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Fig S1: 'H NMR of 3-(2, 2-dimethyl-2H-chromen-4-yl)-2-phenylimidazo-[1,2-a]pyridine (16a)
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Fig S2: 3C NMR of 3-(2, 2-dimethyl-2H-chromen-4-yl)-2-phenylimidazo-[1,2-a]pyridine (16a)
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CAIF HRMS FACILITY
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|

|

|

|

! RMNM-25 49 (0.926) AM2 (Ar,22000.0,5656.28,0.00,LS 10); ABS 1: TOF MS ES+

|

| 353.1616 2.52e7

| 100+

: Elemental Composition Report

| Single Mass Analysis

| q [Tolerance = 50.0 PPM / DBE: min =-1.5, max = 50.0

| Element prediction: Off

| MNumber of isotope peaks used for i-FIT = 3

‘ Monoisotopic Mass, Even Electron lons

: | 2 formula(e) evaluated with 1 results within limits (up to 50 closest results for each
mass)

| Elements Used:

| C:10-24 H:1-21 N:0-2 0O:0-1

| Minimum: 15

| Maxdmum: 50 50.0 50.0

| 4 Mass Calc. Mass mbDa PPM DBE HFIT Norm  Confi(%)
Formula

I 353 1616 3531654 -38 -108 155 7541 nia nia Cc24

| H21 M2 O

|

I ]

|

|

|

|

| -

|

|

|

| 4

|

|

|

: | 3541653
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Fig S3: HR-MS of 3-(2, 2-dimethyl-2H-chromen-4-yl)-2-phenylimidazo-[1,2-a]pyridine (16a)
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Fig S4: '"H NMR of 3-(2, 2-dimethyl-2H-chromen-4-yl)-7-methyl-2-phenylimidazo-[1,2-a]pyridine (16b)
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RNM-31 43 (D.813) AM2 (Ar,22000.0,556 28,0.00,LS 10); ABS

IISER BERHAMPUR
CAIF HRMS FACILITY
XEVO-G2XSQTOFEYFA1829

1: TOF MS ES+

100+ 367.1781 2.38e7

Elemental Composition Report

1 [Single Mass Analysis
[Tolerance = 50.0 PPM [/ DBE: min =-1.5, max = 50.0
Element prediction: Off
flumber of isotope peaks used for i-FIT =3

3 pMonoisctopic Mass, Even Electron lons
¥ formulale) evaluated with 1 results within limits (up to 50 closest results for each mass)
Elements Used:
IC:10-25 H:10-23 N:0-2 O:0-1 Na: 01
pinimum: -1.5
paximum: 50 50.0 50.0

1 Mass Calc. Mass mDa PPM DEE i-FIT Norm  Conf{%)
Formula
PBE7.1781 367.1810 -29 79 155 7174 nfa n‘a C25 H23
N2 O

=
368.1822
353.1622
127.9588 301 .I1364 B0TEE
(0] T |....' L T T .|..u..l|....|....|....|....|....|..'..”l....|....|....|....|....|....|....|....|....|....|....|....|....|....|....|....|....,....l....|....|........,.rn,fz
50 100 150 200 250 300 350 400 450 500 550 600 650 J00 750 800 850 900 950 1000

Fig S6: HR-MS of 3-(2, 2-dimethyl-2H-chromen-4-yl)-7-methyl-2-phenylimidazo-[1,2-apyridine (16b)
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Fig S7: '"H NMR of 3-(2, 2-dimethyl-2H-chromen-4-yl)-6-methyl-2-phenylimidazo-[1,2-a]pyridine (16¢)
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Fig S8: 13C NMR of 3-(2,

2-dimethyl-2H-chromen-4-yl)-6-methyl-2-phenylimidazo-[1,2-a]pyridine (16¢)
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CAIF HRMS FACILITY
XEVO-G2ZXSQTOF#YFA1829

