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Se-(imidazo[1,2-a]pyridin-2-ylmethyl) benzoselenoate (6a) 1H, 13C, Mass Spectra
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WATERS, Q-TOF MICROMASS (LC-MS) SAIF/CIL,PANJAB UNIVERSITY,CHANDIGARH

m/z
60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400

%

0

100
SANJEEV SK-2 14 (0.148) Cm (10:33) TOF MS ES+ 

8.44e3319.9
8436

317.9
4040

315.9
1442

146.0
1019

79.0
713

102.1
327

241.9
373218.2

285

360.2
2710

341.9
2208

321.9
1270

339.9
1071
337.9
405

343.9
363

361.3
596

Se-(imidazo[1,2-a]pyridin-2-ylmethyl) 4-methylbenzoselenoate (6b) 1H, 13C, Mass Spectra
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WATERS, Q-TOF MICROMASS (ESI-MS) SAIF/CIL,PANJAB UNIVERSITY,CHANDIGARH
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Se-(imidazo[1,2-a]pyridin-2-ylmethyl) 4-methoxybenzoselenoate (6c) 1H, 13C, Mass Spectra
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WATERS, Q-TOF MICROMASS (ESI-MS) SAIF/CIL,PANJAB UNIVERSITY,CHANDIGARH
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Se-(imidazo[1,2-a]pyridin-2-ylmethyl) thiophene-2-carboselenoate (6d) 1H, 13C, Mass Spectra



S7

WATERS, Q-TOF MICROMASS (ESI-MS) SAIF/CIL,PANJAB UNIVERSITY,CHANDIGARH
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Se-(imidazo[1,2-a]pyrimidin-2-ylmethyl) benzoselenoate (6e) 1H, 13C, Mass Spectra
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WATERS, Q-TOF MICROMASS (LC-MS) SAIF/CIL,PANJAB UNIVERSITY,CHANDIGARH
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Se-(imidazo[1,2-a]pyrimidin-2-ylmethyl) 4-methylbenzoselenoate (6f) 1H, 13C, Mass Spectra
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WATERS, Q-TOF MICROMASS (LC-MS) SAIF/CIL,PANJAB UNIVERSITY,CHANDIGARH
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Se-(imidazo[1,2-a]pyrimidin-2-ylmethyl) 4-chlorobenzoselenoate (6g) 1H, 13C, Mass Spectra
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WATERS, Q-TOF MICROMASS (ESI-MS) SAIF/CIL,PANJAB UNIVERSITY,CHANDIGARH
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Se-(imidazo[1,2-a]pyrimidin-2-ylmethyl) 4-methoxybenzoselenoate (6h) 1H, 13C, Mass Spectra
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WATERS, Q-TOF MICROMASS (ESI-MS) SAIF/CIL,PANJAB UNIVERSITY,CHANDIGARH
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Se-(imidazo[1,2-a]pyrimidin-2-ylmethyl) thiophene-2-carboselenoate (6i) 1H, 13C, Mass Spectra
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WATERS, Q-TOF MICROMASS (ESI-MS) SAIF/CIL,PANJAB UNIVERSITY,CHANDIGARH
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Bis(imidazo[1,2-a]pyrimidin-2-ylmethyl)selane (8) 1H, 13C, Mass Spectra
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WATERS, Q-TOF MICROMASS (LC-MS) SAIF/CIL,PANJAB UNIVERSITY,CHANDIGARH
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Bis(imidazo[1,2-a]pyrimidin-2-ylmethyl)diselenide (9) 1H and 13C NMR Spectra
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Bis(imidazo[1,2-a]pyrimidin-2-ylmethyl)diselenide (9) and bis((imidazo[1,2-a]pyrimidin-2-ylmethyl)selanyl)mercury (10) 

mass spectrum

WATERS, Q-TOF MICROMASS (ESI-MS) SAIF/CIL,PANJAB UNIVERSITY,CHANDIGARH
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Se-(imidazo[1,2-a]pyridin-2-ylmethyl) benzoselenoate (6a) 77Se NMR

Se-(imidazo[1,2-a]pyrimidin-2-ylmethyl) benzoselenoate (6e) 77Se NMR
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Se-(imidazo[1,2-a]pyridin-2-ylmethyl) benzoselenoate (6a) HRMS

WATERS, Q-TOF MICROMASS (ESI-MS) SAIF/CIL,PANJAB UNIVERSITY,CHANDIGARH
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Se-(imidazo[1,2-a]pyrimidin-2-ylmethyl) benzoselenoate (6e) HRMS

WATERS, Q-TOF MICROMASS (ESI-MS) SAIF/CIL,PANJAB UNIVERSITY,CHANDIGARH
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Table S1 Optimized structures of compounds 6a-i and 8a-b with DFT

Compound Optimized structure

6a

6b

6c

6d

6e

6f

6g
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6h

6i

8

9
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Table S2 Theoretical parameters calculated by DFT studies for compounds 6a-i and 8-9

Compound
Energy 

(a. u.)

Band 

gap (eV)

CH2-Se-C-O 

Bond angle (o)

6a -3162.87 4.23 149.99

6b -3202.18 4.26 150.00

6c -3277.38 4.18 149.99

6d -3483.62 3.53 90.00

6e -3178.92 4.38 150.00

6f -3218.23 4.37 150.00

6g -3638.51 4.32 150.00

6h -3293.43 4.38 150.00

6i -3499.66 3.73 90.00

8 -3268.54 3.57 -

9 -5820.70 3.49 -
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Fig. S1 HOMO-LUMO diagrams of compounds 6a-i and 8-9            
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8

∆E = 3.57 eV

9

∆E = 3.49 eV


