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Table S1. Crystal Data for New Compounds

5a.1-
mol formula C;3;HyMoNO;PRe
mol wt 924.82
cryst syst triclinic
space group P-1
radiation (4, A) 1.54184
a, A 8.9166(2)
b, A 12.7525(4)
¢, A 17.1297(5)
a, deg 75.851(3)
P, deg 82.477(2)
7, deg 87.540(2)
v, A3 1872.33(9)
Z 2
caled density, g cm™ 1.640
absorp coeff, mm™ 9.756
153(4)

temperature, K
3.5700/ 69.4730

Orange (deg)
. -10, 10; -15, 15
index ranges (A, k, [) -18,20
18192

no. of reflns collected

no. of indep reflns (Rint) 6940(0.0548)

reflns with 7> 2o(]) 6250
R indexes R, =0.0428
[data with 1> 26(1)] WwR,=0.1131°
. R, =0.0467
R indexes (all data)” lez =0.1173"
GOF 1.035
no. of restraints/params 0/419
Ap(max., min.), eA~ 1.736 / -1.225
2283058

CCDC deposition no

¢R= 2”Fo| - |Fc|| / 2]Fo|. wR = [2W(|F0|2 - |Fc|2)2/2W|F0|2]1/2. w = 1/[0'2(F02) + (aP)Z + bP] where P = (F02 +
2FA)/3.2a=0.0746, b = 0.9740.
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Figure S1. IR spectrum of compound 2a.1 in dichloromethane solution.
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Figure S2. *'P{'H} NMR spectrum of compound 2a.1 (CD2Cl).
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Figure S3. '"H NMR spectrum of compound 2a.1 (CD>Cl).
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Figure S4. 3C{'H} NMR spectrum of compound 2a.1 (CD2Cl).
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Figure SS. IR spectrum of compound 2a.2 in dichloromethane solution.
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Figure S6.*'P{'H} NMR spectrum of compound 2a.2 (CD2CL).
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Figure S7. 'H NMR spectrum of compound 2a.2 (CD,Cl).
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Figure S8. >*C{'H} NMR spectrum of compound 2a.2 (CD2Cl).
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Figure S9. IR spectrum of compound 3a.1 in dichloromethane solution.
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Figure S10. *'P{'H} NMR spectrum of compound 3a.1 (CD2Cl).
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Figure S11. '"H NMR spectrum of compound 3a.1 (CD2Cl).
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Figure S12. *C{'H} NMR spectrum of compound 3a.1 (CD-Cl).
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Figure S13. IR spectrum of compound 3a.2 in dichloromethane solution.
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Figure S14. *'P{'H} NMR spectrum of compound 3a.2 (CD2Cl).
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Figure S15. 'H NMR spectrum of compound 3a.2 (CD2Cl).
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Figure S16. *C{'H} NMR spectrum of compound 3a.2 (CD-CL).
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Figure S17. IR spectrum of compound 3b.1 in dichloromethane solution.
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Figure S18.*'P{'H} NMR spectrum of compound 3b.1 (CD,CL).
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Figure S19. 'H NMR spectrum of compound 3b.1 (CD2Cl,).
EE 5 EREL 23 H8g T @ ©onm
=} A o o ui G e o ol i b Q a0y
H A 988 s e jalfalln & A fRAR
[P N AN I \ Y
I
| |
B (d) C(d)
250.73 168.64
3(12.25) 1(65.93)
.
| i o L | ,
" i
A 8
: = T T T : : T —m— - - T T . - - T T T - - - -
260 250 240 230 220 210 190 180 170 160 150 140 130 120 110 100 a0 80 70 60 50 40 30 20 10 0
f1 (ppm)

Figure S20. *C{'H} NMR spectrum of compound 3b.1 (CD,Cl).
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Figure S21. IR spectrum of compound 4a.1 in dichloromethane solution.
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Figure S22.3'P{'H} NMR spectrum of compound 4a.1 (CD2ClL).
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Figure S24. *C{'H} NMR spectrum of compound 4a.1 (CD-CL).
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Figure S25. IR spectrum of compound 5a.1 in dichloromethane solution.
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Figure S26. *'P{'H} NMR spectrum of compound 5a.1 (CD2Cl).
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Figure S27. 'H NMR spectrum of compound 5a.1 (CD2Cl).
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Figure S28. 3C{'H} NMR spectrum of compound 5a.1 (CD,CL).
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Figure S29. IR spectrum of compound 5a.2 in dichloromethane solution.

—486.99

1 1 O 0 0 e 0 MO

800 780 760 740 720 700 680 660 640 620 600 580 560 540 520 500 480 460 440 420 400 380 360 340 320 300 280 260 240 220 200
f1 (ppm)

Figure S30. *'P{'H} NMR spectrum of compound 5a.2 (CD2Cl).
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Figure S33. IR spectrum of compound 6a.1 in dichloromethane solution.
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Figure S34. *'P{'H} NMR spectrum of compound 6a.1 (CD2Cl).
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Figure S35. 'H NMR spectrum of compound 6a.1 (CD2Cly).
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Figure S36. *C{'H} NMR spectrum of compound 6a.1 (CD-Cl).
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Figure S37. IR spectrum of compound 7a.3 in dichloromethane solution.
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Figure S38. 3'P{'H} NMR spectrum of compound 7a.3 (CD2ClL).
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Figure S40. *C{'H} NMR spectrum of compound 7a.3 (CD-CL).
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Figure S41. *'P{'H} NMR spectrum of compound 7a.4 (toluene-ds).
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Figure S43. *C{'H} NMR spectrum of crude compound 7a.4 (toluene-ds).
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Figure S44. IR spectrum of compound 7a.5 in dichloromethane solution.
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Figure S45.3'P{'H} NMR spectrum of compound 7a.5 (CD2Cl).
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Figure S46. 'H NMR spectrum of compound 7a.5 (CD2Cly).
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Figure S47. *C{'H} NMR spectrum of compound 7a.5 (CD2CL).
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Figure S48. IR spectrum of compound 8b.1 in dichloromethane solution.
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Figure S49. *'P{'H} NMR spectrum of compound 8b.1 (CD.CL).
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Figure S51. *C{'H} NMR spectrum of compound 8b.1 (CD,Cl).
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