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(1) Detailed Screening of the Reaction Conditions.

Table S1. Optimization of reaction conditions”

X 3equiv. N;!O4

base, additive o
+
N/ _ solvent, 80°C, 16 h
|1

COX
lil o}

A1 1
Entry Solvent Additive (equiv.) Base (equiv.) Oxidant Yield (%)

1 DCE/H,0 (v/v=4:1) / K,CO; (4.0) NalO, 13
2 DCE/H,0 (v/v=4:1) / KOAc (4.0) NalO4 28
3 DCE/H,0 (v/v=4:1) HOAc (0.5) KOAc (4.0) NalOy4 38
4 DCE/H,0 (v/v=4:1) HOAc (1.0) KOAc (4.0) NalO, 42
5 DCE/H,0 (v/v=4:1) HOAc (2.0) KOAc (4.0) NalO4 44
6 DCE/H,0 (v/v=4:1) HOAc (4.0) KOAc (4.0) NalOy4 46
7 DCE/H,0 (v/v=4:1) HOAc (4.0) KOAc (3.5) NalO, 51
8 DCE/H,0 (v/v=4:1) HOAc (4.0) KOAc (3.0) NalO4 59
9 DCE/H,0 (v/v=4:1) HOAc (4.0) KOAc (2.5) NalOy4 70
10 DCE/H,0 (v/v=4:1) HOAC (4.0) KOAc (2.0) NalO, 63
11 DCE/H,0 (v/v=4:1) HOACc (4.0) KOAc (1.0) NalOy4 37
12 DCE/H,0 (v/v=4:1) HOACc (4.0) / NalOy4 trace
13 DCE/H,0 (v/v=4:1) CF3COOH (4.0) KOAc (2.5) NalO, -
14 DCE/H,0 (v/v=4:1) CF;SOsH (4.0) KOAc (2.5) NalO4 14
15 DCE/H,0 (v/v=4:1) C¢HsCOOH (4.0) KOAc (2.5) NalOy4 -
16 DCE/H,0 (v/v=4:1) PiVOH (4.0) KOAc (2.5) NalO, 35
17 DCE/H,0 (v/v=4:1) HOACc (4.0) ‘BuOK (2.5) NalOy4 38
18 DCE/H,0 (v/v=4:1) HOAc (4.0) CF;COOK (2.5) NalOy4 -
19 DCE/H,0 (v/v=4:1) HOAc (4.0) K>CO; (2.5) NalO, 42
20 DCE/H,0 (v/v=4:1) HOACc (4.0) KOH (2.5) NalO4 48
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21 DCE/H,0 (v/v=4:1) HOAc (4.0) K;PO, (2.5) NalO, 40

22 DCE/H,0 (v/v=4:1) HOACc (4.0) PiVOk (2.5) NalOy4 65
23 DCE/H,0 (v/v=4:1) HOAc (4.0) DBU (2.5) NalOy4 32
24 DCE/H,0 (v/v=4:1) HOACc (4.0) KOAc (2.5) K5S,05 -
25 DCE/H,0 (v/v=4:1) HOACc (4.0) KOAc (2.5) IBA-OAc -
26 DCE/H,0 (v/v=4:1) HOAc (4.0) KOAc (2.5) TBHP trace
27 DCE/H,0 (v/v=4:1) HOAc (4.0) KOAc (2.5) PhI(OAc), -
28 DCE/H,0 (v/v=4:1) HOACc (4.0) KOAc (2.5) NalO4 37b
29 DCE/H,0 (v/v=4:1) HOAc (4.0) KOAc (2.5) NalO4 62¢
30 EtOH/H,O (v/v=4:1) HOAc (4.0) KOAc (2.5) NalO, -
31 DMSO/H,0 (v/v=4:1) HOACc (4.0) KOAc (2.5) NalOy4 26
32 CH;CN/H,0 (v/v=4:1) HOAc (4.0) KOAc (2.5) NalOy4 47
33 Toluene/H,0 (v/v=4:1) HOACc (4.0) KOAc (2.5) NalO4 trace
34 Dioxane/H,0 (v/v=4:1) HOACc (4.0) KOAc (2.5) NalO4 53
35 DCE/H,0 (v/v=3:2) HOAc (4.0) KOAc (2.5) NalOy4 32
36 H,0 HOACc (4.0) KOAc (2.5) NalO4 23
37 DCE/H,0 HOACc (4.0) KOAc (2.5) NalOy4 234
38 DCE/H,0 (v/v=4:1) HOAc (4.0) KOAc (2.5) NalO4 41¢
39 DCE/H,0 (v/v=4:1) HOACc (4.0) KOAc (2.5) NalOy4 67"
40 DCE/H,0 (v/v=4:1) HOACc (4.0) KOAc (2.5) NalO4 342
41 DCE/H,0 (v/v=4:1) HOAc (4.0) KOAc (2.5) NalOy4 h

