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Fig.1 Snapshot of crystal structure of p-

chloronitrobenzene. Crystal data at room

temperature are a=3.84A, b=6.80A, c=13.

35 A, B =9752°, Z=2, and space group
P2,/c. The molecule lies on an inversion cen-

(tier, implying orientational (head-tail) disor-
er.
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Fig.2 Peak area in DTA trace due to “order—
disorder” phase transition of PCNB as a
function of time, during which the sample
was kept at —16°C ~ —20°C prior to the ex-
periments. Circle, the sample has not trans-
formed to the ordered phase in the past; tri-
angle, the sample has not Transformed to
the srdered in the past, but the sample was
cooled to the liquid nitrogen temperature be-
fore the sample was kept at—16 °C ~ —20 °C;
square, some part of the sample has trans-
formed to the ordered phase in the past.
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Fig.3 Heat capacity of the disordered phase
and the ordered phase of p-chlornitro-
benzene. A step around 250 K in the data of
the disordered phase is attributed to a glass
transition, where molecular reorientation is
frozen in The residual entropy of the disor-
dered phase (3.08 J K" mol™') shows a corre-
lation in orientation of neighboring mole-
cules in the disordered phase.

DFERATLRA, 260 KMUIC/h& 75 BLR
BEnZ L.

FRIT-HT & MERK) A 0 A A G L, MERk) 7
HIoKRe v b o —%kb 5 &, MRIFRIC
BB FORMOHEDOES WHSERTE S
tod, BRFFRH & MERKFEAH O B0 G4 W R 20 B
FHcEDMEL F LA2(X3)., HEFIAEFRL
foalkbE, —H, gk ok, ISR
EISIVE Lk, MERFEMRIcE T 20BNy 7
FOFHAK4ITRLET. K3, 405, K
BRI 12250 KEBITIc S 2B hid 5 2 &
Nbhro 4.

M4%252&, 7KETHEHLTHSNE
L7543, 260 KT, # h#h240K,
250K, 255K, & THEIL THOSHIEL K
BICBE SN ho FBME — 7 03B T &
bhoEd. 22T, AKBE260KT3HM7T
— -V 5 &, BIETERRKEADLELED, B
ER—EICBDE Lk, O &3, WA
DK E260KT3 HE 7T =— g hid, JiE
SERICEUFHAMHEBR ST AR LTV E
7.

DXL THIBFHOBSENE AT

-
0.002

- *‘"

= +4 +

‘E 0.001F A 1

M + +o0 +

~ m*“ + + +

2 0.000 . Pwﬁgoooooo% g

N B

~

&~ ﬁi»&

Z -0.001 F °
-0.002

200 220 240 260 280 300
T/K

Fig.4 Temperature drift of p-chloronitro-
benzene in the disordered phase. Cross, meas-
ured from 7 K; circle, cooled to 240 K and
measured; square, cooled to 250 K and meas-
ured; diamond, cooled to 255 K and meas-
ured.
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