|
|
|
|
|
|
|
| |
: RMNM-30 61 (1.140) AMZ2 (Ar,22000.0,556.28,0.00,LS 10); ABS 1: TOF MS ES+ |
3671790 2 63e7 |
| 100+ |
|
| |
: Elemental Composition Report |
|
‘ 1 Single Mass Analysis |
I [Tolerance = 50.0 PPM / DBE: min =-1.5, max = 50.0 |
| Element prediction: Off |
| Number of isotope peaks used for i-FIT = 3 |
|
| E Moncisotopic Mass, Even Electron lons I
| |4 formulafe) evaluated with 1 results within limits {up to 50 closest results for each |
mass) |
! Elements Used: |
‘ C-10-25% H-10-23 MN:02 O:0-1 Na: 01 |
‘ ] Minimum: -15 |
| Maximum: 50 500 500 |
| Mass Calc. Mass mDa PPM DBE i-FIT Morm  Confi{%) |
| Formula
| 3671790 3671810 -2.0 -5.4 15.5 FI9E6 nfa nfa c25 I
| H23 N2 O |
J |
|
|
|
|
|
| |
: == |
|
|
| |
| 368.1829 ( |
E |
|
|
|
|
|
|
|
|
|
1 |
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|
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Fig S9: HR-MS of 3-(2, 2-dimethyl-2H-chromen-4-yl)-6-methyl-2-phenylimidazo-[1,2-a]pyridine (16¢)
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Fig S10: '"H NMR of 2-(4-Chlorophenyl)-3-(2,2-dimethyl-2H-Chromen-4-yl)-imidazo[1,2-a]pyridine (16d)
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IISER BERHAMPUR

CAIF HRMS FACILITY

XEVO-G2ZXSQTOFEYFA1829

RNM-9 16 (0.310) AM2 (Ar,22000.0,556.28,0.00,LS 10)

1: TOF MS ES+

387.1292
100+ 2 T70e7

Elemental Composition Report

il ISingle Mass Analysis
[Tolerance = 20.0 PPM [/ DBE: min = -1.5, max = 50.0 _N
Element prediction: Off
Number of isotope peaks used for i-FIT =3 N /

1 Monoisotopic Mass, Even Electron lons
142 formulaie) evaluated with 3 results within limits (up to 50 closest results for C|
leach mass)
Elements Used: AN
IC:23-25 H:18-22 N: 04 0O:0-7 CIl01 \

| Minimum: -1.5 oY
Maximum: 50 20.0 50.0
Mass Calc. Mass mDa PPM DBE HFIT Norm Confi{%6) O
Formula
287 1292 387.1264 28 T 155 6896 0.000 100.00
IC24 H20 N2 O Cl

q 3871345 5.3 -137 155 Y007 11.087 0.00 C23 H19
N2 O4

3871232 6.0 155 155 7007 11.084 0.00 C24 H19
|05
2| 389.1254
390.1275
[ AN
o, T T T T T T T |....|....|.!..|....|....|...'.|....|....|. T T T T Mz
260 270 280 290 300 310 320 330 340 350 260 370 380 290 400 420 430 440

Fig S12: HR-MS of 2-(4-Chlorophenyl)-3-(2,2-dimethyl-2H-Chromen-4-yl)-imidazo[ 1,2-apyridine (16d)
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 Fig S13: 'H NMR of 2-(4-chlorophenyl)-3-(2, 2-dimethyl-2H-chromen-4-yl)-7-methylimidazo-[ 1, 2-apyridine (16¢)
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BGBP IISER BERHAMPUR 07-Aug-202313:07:12
CAIF HRMS FACILITY
XEVO-G2XSQTOF#YFA1829

RMNM-08 59 (1.106) AM2 (Ar,22000.0,556.28,0.00,LS 10); ABS 1. TOF MS ES+
401.1390 2 56e7
100+
Elemental Composition Report
1 ISingle Mass Analysis
[Tolerance = 10.0 PPM [/ DBE: min =-1.5, max = 50.0
Element prediction: Off
FMumber of isotope peaks used fori-FIT=3
4 Monoisotopic Mass, Even Electron lons
|87 formula(e) evaluated with 1 results within limits {up to 50 closest results for each
mass)
Elements Used:
IC:1025 H:1-22 N:02 O:01 C:01 Ru:01 1102
) finimum: -1.5
Maximum: 50 10.0 50.0
fMass Calc. Mass mDa PPM DBE -FIT Nomm Conf{%)
Formula
401.1390 401.1421 -31 7.7 155 6635 nfa na Cc25
] H22 N2 O CI
Exa
403.1374
] |404.1395
301.1353 507.1951
0 ""I':"I""III"'I'I'"'I""I""I""Ill'l"'I""I""I""I""II"I'I'I."'ll'"'I'"'I""I""I""I""I""I""I'"'I""I""I""I""I""I""I""I'"'I""I'"'I""I""I""I""I mfz
50 100 150 200 250 300 350 400 450 500 550 600 650 T00 750 800 850 900 950 1000

