K3S30¢ (K 51) Structure:
A2B6C3 0P44 62 2¢ 2¢2d 3¢-001

This structure previously used the label(s) A2B6C3_oP44_62_2c_2c2d_3c. Calls to these addresses will be redirected here.
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Prototype K206S53

AFLOW prototype label A2B6C3_0P44_62_2c_2c2d_3c-001
Strukturbericht designation K5,

ICSD 8200

CCDC 1593984

Pearson symbol oP44

Space group number 62

Space group symbol Pnma
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AFLOW prototype command aflow --proto=A2B6C3_oP44_62_2c_2c2d_3c-001
—~params=a, b/a7 C/a7 T1,21,T2,22,T3,23,T4,24,T5,25,L6,26,L7,27, L8, Y8, 28,9, Y9,
29

Other compounds with this structure
Rb2S306

o (Stewart, 1979) give the Wyckoff positions of this structure using the Pnam orientation of space group #62. We have
used FINDSYM to change this to our standard Pnma orientation.

Simple Orthorhombic primitive vectors

a; = aX
az = by
ag = cZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = z1a1+%a2+zla3 = a:c15<+ib§/+czli (4¢) KI
B, = —(xl—%) a1+%a2+ = —a(xl—%)i—i—%by—i—c(zl—f—%)i (4c) KI
(=1 +3) as
B; = —x1a; + %ag — 21 a3 = —ax1 X+ %by —c21 2 (4c) KI
By = (mi+3)aitjas—(xn1—3)a; = a(zi+3) X+ 50y —c(a1—3) 2 (4¢) KI
Bs = z2a1+%a2+22a3 = angchiberczQZ (4¢) KII
Bg = —(1'2—%) al—s—%ag—&— = —a(xg—%)&—i—%by—i—c(zz—f—%)i (4c) K II
(12 + 1) g
B, = —T9a; + %az — z9 a3 = —are X + %by —C29 2 (4c) K II
Bsg = (m—!—%)al—kiag—(zg—%)ag = a(x2—|—%)5c—|—iby—c(z2—%)2 (4¢) KII
By = x3a1+%a2+23a3 = ax35<+%by+0232 (4c) (OB
Bio = —(z3—3) ar+3a+ = —a(zs3—3) X+ 3by+c(z+3) 2 (4c) Ol
s+ ) ag
By = —w3a; + Sa; — 2343 = —az3X+ 3b§ — cz32 (4c) 01l
Biz = (z3+3)aitita—(-3%)a = a(zs+3) k+3by—c(es—1) 2 (4c) 01l
Bz = x4a1+ia2+z4a3 = ax4)2+iby+cz42 (4c) O1II
By = —(za—3) a+2ay+ = —a(rs—3) X+ 2by+c(z+3) 2 (4c) 011
(z4 + %) as
Bis = —r4a; + Sa; — 24 a3 = —azs X+ 30§ — 24 2 (4c) 011
B = (:z:4+%) a1+ia27(z4f%) az = a(:c4+%)5<+%byfc(24f%)2 (4¢) O1II
By, = x5a1—|—ia2+z5a3 = a;vg,)‘(—i—iby—i—czg,i (4c) S1I



Blg = 7(1‘57%) a1+%a2+ = 70,(.%57%)5(4’%()?4’6(254’%)2 (4C) S1I

(25 +3) a3

By = —z5a; + %ag — 25 as = —axs X + %by —cz5 Z (4¢) S1I

By = (m5+%)a1+iag—(z5—%)a3 = a(%—l—%)fc—i—iby—c(%—%)i (4c) SI

By = T ay —|—ia2—|—z6a3 = amsk—k%bff—kcz@i (4¢) S1II

Box = — (26— 3) a1 + 3as + = —a(zg—3) X+ 3by+c(z+13)2 (4c) S1II
(26 + 3) a3

Bos = —Tgay + %ag — zg a3 = —axrgX + %by — 262 (4¢) S1II

Boy = (xﬁ—l—%) al—l—iag—(ze,—%) ag = a(me—l—%)f{—l—%by—c(zg—%)i (4c) S1I

Bos = r7a; + iag + z7 ag = axr7 X + %by + cz27 Z (4¢) S III

Bog = f(x7f%) a1+%a2+ = fa(x7f%)5<+%by+c(27+%)2 (4c) S III
(27 +3) a3

Byr = —x7a; + %ag — z7as = —axr X+ %by —czr (4c) S II1

Bos = (x7—|—%) al—l—iag—(zv—%) az = a(aw—l—%)fc—!—%by—c(m—%)i (4c) S III

Boy = Tgay + ysgas + zg as = arg X + bys y + cz3 (8d) O III

B3, = —(zs— 1) a1 —ysas + = —a(zs—3) X —bysy+c(s+3) 2 (8d) O III
(2 +3) a3

B3 = —zga + (yg + %) ar — 2gas = —argX+0b (yg + %) V—c287 (8d) O III

B3y = (xg—&-%)al—(ys—%)ag— = a(mg—k%)i—b(yg—%)y—c(zs—%)i (8d) O III
(25 —3) as

B3 = —xga; — ygas — 2gas = —axgX —bys y —czz 2 (8d) O III

B3y = (acg—l—%) al—i—ygag—(z —%) a3 = a(:vg—k%) i+by8y—c(z —%) Z (8d) O III

B3s = chal—(y —%) as + zgas = aajgfc—b(y —%)y—i—czgi (8d) O III

Bsg = —(zs—3)ai+(ys+i)as+ = —a(ws—3)%+b(ys+3)g+c(s+3)z  (8d) O III
(28 +3) as

Bs; = Tgaj + ygas + 29 as = axgX + by y + cz9 Z (8d) (ONAY

Bss = —(!,Cg—%) a; —ygas + = —a(xg—%)i—bygy—l—c(@—l—%)i (8d) O 1V
(20 +3) as

B3y = —xg9aj + (yg + %) as — zg as = —argX+0b (yg + %) V—c297Z (8d) o1V

B = (vo+i)ar—(yo—2)a— = a(wo+d)x—by—3)F—c(zo—1)2 (8d) o1V
(20— 3) a3

B4, = —Zgay — Ygag — 2Zg Az = —axgX —bygy —cz9 2 (8d) (ONAY

By = (zo+3)aityas—(z0—3)a; = a(rg+3) XK+byey —c(20—3) 2 (8d) o

By = $931—<y —%) as + 29 as = angc—b(y —%)y—i—czgi (8d) o1V

By = —(vo—3)ai+(y+i)a+ = —a(w—3)%+b(yo+3i)F+c(o+3)2  (8d) o1V
(20 +3) a3
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