a-SrBry Structure:

A2B tP30 85 ah2g cg-001

This structure originally had the label A2B_tP30_85_ab2g_cg. Calls to that address will be redirected here.
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e (Hermann, 1943) originally assigned SrBrs to space group Pnma #62, and gave it the Strukturbericht designation C'53.
Subsequent investigation showed that the structure should be in space group P4/n #85, but this structure was never
given a Strukturbericht symbol, although (Parthé) does list it as C53.

e This compound can also be found as -SrBry in the [fluorite (C1) structure.

Simple Tetragonal primitive vectors

a; = ax
az = ay
ag = CZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = ial —l—%ag = %ai—&—%ay (2a) Br1
B, = %al —i—%ag = %af{—&—iay (2a) Brl
Bs = laj+3ay+1lag = lax+3ay+icz (2b) BrII
B, = %al—l—%ag—f—%ag = %ai—i—%ay—i—icz (2b) Br 11
B; = %al—l—%ag—l—zgag = iai—i—%ayﬁ—czSZ (2¢) Srl
B = Sa;+3a;—23a3 = Sax+3ay —ca2 (2c) Srl
B, = Tga; + ygas + 24 a3 = ary X+ ays,y + cz4 2 (8g) Br II1
Bsg = —(u—%) al—(y4—%) ay+ = —a(u—%)i—a(y —%)y—ﬁ—cai (8g) Br 111
Z4 Q3
By —(ya—3) a1 +xgaz + 2483 —a(ys— %) R+ aws§ + cz 2 Br III
Bio y4a1—(a:4—%) as + z4 a3 ay4§(—a(x4—%) V4 cz4Z Br 111
Bi1 —T4a; —Ygas — Z4 A3 —araX —aysy — 24 Z Br III
Bi2 (m—l—%) a1+(y4+%) as — 24 as a(x4+%)i+a(y4+%)y—cz4i Br 111
Bis (ya+ %) a1 — 4282 — 2533 a(ys+3) X—azs§ —czu 2 Br 111
Bia —ysgag + (:174+ %) as — z4as fay4§c+a(x4+ %) Y —cz42 Br II1
Bis Tsai + ysas + z5 as arsX +aysy + cz52 Br IV
Big —($5—%)a1—(y5—%)ag+ —a(m—%)fi—a(%—%)y—&—czsi Br IV
z5 as
Bir f(y5—%) a; + x5 as + z5as fa(ysf%)i+az5y+6252 Br IV
Bis y5a1—(x5—%) as + z5ag ayg,i—a(acg,—%)y—i—czg,i Br IV
B1g —X5a; — Y5 a2 — 25 as —arsX —aysy — cz5 Z Br IV
Bso (a:5—|—%) a1+(y5+%) as — 25 ag a(as5+%)§<+a(y5+%)y—0252 Br IV
Ba: (y5+%) a; — xr5as — 25 as a(y5+%))2—ax5y70252 Br IV
Bas —ysa; + (ac5+%) as — z5asg —ay5)‘<+a(x5—|—%) Y —cz52 Br IV
Bos Te a1 + Yg a2 + 26 a3 axgX + ayey + cze 2 Sr II
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Bas = —(z6—3)ai—(v6—3) as+ = —a(zg—3)%x—a(ye—3) §+czt (8g) Sr 1l

%6 a3
Bas = —(y6—3) a1 t+asaz+zas = —a(ye —3) X+ ar6y + cze 2 (82) Sr 1l
Bas = yo a1 — (z6 — 3) az + 26 a3 = ayeX —a(z6 — 3) § + cz6 2 (8g) Sr 11
By = —Xgai — Ygaz — 2 as = —argX —aygy — czg Z (8g) Sr 11
Bas = (z6+3) ai+(ve+3) as—26a3 = a(zs+3) %X+a(ys+3)§—czi (8g) Sr 1T
Boy = (yg + %) a; — Tgas — zgas = a (ye, + %) X—argy —czgZ (8¢) Sr II
Bso = —year + (z6+3) a2 — zg a3 = —aysX+a(z+3) § — cz62 (8g) Sr 11
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