Fig S15: HR-MS of 2-(4-chlorophenyl)-3-(2,2-dimethyl-2H-chromen-4-yl)-7-methylimidazo-[ 1,2-a]pyridine (16e)
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Fig S16: '"H NMR of 2-(4-chlorophenyl)-3-(2, 2-dimethyl-2 H-chromen-4-yl)-6-methylimidazo-[ 1,2-a]pyridine (16f)

!LX : parts per Million : Proton
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Fig S17: 3C NMR of 2-(4-chlorophenyl)-3-(2,2-dimethyl-2 H-chromen-4-yl)-6-methylimidazo-[ 1,2-a]pyridine (16f)
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BBP IISER BERHAMPUR 07-Aug-202313:02:28
CAIF HRMS FACILITY
AXEVO-G2XSQTOFEYFA1829

|

|

|

|

|

: RNM-02 81 (1.513) AMZ2 (Ar,22000.0,556.28,0.00,LS 10); ABS 1: TOF MS ES+

401.1419 2.79e7

I 100+

|

| Elemental Composition Report

‘ Single Mass Analysis

I Tolerance = 10.0 PPM / DBE: min =-1.5, max = 50.0

| 1 Element prediction: Off

| MNumber of isotope peaks used for i-FIT =3

: Monoisotopic Mass, Even Electron lons

| 37 formulale) evaluated with 1 results within limits (up to 50 closest results for each
] mass)

I Elements Used:

| C:10-25 H: 122 MN:0-2 O:01 CI0O1 Ru:01 LE0O-2

|

| Minimum: -1.5

| Maximum: 50 10.0 50.0
1 Mass Calc. Mass mDa FPM DBE i-FIT Norm Confi%)

‘ Formula

| 401.1419 401.1421 0.2 0.5 155 T11.6 nfa nfa C25 H22

| N2 O CI

|

| -

|

|

|

|

| =

: 403.1402

|

|

| ]

|

|

|

| J

|

|

|

|

| ]

|

|

|

| 404.1424

| ]

|

: 301.1375

| . 1 | L

| o ToraT |Il T T T T |II T T | T T T T T T T T T T T T T 1 Mz

| 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950 1000

|

Fig S18: HR-MS of 2-(4-chlorophenyl)-3-(2,2-dimethyl-2H-chromen-4-yl)-6-methylimidazo-[1,2-a]pyridine (16f)
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Fig S19: '"H NMR of 2-(4-chlorophenyl)-3-(2, 2, 6-trimethyl-2H-chromen-4-yl)-imidazo-[1,2-a]pyridine (16g)
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Fig S20: 3C NMR of 2-(4-chlorophenyl)-3-(2,2, 6-trimethyl-2H-chromen-4-yl)-imidazo-[1,2-a]pyridine (16g)



RNM-20 114 (2.117) AM2 (Ar,22000.0,556.28,0.00,LS 10); ABS

IISER BERHAMPUR
CAIF HRMS FACILITY
AKEVO-G2XSQTOF#FYFA1829

1: TOF MS ES+

100~ 4011391 4 .07e7
Elemental Composition Report
E [Single Mass Analysis
[Tolerance = 10.0 PPM [/ DBE: min = -1.5, max = 50.0
Element prediction: Off
Mumber of isctope peaks used for i-FIT =3
Monoisotopic Mass, Even Electron lons
T 19 formulaie) evaluated with 1 results within limits (up to 50 closest results for each
mass)
b Elements Used:
ADRIG -10-29 H:-1-30 MN:0-2 O:01 Ch0o1
fMinimum: -1.5
1 Maximum: 50 10.0 50.0
Mass Calc. Mass mDa PPM DBE i-FIT Nom  Conf(%)
Formula
[01.1391 401.1421 -3.0 -7.5 155 680.6 n/a nia C25
H22 N2 O Cl
403.1396
==
| =N
459.2045 N\ N~
1 Cl
X
\\\\
1 O
404.1418
] 460 2067
385.1103
o T T T T T T T T T T T T ll . T T T T T T T T T T T T 1 m/z
50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950 1000

Fig S21: HR-MS of 2-(4-chlorophenyl)-3-(2,2, 6-trimethyl-2H-chromen-4-yl)-imidazo-[1,2-apyridine (16g)
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Fig S22: '"H NMR of 2-(4-chlorophenyl)-7-methyl-3-(2,2, 6-trimethyl-2H-chromen-4-yl)-imidazo-[1,2-a]pyridine (16h)
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Fig S23: 3C NMR of 2-(4-chlorophenyl)-7-methyl-3-(2,2,6-trimethyl-2H-chromen-4-yl)-imidazo-[1,2-a]pyridine (16h)
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BBP IISER BERHAMPUR 07-Aug-202313:50:25
CAIF HRMS FACILITY
XEVO-G2XSQTOF#YFA1829

