SroAssOr Structure:
A2B7C2 tP&8 78 4a 14a 4a-001

This structure originally had the label A2B7C2_tP88_78_4a_14a_4a. Calls to that address will be redirected here.
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Prototype As507Sr,

AFLOW prototype label A2B7C2_tP88_78_4a_14a_4a-001

ICSD 190008

Pearson symbol tP88

Space group number 78

Space group symbol P45

AFLOW prototype command aflow --proto=A2B7C2_tP88_78_4a_14a_4a-001
—Tparams=a, C/a7 T1,Y1,21,22,Y2,22,T3,Y3,23,T4,Y4,24,T5,Y5, 25, L6, Y6, 26, L7, Y7, 27,
s, Ys, 28,29, Y9, 29,10, Y10, 2105 L11, Y11, 211, 12, Y12, 212, L13, Y13, 213, L14, Y14, 214, 15, Y15, 215,
Z165 Y16, 216, L17, Y17, 217, L18, Y18, 218, L19, Y19, 219, L20, Y20, 220, L21, Y21, 221, L22, Y22, 222

e This structure may also be found in the enantiomorphic space group P4, #76.

Simple Tetragonal primitive vectors
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a; = axX
as = ay
ag = cCz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = r1a; + yias + 21 as ax1X+ay1y+cxnz (4a) As1
B, = —ria; —yas + (zl + %) as —axli—ayly—i—c(zl + %) Z (4a) As 1
Bs = —yiai+tzias+ (s1+32)as —ayi X +ar1 §+e(a+3) 2 (42) Asl
B, = ylal—xlag—i—(zl—i—i) as ayl)‘c—axly—i—c(zl—i—i) A (4a) As1
Bs = Toai + Yo as + 22 asg axoX + ays § +czoZ (4a) As 11
Bg = —xoa; — Yo as + (22 + %) as —areX —aysy +c¢ (22 + %) Z (4a) As 11
Br =  —pai+mart(:2+3)as —ayo X+ azay+c(z22+3) 2 (4a) As 11
Bsg = Yo a] — Tpag + (zz + %) as ays X —arsy +c¢ (22 + i) Z (4a) As 11
By = r3ay + yzas + 23 a3 arz3X + aysy + cz32 (4a) As 111
Bio = —zza; —ysas + (23 + 3) ag —argX —aysy +c(z+35) 2 (4a) As 111
Bi1 = —ysa; +r3as + (,23 + %) as fayg)‘(Jraxgerc(zkg + %) Z (4a) As 111
B, = ysa; — r3as + (z3 + i) as ay3X —arsy +c (23 + i) Z (4a) As 111
Bis = Tgay +ysag + 24 ag arsX +aysy +cza Z (4a) As IV
B = —zga; —ygas + (z4 + %) as —arsX —aysy +c (z4 + %) A (4a) As IV
By = —yga; +x4as + (z4+ %) as fay4§<+ax4y+c(z4+ %) Z (4a) As IV
Big = Ysa] — Tgag + (Z4 + i) as aysX —axryy+c (24 + i) Z (4a) As IV
By = Tsa; + ysas + 25 as ars X+ aysy + cz5 2 (4a) OI1
Bis = —wsa; —ysaz + (25 + 3) ag —avsX —aysy +c(z5+ 3) 2 (4a) 01
B = —ysa; + T5as + (z5 + %) as fay5)2+ax5y+c(z5 + %) Z (4a) (OB
Bao = ysar —x5a + (25 + ) as aysX—azs§+c (25 + 1) 2 (4a) OI
By = Tgay + yYg as + 2 as argX + aygy + czg Z (4a) O1II
By, = —zga; —ysas + (26 + 1) as —azeX —aye ¥ +c (26 + 3) 2 (4a) oIl
Bss = —yoar +zgas+ (26 + 3) as —aysX+axey +c (26 + 2) 2 (4a) oIl
By = Yo a1 — Tgas + (26 + %) as ayeX —argy + ¢ (26 + i) Z (4a) OII
By = Tray + yras + z7ag ar7 X+ ay; y + czr z (4a) O III
Bog = —r7a; —yras + (27 + %) as —ar7X —ay;y+c (Z7 + %) Z (4a) O III
Bor = —yray +xras+ (27 + 3) a3 —ayrX+axry+c(zr+32) 2 (4a) O III
Bas = yray — r7ag + (27 + %) as ayrX —ar7y +c (27 + i) Z (4a) O III
Boy = Tga; + ysas + zg as argX + aysy + czg Z (4a) o1V
B3y = —rga; —ygas + (Zs + %) as —axrgX —aysy +c¢ (zs + %) Z (4a) o1V
Bs: = —ysa; +xsas + (23 + 3) a3 —aysX+axsy+c(zs+32) 2 (4a) 01V
B3, = ygay — Tgas + (Zg + %) as aysX —argy +c (Zg + i) 2 (4a) o1V
B3 = Tgaj + yg as + 29 as argX + ayyy + czg Z (4a) ovVv
B3y = —Tga; — ygas + (29+ %) as fazgf(faygerc(zQ + %) Z (4a) oV



