
1048 C3H2 1,2-Propadienylidene C2v

MW H2C=C=C:
r0 Å θ0 deg
C(1)–H 1.098(7) H–C–H 118.8(5)
C(1)=C(2) 1.324(3)
C(2)=C(3) 1.291(3)

rs Å θ0 deg
C(1)–H 1.084(4) H–C–H 117.7(2)
C(1)=C(2) 1.326(3)
C(2)=C(3) 1.287(3)

re 
a) Å θe 

a) deg
C(1)–H 1.083(1) H–C–H 117.6(2)
C(1)=C(2) 1.3283(5)
C(2)=C(3) 1.291(1)

a) Ab initio calculated vibration-rotation constants were combined with the experimental
    rotational constants to derive the re structure.
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