RNM-21 99 (1.840) AM2 (Ar,22000.0,556.28,0.00,LS 10); ABS 1: TOF MS ES+
415.1551 2.30e7
100+
Elemental Composition Report
[Single Mass Analysis
[Tolerance = 10.0 PPM [/ DBE: min =-1.5, max = 50.0
| Element prediction: Off
Mumber of isotope peaks used for i-FIT =3
Monoisotopic Mass, Even Electron lons
[f formulaie) evaluated with 1 results within limits (up to 50 closest results for each
mass)
1 Elements Used:
IC:10-26 H:1-24 MN:0-2 O:01 CLOA1
Minimum: -1.5
Maximum: 5.0 10.0 50.0
Mass Calc. Mass mDa PPM DBE i-FIT MNorm  Conf{%)
Formula
1 1151551 4151577 -2.6 5.3 155 6899 n/a n/a C26
H24 N2 O Cl
==
1 417.1532
] 1418.1556
495.0652
493 0674
127.9580 301.1351
o ""I'I"I""Ill"'l'l""I""I""I""II""I""I""I""I""I'I'I"I‘" R RS s m/z
50 100 150 200 250 300 350 400 450 500 550 600 650 T00 750 800 850 900 950 1000

Fig S24: HR-MS of 2-(4-chlorophenyl)-7-methyl-3-(2,2, 6-trimethyl-2H-chromen-4-yl)-imidazo-[1,2-a]pyridine (16h)
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Fig S25: '"H NMR of 2-(4-chlorophenyl)-6-methyl-3-(2,2, 6-trimethyl-2H-chromen-4-yl)-imidazo-[1,2-a]pyridine (16i)
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Fig S26: 3C NMR of 2-(4-chlorophenyl)-6-methyl-3-(2,2,6-trimethyl-2H-chromen-4-yl)-imidazo-[1,2-a]pyridine (16i)



BBP IISER BERHAMPUR 07-Aug-202313:55:08
CAIF HRMS FACILITY
XEVO-GZXSQTOFE#YFA1829

|
|
|
|
|
! RNM-22 121 (2.246) AM2 (Ar,22000.0,556.28,0.00,LS 10); ABS 1: TOF MS ES+
|
415.1556 3.36e7

| 100+
| Elemental Composition Report
|
| |Single Mass Analysis
| [Tolerance = 10.0 PPM / DBE: min =-1.5, max = 50.0

4 Element prediction: Off
: Mumber of isotope peaks used for i-FIT =23
| Monoisotopic Mass, Even Eleciron lons
| [7 formulae) evaluated with 1 results within limits {up to 50 closest results for each mass)
| Elements Used:

q c:10-26 H:1-24 N:0-2 O:01 CEO0A1
‘ Minimum: -1.5
I Maximum: 5.0 10.0 50.0
| Mass Calc. Mass mDa PPM DBE i-FIT Nom  Conf(%)
| Formula
| i K15 1556 4151577 -21 51 155 679.7 n/a nfa C26 H24
| N2 O Cl
|
|
|
| ]
|
|
|
| 417.1552
| N
|
|
|
| ]
|
|
|
|
| i
|
|
|
|
| |
|
|
| 418.1574
|
| ]
|
|
|
! 0 T |II T T z T T+ I|L T T T T T T T T T T T T 1 miz
: 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 a00 850 900 950 1000
|

Fig S27: HR-MS of 2-(4-chlorophenyl)-6-methyl-3-(2,2, 6-trimethyl-2H-chromen-4-yl)-imidazo-[1,2-a]pyridine (16i)
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Fig S28: '"H NMR of 3-(2, 2-diethyl-2H-chromen-4-yl)-2-phenylimidazo-[1,2-a]pyridine (16j)
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Fig S29: 3C NMR of 3-(2, 2-diethyl-2H-chromen-4-yl)-2-phenylimidazo-[1,2-a]pyridine (16j)



