
1111 C3H3N (Z)-2-Propynimine Cs

MW (Z)-2-Propynylideneamine HC≡C−CH=NH

rs Å θs deg
C(1)–H 1.057(3) H–C(1)≡C(2) 179.3(8)
C(1)≡C(2) 1.207(6) C(1)≡C(2)–C(3) 180.8(11)
C(2)–C(3) 1.431(6) C(2)–C(3)–H 123.3(10)
C(3)–H 1.101(34) C(2)–C(3)=N 125.38(20)
C(3)=N 1.286(6) C(3)=N–H 108.89(60)
N–H 1.039(3)

r0 Å θ0 deg
C(1)–H 1.058(1) H–C(1)≡C(2) 179.3 a)
C(1)≡C(2) 1.208(1) C(1)≡C(2)–C(3) 180.8 a)
C(2)–C(3) 1.431(1) C(2)–C(3)–H 121.4(17)
C(3)–H 1.126(12) C(2)–C(3)=N 125.2(2)
C(3)=N 1.293(2) C(3)=N–H 108.8(2)
N–H 1.034(2)

Atom as [Å] bs [Å]
H(1) 02.898 00.450
C(1) 01.875 00.180
C(2) 00.704   0.115
C(3)   0.680   0.482
H(2)   1.027   1.527
N   1.669 00.341
H(3)   1.299 01.312

a) Assumed.
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