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Figure S1. "H NMR spectrum of hydroxylactam 1ca in DMSO-d, (400 MHz)
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Figure S2. °C NMR spectrum of hydroxylactam 1ca in DMSO-d; (101 MHz)
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Figure S5. "H NMR spectrum of quinoxaline 8ba in CDCl; (400 MHz)
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Figure S7. "H NMR spectrum of quinoxaline 8ca in CDCl; (400 MHz)
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Figure S15. '"H NMR spectrum of 1:1 mixture of quinoxalines 8cb’ and 8cb in CDCl; (400 MHz)
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'H and *C NMR spectral charts for imidazopyridines 10
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Figure S$32. >C NMR spectrum of imidazo[1,2-a]pyridine 10aga in DMSO-d, (101 MHz)
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Figure S$36. °C NMR spectrum of imidazo[1,2-a]pyridine 10aab in DMSO-d, (101 MHz)
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S45



11000
X
\ L

N" SN 10000
-9000
RIS
;7000
6000

5000

377

4000

3000

2.50 DMSO-d6é

233

2000

4.50

1000

L

=

I_f
T
o

301—=
309—=

--1000

- 2.00—1

6.0 5f1§1( gjo 45 40 35 30 25 20 15 10 05 00
MA
Figure S45. '"H NMR spectrum of imidazo[1,2-a]pyridine 10cab in DMSO-d; (400 MHz)

105 10.0 9.5 9.0 8.5

S46



X 1200
N"ON 1100
O O _—1000

L e
\ 500

~700

—-55.14

~600

20.78

~500

400

! 300
200

~100

2873

13775
3 13468

3

P 14194

— % 15871

144,21

’ --100
--200

—-300

--400
--500

—-600

I | 1 I 1 I 1 I | 1 I 1 I 1 I | 1 | ] I T
200 190 180 170 160 150 140 130 120 110 ‘ %00) 90 80 70 60 50 40 30 20 10 0
1 (Ma

Figure S46. °C NMR spectrum of imidazo[1,2-a]pyridine 10cab in DMSO-d, (101 MHz)

S47



-5500

-5000

-4300

-4000

-3500

-3000
-2500

-2000

-1500

-1000
-500

~-500

we'o—
IP-OSHT 05T T

S

P —

Fe0e

b0 |

F1oz

FooT

=102
=ale

0T
MOO.D
s0'Z

Esre T

00T

T T I
0.5 0.0

1.0

T T T T
3.0 2.5 2.0 1.5

T
35

4.0

5.0 45
1 (ppm)

Figure S47. "H NMR spectrum of imidazo[ 1,2-a]pyridine 10afb in DMSO-d, (400 MHz)

T T I T T T
8.5 8.0 7.5 7.0 6.5 6.0 5.5

T
9.0

T
95

T
10.0

S48



-6000
\ X
NN -5000
o~ "
' D
RELERE 4000
BHERAAgoyyy
e Y- LR p
N
g -3000
“
8
=
2000
g -1000
g RE &8 & 2
B IZ| &m i ~
— — — — - ' o (%]
BNl T o I' )
—-1000
—-2000
—-3000
—-4000

2[|JO I 150 I 1Eli0 I 150 I 16|O . 150 I IZII{] I 1%0 ' lﬁ[] I 11|O . 1[IJO I QIO I BIO ' 7IO I GIO I SIO I 4IO I 3IO l 2|O I IIO I 0
f1 (mn)
Figure S48. °C NMR spectrum of imidazo[1,2-a]pyridine 10afb in DMSO-d, (101 MHz)

S49



N N L
Q Q ~8000
I { ’ [ ~7000
6000
5000
4000
% 3000
?‘é
il
A 2000
I
]
A-Z88Gn& oo T
G0 0OCD OO P PP~ P~ - e N
s L i 1000
! ARV
I ) |
L Lo
Tt T T T f
288% 8568 9 a &
g R P —_ P ]
| I I I I I I I I 1 I 1 1 1 I I I 1 I ! I ! I
11.0 105 100 95 8.0 8.5 8.0 7.5 7.0 6.5 6.0 ?5( )5.0 4.5 4.0 3.5 3.0 2.5 2.0 15 1.0 0.5 0.0
1 (Ma