BBP NSER BERHAMPUR 08-Sep-202317:13:53
CAIF HREMS FACILITY
XEVO-GZ2ZXSQTOF#YFA1829

RMNM-32 81 (1.513) AM2 (Ar,22000.0,556.28,0.00,LS 10); ABS 1: TOF MS ES+
100- 381.1936 2. 90e7
Elemental Composition Report
[Bingle Mass Analysis
[Tolerance = 50.0 PPM / DBE: min =-1.5, max = 50.0
Element prediction: Off
b MNumber of isotope peaks used for i-FIT =3
Monoisotopic Mass, Even Electron lons
i formula(e) evaluated with 1 results within limits (up to 50 closest results for each
mass)
Elements Used:
7 IC:10-26 H: 10-25 N:0-2 O:0-1 Na: 01
Minimum: -1.56
Maximum: 5.0 50.0 50.0
fass Calc. Mass mDa PPM DBE i-FIT  HNom Conf{%)
Formula
4 F81.1936 3811967 -31 81 155 6607 nfa n'a C26
H25 N2 O
=
382.1982
3371303 (383 5017
127 9587 301.1364
0 ""|'"'|'"'|"'"'|""|'"'|""|""|""|""|'"'Ll"I"|l"'l'|'""l""|""|""|""|""|""|""|""|""|""|""|""|""|""|""|""|'"'|""|""|'"'|""|""|""|""|' m/z
50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950 1000

Fig S30: HR-MS of 3-(2, 2-diethyl-2H-chromen-4-yl)-2-phenylimidazo-[1,2-a]pyridine (16j)
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Fig S31: '"H NMR of 3-(2, 2-diethyl-2H-chromen-4-yl)-7-methyl-2-phenylimidazo-[1,2-a]pyridine (16K)
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Fig S32: 3C NMR of 3-(2, 2-diethyl-2H-chromen-4-yl)-7-methyl-2-phenylimidazo-[1,2-a]pyridine (16K)
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I BBP IISER BERHAMPUR 08-Sep-202317:18:39
‘ CAIF HRMS FACILITY
: XEVO-G2ZXSQTOF#YFA1829
| RNM-32 79 (1.467) AM2 (Ar,22000.0,556.28 0.00,LS 10); ABS 1: TOF MS ES+
| 100~ 395.2091 2.23e7
|
|
| Elemental Composition Report
|
| E Single Mass Analysis
| Tolerance = 50.0 PPM / DBE: min =-1.5, max = 50.0
| Element prediction: Off
| Number of isotope peaks used for i-FIT = 3
| MMonoisotopic Mass, Even Electron lons
| ] 4 formulale) evaluated with 1 results within limits (up to 50 closest results for each
| mass)
| Elements Used:
C: 1027 H: 1027 MN:0-2 ©O:01 Na: 01
‘ Minimum: -1.5
I ] Maximum: 5.0 500 500
| Fass Calc. Mass mDa FPPM DBE i-FIT Norm Confi(%)
| [Formula
| 395.2091 3952123 -3.2 8.1 15.5 676.0 nfa nfa C27
| H27 N2 O
| 4
|
|
|
|
| =
|
|
|
|
| |
: 396.2131
|
I 4
|
|
|
|
| ]
|
|
|
|
| |
|
| 301 1355 351.1439  |3g7 2165
| 127 9583
: 0 T T Pty T T T T Ras . ™+ T T T T T T T T T T T T T Z
| 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950 1000
|

Fig S33: HR-MS of 3-(2, 2-diethyl-2H-chromen-4-yl)-7-methyl-2-phenylimidazo-[1,2-a]pyridine (16Kk)
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Fig S34: '"H NMR of 3-(2, 2-diethyl-2H-chromen-4-yl)-6-methyl-2-phenylimidazo-[1,2-a]pyridine (16l)
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Fig S35: 3C NMR of 3-(2, 2-diethyl-2H-chromen-4-yl)-6-methyl-2-phenylimidazo-[1,2-a]pyridine (16])



BBP IISER BERHAMPUR 08-Sep-202317:23:28
CAIF HRMS FACILITY
XEVO-G2XSQTOFEYFA1829

‘ [
‘ [
‘ [
‘ [
: RNM-34 190 (3.505) 1: TOF MS ES+ :
| 100~ 3952101 6.36e6 |
‘ [
‘ [
I [Elemental Composition Report |
|
| q [Single Mass Analysis :
| [Tolerance = 50.0 PPM [/ DBE: min =-1.5, max = 50.0
| Element prediction: Off :
I Monoisotopic Mass, Even Electron lons |
I 1 i formulae) evaluated with 1 results within limits (up to 50 closest results |
| for each mass) |
| Elements Used: |
| IC:10-27 H-10-27 N:0-2 O 01 MNa: 0-1

