CayAlgO16S Structure:
A6B4C16D oP108 27 abcd4e 4e 16e_e-001

This structure previously used the label(s) A6B4C16D_oP108_27_abcd4e_4e_16e_e. Calls to these addresses will be redirected here.
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AFLOW prototype label
ICSD
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Space group number

Space group symbol

AFLOW prototype command
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aflow --proto=A6B4C16D_oP108_27_abcd4e_4e_16e_e-001

--params=a, b/a,c/a, 21, %2, 23, 24, T5, Y5, 25, T6, Y6 26, L7, Y7, 27, T8, Y8, 28, L9, Y9, 29, T10,
Y10, 2105 T11, Y11, 211, 12, Y12, 212, 13, Y13, 213, L14, Y14, 214, 15, Y15, 215, L16, Y16, 216, L17, Y17,
217, L18, Y185 #2185, 19, Y19, 219, L20, Y20, 220, L21, Y21, 221, T22, Y22, 222, L23, Y23, 223, L24, Y24, 224,
T25, Y25, 225, L26, Y26, 226, L27, Y27, 227, L28, Y28, 228, 29, Y29, 229
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Other compounds with this structure

SI‘4A160168

Simple Orthorhombic primitive vectors

a; = aX

az = by

ag = cZ

Basis vectors
Lattice Cartesian Wyckoff Atom

coordinates coordinates position type
B, = z1 as = cz1 Z (2a) All
B, = (21 + %) as = c (21 + %) Z (2a) All
B; = 3as + 2223 = 309 +cz02 (2b) Al Tl
B, = %ag—i— (Zg—‘r%) as %by—i—c(zQ—i—%) Z (2b) Al Tl
B = % a; + z3 a3 = %afc + c23 % (2¢) Al IIT
Bg = %al + (23 + %) as = %ai +c (23 + %) Z (2¢) Al IIT
B, = %a1+%a2+z4a3 = %ai—i—%by—kcai (2d) Al TV
Bs = sar+sas+ (24 +3) a3 = saX+ by +c(z+3)2 (2d) Al TV
By = Tsay + ysas + 25 as = ars X + bys ¥ + cz5 Z (4e) AlV
By = —Z5a; — Y5 as + 25 as = —axs5X —bysy +cz52 (4e) AlV
B Tsa; — ysas + (z5 + %) as = aa:55<—by5§1+c(z5+ %) 2 (4e) AlV
B = —z5a; + ysas + (z5 + %) as = —azrsX+bysy +c (z5 + %) Z (4e) AlV
Bz = Tgai + Ygas + 26 as = axe X + by y + cz¢ Z (4e) Al VI
By = —Zgai — Ygas + 2 as = —axgX —bygy +cz6 2 (4e) Al VI
B = Tga; — Yeas + (26 + %) as = argX —bygy + ¢ (ZG + %) Z (4e) Al VI
Big = —xga; + ygas + (z6 + %) as = —argX+bygy +c¢ (ZG + %) Z (4e) Al VI
Bir T7a; + yras + 27 as = ax7 X +by: ¥ + cz7 Z (4e) Al VII
Bis = —x7a; —yrag + zyas = —ax7X —by; ¥ +czr 2 (4e) Al VII
By = Tra; — yras + (z7 + %) as = ar7X —by; ¥ +c (z7 + %) Z (4e) Al VII
Bz = —z7a; +yraz+ (27 + %) as = —az7X+byry+c (27 + %) Z (4e) Al VII
B>y = Tgaj + ysas + zgas = axg X +bysy + cz8 (4e) Al VIII
B, = —zga; — ygas + zg as = —axrgX —bysy +c2 2 (4e) Al VIII
Bos = Tga; — Yysas + (Zg + %) as = argX —bysy + ¢ (Zg + %) Z (4e) Al VIII
Boy = —xga; +ysas + (28 + %) as = —argX +bysy +c¢ (zs + %) Z (4e) Al VIII
Bos = Tgaj + ygas + 29 as = axgX + by y + cz9 Z (4e) Cal
B = —Tgay — yg as + 29 ag = —azrgX —bygy + cz9 Z (4e) Cal