@ Reaction condition 1: A1 (0.25 mmol), NalO4 (0.75 mmol), HOAc (1.0 mmol), KOAc (0.625 mmol), DCE/H,O
(0.5 mL, v/v=4:1), 80 °C, 16 h; » 2.0 equiv. NalO4 was used. ¢ 4.0 equiv. NalO4 was used. ¢ H,O (13.5 uL, 3.0

[T3R1)

equiv.) was used. ¢reaction time was10 h./reaction time was 22 h. ¢ at 60 °C. " at 40 °C. *“/” without adding. no

reaction
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Table S2. Optimization of reaction conditions”

@@ —  NalO,, KOAc, HOAC A
N | > N
2N DCE/H,0,16 h ~

(0}
A25 25
Entry HOACc (equiv.) KOACc (equiv.) Yield (%)

1 / / 44
2 / 2.0 51
3 / 3.0 60
4 / 4.0 72
5 20% 4.0 80
6 50% 3.5 71
7 1.0 3.0 73
8 2.0 2.5 70

@Reaction condition 2: A25 (0.25 mmol), NalO4 (0.75 mmol), HOAc (20 mol%), KOAc
(1.0 mmol), DCE/H,0 (0.5 mL, v/v=4:1), 80 °C, 16 h; “/” without adding.

(2) Mechanism Investigations

a. Monitoring the possible intermediates A59 and A60 with "TH NMR (400 MHz, DMSO-ds)
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Figure S1 Intermediate AS9 was detected
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Figure S2 Intermediate A60 was detected

b. 130-Labeling experiments

The '80-labeling experiments were performed with DCE/H,'30 (from sigma-aldrich, '*0 atom
99.7%) and high resolution positive ion electrospray mass spectra (HRMS-ESI) for the final
products were shown in Figure S3 and Figure S4.
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Figure S3 ESI-MS spectrum of 1 from the reaction in presence of DCE/H,!%0
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Figure S4 ESI-MS spectrum of 26 from the reaction in presence of DCE/H,30

(3) X-Ray Crystallographic Data

Single crystal suitable for X-ray diffraction was obtained by slow evaporation of ethyl
acetate and petroleum ether (1:2) solution of compound 1 at ambient temperature.

X-ray Data of Compound 1. Ellipsoids drawn at the 50% probability level.

Table 3 Crystal data and structure refinement for 1.

Identification code CCDC 2033594
Empirical formula CoH3INO
Formula weight 285.07
Temperature/K 297.08(10)
Crystal system orthorhombic
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Space group

a/A

b/A

c/A

a/°

p/°

v/°

Volume/A3

Z

pcalcg/cm3

p/mm-1

F(000)

Crystal size/mm3
Radiation

20 range for data collection/°
Index ranges

Reflections collected
Independent reflections
Data/restraints/parameters
Goodness-of-fit on F2
Final R indexes [I>=2¢ ()]
Final R indexes [all data]
Largest diff. peak/hole / e A-3

Pbca

13.1837(6)

9.7297(4)

14.9485(5)

90

90

90

1917.50(14)

8

1.975

3.297

1088.0

0.65 x 0.35 x 0.3

MoKa (A =0.710)
5.444 to 51.768
-12<h<16,-11<k<9,-18<1<17
6035

1826 [Rint = 0.0668, Rsigma = 0.0486]
1826/0/119

1.097

R1=0.0723, wR2 = 0.1868
R1=10.0778, wR2 = 0.1979
1.43/-1.16

Single crystal suitable for X-ray diffraction was obtained by slow evaporation of ethyl
acetate and n-pentane (1:1) solution of compound 10 at ambient temperature.