Minirmurm: 15 I
‘ Mazimum: 50 500 500 [
I R Mass Calc. Mass mDa PPM DBE Formula |
| [395.2101 3952123 22 -5.6 155 C27 H27 N2 O |
‘ [
! [
‘ [
‘ 7 [
‘ [
‘ [
‘ [
|
\ ES :
‘ [
‘ [
‘ [
‘ i [
‘ [
‘ [
‘ [
‘ [
‘ 1 [
‘ [
| 396.2121 |
‘ [
‘ [
‘ 7 [
‘ [
‘ [
! [
‘ [
‘ | [
‘ [
‘ [
‘ [
: o et |IL ry \REEES T l T b T T T T T T T T T T T T T T T T T z ‘
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‘ [

Fig S36: HR-MS of 3-(2, 2-diethyl-2H-chromen-4-yl)-6-methyl-2-phenylimidazo-[1,2-a]pyridine (16l)
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Fig S37: '"H NMR of 2-(4-Chlorophenyl)-3-(2, 2-diethyl-2H-Chromen-4-yl)-imidazo[1,2-a]pyridine (16m)
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Fig S38: 13C NMR of 2-(4-Chlorophenyl)-3-(2,2-diethyl-2H-Chromen-4-yl)-imidazo[ 1,2-a]pyridine (16m)



RNM-11 169 (3.127) AM2 (Ar,22000.0,556.28,0.00,LS 10); ABS

IISER BERHAMPUR
CAIF HRMS FACILITY
XEVO-G2XSQTOF#YFA1829

1: TOF MS ES+

100- 415.1580 9.96e6

Elemenial Composition Report
Single Mass Analysis
[Tolerance = 10.0 PPM / DBE: min =-1.5 max = 50.0

1 Element prediction: Off
Mumber of isotope peaks used for i-FIT =3
Monoisotopic Mass, Even Electron lons
100 formula(e) evaluated with 1 results within limits (up to 50 closest results for each

i mass)
Elements Used:
C:10-26 H:-1-24 N:0-2 O:01 CEO1 Ru:O1 LEO-2
Mimimum: 15
Mandrmum: 50 100 50.0

1 Mass Calc. Mass mbDa PPM DBE -FIT Normm  Conf{%)
Formula
4151580 4151577 0.3 o0r 155 6703 nfa nfa C26
H24 N2 O Cl

==
417.1560
1 301.1371
D 418'1589495_0689
| 247 1233 ll
o |1|u||| T I"‘ll 1 |ll'|‘|| 5 THri T T T T T T T T T 1 miz
50 100 150 200 250 300 350 400 450 500 550 600 650 f00 750 800 850 900 a50 1000

Fig S39: HR-MS of 2-(4-Chlorophenyl)-3-(2,2-diethyl-2H-Chromen-4-yl)-imidazo[ 1,2-a]pyridine (16m)
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Fig S40: '"H NMR of 2-(4-chlorophenyl)-3-(2,2-diethyl-2H-chromen-4-yl)-7-methylimidazo[ 1,2-a]pyridine (16n)
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Fig S41: 3C NMR of 2-(4-chlorophenyl)-3-(2,2-diethyl-2H-chromen-4-yl)-7-methylimidazo[ 1,2-a]pyridine (16n)



BBP NISER BERHAMPUR 07-Aug-202313:26:39
CAIF HRMS FACILITY
XEVO-G2XSQTOF#YFA1829

|
|
|
|
|
‘ RNM-13 131 (2.427) AM2 (Ar,22000.0,556.28,0.00,LS 10), ABS 1: TOF MS ES+
‘ 429 1704 3.21e7
| 100+
| Elemental Composition Report
: ISingle Mass Analysis
| [Tolerance = 10.0 PPM [/ DBE: min =-1.5, max = 50.0

_ Element prediction: Off
: Mumber of isotope peaks used for i-FIT =3
| fMonoisotopic Mass, Even Electron lons
| [7 formulale) evaluated with 1 results within limits {up to 50 closest results for each mass)
| Elements Used:
| 1 IC-10-27 H:1-26 N:0-2 O:01 CI0O-1

