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

This structure originally had the label AB_oP48_61_3c_3c. Calls to that address will be redirected here.
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Prototype CeHg

AFLOW prototype label AB_oP48_61_3c-3c-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, Ya, 24, T5, Y5, 25, T6, Y6, 26

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.
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a; = aX
az = by
ag = cZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = T1 a1 + Yy as + 21 as = ar1 X+ by y +cz1 Z (8¢) Cl
B, = —(ml—%)al—ylag—f— = —a(ml—%)i{—byly—l—c(zl—i-%)i (8¢) CI
(1 + 1) ag
B; = —x1a1+(y1+%) as — = —awlfi—l—b(m—l—%)y—c(zl—%)i (8c) CI
(21— 3) as
B, = (a:1—|—%) al—(yl—%) az—z1ag = a(xl—&—%)f(—b(yl—%)y—czli (8¢) ClI
Bs = —x1a; — Yy as — 21 a3 = —ar1X—by1 ¥y —cxn 2 (8¢) CI
Bg = (acl—l—%) al+y132—(21—%) a3 = a(:rl—k%))‘(—i—byly—c(zl—%)i (8c) CI
B~ $1al—(y1—%)ag+(21+%>ag = amlfc—b(yl—%)y—l—c(zl—i—%)i (8c) CI
Bs = —(mi—3)a+(n+3)at = —a(z1—3) K+b(yi+3)y+enz (8¢) CI
21 a3
By = Toay + yoas + 29 as = axo X+ by ¥ + cz0 Z (8¢) CII
Bio = —(EBg—%) a; —ygas + = —a(xg—%)f(—bygy—l—c(zQ—i—%)i (8c) CII
(22 + %) ag
By = —zoar+ (Y2 + 3) az — = —azaX+b(y2+3) §—c(z2—3) 2 (8c) Cc1I
(22— 3) a3
B, = (xQJr%) alf(ygf%) as—zpa3 = a(x2+%))‘cfb(ygf%)yfc,222 (8¢) CII
Bz = —Tpay — ygas — 29 a3 = —axoX — by y — 202 (8¢) CII
Bia = (z2+3) ai+ypear—(22—3) a3 = a(za+3) X+byey—c(z2—13) 2 (8¢) cII
Bis = zeai—(p2— 1) as+(za+3)as = araX—b(y2—3) J+c(xa+1i)2 (8c) CII
Bie = —(z2—3)ai+(p2+3)a+ = —a(z— ) X+b(ya+3) §+cxni (8¢) CII
Z2as
By = T3a; +y3zas + 23 as = arsX +bysy +cz3Z (8c) C III
Bis = — (23— 1) a1 —ysas + = —a(zs—3)X—bysy+c(zs+3)2 (8c) C 111
(z3+3) a3
By = —xza; + (y3 + %) ag — = —ax3X+0b (y3 + %) y—c (23 — %) Z (8¢) CIII
(23— 3) a3
By = (3?3-‘1-%) al—(y —%) as—z3ag = a(ﬂcg—&—%)fi—b(y —%)y—cz;;i (8c) C III
By = —r3a; —yzas — 23 as = —ar3X —bysy —cz3% (8¢) C III
Bz = (z3+3) aitysar—(z3—3)as = a(zs+3) K+bysy—c(zs—1) 2 (8c) CIII
Bas = asai—(ys— 1) ar+(ss+1)a; = arsX—b(ys—3) §+c(z+3) 2 (8¢) C III
By = —(:103—%) a1+(yg+%) a+ = —a(xg—%)i—l—b(yg—&—%)y—&—czgi (8c) C III

Z3as



B25 = rga + Yq A2 + z4 a3 = ax4 X + by4 y + czq Z (8C) HI

By = —(IC4—%) a; —Yysag + = —a(x4—%)>‘<—by45'+c(24+%)2 (8c) HI
(za+ %) a3

By = —zga;+ (ya+3) a2 — = —arsX+b(y+3)y—c(za—3) 2 (8c) HI
(22— 3) as

Bas = (a:4—|—%) al—(y —%) as—z4a3 = a(m—&—%)k—b(y —%)}7—(3242 (8¢) HI

Boy = —T4a;] —Ysag — 24 a3 = —ax X —bysy —cz4 2 (8¢) HI

B3y = (m—l—%) a1—|—y4a2—(z4—%) az = a(m—&—%) )‘(—I—by4§f—c(24—%) Z (8¢) HI

B3, = m4al—(y4—%) a2+(24+%) az = ax4§<—b(y4—%)y+c(z4+%)i (8c) HI

Bsx = —(a: —%) a1—|—(y4—|-%) ay+ = —a(x4—%)&+b(y4+%)y+0242 (8¢) HI

Z4a3

Bss = Tsay + ysas + 25 as = axs X+ bys ¥ + cz5 (8c) HII

B3y = —(%—%) a; —ysag + = —a(x5—%)k—by5y+c(25+%)i (8c) HII
(25 + 3) as

Bss = —zsa;+ (Y5 + 3) az — = —axsX+b(ys +3) §—c(z—3) 2 (8c) HII
(25— 3) as

Bss = (:n5+%) alf(y5f%) as—zsagz = a(x5+%))‘cfb(y5f%)yfcz52 (8¢) HII

B, = —Tsa; — yYsas — 25 ag = —arsX —bys y — cz5 % (8¢) HII

Bss = (x5—|—%) a1+y5a2—(25—%) ag = a(%—&—%) i+by5y—c(zs—%) Z (8c) HII

B3y = x5a1—(y5—%) a2—|—(Z5+%) ag = aa:5>‘<—b(y5—%)y+c(25—|—%)2 (8¢) HII

Bo = —(zs—3)ar+(ys+3)a+ = —a(zs—3) X+0b(ys+3) §+czs2 (8c) HII

25 as

Bsa = Tgay + Yeas + 2¢ as = argX +bysy + cz6 2 (8c) H III

By = —(1'6—%) a; —ysas + = —a(:c(;—%)fc—by@y—kc(zﬁ—ké) Z (8¢) H III
(26 + 3) a3

Bss = —xga; + (y6 + %) as — = —axgX+0b (y6 + %) y—c (26 — %) Z (8c) H III
(26 — 3) as

By = (mg—i—%) al—(y —%) as—zgag = a(ﬂcG—&—%)f{—b(y —%)9—0262 (8c) H III

By = —Xgai — Yg Az — 2g a3 = —argX —bygy — cz6 2 (8¢) H III

B = (z6+3) aityear—(z—3) a3 = a(ze+3) X+bysy —c(z— 1) 2 (8c) H III

Byr = weai—(yo— 1) as+(26+3)ag = argX—b(ys—3) §+c(z+3) 2 (8¢) H 111

Bis = —(z6—3) a1+ (yo+3)at+ = —a(wg— %) X+b(ys+3) §+cz2 (8c) H III

26 a3
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