
1599 C4H5NO Cyclopropyl isocyanate Cs (cis)
MW Cs (trans)

r0 Å θ0 deg
C(1)–C(2) 1.520 a) H–C–H 116.2 a)
C(2)–C(3) 1.515 a) N=C=O 172.6 a)
C–H(cis) 1.086 a) C(2)–C(1)–H 116.1 a)
C–H(trans) 1.082 a) cis trans
C(1)–H(sec) 1.079 a) C(1)–N=C 138.6(13) 136.9(38)
N=C 1.210 a) C(2)–C(1)–N 120.3(24) 117.9(11)
C=O 1.170 a)

cis trans
C(1)–N 1.407(14) 1.417(10)

∆H = H(cis) – H(trans) = 112(14) cal mol01.

a) Assumed.
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