Benzene Structure:
AB 0oP48 61 3¢ 3c-001

This structure previously used the label(s) AB_oP48_61_3c_3c. Calls to these addresses will be redirected here.
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Prototype CeHg

AFLOW prototype label AB_oP48_61_3¢_3¢-001
Mineral name benzene

CCDC 725244

Pearson symbol oP48

Space group number 61

Space group symbol Pbca

AFLOW prototype command aflow --proto=AB_oP48_61_3c_3c-001
--params=a, b/a, c/a,x1,y1, 21, T2, Y2, 22, T3, Y3, 23, Td, Y4, 24, T5, Y5, 25, T6, Y6, 26
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e Benzene is a liquid at temperatures above 6°C (279K). This data was constructed from experiments at 150K. The
hydrogen atomic positions were approximated to agree with the chemistry of the benzene molecule.

Simple Orthorhombic primitive vectors

al
tzas
a; = aX
az = by
ag = cz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = r1a; + yas + 21 a3 = ar1 X +by y + cz1 (8¢) CI
B, = —(xl—%)aq—ylag—i— = —a(xl—%)f(—byly—l—c(zl—l—%)i (8c) CI
(21 + %) as
B; = —$131+(y1+%) as — = —axlfc—l—b(yl—i-%)y—c(zl—%)i (80) CI
(21— 3) as
B4 = (I1+%) al—(yl—%) ag —z1As = a(l’1+%)5‘(7b(y17%)y76212 (8C) CI
By = —x1a; — Yy a — 21 a3 = —ar1X—by1y—cxn 2z (8¢) CI
Bg = (m1+3)aitya—(n1—3)a; = a(zi+3) X+bypy—c(zn—13) 2 (8¢c) CI
By = xlal—(yl—%) a2+(z1+%) as = axli—b(yl—%)y+c(zl+%)i (8(3) CI
Bsg = f(zlf%)alJr(ler%) as + = fa(xlf%)i+b(y1+%)y+czlﬁ (8¢) CI
Z1 a3
By = Toaj + ys as + 2o as = aro X+ by y +czoZ (8c) CII
B = —(Z‘g—%) a; —ygag + = —a(@—%)i—bygy—l—c(zg—i—%)i (8¢) CII
(22+3) a3
By = —roag + (y2+%) as — = fax2i+b(y2+%) 5’*0(227 %) Z (8¢) CII
(22— 3) a3
B, = ((E2+%) al—(yg—%) ag—zpag3 = a(mg—&—%)f{—b(yg—%)y—czzi (8c) CII
B13 = —Z2da1] — YAz — 2Z2AaAs = —Qaxro X — byg y — CZ9 Z (80) CII
By = (1:2—#%) a1—|—y2a2—(z2—%) az = a(xg—&—%) )2+by2§f—c(22— %) Z (8¢) ClII
B15 = CﬂQalf(yQ*%) a2+(22+%) as = angcfb(yg—%)erc(zQJr%)i (86) CII
Big = —(:Cg—%) a1+(y2+%) as + = —a(xg—%)f(—kb(yz—&-%)y—&-czgi (8¢) CII
Z9 asg
By = rzaj +ysaz + z3as = ar3X +bysy + cz3 Z (8(}) C III
Bis = — (23— 1) a1 —ysas + = —a(z3—3) X —bysg+c(z+3) 2 (8c) CIII
(2’3 -+ %) as
By = —zza; + (y3 + 3) az — = —ax3X+b(ys+3) y—c(eas—3) 2 (8¢) CIII
(23— 3) as
By = (x3—|—%) al—(y —%) as—z3agz = a(xg—&—%)fc—b(y —%)y—czgi (8¢) C III



B21 = —Tza; —Yyzaz — 23 a3 = —ax3X —bysy —cz3 2 (8¢) C I
B22 = ($3+%) a1+y3a2—(23—%) as = a($3+1) fc+by3$f—c( %) Z (8C) CIII
Bos = wza;—(ys— 1) ax+(z+3)as = arsk—b(ys—3) §+c(zs+1)2 (8c) C 111
Byy = (333 — 7) a; + (y3 + ) as + = —a (xg — %) X+b (y3 + 5) + cz32 (8¢) C III
Z3ag
By = Tqa) + ygas + 24 a3 = axs X +bysy + cz4 (8c) HI
Bas = —(z4—3) a1 —yaar + = —a(rs—3) X—byay +c(zat3) 2 (8¢) HI
(24 + %) as
By = —z4a; + (y4 + %) as — = —ar X +0b (y4 + ) —c (z — %) A (8¢) HI
(- 1) o
st = (QJ4+%) al—(y4—%) ag —z4 A3 = a(l’4+%)5‘(7b(y47%)5’76242 (8(?) HI
Bog = —x4a;] —Ygag — 24 a3 = —ax X —bys§y —cz4 2 (8c) HI
Bsgo = (z4+3) aityar—(z—3)az = a(zs+3) X+bpuy—c(za—13) 2 (8¢c) HI
B3, = x4a1— (y4—f) a2—|—(z'4—|— ) = ax4§<—b(y4—l)§f—|—c(24+%)i (8¢) HI
Bs, = (1477) a1+(y4+ )a2+ = fa(a:4ff)x+b(y4 )S/+c,242 (8¢) HI
Z4 a3
B3 = Tsa; + ysas + 25 as = arsX +bysy + cz5 2 (8c) HII
B34 = —(Z‘ —%) a1—y5a2—|— = —a(x5—%)>2—by5§’+c(25+%)2 (SC) HII
(s5+3)a
Bss = —xsa; + (y5+%) ag — = faac5)‘<+b(y5+%) S'fc(zsf %) Z (8¢) HII
(25— 3) as
B3 = (ms—l—%) al—(y —%) as—z5ag = a(x5+1) b( —5)9—0252 (8c) HII
B37 = —TsaA] —YsaAz — Z5As = —QalXs X — by5 Yy —c¢z5 Z (80) HII
Bss = (1:5-#%) a1—|—y5a2—(z5—%) ag = (as5+l) )2+by5§f—c( %) Z (8¢) HII
Bsg = azsa;—(ys— 1) as+(z+3) a3 = arsX—b(ys — 3) ¥ +c(zs +%)2 (8c) HII
Bio = —(m-Yat@td et =  —alo-) x+b(m+d) gen () HD
Z5 asg
B41 = Tea + Yg a2 + 2 as = axle X+ by6 y + czg Z (8(}) H III
By = — (26— 1) a1 —ysaz + = —a(zg—3) X —bys ¥ +c(2+3) 2 (8c) H III
(2’6 + %) as
Bis = —rgag + (yG—i—%) as — = —axgi—l—b(yg—i—%) y—c(z — %) Z (8¢) H III
(26— 3) as
By = (a:6—|—%) al—(y —%) as—zgaz = a($6+%)§<—b(y —%)y—czﬁi (8¢) H III
B45 = —ZTgaAl — YA — Zg A3 = —QTg X — by6 5’ — CZg Z (8C) H III
Buss = (26+3)aitysaz—(z—3) as = a(vs+3) X+byey —c(z—3) 2 (8¢) H 111
By = $631—<y6—l) ag—l—(zg—l—%) a3 = ax6x—b(y6—7) y+c(26—|— ) (8c) H III
By = (6—7) ai+ (ys+3) az+ = —a(wg— %) X+b(ys+3) §+cz2 (8¢) HIII
Zg A3
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