Figure S49. "H NMR spectrum of imidazo[1,2-a]Jpyridine 10dab in DMSO-d, (400 MHz)
S50



700
600
500

400
300

200
100

--100

~-200

--300

--400

+-500

09'ECT
E8'SCT
66'SZT
019zt
OF'9ZT
A==t

1802 —

aribiphice ()

.

a8t

—

BLPTT~ HIL

pLstT~ | i
b 8T~

65421
69°LZT
L0821
bT'8CT
£3'8Z1
TZ'ZET
SE'ZET
ZTEET
B0'SET
8 LET
TLT#1
Eb'brT

NN

-

i

ey

Yy

20

10

90 80 70 60 50 40 30

100
f1 (ma)

190 180 170 160 150 140 130 120 110
Figure S$50. °C NMR spectrum of imidazo[1,2-a]pyridine 10dab in DMSO-d, (101 MHz)

200

S51



I and *C NMR spectral charts for 3,5-diphenyl-3H-pyrrol-2-one 15aa
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Figure S51. °C NMR spectrum of 3,5-diphenyl-3H-pyrrol-2-one 15aa in DMSO-d;; (101 MHz)
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'H and C NMR spectral charts for N-(2-aminophenyl)-2-phenylacetamide 16aa
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Figure S53. "H NMR spectrum of phenylacetamide 16aa in DMSO-d; (400 MHz)
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Figure S54. *C NMR spectrum of phenylacetamide 16aa in DMSO-d, (101 MHz)
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'H and "*C NMR spectral charts for 2-Benzyl-1H-benzo|[d|imidazole 17aa
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Figure S55. "H NMR spectrum of benzoimidazole 17aa in DMSO-ds (400 MHz)
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Figure S57. HRMS Chart for 5-hydroxy-5-(3-methoxyphenyl)-3-phenyl-1,5-dihydro-2 H-pyrrol-2-one (1ca)
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HRMS spectral charts for quinoxalines 8
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Figure S58. HRMS Chart for 2-Phenylquinoxaline (8aa)
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Figure S59. HRMS Chart for 2-(p-Tolyl)quinoxaline (8ba)
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Figure S60. HRMS Chart for 2-(3-Methoxyphenyl)quinoxaline (8ca):
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Figure S61. HRMS Chart for 2-(Naphthalen-2-yl)quinoxaline (8da)
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Figure S62. HRMS Chart for7-Methyl-2-phenylquinoxaline (8ab) and 6-Methyl-2-phenylquinoxaline (8ab”)
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Figure S63. HRMS Chart for 7-Methyl-2-(p-tolyl)quinoxaline (8bb) and 6-Methyl-2-(p-tolyl)quinoxaline (8bb’)
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HRMS spectral charts for 2-aryl-3-benzylimidazo[1,2-a|pyridines 10
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Figure S65. HRMS Chart for 3-Benzyl-2-phenylimidazo[1,2-a]pyridine (10aaa)
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Figure S66. HRMS Chart for 3-(4-Chlorobenzyl)-2-phenylimidazo[1,2-a]pyridine (10aba)
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Intens. ; +MS, 0.0-0.1min #2-3
x106 ]

5] 303.1362 @ [10aca+Na*]
: NS N*---Na
%

3 = O
325.1125 Chemical Formula:

