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Prototype Hf,¢S3Tas

| AFLOW prototype label A11B3C2_¢I64_197_cdf_e_c-001
ICSD 73743

CCDC 1634504

Pearson symbol cl64

Space group number 197

Space group symbol 123

AFLOW prototype command aflow --proto=A11B3C2_cI64_197_cdf_e_c-001
—Tparams=a,T1,X2,T3,T4,T5, Y5, 25

Other compounds with this structure
HngI‘T&gS:g, HfloTer283
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e The metallic sites are mixed. While both (Marking, 1993) and (Villars, 2016) assign the Hf II, Hf ITI and Ta sites as we
have, (Marking, 1993) assumes that what we call the Hf I site (their M2 site) is approximately 55% hafnium and 45%
tantalum, making the nominal composition Hf;g 1 Tas 9S3.

Body-centered Cubic primitive vectors

a; = —jaX+3zay+3jaz
az = 1aX—1iay+iaz
ag = %ai—i—%ay—%ai !
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 2x1 a; + 2z ax + 27 as = ar1X+ar1y +axz (8c) Hf I
B, = —2x1 as = —ar1 X —axr1y +axri (8c) HfI
By = —2x1 as = —ari1X+tar1y —ax,z (8¢) HII
B, = —2x1 a1 = ar1 X —ar1y —ax, 2 (8¢) HII
B; = 2x9 a1 + 229 as + 229 asg = are X+ arsy + axrs Z (8c) Ta I
Bg = —2x9 az = —azro X —axs ¥ + axs Z (8c) Ta 1
B = —2x5 as = —aro X+ arsy — axo Z (8¢) Ta I
Bsg = —2x9 a; = axoX — aroy — axo (8¢) Tal
By = T3as + T3 as = axrs X (12d) Hf 1T
By = —x3as — x3a;3 = —ax3 X (12d) HI II
Bi1 = r3a; + r3as = ar3y (12d) Hf II
B = —r3a; — r3as = —ar3y (12d) Hf 11
Bis rza; + x3ap = a3z (12d) Hf 1T
By = —T3a; — T3 a = —ar3Z (12d) Hf II
Bis = %al 4+ x4a9 + (:L'4 + %) as = ars X + %ay (12e) S1I
Big = %al —x4a9 — (x4 — %) as = —ars X+ %ay (12e) S1I
Bir (l’4—|— %) a; + %ag—l—mag = au&—i—%ai (12¢) S1I
Bis = - (a:4 — %) a; + %ag — 433 = —azxsy + %ai (12e) S1I
By = Taa; + (x4 + %) as + %ag = %a}“{ + axys 7 (12e) S1I
By = —zia; — (x4 — %) ap + %ag = %ai —axy 7 (12e) S1I
Bs: = (ys + 2z5) a1 + (x5 + 25) az + = ars X+ aysy + azs 2 (24f) Hf 111
(z5 +y5) a3
Bas = —(ys—25) a1 —(vr5—25) as— = —arsX —aysy + azs 2 (24f) Hf III
(x5 +y5) a3
Bas = (ys — 2z5) a1 — (x5 + 25) ag — = —ars X+ aysy — azs Z (24f) Hf 111

(935 - ys) ag



Bas = —(ys+z)a+ (25 —25) a2+ = ars X —ays ¥ — azs z (24f) Hf IIT
(5 —ys5) a3

By = (x5 +ys) a1 + (ys + 25) a2 + = azs X +axrsy + ays (24f) Hf 111
(31‘5 =+ Z5> as

B = —(x5+ys)a;—(ys—25) aa — = azsX —arsy — ays Z (24f) Hf III
(5 — 25) a3

Bar = —(v5—ys)ai+(ys —25) aa— = —azs X — ars § + ays z (24f) Hf 111
(x5 + 25) a3

Bas = (x5 —ys) a1 — (y5 + 25) as + = —azs X+ axsy — ays Z (24f) Hf III
(5 — 25) a3

Bz = (r5 4+ 25) a1 + (5 +y5) aa + = ays X + azs § + axs Z (24f) Hf TI1
(y5 + 25) as

Bso = —(z5—25) a1 —(x54+ys) aa— = —ays X +azs y — axs Z (24f) Hf III
(ys — 25) a3

Bs: = —(z5+25) a1 —(v5—ys) as+ = aysX —azs y — axs 2 (24f) Hf 11T
(ys — 25) a3

B3z = (x5 —25) a1 + (x5 — y5) ag — = —ays X —azs ¥ + axs Z (24f) Hf III
(y5 + 25) a3
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