X-ray Data of Compound 10. Ellipsoids drawn at the 50% probability level.

Table 4 Crystal data and structure refinement for 10.

Identification code
Empirical formula
Formula weight
Temperature/K
Crystal system
Space group

a/A

CCDC 2033595
C7H14INO,
391.19

294(1)
monoclinic
P21/c
13.1349(4)
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b/A

c/A

a/®

p/°

y/°

Volume/A3

V4

pcalcg/cm3

p/mm-1

F(000)

Crystal size/mm3
Radiation

20 range for data collection/®
Index ranges

Reflections collected
Independent reflections
Data/restraints/parameters
Goodness-of-fit on F2
Final R indexes [I>=2¢ (I)]
Final R indexes [all data]
Largest diff. peak/hole / e A-3

19.1137(6)
12.1282(5)

90

90.146(3)

90

3044.85(18)

8

1.707

16.557

1536.0

0.6 x 0.4 x 0.2

CuKa (A = 1.54184)

8.168 to 134.15
-15<h<10,-22<k<22,-14<1<14
16129

5287 [Rint = 0.0894, Rsigma = 0.0522]
5287/0/383

1.043

R1 = 0.0878, wR2 = 0.2203
R1 = 0.0957, wR2 = 0.2350
2.39/-0.77
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(4) NMR Spectra

1-Methylquinolin-1-ium iodide (A1)

'H NMR (400 MHz, DMSO-dj)
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1H NMR (400 MHz, DMSO-d;)

1,6-Dimethylquinolin-1-ium lodide (A2)
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1,6-Dimethylquinolin-1-ium Todide (A2) : 3C{'H} NMR (101 MHz, DMSO-d;)

oLee—

8L°6v—

SY8LL~
oLz~
00821
otr'ogh~
eeL”’
£0'6EL—
20Lvby
vLlvL—
70°051"

120

T
140

150

T
160

180

T
200

10

1 (ppm)

6-Methoxy-1-methylquinolin-1-ium Iodide (A3) : "TH NMR (400 MHz, DMSO-dy)
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6-Fluoro-1-methylquinolin-1-ium Iodide (A4) : 'TH NMR (400 MHz, DMSO-dy)
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6-Fluoro-1-methylquinolin-1-ium Iodide (A4) : BC{'H} NMR (101 MHz, DMSO-d;)
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6-Chloro-1-methylquinolin-1-ium Iodide (A5): 'H NMR (400 MHz, DMSO-dg)
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6-Bromo-1-methylquinolin-1-ium Iodide (A6): "H NMR (400 MHz, DMSO-d;)
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6-Iodo-1-methylquinolin-1-ium Iodide (A7): 'H NMR (400 MHz, DMSO-d;)
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6-lodo-1-methylquinolin-1-ium Iodide (A7): 3C{'H} NMR (101 MHz, DMSO-d;)
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6-Cyano-1-methylquinolin-1-ium iodide (A8): '"H NMR (400 MHz, DMSO-ds)
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1H NMR (400 MHz, DMSO-d;)
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6-(4-Methoxyphenyl)-1-methylquinolin-1-ium iodide (A10): 3C{'H} NMR (101 MHz,

DMSO-dq)
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1-Methyl-6-(4-(trifluoromethyl)phenyl)quinolin-1-ium iodide (A11): "H NMR (400 MHz,

