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Fully optimized geometries (B3LYP/6-31G*), total energies (B3LYP/6-31G* and B3LYP/6-311+G**//B3LYP/6-31G*) and ZPE (B3LYP/6-31G*) of compounds 1-6.

Structure of adduct 1

 C     0.000000     0.000000     0.000000

 N     0.000000     0.000000     1.404304

 H     0.876848     0.000000     1.903550

 N    -1.278707     0.473777    -0.336134

 H    -1.440553     0.864034    -1.252461

 C    -1.135413     0.685100     1.874650

 C    -1.912894     0.973299     0.816432

 H    -1.320345     0.808907     2.930609

 H    -2.904284     1.397470     0.773895

 C     0.996900    -0.369019    -0.832838

 H     1.938388    -0.736062    -0.443927

 H     0.863282    -0.338592    -1.906884

Structure of adduct 2
 C     0.000000     0.000000     0.000000

 N     0.000000     0.000000     1.362608

 H     0.854988     0.000000     1.899605

 N    -1.327526    -0.010973    -0.306947

 H    -1.657885    -0.028379    -1.260853

 C    -1.285789    -0.006331     1.888569

 C    -2.129601    -0.013839     0.827350

 H    -1.481225    -0.009909     2.948997

 H    -3.206732    -0.026150     0.778916

Si     1.492450     0.304586    -1.189198

 H     2.393913    -0.662791    -0.431847

 H     0.962537    -0.673826    -2.230373

Structure of adduct 3
 C     0.000000     0.000000     0.000000

 N     0.000000     0.000000     1.398104

 H     0.845809     0.000000     1.943841

 N    -1.347045    -0.149251    -0.308760

 H    -1.658191    -0.209087    -1.264343

 C    -1.293931    -0.195904     1.901842

 C    -2.123835    -0.281200     0.841740

 H    -1.498815    -0.230523     2.959980

 H    -3.194137    -0.406013     0.799704

 N     0.934096     0.105273    -0.879048

 H     1.845195     0.212694    -0.433800

Structure of adduct 4
 C     0.000000     0.000000     0.000000

 N     0.000000     0.000000     1.376700

 H     0.851272     0.000000     1.915576

 N    -1.342576     0.001570    -0.310324

 H    -1.679384     0.002557    -1.260537

 C    -1.295085     0.002430     1.892596

 C    -2.135487     0.003095     0.833858

 H    -1.493183     0.002312     2.952448

 H    -3.212637     0.005533     0.787090

 P     1.326325    -0.001333    -1.162235

 H     2.316013    -0.002223    -0.127207

Structure of adduct 5
 C     0.000000     0.000000     0.000000

 N     0.000000     0.000000     1.392788

 H     0.858069     0.000000     1.920558

 N    -1.358425     0.001916    -0.307348

 H    -1.683906     0.001693    -1.260705

 C    -1.298901     0.001485     1.902905

 C    -2.142598     0.002314     0.846986

 H    -1.503707     0.000341     2.961691

 H    -3.220472     0.003270     0.813071

 O     0.954817    -0.000888    -0.762909

Structure of adduct 6
 C     0.000000     0.000000     0.000000

 N     0.000000     0.000000     1.373325

 H     0.862145     0.000000     1.897362

 N    -1.337060     0.001046    -0.313592

 H    -1.650361     0.000788    -1.272628

 C    -1.291383     0.001269     1.887979

 C    -2.132985     0.001697     0.826153

 H    -1.492706     0.001242     2.947311

 H    -3.210302     0.002544     0.780286

 S     1.313197    -0.001021    -1.041055

	
	Etot

(B3LYP/6-31G*)
	ZPE

(B3LYP/6-31G*)
	Etot (B3LYP/6-311+G**// B3LYP/6-31G*)

	1
	-265.486782
	0.097713
	-265.575571

	2
	-516.869399
	0.088702
	-516.964643

	3
	-281.552754
	0.086662
	-281.649592

	4
	-568.143769
	0.081574
	-568.243070

	5
	-301.454879
	0.075599
	-301.556787

	6
	-624.419232
	0.074214
	-624.517552


