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General information:  

The reactions were carried out in anhydrous solvents under argon atmosphere in oven-

dried glassware. All anhydrous solvents were distilled prior to use. Commercial reagents 

were used without any purification. Column chromatography was carried out by using silica 

gel (60−120, 100−200, 230−400 mesh). 1H and 13C NMR chemical shifts are reported 

relative to chloroform-d (δ = 7.27) or TMS, and coupling constants (J) are reported in hertz 

(Hz). The following abbreviations have been used to designate signal multiplicity: s = singlet, 

d = doublet, t = triplet, q = quartet, quin = quintet, sxt = sextet, sept = septet, m = multiplet, b 

= broad. High-resolution mass spectra (HRMS) were recorded on a Q Exactive Hybrid 

Quadrupole Orbitrap mass spectrometer, where the mass analyzer used for analysis is 

orbitrap & some compounds on electrospray ionization time-of-flight (ESI-TOF). Infra-red 

(IR) spectra were measured in cm-1 using FT–IR spectrophotometer. All o-azidoacetylenic ketones1-3 & anthranil4 substrates were prepared by the known literature procedures. 

 

Crystallographic data for the structural analysis of compound 7 

Good quality single crystals were hand-picked under polarized optical microscopy and then 

mounted in the diffractometer. The data collection was done at 100-150 K. X-ray intensity 

data measurements of 7 was carried out on a Bruker SMART APEX II CCD diffractometer 

with graphite-monochromatized (MoKα= 0.71073 Å) radiation. The X-ray generator was 

operated at 50 kV and 30 mA. A preliminary set of cell constants and an orientation matrix 

were calculated from three sets of 36 frames. Data were collected with ω scan width of 0.5° at 

different settings of ϕ and 2θ keeping the sample-to-detector distance fixed at 5.00 cm. The X-

ray data collection was monitored by APEX2 program (Bruker, 2006).5 All the data were 

corrected for Lorentzian, polarization, and absorption effects using SAINT and SADABS 

programs (Bruker, 2006). SHELX-97 was used for structure solution and full matrix least-

squares refinement on F2.6 All the hydrogen atoms were placed in geometrically idealized 

position and constrained to ride on their parent atoms. An ORTEPIII view of 7 was drawn 