Minimum: -1.5

‘ Maximum: 50 100 500
| Mass Calc. Mass mDa FPM DEE i-FIT MNom  Conf{%)
| Formula
| ] 429 1704 429 1734 -3.0 -r.o 15.5 700.3 nfa nia C27 H26 N2 O
| ICl
|
|
|
| ]
|
|
|
|
| = 431.1700
|
|
|
| |
|
|
|
| ]
|
|
|
|
| ]
|
|
: 432 1723
| ]
|
} 385.1078
|
| o T T |Il T L T et T I T T T T T T T T T T 1 m/z
| 50 100 150 200 250 300 350 400 450 500 550 600 650 00 750 800 850 900 o950 1000
|

Fig S42: HRMS of 2-(4-chlorophenyl)-3-(2,2-diethyl-2H-chromen-4-yl)-7-methylimidazo[ 1,2-a/pyridine (16n)
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Fig S43: '"H NMR of 2-(4-chlorophenyl)-3-(2, 2-diethyl-2H-chromen-4-yl)-6-methylimidazo[ 1,2
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Fig S44: 3C NMR of 2-(4-chlorophenyl)-3-(2, 2-diethyl-2H-chromen-4-yl)-6-methylimidazo[ 1,2-a]pyridine (160)



BBP NSER BERHAMPUR 07-Aug-202313:21:55
CAIF HRMS FACILITY
XEVO-GZXSQTOF#YFA1829

RMNM-12 180 (3.324) AM2 (Ar,22000.0,556.28,0.00,LS 10); ABS 1: TOF MS ES+
100- 4291735 241e7

Elemental Composition Report

q Single Mass Analysis

[Tolerance = 10.0 PPM / DBE: min =-1.5, max = 50.0
Element prediction: Off

Mumber of isotope peaks used fori-FIT =3

Monocisotopic Mass, Even Electron lons

113 formulaie) evaluated with 1 results within limits (up to 50 closest results for each
mass)

Elementis Used:

C: 1027 H:1-26 N:0-2 O:01 CE0O1 RuO0O1 1102

] Mimimum: -1.5

Maximum: 50 10.0 50.0

Mass Calc. Mass mbDa PPM DBE i-FIT MNorm  Conf(%)
Formula

14291735 4291734 0.1 0.2 155 6266 nfa nfa C27
H26 N2 O Cl

b

431.1718

i 432.1743

301.1367 385.1097

0 ""I':"I""Ill'"I'I""I""I""I""II""I""I""I""I':"I"I'I'r""l B L B I L S I L L ) B L A LA RS LS LA AR AR wan s Lnns B LA
50 100 150 200 250 300 350 400 450 500 550 600 650 TOO0 750 800 as0 900 950 1000

Fig S45: HR-MS of 2-(4-chlorophenyl)-3-(2, 2-diethyl-2H-chromen-4-yl)-6-methylimidazo[ 1,2-a]pyridine (160)
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Fig S46: '"H NMR of 3-(2, 2-dipropyl-2H-chromen-4-yl)-2-phenylimidazo-[1,2-a]pyridine (16p)
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Fig S48: HR-MS of 3-(2, 2-dipropyl-2H-chromen-4-yl)-2-phenylimidazo-[1,2-a]pyridine (16p)
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Fig S49: '"H NMR of 3-(2,2-dipropyl-2H-chromen-4-yl)-7-methyl-2-phenylimidazo[1,2-a]pyridine (16q)
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Fig S50: 3C NMR of 3-(2,2-dipropyl-2H-chromen-4-yl)-7-methyl-2-phenylimidazo[ 1,2-a]pyridine (16q)