By = Tga — Ygag + (Zng%) as = azgfcfbygy+c(29+%) Z (4e) Cal
Bos = —xgay + ygas + (29 + %) as = —axgX+bysy + ¢ (29 + %) Z (4e) Cal
By = Tip a1 + Y10 a2 + 210 a3 = aripX + by y + cz102 (4e) Ca Il
B3y = —z10a1 — Y10 A2 + 210 A3 = —ax19X — by10 ¥ + cz10 Z (4e) Call
B3, = T1pa] — Yip Az + (210 + %) as = ax1oX —by1oy +c¢ (zw + %) Z (4e) Ca II
B3z = —xi9a; +ypas + (210 + %) ag = —ax1gX +by1oy +c¢ (z10 + %) Z (4e) Ca II
B3z = T11a1 + Y11 Az + 211 a3 = ary1 X +by11y +c211 2 (de) Ca III
B3y = —x11a1 — Y11 a2 + 211 a3 = —axr11 X —by11 ¥ + cz11 Z (4e) Ca III
B3s = T11a] — Y11 Qs + (211 + %) asg = ar;1 X—byn1y+c (zll + %) Z (4e) Ca IIT
Bsg = —xi11a;+yiias+ (211 + %) az = —amu)‘(—i—byuy—l—c(zu + %) Z (4e) Ca IIT
Bsr = Tiza1 + Y1282 + 21223 = ari2X +by12y + cz122 (4e) Ca IV
Bss = —T122a; — Y12z + 212 a3 = —azr12X —by1o ¥ +cz122 (4e) Ca IV
B3 = Ti2a1 — Y12 @2 + (212 + %) as = ari2X —by12y +c¢ (2’12 + %) Z (4e) Ca IV
By = —zipai+ypas+ (212+3) a3 = —az12X +by12y +c(z12+ 5) 2 (4e) Ca IV
Bu = r13a1 + Y13 a2 + 213 a3 = ar13X +by13y + cz132 (4e) (O
By = —T13a; — Y132 + 213 a3 = —az13X — by13y + 2132 (de) Ol
Bss =  wsar—yizas+ (213 +35) a3 = ari3X —by1sy +c(z13+3) 2 (de) 01
By = —zi3ai+yizas+ (z1s+3) a3 = —az13X +by1sy +c (213 + 5) 2 (4e) Ol
By = g1 + Y142 + 214 a3 = ar14X +by14 ¥ + cz14 2 (4e) ol
By = —T1481 — Y14 A9 + 214 A3 = —azr14X —by1a ¥ +cz142 (4e) (O
B4z = Tiaa1 — Y142 + (214 + %) ag = ar1aX —by1ay +c¢ (214 + %) Z (4e) O1I
Bss = —zuai+yusas+ (24+3)as = —ar1s X+ by1ay +c(z14+3) 2 (4e) O 1II
By = Zis a1 + Y15 a2 + 215 A3 = ar15 X +by15 ¥ + cz15 2 (de) O III
Bso = —T15a1 — Y15 Az + 215 a3 = —ar15X — by1s ¥ + cz15 Z (4e) O II1
Bsy =  @isar—yisar+ (215 +35) a3 = aris X —by1s 9 +c(215+3) 2 (de) O III
Bs: = —zisai+yisas+ (215 +3) a3 = —az15 X+ by1s§ 4+ ¢ (215 + 5) 2 (de) O III
Bss = T16 a1 + Y16 A2 + 216 A3 = arieX +byi1e ¥ + cz16 2 (4e) O1v
Bss = —T16a1 — Y16 a2 + 216 A3 = —ar16X — by16 ¥ + cz16 2 (de) 01V
Bss = Ti6 a1 — Y16 A2 + (2’16 + %) as = arigX —byiey +¢ (216 + %) Z (4e) O1v
Bs¢ = —zigai+yieaz+ (216 +3) a3 = —az16 X+ by16 Y + ¢ (216 + 5) 2 (de) (ONAY
Bsr = T17@1 + Y17 a2 + 21723 = ar17 X +by17y + cz172 (4e) oV
Bss = —ri7a1 — yi7az + 217 a3 = —ar17X —by17§ +cz172 (de) oV
Bso = ai7ar—yiras+ (217 +35) a3 = arir X —by1r§+c(z1r+3) 2 (4e) oV
Beo = —zirai+yiras+ (z17+3) a3 = —az17 X+ by1r§ +c (217 + 5) 2 (4e) oV
Be1 = Tigar + Y1z az + 218 a3 = arigX +by1s ¥ + cz18 2 (4e) O VI
Be2 = —r1ga1 — Yi1s a2 + 218 a3 = —ar18X — by1s§ +cz182 (4e) O VI
Bgs = @sar—yisar+ (z1s+35) a3 = arig R —by1sy +c(z18+3) 2 (4e) O VI
Bes = —zisai+ysas+ (z1s+3) a3 = —az1sX+by1sy +c(z1s + 5) 2 (de) O VI
Bes = T19 a1 + Y19 A2 + 219 A3 = arigX +by19y + cz192 (4e) O VII
Bes = —T19 a1 — Y19 a2 + 219 a3 = —ar19X — by19§ +cz192 (de) O VIl
Ber = @ar—ywar+ (210+35) a3 = arigR —by1oy +c(z10+3) 2 (4e) O VII
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—T19a1 + yigas + (219 + 3) as —az19X +by19y +c (210 + %) 2

