(ys — 3) a2 —zs a3
—Tgay —Ygaz — zgas
(1‘8 + %) a;t+ysaz— (Zs - %) ag
Tgay — (ys - %) a2+(28 + %) ag
—((Eg—%) a1+(y8+%) as +
zZg as
Tg ay +ygag+2933
—(z9 — 3) a1 —yoag +
(20 +3) 23
—zgar + (yo + 3) a2 —
(20— 3) as
(96‘9 + %) a; — (y - %) az —zgag
—Tgay —YgaAz — 2Z9Aasg
(ng + %) a;t+ygag— (Zg - %) as
CLigéll—(Z/ - %) az+(29 + %) as
—(Z‘g—%) a1+(yg—|—%) as +
Zg as
ZT10 a1 + Y10 a2 + 210 A3
—(x10—3) a1 —yroaz +
(210 + %) as
—Tipa1 + (y1o + %) az —
(Z10 - %) ag
Ti0+35) a1 — (Y0 — 3) az —
( 3) (y10 = 3)
Z10 a3
—Zi0a1 —Yio0a2 — 2104a3
(210 + 3) a1+ y0az —
(210 - %) ag
Tipar — (ylo - %) ag +
(210 + 3) a3
- (5510 - %) a; + (ylo + %) ag +
Z10 A3
T11a1 + Y1182 + 21183
— (11— %) a1 —ynaz+
(211 +3) a3

a(x7+%) i*b(y7f%) y—czZ
—ar7X —byr y — c2r Z
a(zr+3) X+byry —c(zr—3)
axw”c—b(y —%) y—|—c(27+%) Z
fa(as7f%) )2+b(y7+%) V+ecziz

> N>

axsX +bysy +czgZ

—a(rg —3) X —bysy +c(z+3) 2

fangchb(str%) yfc(z8f%) 7

a(:rg—k%) )‘(—b(yg—%) ¥ —c2%
—axsX —bysy —czg 2
o(ontd) K+ bng — (o )
angcfb(ygf%) §/+c(28+%) Z
—a(zs— 1) X+0b(ys+3) §+czs2

> N>

axrg X + by y + cz9 Z

—a(zg— ) X —byoy+c(20+3) 2
—angc—i—b(yg—i—%) 9—0(29—%) Z

a(xg—&—%) fi—b(y —%) y—czZ
—axgX —byg§y —cz9 2
a(wa+3) %+ by —c (20— 1)
angc—b(y —%) y+c(29+%) Z
—a(vg— %) R+b(yo+3) §+cao2

> N>

ar1oX +by10 ¥ +cz102

—a (10— 3) X—byioy +¢(z10+ 3) 2
—ax10X+b(y10+35) §—c(z10—3) 2
a(z0+3) X—b(yr0o—3) ¥ —cz02

—ar10X — by10y — cz102

a(.]?lo-i-%) i+by10y—c(210—%) Z
arioX —b(y10— %) ¥ +c(z0+3) 2
—a(z10— %) X+b(yro+35) §+cz02

ar1 X +byn ¥ +cz112

*G(In*%) ﬁ*by115’+0(211+%) VA
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IVI
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B83 = —x11a; + (y11 + %) ags — = —ari1 X+b (yll + %) 5’ —C (2’11 — %) Z (8C) Mo III
(211 - %) az

B84 = ((Ell + %) a; — (yll - %) ag — = a (1’11 + %) X—0 (yll - %) y — CZ11 Z (80) Mo III
21143
B85 = —Z11a1 —Yi1aA2 — 21183 = —ariy X — byll S’ — CZ11 Z (80) Mo III
B86 = (.TH + %) a; + Y11 a2 — = a (5611 + %) X + byll 5’ —C (211 — %) Z (8C) Mo III
(211 - 3) a3
Bsr = ziiar — (yin — 1) as+ = ar X —b(yn —3) §+c(zn+31)2 (8¢) Mo III
(211 + %) as
Bss = —(zn—3)ai+(yu+s)a+ = —alzn-—3) %+byu+3) y+canz (8c) Mo IIT
<1143
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