
1250 C3H6F2 2,2-Difluoropropane C2v

ED, MW H3C−CF2−CH3

ra Å a) θα deg a)
C−H 1.102(4) C−C−C 115.3(4)
C−F 1.370(2) F−C−F 106.2(4)
C−C 1.512(3) H−C−H 108.0(12)

tilt (CH3) 
b)     2.9(21)

Local C3v symmetry was assumed for the CH3

groups.
The nozzle was at room temperature.

a) Three times the estimated standard errors.
b) The CH3 group is tilted toward the CF2 group.

Mack, H.-G., Dakkouri, M., Oberhammer, H.: J. Phys. Chem. 95 (1991) 3136.

MW
r0 Å θ0 deg
C–C 1.517(1) C–C–C 115.5(1)
C–F 1.370(1) C–C–F 108.7(1)
C–H 1.087(7) F–C–F 106.1(1)
C...C 2.567 C–C–H 109.4(4)

rs Å θs deg
C–H(s) 1.100(7) H(s)–C–H(a) 109.6(3)
C–H(a) 1.092(7) H(a)–C–H(a) 109.7(7)
C...C 2.561

Atom as [Å] bs [Å] cs [Å]
H(s) 2.1300 0.1795   0.00
H(a) 1.3214 1.5053 ±0.8931
C(1) 1.2805 0.8779   0.00

a) Fixed.
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