Top a1 + Y20 A2 + 220 A3 arao X + by20 ¥ + 2202
—Tg0 &1 — Y20 A2 + 220 A3 —ar20X — by20 § + c220 2
za0a1 — yzoaz + (220 + 3) as awanX — by § +c (220 + 3) 2
—m0a1 +y0as + (220 + 3) as —awa0 X+ by + (220 + 3) 2
Zo1 @1 + Y21 a2 + 221 a3 aro X +bya1 ¥ + 2012
—T21 a1 — Y21 a2 + 221 a3 —ar21 X —by21§ + cz012
To1a; —ys1az + (221 + 3) ag a1 X —byn §+c(z21+3) 2
—Zor1 a1 + Y21 a2 + (221 + %) as —arn X +byn y +c (2’21 + %) Z
Toz @1 + Y22 a2 + 222 a3 axoz X + byao ¥ + 2222
—ZT2a1 — Y2282 + 222 a3 —ar2 X — by22 § + c2022
Toz @y — Y2222 + (222 + %) ag a$225<—by22§’+8(2’22+ %) Z
—ZTo2a1 + Yz a2 + (222 + %) as —aToa X + by y +c (2’22 + %) Z
Tazay + Y23 Az + 223 a3 ara3 X + byas ¥ + c2032
—T3a1 — Y232 + 223 A3 —aTo3X — by23 ¥ + 2232
Tazar — yosaz + (223 + 3) as aza3 X — by § +c (223 +3) 2
2321 + Yoz az + (223 + 3) a3 —am3 R+ by § +c (23 +3) 2
Tas a1 + Y24 @z + 224 a3 aray X + by2a ¥ + 2042
—T24@1 — Y2422 + 224 A3 —aT24 X — by2a ¥ + 224 2
Tosar — Yosas + (204 + 1) ay aras X —bysa ¥ +c(z2a+ %) 2
—ZTa4 @1 + Y2q a2 + (224 + %) as —axoy X + by y +c (224 + %) Z
Tas a1 + Y25 a2 + 225 a3 awas X + byas § + cz25 2
—Tg5a1 — Y25 a2 + 225 A3 —aTo5 X — byas ¥ + c225 2
Tasar — yosaz + (225 + 3) as atos X —byss § + ¢ (205 + 3) 2
—Za5a1 + Yos az + (225 + 3) as —azos R+ by § + ¢ (205 + 3) 2
T a1 + Y26 A2 + 226 A3 arae X + byae ¥ + 226 Z
—T26 a1 — Y26 A2 + 226 A3 —arae X — byae ¥ + 226 Z
Tag a1 — yog Az + (226 + 3) a3 az26 X — by ¥ + ¢ (226 + 3) 2
—T26 a1 + Y26 A2 + (226 + %) as —axoe X + by ¥ + ¢ (2’26 + %) Z
Taray + Yo7 a2 + 227 a3 arar X + byar ¥ + cza72
—Ta7a; — Yo7 A2 + 227 A3 —aror X — byar § + czo7Z
Tarar —yoraz + (227 + 3) a3 azyr X —byy § +c (227 +3) 2
—aa7ar + yorag + (227 + 3) as —axr X+ by § 4 ¢ (227 + 5) 2
Tag a1 + Ya2g Az + 298 A3 arag X + byas ¥ + c2o8 2
—T2g a1 — Y28 A2 + 228 A3 —arog X — byas § + c2o8 Z
Tosar — Yos A + (208 + 1) ag awas X — byss § + ¢ (228 + 5) 2
—zosar + yssaz + (228 + 1) ag —awos X+ bys § + ¢ (228 + 5) 2
Tag a1 + Y20 A2 + 229 A3 awag X + byao ¥ + cz29 2
—Tg9 @1 — Y29 A2 + 229 A3 —ar29 X — bya9 § + c229 Z

Togar — Yoo + (220 + 1) @y awyeX — by § + (220 + 5) 2
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—za9ar +yzgaz + (220 + 3) ag —ax29 X+ by § + ¢ (220 + 5) 2
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