Supporting Information

Structural Study of some Unsaturated Malononitriles using Mass Spectrometry and

Theoretical Models

Federico M. Garofalo,"* Belén Gastaca,”* Alberto Albesa,* Jorge J.P. Furlong,l’4 Patricia E. Allegretti,l’4 and

. 4%
Juan M. Giussi

" Centro de Estudio de Compuestos Organicos (CEDECOR)

2

? Instituto de Investigaciones Fisicoquimicas Teoricas y Aplicadas (INIFTA), CCT-La Plata
? Facultad de Ciencias Exactas, Universidad Nacional de La Plata (1900), La Plata, Argentina

*imgiussi@quimica.unlp.edu.ar

Chromatogram spectrum of BIM

Abundance, a.u.

0 5 10 15 20 25 30
Time, minutes

Figure S1. Chromatogram Spectrum of BIM.
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Figure S2. Chromatogram Spectrum of FIM and D-FIM.
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Figure S3. Chromatogram Spectrum of FPIM and D-FPIM.
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Figure S4. Chromatogram Spectrum of FBIM and D-FBIM.
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Figure S5. Optimized structure and final structural coordinates of FBIM Nitrile
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Figure S6. Optimized structure and final structural coordinates of FBIM Keto A
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Figure S7. Optimized structure and final structural coordinates of FBIM Keto B
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Figure S8. Optimized structure and final structural coordinates of FPIM Nitrile
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Figure S9. Optimized structure and final structural coordinates of FPIM Keto A
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Figure S10. Optimized structure and final structural coordinates of FPIM Keto B




el el BEN I )W W) Wie N Wi Slo)Jlo)Jlo)Slo)NNe )

-2.683751000
-2.904654000
-2.116938000
-1.114307000
-0.900306000
-1.672515000
-3.530411000
-3.001420000
-1.595266000
-3.833020000
-5.014387000
-0.471490000
-4.493974000
-3.674244000
-2.286821000
-0.505739000
-0.129521000
-1.502395000
-5.249381000
-5.565778000
-5.371682000

0.404518000
-0.495298000
-1.633177000
-1.908320000
-1.035455000

0.114629000

1.610655000

2.841617000

3.105971000

3.993746000

1.428571000

3.366994000

4.929618000
-0.292369000
-2.305268000
-2.799451000
-1.247353000

0.779007000

1.016210000

2.359508000

0.701645000

1.545544000
0.489036000
0.350970000
1.280279000
2.345487000
2.475164000
1.686645000
1.953269000
2.026634000
2.139286000
1.538016000
2.091111000
2.291174000
-0.246188000
-0.482504000
1.175695000
3.077518000
3.313075000
0.552280000
1.660424000
2.274085000

Figure S11. Optimized structure and final structural coordinates of FIM Nitrile
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Optimized structure and final structural coordinates of FIM Keto




Figure S13. Optimized structure and final structural coordinates of BIM