DMSO-dj)
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13C{'H} NMR (101 MHz,

dide (A11):
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1-Methyl-6-(4-(trifluoromethyl)phenyl)quinolin-1
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BC{'H} NMR (101 MHz, DMSO-d;)
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1,5-Dimethylquinolin-1-ium Iodide (A13): 3C{'H} NMR (101 MHz, DMSO-ds)
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5-Chloro-1-methylquinolin-1-ium iodide (A14): 3C{'H} NMR (101 MHz, DMSO-ds)
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1-Methyl-5-nitroquinolin-1-ium iodide (A15): 'H NMR (400 MHz, DMSO-dg)
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7-Bromo-1-methylquinolin-1-ium iodide (A16): '"H NMR (400 MHz, DMSO-d)
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7-Bromo-1-methylquinolin-1-ium iodide (A16): 3C{'H} NMR (101 MHz, DMSO-d;)
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1H NMR (400 MHz, DMSO-d;)

1,8-Dimethylquinolin-1-ium lodide (A17)
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8-Chloro-1-methylquinolin-1-ium iodide (A19): '"H NMR (400 MHz, DMSO-d)
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8-Chloro-1-methylquinolin-1-ium iodide (A19): 3C{'H} NMR (101 MHz, DMSO-d;)
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8-Bromo-1-methylquinolin-1-ium iodide (A20): "TH NMR (400 MHz, DMSO-d;)

21

20
7.90
7.88
7.86
—4.99

|
i ‘ . L
T N S g o i
oo - B ©
ao @ o a
- S+ = ©
r T T T T T T T T T T T T T T T T T T
.0 10.5 0.0 8.5 8.0 B 5 B.O 5 7.0 6.5 6.0 5B 5.0 4.5 4.0 3B 3.0 2,5 2.0 L5 1o
f1 (ppm)

8-Bromo-1-methylquinolin-1-ium iodide (A20): 3C{'H} NMR (101 MHz, DMSO-dj)
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1H NMR (400 MHz, DMSO-d;)
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TH NMR (400 MHz, DMSO-dy)
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'H NMR (400 MHz, DMSO-dj)
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'H NMR (400 MHz, DMSO-d;)
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1-(2-hydroxyethyl)quinolin-1-ium iodide (A25) : '"H NMR (400 MHz, DMSO-dc)
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-2-ium iodide (A26)
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IH NMR (400 MHz, DMSO-d;)

Todide (A27):
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de (A28) : '"H NMR (400 MHz, DMSO-d;)
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TH NMR (400 MHz, DMSO-dj)

Iodide (A29):
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1H NMR (400 MHz, DMSO-d;)

-2-ium iodide (A31)
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2-Methyl-6-phenylisoquinolin-2-ium iodide (A32) : "H NMR (400 MHz, DMSO-d;)
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6-(4-Ethoxyphenyl)-2-methylisoquinolin-2-ium iodide (A33) : 'TH NMR (400 MHz, DMSO-dg)
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6-(4-Ethoxyphenyl)-2-methylisoquinolin-2-ium iodide (A33) : BC{'H} NMR (101 MHz,
DMSO-dg)
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1H NMR (400 MHz, DMSO-d;)
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6-(4-(Tert-butyl)phenyl)-2-methylisoquinolin-2-ium iodide (A35): "TH NMR (400 MHz,
DMSO-ds)
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6-(4-Fluorophenyl)-2-methylisoquinolin-2-ium iodide (A36): '"H NMR (400 MHz, DMSO-dy)
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6-(4-Fluorophenyl)-2-methylisoquinolin-2-ium iodide (A36): 3C{'H} NMR (101 MHz,
DMSO-dy)
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6-(4-Chlorophenyl)-2-methylisoquinolin-2-ium iodide (A37): '"H NMR (400 MHz, DMSO-d¢)
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6-(4-Chlorophenyl)-2-methylisoquinolin-2-ium iodide (A37): 13C{'H} NMR (101 MHz,

