a-SrBry Structure:
A2B_tP30_85_ab2g_cg-001

This structure previously used the label(s) A2B_tP30_85_ab2g_cg. Calls to these addresses will be redirected here.
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Prototype BrySr
AFLOW prototype label A2B_tP30_85_ab2g_cg-001
ICSD 262673
CCDC 1720273
Pearson symbol tP30
Space group number 85
Space group symbol P4/n

AFLOW prototype command aflow --proto=A2B_tP30_85_ab2g_cg-001
—~params=a, C/a, 23,T4,Y4,24,T5,Y5,25, L6, Y6, 26
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Other compounds with this structure
EuBr2, a-Se, U

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 C'’53.

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

Simple Tetragonal primitive vectors

alJ_a3
a; = ax
a = ay
ag = cZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = %al +%a2 = ia§<+%ay (2a) Brl
B, = %al —l—iaQ = %ai—&—iay (2a) Brl
Bs = a1+ 2ay+ $as = jaX+ 209+ 5c2 (2b) Br II
B, = 3a;+iay+lag = 3a%+tay+icz (2b) Br II
Bs = %a1+%a2+23a3 = %af(Jriaercz;;i (2¢) Srl
Bg = %al—i—%ag—zga;; = %ai—i—%ay—CZg,i (2¢) Srl
B, = Tgay + ygas + 24a3 = arsX+aysy +cz4z (8¢) Br IIT
Bsg = —(134—%) al—(y4—%) as + = —a(m—%)fc—a(y‘;—%)y—b—czéﬁ (8g) Br III
z4a3
By = — (y4— %) ai; + x4as + 24 a3 = —a (y4— %) X+ axsy+czaz (8g) Br 111
B = Yga; — (m4 — %) ap + z4 a3 = ays X —a (JU4 — %) V+czz (8g) Br IIT
B, = —T4a; —Ysdz —24a3 = —ar4X —aysy — cza Z (8g) Br I
B, = (x4+%) a1+(y4+%) as—z4az = a(x4+%) )‘c+a(y4+%) y—czz (8g) Br 111
Biz = (y4 + %) a; — T4a9 — z4 a3 = a (y4 + %) X—aryy —cz4Z (8¢) Br 111
By = —yga; + (ac4 + %) as — z4 a3 = —aysX+a (1‘4 + %) V—cz42 (8¢) Br III
Bis = Tsa + ysas + 25 as = ars X+ aysy + cz5 2 (8g) Br IV
B = —(xg,—%) al—(y5—%) a+ = —a(x5—%)i—a(y5—%)y+cz52 (8g) Br IV
%543
By = —(ys— 3) a1 + @522 + z5 a3 = —a(ys — 1) X+ aws§ + cz5 2 (8g) Br IV
Bis = Ysay — (:135 - %) as + 25 a3 = ay5)“<—a(x5 - %) y+czsZ (8g) Br IV
By = —Tsa] —YsA2 — 25a3 = —arsX —ay;y —cz5 2 (8g) Br IV


http://aflow.org/prototype-encyclopedia/A2B_oP12_62_2c_c-010
http://aflow.org/prototype-encyclopedia/AB2_cF12_225_a_c-001

By = (:1:5+%) a1+(y5+%) as—zsaz = a(x5+%) )‘c+a(y5+%) ¥ —czZ (8g) Br 1V
B2y = (ys+3) a1 — 523 — 25 a3 = a(ys+3) R—awsy —cz 2 (8g) Br IV
By = —ysay + (x5 +3) a2 — z5 a3 = —aysX+a(zs+3)§—cz2 (8g) Br IV
B2 = ZTgal + Ys a2 + 26 a3 = areX + aye ¥ + cz6 2 (8g) Sr 11
Boy = 7(1'67%) alf(yﬁf%) aa+ = fa(os(;f%))“cfa(yﬁf%)y+cz(;2 (8g) Sr 11
26 a3
Bas = —(ys— 3) a1 + zgaz + zs a3 = —a(ys — 1) X+ awgy + cz6 2 (8g) Sr 1l
Bog = Yo a1 — (mﬁ — %) as + zg az = ayeX —a (.1‘6 — %) V+czz (8g) Sr1I
By = —Tga; — Yz — 26 a3 = —argX —aygy — czg Z (8g) Sr 11
Bos = ((Eg-’-%) al—i—(yG—l—%) as—zgaz = a(wg—ﬁ—%) )‘c—i—a(yg—i—%) Y —czZ (8g) Sr 11
By = (yg + %) a; — Tgas — 26 as = a (y6 + %) X—axrgy —cz 2 (8¢) Sr 11
B3 = —ys a1 + (w6 + 3) az — z as = —ays X +a(z6+3) § — cz6 2 (8g) Sr Il
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