CaV,40q Structure:
AB9C4 tP28_85_c_a2g_g-001
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Prototype CaOgVy4

AFLOW prototype label AB9C4_tP28_85_c_a2g_g-001
ICSD 2556

CCDC 1592432

Pearson symbol tP28

Space group number 85

Space group symbol P4/n

AFLOW prototype command aflow —--proto=AB9C4_tP28_85_c_a2g_g-001
—~params=a, C/a) 22,X3,Y3,%3,T4,Y4,24,T5, Y5, 25

Other compounds with this structure
SPV409

e AFLOW moves the origin so that the published O I sited is moved from the (2b) Wyckoff position to the (2a) site.
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Simple Tetragonal primitive vectors

a; = aX
az = ay
ag = CZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = %al—i-%ag = iaﬁ—&—%ay (2a) 01
B, = 3a; 4+ 1a = Sa%+ fay (2a) Ol
B; = %alJr%angzQag = %aeriaerczQz (2¢) Cal
By, = %al—i—%ag—zga;; = %af{—i—%ay—czai (2¢) Cal
Bs = T3a; +y3as + 23 as = arsX +aysy +cz3Z (8¢) O1II
Be = —(wm3—3)a—(y3—3) at+ = —a(wg—3)%X—a(ys—3) §+casi (8g) on
23 a3
Br = —(ys—3) a1 + 2322 + 2323 = —a(ys — 1) X+ az3§ + cz3 2 (8g) O1I
Bs ygal—(xg—%) as + 23 as = aygfi—a(xg—%) ¥y +cz3Z (8¢) Ol
By = —r3za; — ysas — 23 a3 = —ar3X —ay3y —cz3Z (8g) oIl
Bio ($3+%) a1+(y3+%) as—zzag = a(x3+%)§c+a(y3+%)yfc,232 (8g) OlII
Bi1 = (y3 + %) a; — r3as — z3as = a(y3—|— %) X—ax3y —cz3% (8g) O1II
B2 —ysar + (z3 + 3) az — 2323 = —aysX+a(zs+3)§—czz (8¢) on
Bis = Tqay +ysaz + z4 a3 = axaX 4+ aysy + cza (8g) O III
By = —(mu—-3a—(pu—3)a+ = —a(zs—3)%x—a(ys—3) §+cui (8g) O III
24 a3
Bis = - (y4— %) a; +x4ar + 24 a3 = —a (y4— %) X+aryy +cz4z (8¢) O III
Bis = yaar — (va—3) a2 +z a3 = ayaX —a(r4—3) y+cuz (8g) O
By = —x4a;] —Ysgag — 24 a3 = —axsX —aysy —cza (8g) O III
Bis = (m—l—%) a1—|—(y4+%) ag—z4a3 = a(m—&—%) i+a(y4+%) y—czZ (8g) O III
Big = (y4 + %) a; — xT4as — z4 a3 = a (y4 + %) X—aryy —c24Z (8¢) O III
By = —ygai + (x4 + %) as — 24 a3 = —ays X +a (:U4 + %) V—czi (8g) O III
Ba: = Ts5a; +ysaz + 25 a3 = arsX + ays ¥ + cz5 2 (8g) \A!
Bay = —(x5—%)a1—(y5—%) as+ = —a(xg,—%)fc—a(yg,—%)y—&—czsi (8¢) VI
Z5asg
Bas = —(ys— 1) ar+asay+ 2523 = —a(ys — 3) X+ aws§ + cz5 2 (8g) VI
By = ysar — (x5 — 3) as + 25 a3 = aysX —a(vs — 3) § +cz (8g) VI
By = —I5a; — Ysas — 25 as = —axs5X —aysy —cz5 2 (8g) VI
By = (z5+3) ai+(ys+3) az—25a3 = a(zs+3) X+a(ys+3)§—casi (8g) VI



Byr = (ys +3) a1 — x583 — z5 a3 = a(ys+3) X—awsy —cz2 (8g) \a
B2s = —ysa + (w5 + 3) az — z5 a3 = —aysX+a(rs+3) ¥zl (8g) Vi
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