DMSO-dj)
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6-([1,1'-Biphenyl]-4-yl)-2-methylisoquinolin-2-ium iodide (A38): "H NMR (400 MHz,

DMSO-d)
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TH NMR (400 MHz,

dide (A39)
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6-(2-Fluorophenyl)-2-methylisoquinolin-2-ium iodide (A40): 3C{'H} NMR (101 MHz,

DMSO-d)
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6-(3-Cyanophenyl)-2-methylisoquinolin-2-ium iodide (A41): "TH NMR (400 MHz, DMSO-dy)
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6-(3-Cyanophenyl)-2-methylisoquinolin-2-ium iodide (A41): BC{'H} NMR (101 MHz,

DMSO-d)
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2-Methyl-6-(3-nitrophenyl)isoquinolin-2-ium iodide (A42): '"H NMR (400 MHz, DMSO-d;)
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2-Methyl-6-(3-nitrophenyl)isoquinolin-2-ium iodide (A42): 3C{!H} NMR (101 MHz,
DMSO-dy)
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2-Methyl-6-(naphthalen-2-yl)isoquinolin-2-ium iodide (A43): 'TH NMR (400 MHz, DMSO-dg)
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1H NMR (400 MHz, DMSO-d;)
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13C{'H} NMR (101 MHz, DMSO-dj)
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2-Methyl-6-(thiophen-3-yl)isoquinolin-2-ium iodide (A45): '"H NMR (400 MHz, DMSO-d¢)
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2-Methyl-6-(thiophen-3-yl)isoquinolin-2-ium iodide (A45): 1*C{'H} NMR (101 MHz,
DMSO-dy)
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'H NMR (400 MHz, DMSO-d;)
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TH NMR (400 MHz, DMSO-dj)
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IH NMR (400 MHz, DMSO-d;)

-2-ium lIodide (A50)
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TH NMR (400 MHz, DMSO-dj)
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1H NMR (400 MHz, DMSO-d;)
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TH NMR (400 MHz, DMSO-d;)
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3-Iodo-1-methylquinolin-1-ium iodide (A58) : 'H NMR (400 MHz, DMSO-dg)
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iodide (A59) : '"H NMR (400 MHz, DMSO-d;)
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TH NMR (400 MHz, CDCL)

3-Iodo-1-methylquinolin-2(1H)-one (1)
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3-Iodo-1,6-dimethylquinolin-2(1H)-one (2): 'TH NMR (400 MHz, CDCly)
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3-Iodo-6-methoxy-1-methylquinolin-2(1H)-one (3): 'TH NMR (400 MHz, CDCl;)
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3-Iodo-6-methoxy-1-methylquinolin-2(1H)-one (3): 3C{'H} NMR (101 MHz, CDCl;)
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6-Fluoro-3-iodo-1-methylquinolin-2(1H)-one (4): '"H NMR (400 MHz, CDCl;)
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6-Fluoro-3-iodo-1-methylquinolin-2(1H)-one (4): BC{'H} NMR (101 MHz, CDCl;)
5§83 58 & S°8R&5RY e 2
559 §3 @ BRETEEEEE 3 2
B g
F I
N
ril o
I
1
) ] ) " . ;
;0 lQU lé‘U lalEl léD I%U 1;0 11‘30 léD ll‘Cl 160 9’0 8‘[‘ TI[' E'If‘ éU Jlf' 3‘0 2‘0 l‘D 0 —]‘

£l (ppm)

S55



6-Chloro-3-iodo-1-methylquinolin-2(1H)-one (5): '"H NMR (400 MHz, CDCl;)
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6-Bromo-3-iodo-1-methylquinolin-2(1H)-one (6) : "H NMR (400 MHz, CDCl;)
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3,6-Diiodo-1-methylquinolin-2(1H)-one (7) :

TH NMR (400 MHz, CDCl;)
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3,6-Diiodo-1-methylquinolin-2(1H)-one (7) : 3C{'H} NMR (101 MHz, CDCls)
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3-Iodo-1-methyl-2-0x0-1,2-dihydroquinoline-6-carbonitrile (8): "TH NMR (400 MHz, CDCl3)

