
1155 C3H4N2 Hydrogen cyanide −−−− acetonitrile (1/1) C3v

MW (weakly bound complex) (effective symmetry class)
H3C–C≡N · HC≡N
H3C–C≡N · DC≡N

Species αav [deg] βav [deg] 〈Rcm
2 〉1/2 [Å] r0(N...C) [Å] ks [N m

–1]

CH3C
14N · HC15N 13(1) 5.1364(1) 3.272(2) 9.51

CH3C
15N · HC14N 11.5(5) 5.0848(1) 3.272(2) 9.61

CH3C
14N · DN15N 13(1) 5.0787(2) 3.270(2) 10.2
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