CooHy 5FN2Na+
Exact Mass: 325,1111
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Figure S67. HRMS Chart for 3-(2-Fluorobenzyl)-2-phenylimidazo[1,2-a]pyridine (10aca)
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Figure S68. HRMS Chart for 3-(4-Fluorobenzyl)-2-phenylimidazo[1,2-a]pyridine (10ada)
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Intens. 7 i i X
nxelnos4 [102ea+Na’] +MS, 0.0-0,1min #2-7
299.1527 @
|
61 N" N*---Na
o 321.1360 ! O
Chemical Formula:
~ 221.0667 CoqHqgNoNa*
118.1204 Exact Mass: 321,1362 6232395
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Figure S69. HRMS Chart for 3-(4-Methylbenzyl)-2-phenylimidazo[1,2-a]pyridine (10aea)
Inl;elnosés - 0 Oafa+Na'] +MS, 0.1min #7
1 | 315.1543
2.5 \
] N” “N*---Na
2.0: MeO Q
1.5
] Chemical Formula:
1.0 . Ca1H1NzNaO 337.1315
] xact Mass: 337,1311
0.5
1 226.9548
] 158.9667 303.1338
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Figure S70. HRMS Chart 3-(4-Methoxybenzyl)-2-phenylimidazo[ 1,2-a]pyridine (10afa)
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+MS, 0.1-0.1min ¥S-7

X106
5] Xy [10caa+Na®] 315.1550
: N N*---Na
a%s
3 O
] OMe
27 Chemical Formula:
5 CQ1H18N2NaO+
1 Exact Mass: 337,1311
] 337.1315
1 415.2058
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Figure S71. HRMS Chart for 3-Benzyl-2-(4-methoxyphenyl)imidazo[1,2-a]pyridine (10caa)
Inl:enss.s +MS, 0.2min #12
Al 315.1545
] @ [10aga+Na*]
4; N N*---Na
] OMe
21 Chemical Formula: e
] Ca1H1sNoNaO*
1 ] Exact Mass: 337,1311
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Figure S72. HRMS Chart for 3-(2-Methoxybenzyl)-2-phenylimidazo[1,2-a]pyridine (10aga)
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Intens6.; +MS, 0.1min #5
x10°] [10agb+Na*] 329.1649
1-25: >
i |
] NNt
1.00] N" N*---Na
0.757
] OMe
0.50- Chemical Formula:
] 022H20N2Na0+
0.255 Exact Mass: 351,1468 351.1473
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Figure S73. HRMS Chart for3-(2-Methoxybenzyl)-7-methyl-2-phenylimidazo[ 1,2-a]pyridine (10agh)
Inten;s.- +MS, 0.0-0.1min #2-7
x10° |
[10aab+Na*] 299.1516
1.0 "
1 |
0.8- N” S N*---Na
1 Q 321.1366
O
0.41 Chemical Formula:
021H18N2Na+
0.2 Exact Mass: 321,1362 523.2373
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Figure S74. HRMS Chart for 3-Benzyl-7-methyl-2-phenylimidazo[1,2-a]pyridine (10aab)
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Intensé- [10daa+Na*] +MS, 0.0-0.1min #2-7
Al @ 335.1509
4] N” N*---Na
I g
21 .
Chemical Formula:
CQ4H18N2Na+
11 Exact Mass: 357,1362 357.1367
245.1031 301.1368
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Figure S75. HRMS Chart for 3-Benzyl-2-(naphthalen-2-yl)imidazo[1,2-a]pyridine (10daa)
Intensé: +MS, 0.1-0.3min #4-16
AL [10bea+Na*] 313.1678
1,251 s
N"SN*---Na
1.007 O —
0.75 O
0.505 Chemical Formula:
: 022H20N2N3+
s Exact Mass: 335,1519 335.1526
' ] 226.9487
: 158.9614 | R 430.9121
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Figure S76. HRMS Chart for 3-(4-Methylbenzyl)-2-(p-tolyl)imidazo[1,2-a]pyridine (10bea)