NT7.42

_< «

84
7.82

7.81
744

. 382

1 1.00-
2.02=
1 112=

3-Iodo-1-methyl-2-0x0-1,2-dihydroquinoline-6-carbonitrile (8): '*C{'H} NMR (101 MHz,
CDCl;)
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'H NMR (400 MHz, CDCls)

3-Iodo-1-methyl-6-phenylquinolin-2(1H)-one (9)
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3-Iodo-6-(4-methoxyphenyl)-1-methylquinolin-2(1H)-one (10) : 'H NMR (400 MHz, CDCl;)
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3-Iodo-6-(4-methoxyphenyl)-1-methylquinolin-2(1H)-one (10) : 3C{'H} NMR (101 MHz,
CDCl)
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3-Iodo-1-methyl-6-(4-(trifluoromethyl)phenyl)quinolin-2(1H)-one (11): "TH NMR (400 MHz,
CDCl;)
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3-Iodo-1-methyl-6-(4-(trifluoromethyl)phenyl)quinolin-2(1H)-one (11): 3C{'H} NMR (101
MHz, CDCl;)
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3-Iodo-1-methyl-6-(thiophen-3-yl)quinolin-2(1H)-one (12)

.0



95'Le—

€166 —

PEFLL
LG0ZL ,,r
68121 |

8E¥ZL|
16621
mm.@mrv
[ A TAR
ovoct’

£0'6EL
ap'opL-

86°Lbl—

98'851L—

f1 (ppm)

TH NMR (400 MHz, CDCl)

3-lIodo-1,5-dimethylquinolin-2(1H)-one (13)
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3-Iodo-1,5-dimethylquinolin-2(1H)-one (13): 3C{'H} NMR (101 MHz, CDCl;)
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5-Chloro-3-iodo-1-methylquinolin-2(1H)-one (14): '"H NMR (400 MHz, CDCly)
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5-Chloro-3-iodo-1-methylquinolin-2(1H)-one (14): 3C{'H} NMR (101 MHz, CDCl;)
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3-Iodo-1-methyl-5-nitroquinolin-2(1H)-one (15) : "H NMR (400 MHz, CDCl;)
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3-Iodo-1-methyl-5-nitroquinolin-2(1H)-one (15) : BC{'H} NMR (101 MHz, CDCl5)
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7-Bromo-3-iodo-1-methylquinolin-2(1H)-one (16): '"H NMR (400 MHz, CDCl;)
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7-Bromo-3-iodo-1-methylquinolin-2(1H)-one (16): 3C{'H} NMR (101 MHz, CDCly)
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3-Iodo-1,8-dimethylquinolin-2(1H)-one (17) : '"H NMR (400 MHz, CDCl;)
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3-Iodo-1,8-dimethylquinolin-2(1H)-one (17) : 3C{'H} NMR (101 MHz, CDCl;)
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8-Fluoro-3-iodo-1-methylquinolin-2(1H)-one (18) : "H NMR (400 MHz, CDCl;)
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8-Fluoro-3-iodo-1-methylquinolin-2(1H)-one (18) : BC{'H} NMR (101 MHz, CDCl;)
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8-Chloro-3-iodo-1-methylquinolin-2(1H)-one (19): '"H NMR (400 MHz, CDCl;)
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8-Chloro-3-iodo-1-methylquinolin-2(1H)-one (19): 3C{!H} NMR (101 MHz, CDCl3)
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8-Bromo-3-iodo-1-methylquinolin-2(1H)-one (20)