HSB_RNB_38 R 09-Apr-2024
12:11:30

XEVO-G2XSQTOF#NotSet
HSEB 09042024 2 {0.053) Cu {0.05); Is (1.00,1.00) C29H3ITN20 1: TOF MS ES+
1004 423 2437 T.22e12

4242437
1 | | 4252515
0 T T T T l T mfz

,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,

Fig S51: HR-MS of 3-(2,2-dipropyl-2H-chromen-4-yl)-7-methyl-2-phenylimidazo[ 1,2-a]pyridine (16q)
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Fig S52: 'H NMR of 3-(2,2-dipropyl-2H-chromen-4-yl)-6-methyl-2-phenylimidazo-[1,2-a]pyridine (16r)
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Fig S54: HR-MS of 3-(2,2-dipropyl-2H-chromen-4-yl)-6-methyl-2-phenylimidazo-[1,2-a]pyridine (16r)
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Fig S55: '"H NMR of 2-(4-chlorophenyl)-3-(2, 2-dipropyl-2H-chromen-4-yl)-imidazo-[1,2-a]pyridine (16s)
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Fig S56: 3C NMR of 2-(4-chlorophenyl)-3-(2, 2-dipropyl-2H-chromen-4-yl)-imidazo-[1,2-a]pyridine (16s)
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Fig S57: HR-MS of 2-(4-chlorophenyl)-3-(2, 2-dipropyl-2H-chromen-4-yl)-imidazo-[1,2-a]pyridine (16s)
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Fig S60: HR-MS of 2-(4-chlorophenyl)-3-(2,2-dipropyl-2H-chromen-4-yl)-7-methylimidazo[ 1, 2-a]pyridine (16t)
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Fig S61: '"H NMR of 2-(4-chlorophenyl)-3-(2, 2-dipropyl-2H-chromen-4-yl)-7-6-methylimidazo-[1,2-a]pyridine (16u)
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Fig S62: 3C NMR of 2-(4-chlorophenyl)-3-(2,2-dipropyl-2H-chromen-4-yl)-7-6-methylimidazo-[1,2-a]pyridine (16u)
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Fig S63: HR-MS of 2-(4-chlorophenyl)-3-(2,2-dipropyl-2H-chromen-4-yl)-7-6-methylimidazo-[1,2-a]pyridine (16u)






Fig. S66. Docking interaction and 3D binding image of compound 16¢ with E. coli DNA gyrase (PDBID: 1AJ6)
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Fig. S67. Docking interaction and 3D binding image ot compound 16d with £. coli DNA gyrase (PDBID: 1AJ6)

(<

— . (’
| B

- F-Cation
Fig. S68. Docking interacuion ana s pinaing image of compound 16e with E. coli DNA gyrase (PDBID: 1AJ6)




Fig. S69. Docking interaction and 3D binding image of compound 16f with E. coli DNA gyrase (PDBID: 1AJ6)




Fig. S72. Docking interaction and 3D binding image of compound 16i with E. coli DNA gyrase (PDBID: 1AJ6)




Fig. S75. Docking interaction and 3D binding image of compound 161 with E. coli DNA gyrase (PDBID: 1AJ6)
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Fig. S78. Docking interaction and 3D binding image of compound 160 with E. coli DNA gyrase (PDBID: 1AJ6)
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Fig. S79. Docking interaction and 3D binding image of compound 16p with E. coli DNA gyrase (PDBID: 1AJ6)




Fig. S81. Docking interaction and 3D binding image of compound 16r with E. coli DNA gyrase (PDBID: 1AJ6)
N A" (W a

Intersctons

[ =e=vess  Sgms
Pl e renens ] =
[ g =

Interactions
I:I van der Waalz - Piranion
- Convertionsl Hydrogen Band - Pi-sigme
. e —




Fig. S84. Docking interaction and 3D binding image of compound 16u with E. coli DNA gyrase (PDBID: 1AJ6)




Fig. S87. Docking interaction and 3D binding image of compound 16¢ with S. aureus DNA gyrase (PDBID: 3G7B)
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Fig. S89. Docking interaction and 3D binding image of compound 16e with S. aureus DNA gyrase (PDBID: 3G7B)




Fig. S90. Docking interaction and 3D binding image of compound 16f with S. aureus DNA gyrase (PDBID: 3G7B)
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Fig. S91. Docking interaction and 3D binding image of compound 16g with S. aureus DNA gyrase (PDBID: 3G7B)




Fig. S93. Docking interaction and 3D binding image of compound 16i with S. aureus DNA gyrase (PDBID: 3G7B)
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Fig. S94. Docking interaction and 3D binding image of compound 16j with S. aureus DNA gyrase (PDBID: 3G7B)
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Fig. S96. Docking interaction and 3D binding image of compound 161 with S. aureus DNA gyrase (PDBID: 3G7B)
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Fig. S97. Docking interaction and 3D binding image of compound 16m with S. aureus DNA gyrase (PDBID: 3G7B)




Fig. S99. Docking interaction and 3D binding image of compound 160 with S. aureus DNA gyrase (PDBID: 3G7B)
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Fig. S100. Docking interaction and 3D binding image of compound 16p with S. aureus DNA gyrase (PDBID: 3G7B)




Fig. S102. Docking interaction and 3D binding image of compound 16r with S. aureus DNA gyrase (PDBID: 3G7B)
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Fig. S104. Docking interaction and 3D binding image of compound 16t with S. aureus DNA gyrase (PDBID: 3G7B)




Fig. S105. Docking interaction and 3D binding image of compound 16u with S. aureus DNA gyrase (PDBID: 3G7B)



