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Table 1: "N y,, (MHz) in Imines. (References are given below.)

Methanimine CH,=NH -4.4576(57)
Difluoromethanimine CF,=NH -3.184(139)
Perfluoromethanimine CFy=NF -4.738(104)
d-N-methylmethanimine CD,=NCDj -4.91(19)
trans-Ethanimine t-(CH3)C(H)=NH -4.273(11
cis-Ethanimine c-(CH;3)C(H)=NH -4.099

trans-syn-Propenimine  t-s-(CHy)=C(H)C(H)=NH -4.311

Ketenimine CH,=C=NH -2.866

(14
(13
trans-anti-Propenimine  t-a-(CHy)=C(H)C(H)=NH -4.134(17
(18
Hexafluoroacetone imine (CF3),C=NH -4.672(16




Table 2: N NQCC tensors (MHz).

CH,=NH CF,=NH CFy=NF CDy=NCD3
Xaa -0.9148(12) 0.968(5) 4.645(5) 1.28(37)
Xt 12.6665(6) 12.482(5) -3.178(14) -4.87(19)
Xee 3.5813(6) 1.514(3) -1.467(14) 3.59(18)
|| 2.519(6)" 1707(198)"  3.826(148)¢ 0.509(98)¢
X 0.8763(57) 1.670(139) 6.205(104) 1.32(37)
Xyy 3.5813(6) 1.514(3) -1.467(14) 3.59(18)
o 4.4576(57) -3.184(139) ~4.738(104) 4.91(19)
n 0.6068(15) -0.049(44) -1.619(42) 0.46(8)

@ Ab initio value. The estimated uncertainty
difference between calculated and experimental
http://nqce.webailey.net /CH2NH. html

b Ab initio value. The estimated uncertainty
difference between calculated and experimental
http://nqce.webailey.net/ CF2NH.html

¢ Ab initio value. The estimated uncertainty
difference between calculated and experimental
http://nqce.webailey.net /CF2NF . html

¢ Ab initio value. The estimated uncertainty
difference between calculated and experimental
http://nqce.webailey.net/CH3NCH2.html

is 2x the root mean square

diagonal components.
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is 2x the root mean square

diagonal components.

See

is 2x the root mean square

diagonal components.
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is 2x the root mean square

diagonal components.

See



Table 3: N NQCC tensors (MHz).

t-Ethanimine c-Ethanimine Propenimine Propenimine
trans-syn trans-anti
Xaa -3.6066(13) 0.9980(22) -2.9938(22) 0.7414(11)
Xbb 0.5488(33) -4.0524(22) -0.1636(54) -3.8461(11)
Xee 3.0578(33) 3.0544(31) 3.1574(54) 3.1047(16)
| Xab| 1.792(16)° 0.489(72)° 2.337(16)° 1.185(38)¢
Xaz 1.215(11) 1.045(14) 1.153(14) 1.029(17)
Xyy 3.0578(33) 3.0544(31) 3.1574(54) 3.1047(16)
Xzz -4.273(11) -4.099(14) -4.311(14) -4.134(17)
n 0.4313(29) 0.4902(38) 0.4649(38) 0.5020(48)

@ Ab initio value.
difference

between calculated and

The estimated uncertainty
experimental

http://nqce.webailey.net /tEthanimine.html

b Ab initio value.
difference

The estimated uncertainty
between calculated and

http://nqce.webailey.net /cEthanimine.html

¢ Ab initio value.
difference

between calculated and

The estimated uncertainty
experimental

http://ngce.webailey.net /TSPropenimine.html

d Ab initio value.
difference

between calculated and

The estimated uncertainty
experimental

http://nqcc.webailey.net /TAPropenimine.html

experimental

is 2x the root mean square
diagonal components. See

is 2x the root mean square
diagonal components. See

is 2x the root mean square
diagonal components. See

is 2x the root mean square
diagonal components. See



Table 4: N NQCC tensors (MHz).

Ketenimine Hexafluoroacetone
imine
Xaa 0.030(46) ~3.050(17)
Xbb 1.523(40) —1.008(22)
e -1.553(61) 4.058(14)
Xab 2.431(10)°
Xac 1.950(190)° -0.238(10)"
Xbe 0.074(10)b
Xaa 1.343(180) 0.606(18)
Xyy 1.523(40) 4.066(14)
Xzz —2.866(182) —4.672(16)
n 0.063(64) 0.7405(56)
@ Ab initio value. The estimated uncertainty is 2x the root mean square

http://nqce.webailey.net /H2CCNH. html
b Ab initio value. The estimated uncertainty
difference between calculated and experimental
http://nqce.webailey.net /CF32CNH. html

between calculated and experimental diagonal

components.

See

is 2x the root mean square

diagonal

components.

See



References

Methanimine L.Dore, L.Bizzocchi, C. Delgi Esposti, and J. Gauss,
J.Mol.Spectrosc. 263,44(2010).
Difluoromethgnimine K.Moller, M.Winnewisser, G.Pawelke, and H.Biirger,

J.Mol.Struct. 190,343(1988).
Perfluoromethanimine D.Christen, J.Mol.Struct. 79,221(1982).
d-N-Methylmethanimine J.Demaison, J.Burie, J.M.Denis, and B.P.Van Eijck,
J.Mol.Spectrosc. 107,250(1984).

Ethanimine H.Krause and D.H.Sutter, Z.Naturforsch. 46a,785(1991).
Propenimine ibid.
Ketenimine M.Rodler, R.D.Brown, P.D.Godfrey, and B.Kleibomer,

J.Mol.Spectrosc. 118,267(1986).

Hexafluoroacetone imine G.S.Grubbs II, C.T.Dewberry, B.E.Long, W.C.Pringle, and
S.A.Cooke, Abstract WH14, 66th International Symposium
on Molecular Spectroscopy, Ohio State University, 2011.