Bss = —ygaj + xgas + (29+ %) as = faygchra;z:gerc(zQ + %) Z (4a) ovVv
B3 = ygal—xgag—i—(zQ—i—i) as = ayg)‘c—axgy—i—c(zQ—i—i) Z (4a) oV
Bsr = T10 a1 + Y10 a2 + 210 a3 = aripX +ayioy + czi0Z (4a) O VI
Bss = —zpai—ywoaz+ (z0+3) a3 = —azoXk —ayioy +c(z0+3) 2 (4a) O VI
Bsg = —yioai+zppas+ (z10+3) a3 = —ayw X +arioy +c(z10+3) 2 (4a) O VI
Bso = ywoar—zpaz+(zio+1)a; = ayro X —azi0§ +c(z10 + 1) 2 (4a) 0O VI
Bu = T a1 +yi1az + 211 a; = arpn X +ayny +czi z (4a) O VII
By = —znai—ynas+ (zu1+3) a3 = —ary X —ay1 ¥ +c (21 + %) Z (4a) O VII
Bsis = —ynatrnas+ (2u1+3)ay = —ayn X +ar §+c(zn+3) 2 (4a) O VII
By = Yiiar — T ag + (211 + i) as = ayi1X—arny+c (2’11 + i) Z (4a) O VII
By = T1g @y + Y12 ag + 212 a3 = ar12 X+ ay12y + cz12 2 (4a) O VIII
B = —zi2a1 —yizaz+ (2’12 + %) a3 = —az12X —ay12y + ¢ (212 + %) z (4a) O VIII
Byr = —ypaitazpay+ (z2+3)ag = —ay12 X + a1y +c(z12+ %) 2 (4a) O VIII
Bys = Y12a] — Lo A + (212 + i) as = ay12X —aria§ +c¢ (212 + %) Z (4a) O VIII
By = ri3a1 +y13 a2 + 213 a3 = ari3X +ay13y + cz132 (4a) 0 IX
Bso = —zizai—yisas+ (zi3+3) a3 = —ari3X —ay13y +c(z13+3) 2 (4a) 0 IX
Bs: = —yizai+aizaz+(z13+5) a3 = —ayi3X +ary +e(znz+3) 2 (42) 0IX
Bs: = yisa;—axi3ax+ (213 +3) a3 = ayis X —ar13§ +c (2134 5) 2 (4a) 0 IX
Bss = a1 + Y142 + 214 a3 = ariaX +ay1ay + cz14 2 (4a) 0X
Bsa = —zua—yuar+ (zut3)as = —av1s X —ayia § +c(z1a+ 3) 2 (4a) 00X
Bss = —yua +zisaz+ (214 + %) a3 = —ayuuX +aryy +c (214 + %) Z (4a) 0X
Bs¢ = yuai—ruar+ (z14+73)az = aya X —az1a§ +c (214 + 3) 2 (4a) 0X
Bsr = Zis a1 + Y15 a2 + 215 A3 = a5 X + ay15§ + c215 2 (4a) O XI
Bss = —x15a; — Y1582+ (215 + %) a3 = —arisX —ayi5y +c¢ (215 + %) Z (4a) O XI
Bsg = —yisait+zisas+ (215+3) a3 = —ayisX+ari5y +c(z5+3) 2 (4a) O XI
Beo = yisai—ais5a2+ (215 +3) a3 = ayis X —ar15§ +c (215 + 5) 2 (4a) O XI
Be1 = T16 a1 + Y16 a2 + 216 A3 = arieX + ayie ¥ + cz16 2 (4a) O XII
Bg2 = —Tiga; —yigas + (216 + %) a3 = —axr1gX —ayigy + ¢ (216 + %) Z (4a) O XII
Bes = —yisar+zigas+ (z16+35) a3 = —ayie X+ ariey+c(z6+3) 2 (4a) O XII
Bea = yisar —zgaz+ (z16+74)as = ayr6 X —ari6y + ¢ (216 + 5) 2 (4a) O XII
Bes = Ti7ar +y17az + 217 a3 = ary7 X +ay17y +czi7Z (4a) O XIII
Beg = —w17a; —yiras+ (217 + %) ag = —ax1rX —ay;ry +c¢ (217 + %) Z (4a) O XIII
Bgr = —yira; +x17as + (217 + %) az = —ay17 X +ar17y +c (z17 + %) Z (4a) O XIII
Bes = yirar—xirax+ (27 +4) ag = ayrr X —az17 § +c (217 + 1) 2 (4a) O XIII
Beo = T1g a1 + Y1z a2 + 218 a3 = arigX +ay18y +cz182 (4a) O XIV
Bro = —zisa;—yisaz+ (z1s+3) a3 = —arisX —ayisy +c(zs+3) 2 (4a) O XIV
Bry = —yisait+zsas+ (z1s+3) a3 = —ayis X +arisy +c(z1s+3) 2 (4a) O X1V
Brz = yisai—@sax+ (zis+5) ag = ayis X —ar1s§ +c (218 + 1) 2 (4a) O XIV
B7zs = T19 A1 + Y19 A2 + 219 A3 = arigX + ayi19y + cz192 (4a) Srl
Bra = —zpa—ypar+ (z19+3) a3 = —az19X —ay1o § + ¢ (210 + 3) 2 (4a) Sr 1
Brs = —ywait+zgas+ (210+3) ag = —ayro X +ary +c(z10+3) 2 (4a) Sr 1