: ITH NMR (400 MHz, CDCl5)
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8-Bromo-3-iodo-1-methylquinolin-2(1H)-one (20) :
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13C{IH} NMR (101 MHz, CDCls)
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1-Ethyl-3-iodoquinolin-2(1H)-one (21) : 'H NMR (400 MHz, CDCl;)
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1-Ethyl-3-iodoquinolin-2(1H)-one (21) : 3C{'H} NMR (101 MHz, CDCls)
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3-Iodo-1-propylquinolin-2(1H)-one (22) : 'H NMR (400 MHz, CDCl;)
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3-Iodo-1-propylquinolin-2(1H)-one (22) : BC{!H} NMR (101 MHz, CDCl;)
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3-Iodo-1-isopropylquinolin-2(1H)-one (23) : 'H NMR (400 MHz, CDCls)

95’1
mm._.v

ey
181+

87
68
06|
154
ovL
ov'L
ov'L
ZvL
L
95/
18°L
99°/ |
99270
19'2-
892
618
6v8y
6v'8

158

— S—-T,§
o e =80}
— TSl

< —=

_ — 001

5 oo -0

1.0

f1 (ppm)

3-Iodo-1-isopropylquinolin-2(1H)-one (23) : BC{'H} NMR (101 MHz, CDCl;)

S74



e —

¥9°05—

65°18—

LLYLL—

60PZL 7
mn..vw_.*
hN.mm_.\
gZeet

6V'6EL~—
L9Trl—

Llell—

40

120 110 100 80

120

f1 (ppm)

3-Iodo-1-(3,3,3-trifluoropropyl)quinolin-2(1H)-one (24) : '"H NMR (400 MHz, CDCl;)
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3-Iodo-1-(3,3,3-trifluoropropyl)quinolin-2(1H)-one (24) : 3C{'H} NMR (101 MHz, CDCl;)
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2-(3-iodo-2-oxoquinolin-1(2H)-yl)ethyl acetate (25): "H NMR (400 MHz, CDCls)
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2-(3-iodo-2-oxoquinolin-1(2H)-yl)ethyl acetate (25): 3C{'H} NMR (101 MHz, CDCl;)
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4-Todo-2-methylisoquinolin-1(2H)-one (26): "TH NMR (400 MHz, CDCl;)
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'H NMR (400 MHz, CDCl)

1(2H)-one (27):
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TH NMR (400 MHz, CDCl;)

-1(2H)-one (28):
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4-Iodo-6-methoxy-2-methylisoquinolin-1(2H)-one (29): '"H NMR (400 MHz, CDCl;)
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6-Chloro-4-iodo-2-methylisoquinolin-1(2H)-one (30): '"H NMR (400 MHz, CDCls)
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lin-1(2H)-one (31) : '"H NMR (400 MHz, CDCl;)
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4-TIodo-2-methyl-6-phenylisoquinolin-1(2H)-one (32) : 'H NMR (400 MHz, CDCl;)
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TH NMR (400 MHz, CDCl;)

1(2H)-one (33):
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6-(4-Ethoxyphenyl)-4-iodo-2-methyl
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13C{IH} NMR (101 MHz,

-1(2H)-one (33):
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6-(4-Ethylphenyl)-4-iodo-2-methylisoquinolin-1(2H)-one (34): "H NMR (400 MHz, CDCl;)
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6-(4-(Tert-butyl)phenyl)-4-iodo-2-methylisoquinolin-1(2H)-one (35): '"H NMR (400 MHz,
CDCly)
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6-(4-(Tert-butyl)phenyl)-4-iodo-2-methylisoquinolin-1(2H)-one (35): 3C{'H} NMR (101
MHz, CDCl)
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6-(4-Fluorophenyl)-4-iodo-2-methylisoquinolin-1(2H)-one (36) : "H NMR (400 MHz, CDCl;)
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6-(4-Fluorophenyl)-4-iodo-2-methylisoquinolin-1(2H)-one (36) : 3C{!H} NMR (101 MHz,
CDCl)
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6-(4-Chlorophenyl)-4-iodo-2-methylisoquinolin-1(2H)-one (37): '"H NMR (400 MHz, CDCl;)
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6-(4-Chlorophenyl)-4-iodo-2-methylisoquinolin-1(2H)-one (37): 13C{!H} NMR (101 MHz,
CDCl;)
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6-([1,1'-Biphenyl]-4-yl)-4-iodo-2-methylisoquinolin-1(2H)-one (38) : 'H NMR (400 MHz,