S68



Intens. | +MS, 0.1-0.5min #4-29

x105
6- ﬁ [10beb+Na*] 327.1837
|

N” S N*---Na

Chemical Formula:
2 023H22N2Na+

Exact Mass: 349,1675 349.1670
223.1208 J‘ { 413.2658
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Figure S77. HRMS Chart for 7-Methyl-3-(4-methylbenzyl)-2-(p-tolyl)imidazo[1,2-a]pyridine (10beb)
Intxelnoss" [10aeb+Na*] +MS, 0.1-0.3min #4-17
\ S 313.1681
3 N” >N*---Na
2. |
Chemical Formula:
022H20N2Na+
1- Exact Mass: 335,1519
226.9494 SE e
158.9621 '
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Figure S78. HRMS Chart for 7-Methyl-3-(4-methylbenzyl)-2-phenylimidazo[1,2-a]pyridine (10aeb)
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IntelLSéj +MS, 0.2min #14
x10°
] 329.1647
52 f\l [10cab+Na*]
] N7 N*---Na
; ava
3] O
: OMe 351.1461
25 Chemical Formula:
] 022H20N2N30+
1 Exact Mass: 351,1468 213.1019
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Figure S79. HRMS Chart for 3-Benzyl-2-(4-methoxyphenyl)-7-methylimidazo[1,2-a]pyridine (10cab)
lntelnosé_ . +MS, 0.1-0.2min #5-14
i ﬁ [10afb-+Na'] 329.1648
| |
e N”N*---Na
MeO
& &
0.4 Chemical Formula:
C22H20N2Na0+
Exact Mass: 351,1468 Sl
0.2
226.,9511
158.9643 | | 319.1804 |
— e
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Figure S80. HRMS Chart for 3-(4-Methoxybenzyl)-7-methyl-2-phenylimidazo[1,2-a]pyridine (10afb)
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Figure S81. HRMS Chart for 3-Benzyl-2-(4-methoxyphenyl)-7-methylimidazo[1,2-a]pyridine (10dab)
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HRMS spectral chart for 3,5-diphenyl-3H-pyrrol-2-one 15aa

Intens. ; +MS, 0.1-0.1min #3-5
[16aa+Na’] 256.0741
4000 1
3000 1
2000 1
Chemical Formula:
+
1000 C1et11NNaO 109.0679 234.0793 301.1273
Exact Mass: 256,0733 205.0745 279.1441
46.0936 149.0133 |
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Figure S82. HRMS Chart for 3,5-diphenyl-3H-pyrrol-2-one (15aa)
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HRMS spectral chart for N-(2-aminophenyl)-2-phenylacetamide 16aa

lntensé: +MS, 0.1-0.6min #4-38
x10° 4
1 25; 249,0971 [16aa+H"]
: NH,
A 227.1174 @[
] NH
0.753 H- .07 ~Ph
0 505 Chemical Formula:
1 C1aH1sNL0" 475.2084
1 Exact Mass:
S Jos.oman 227,179
1] .l 209.1046 l 367.1397 L 593.2528
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Figure S83. HRMS Chart for N-(2-aminophenyl)-2-phenylacetamide (16aa)
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HRMS spectral chart for 2-Benzyl-1H-benzo|d]imidazole 17aa

Intens. 1 +MS, 0.1-2.1min #6-123
X105
[17aa+H"]
2] NiH Ph
4 @E \ 209.1070
N
| H
1.04 Chemical Formula:
I CraH13No"
Exact Mass:
1 209,1073
0.5+
. 49,
205.0738 213.0985 230.2948 249.0855 ss5. 2653
. 200.2256 | | | l | I l 255.1425
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Figure S84. HRMS Chart for 2-Benzyl-1H-benzo[d]imidazole (17aa)
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HRMS spectral chart of aqueous phase of the reaction between hydroxylactam 1aa and phenylenediamine 6a

IﬂtEHSS-: H +M3, 0.1-Z. 1min £6-123
*10 | k
- N® O
] @[ \>_\ 213,095 227, 1044 Y\Ph
1.51 H Ph NH
1 el 249,0855
1 Exact Mass: 2091073 ©i H
| 17aa+H* NG
1.0 2
] g e/ Exact Mass: 2271179
] 1%, 0824 16aa+H*
057 30,2345 <0007
205.0738 2310946 758.2653
] 2002256 | ‘ l 255,1425
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Figure S85. Mass spectrum of aqueous phase of the reaction between hydroxylactam 1aa and phenylenediamine 6a
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