Bre = Y19 a1 — Tigaz + (219 + %) ag = ayi9X —argy +c¢ (219 + i) Z (4a) Srl

B = Tg0 &1 + Y20 A2 + 220 A3 = aro X + ayzo § + cz20 2 (4a) Sr 1l
Bys = —x9a; —ypas+ (zzo + %) ag = —axonX —ay2y + ¢ (220 + %) Z (4a) Sr 11
Brog = —yxai+aar+ (220+35) a3 = —ay0 X+ azz0§ + ¢ (220 + 3) 2 (4a) Sr 11
Bso = yp0a1 —Tyax+ (2204 1) a3 = ay X —axay + ¢ (220 + §) 2 (4a) Sr 1T
Bs:1 = To1 a1 + Y21 A2 + 201 A3 = aro X+ ays1 § + czo1 Z (4a) Sr 111
Bss = —xo1a; —yo1as+ (z21 + %) a3 = —aro1 X —ays1 ¥ +c¢ (221 + %) Z (4a) Sr II1
Bss = —ys1a1+aaay+ (221 + i) ag = —ays X+ axa1 § + ¢ (201 + %) Z (4a) Sr 111
Bss =  yp1a; —ao1ax+ (221 + §) a3 = ayn X —ary § +c (221 + §) 2 (4a) Sr I1I
Bss = X281 + Yoo A + 222 A3 = aroy X + ayos § + 292 Z (4a) Sr IV
Bgg = —a22a1 —ypas+ (22+3) a3 = —azp X —ayn § +c (22 + 3) 2 (4a) Sr IV
Bsr = —ypaitrpar+ (22+3)ay = —ayoe X+ aza § +c (222 + 3) 2 (4a) Sr IV
Bgs =  yooa; —amas+ (220 + 1) a3 = ayor X — azos § + ¢ (220 + 1) 2 (4a) Sr IV
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