CDCl)
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6-([1,1'-Biphenyl]-4-yl)-4-iodo-2-methylisoquinolin-1(2H)-one (38) : 3C{'H} NMR (101
MHz, CDCl)
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4-Iodo-2-methyl-6-(4-(trifluoromethyl)phenyl)isoquinolin-1(2H)-one (39) : 'H NMR (400

MHz, CDCl;)
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6-(2-Fluorophenyl)-4-iodo-2-methylisoquinolin-1(2H)-one (40): 3C{'H} NMR (101 MHz,
CDCly)
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3-(4-Iodo-2-methyl-1-0x0-1,2-dihydroisoquinolin-6-yl)benzonitrile (41): '"H NMR (400 MHz,
CDCl,)
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3-(4-Iodo-2-methyl-1-0x0-1,2-dihydroisoquinolin-6-yl)benzonitrile (41): 3C{'H} NMR (101
MHz, CDCl)
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4-Todo-2-methyl-6-(3-nitrophenyl)isoquinolin-1(2H)-one (42): '"H NMR (400 MHz, CDCl;)
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4-TIodo-2-methyl-6-(3-nitrophenyl)isoquinolin-1(2H)-one (42): 3C{'H} NMR (101 MHz,
CDCly)
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4-Todo-2-methyl-6-(naphthalen-2-yl)isoquinolin-1(2H)-one (43) : 'TH NMR (400 MHz, CDCl;)
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lin-1(2H)-one (44) : 'H NMR (400 MHz, CDCls)
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4-Iodo-2-methyl-6-(pyren-1-yl)isoquinolin-1(2H)-one (44) : 3C{'H} NMR (101 MHz, CDCl;)
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4-Iodo-2-methyl-6-(thiophen-3-yl)isoquinolin-1(2H)-one (45) : 'TH NMR (400 MHz, CDCl;)
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4-Iodo-2-methyl-6-(thiophen-3-yl)isoquinolin-1(2H)-one (45) : 3C{{H} NMR (101 MHz,
CDCl)
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7-Bromo-4-iodo-2-methylisoquinolin-1(2H)-one (46): '"H NMR (400 MHz, CDCl;)
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4-Iodo-2-methyl-5-nitroisoquinolin-1(2H)-one (48) : '"H NMR (400 MHz, CDCl;)
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8-Chloro-4-iodo-2-methylisoquinolin-1(2H)-one (49) :

TH NMR (400 MHz, CDCl)
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8-Bromo-4-iodo-2-methylisoquinolin-1(2H)-one (50) : 'H NMR (400 MHz, CDCl;)
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8-Bromo-4-iodo-2-methylisoquinolin-1(2H)-one (50) : *C{'H} NMR (101 MHz, CDCl;)
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1(2H)-one (51) : "H NMR (400 MHz, CDCl;)
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4-Iodo-2-isopropylisoquinolin-1(2H)-one (52) : 'H NMR (400 MHz, CDCl;)
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lin-1(2H)-one (53) : 'H NMR (400 MHz, CDCls)
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: TH NMR (400 MHz, CDCl)

2(1H)-yl)ethyl acetate (54)
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2-(4-Iodo-1-oxoisoquinolin-2(1H)-yl)ethyl acetate (54): 3C{'H} NMR (101 MHz, CDCl;)
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4-Todo-2-(3,3,3-trifluoropropyl)isoquinolin-1(2H)-one (55): '"H NMR (400 MHz, CDCl5)
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'H NMR (400 MHz, CDCl;)

-1(2H)-one (56):
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1(2H)-one (57) : 'H NMR (400 MHz, CDCl)
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2(1H)-one (58) : '"H NMR (400 MHz, CDCl;)
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: TH NMR (400 MHz, CDCl;)
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1-Ethyl-3-iodoquinolin-4(1H)-one: 'TH NMR (400 MHz, CDCls)
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