
1570 C4H4S Thiophene C2v

ED, MW,
liquid-crystal NMR

rα Å a) θα deg a)
C(2)–H 1.0688(6) H–C–S 120.24(8)
C(3)–H 1.0812(11) H–C(3)–C(3') 124.06(6)
C(2)=C(3) 1.3783(15) C–S–C   92.56(8)
S–C 1.7136(11)
C(3)–C(3') 1.4274(11)

The nozzle temperature was 300 K.

a) Estimated standard errors.
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MW
rs Å θs deg
C(2)–H 1.0776(50) H–C–S 119.9(5)
C(3)–H 1.0805(50) H–C(3)–C(3') 124.3(5)
C(2)=C(3) 1.3696(30) C–S–C   92.2(2)
S–C 1.7140(20) S–C=C 111.5(2)
C(3)–C(3') 1.4232(30) C(2)=C(3)–C(3') 112.5(2)

Atom as [Å] bs [Å]
S 01.1426   0.0
C(2) ±1.2346
C(3)   1.3121 ±0.7116
H(2) 00.2550 ±2.2692
H(3)   2.2050 ±1.3201
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