with 50% probability displacement ellipsoids and H atoms omitted for clarity.7 
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Main-Substrate #613 RT: 2.73 AV: 1 NL: 3.32E8
T: FTMS + p ESI Full ms [100.0000-1500.0000]
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SVH-766 #835 RT: 3.72 AV: 1 NL: 1.58E7
T: FTMS + p ESI Full ms [100.0000-1500.0000]
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SVH-763 #757 RT: 3.37 AV: 1 NL: 1.64E8
T: FTMS + p ESI Full ms [100.0000-1500.0000]
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SH-710 #492 RT: 2.65 AV: 1 NL: 2.81E7
T: FTMS + p ESI Full ms [100.0000-1500.0000]
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SVH-680 #796 RT: 3.55 AV: 1 NL: 1.01E8
T: FTMS + p ESI Full ms [100.0000-1500.0000]
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SH-608 #494 RT: 2.63 AV: 1 NL: 2.72E7
T: FTMS + p ESI Full ms [100.0000-1500.0000]
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SH-609 #477 RT: 2.52 AV: 1 NL: 4.20E7
T: FTMS + p ESI Full ms [100.0000-1500.0000]
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SH-605 #454 RT: 2.41 AV: 1 NL: 2.18E7
T: FTMS + p ESI Full ms [100.0000-1500.0000]
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SVH-774 #602 RT: 2.68 AV: 1 NL: 2.49E8
T: FTMS + p ESI Full ms [100.0000-1500.0000]
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SVH-665 #704 RT: 3.14 AV: 1 NL: 2.69E8
T: FTMS + p ESI Full ms [100.0000-1500.0000]
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SVH-842 #399 RT: 1.78 AV: 1 NL: 8.00E7
T: FTMS + p ESI Full ms [100.0000-1500.0000]
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SH-610 #483 RT: 2.56 AV: 1 NL: 5.76E7
T: FTMS + p ESI Full ms [100.0000-1500.0000]
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SH-607 #264 RT: 1.40 AV: 1 NL: 9.75E7
T: FTMS + p ESI Full ms [100.0000-1500.0000]
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SH-618 #377 RT: 1.99 AV: 1 NL: 5.54E7
T: FTMS + p ESI Full ms [100.0000-1500.0000]
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SH-634 #489 RT: 2.63 AV: 1 NL: 3.15E8
T: FTMS + p ESI Full ms [100.0000-1500.0000]
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SH-653 #438 RT: 2.35 AV: 1 NL: 2.04E7
T: FTMS + p ESI Full ms [100.0000-1500.0000]
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SH-614 #483 RT: 2.56 AV: 1 NL: 1.87E7
T: FTMS + p ESI Full ms [100.0000-1500.0000]
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SH-613 #477 RT: 2.53 AV: 1 NL: 2.51E7
T: FTMS + p ESI Full ms [100.0000-1500.0000]
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SH-615 #473 RT: 2.50 AV: 1 NL: 4.46E7
T: FTMS + p ESI Full ms [100.0000-1500.0000]
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SH-624 #368 RT: 1.98 AV: 1 NL: 4.05E6
T: FTMS + p ESI Full ms [100.0000-1500.0000]
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SH-616 #473 RT: 2.51 AV: 1 NL: 2.46E7
T: FTMS + p ESI Full ms [100.0000-1500.0000]
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TRIMETHOXY #356 RT: 1.62 AV: 1 NL: 2.11E7
T: FTMS + p ESI Full ms [100.0000-1500.0000]
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635 #1091 RT: 4.95 AV: 1 NL: 4.86E5
T: FTMS + p ESI Full ms [100.0000-1500.0000]
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SH-636 #660 RT: 3.55 AV: 1 NL: 2.06E7
T: FTMS + p ESI Full ms [100.0000-1500.0000]
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SH-639 #698 RT: 3.75 AV: 1 NL: 4.80E7
T: FTMS + p ESI Full ms [100.0000-1500.0000]
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SVH-764 #726 RT: 3.23 AV: 1 NL: 3.12E8
T: FTMS + p ESI Full ms [100.0000-1500.0000]
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SH-660 #364 RT: 1.96 AV: 1 NL: 4.30E8
T: FTMS + p ESI Full ms [100.0000-1500.0000]
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SVH-661 #904 RT: 4.03 AV: 1 NL: 5.87E7
T: FTMS + p ESI Full ms [100.0000-1500.0000]
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652 #574 RT: 2.60 AV: 1 NL: 2.55E7
T: FTMS + p ESI Full ms [100.0000-1500.0000]
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SH-685 #394 RT: 2.11 AV: 1 NL: 1.31E8
T: FTMS + p ESI Full ms [100.0000-1500.0000]
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SH-684 #334 RT: 1.79 AV: 1 NL: 1.40E8
T: FTMS + p ESI Full ms [100.0000-1500.0000]
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SH-701 #268 RT: 1.44 AV: 1 NL: 1.46E8
T: FTMS + p ESI Full ms [100.0000-1500.0000]
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SVH-840 #530 RT: 2.86 AV: 1 NL: 1.87E7
T: FTMS + p ESI Full ms [100.0000-1500.0000]
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S 139
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IISER PUNE

50 300 350 400 450 700

%

0

100

NK 1
NK 1 87 (1.599) AM2 (Ar,20000.0,556.28,0.00,LS 3); Sm (SG, 3x1.00) 1: TOF MS ES+

4.44e6324.1387

38.6296

! !
113.9630 139.9864 208.0741 233.0834

100 150 200 250

!
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327.1471
!

413.2754

!
439.2185

732.6973 781.8167 m/z
750 800

!
522.9557 571.1420 641.8544

500 550 600 650

CALCULATED MASS 
(M+H)+ 324.1388
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S 144
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IISER PUNENK 2
NK 2 105 (1.926) AM2 (Ar,20000.0,556.28,0.00,LS 3); Sm (SG, 3x1.00)

m/z
50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800

%

0

100
1: TOF MS ES+

1.04e4400.1712

139.9860

!
113.9610!
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204.1381 !
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CALCULATED MASS 
(M+H)+ 400.1701

11


