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Discovery of Pyridine ketone derivatives as antimycobacterial

agents

Supplementary Material:
'TH NMR and 3C NMR spectrums of compounds

TH NMR of 4'-fluoro-N-((1-methyl-3-0x0-2,3,5,6,7,8-hexahydroisoquinolin-4-yl)methyl)-[1,1'-
biphenyl]-4-carboxamide (6b1)
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'H NMR of N-((1-methyl-3-0x0-2,3,5,6,7,8-hexahydroisoquinolin-4-yl)methyl)-4'-
(trifluoromethoxy)-[1,1'-biphenyl]-4-carboxamide (6b2)
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TH NMR of 4'-(dimethylamino)-VN-((1-methyl-3-0x0-2,3,5,6,7,8-hexahydroisoquinolin-4-
yDmethyl)-[1,1'-biphenyl]-4-carboxamide (6b3)
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TH NMR of 3'5'-dimethoxy-VN-((1-methyl-3-0x0-2,3,5,6,7,8-hexahydroisoquinolin-4-
yDmethyl)-[1,1'-biphenyl]-4-carboxamide (6b6)
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THNMR (400 MHz, DMSO-ds) & 11.51 (s, 1H), 840 (1,./ = 4.8 Hz, 1H), 7.91 (d,./ = 8.4 Hz 2H), 7.73
{d,J=84 Hz 2H), 682 (d,J = 2.2 Hz, 2H), 6.53 (1, ./ = 2.2 Hz 1H), 4.35 (d,.J = 4.8 Hz, 2H), 3.81 (s,
6H), 2.71 (s, 2H), 2.38 (s, 2H), 2.12 (s, 3H), 1.63 (s, 4H).
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'H NMR of 3'-methoxy-N-((1-methyl-3-0x0-2,3,5,6,7,8-hexahydroisoquinolin-4-yl)methyl)-5'-
(trifluoromethyl)-[1,1'-biphenyl]-4-carboxamide (6b8)
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TH NMR of 3'-methoxy-5'-methyl-V-((1-methyl-3-0x0-2,3,5,6,7,8-hexahydroisoquinolin-4-
yDmethyl)-[1,1'-biphenyl]-4-carboxamide (6b9)
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H NMR of N-((1-methyl-3-0x0-2,3,5,6,7,8-hexahydroisoquinolin-4-yl)methyl)-4-
(trifluoromethyl) benzamide (6b12)
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(trifluoromethyl) benzamide (6b14)
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N-((1-methyl-3-0x0-2,3,5,6,7,8-hexahydroisoquinolin-4-yl)methyl)-3-

IH NMR of 4-(dimethylamino)-VN-((1-methyl-3-0x0-2,3,5,6,7,8-hexahydroisoquinolin-4-
y)methyl) benzamide (6b18)
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H NMR of N-((1-methyl-3-0x0-2,3,5,6,7,8-hexahydroisoquinolin-4-yl)methyl)-6-
(trifluoromethyl) nicotinamide (6b21)
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'H NMR of N-((1-methyl-3-0x0-2,3,5,6,7,8-hexahydroisoquinolin-4-yl)methyl)-5-
(trifluoromethyl) picolinamide (6b22)
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qH NMR of 6-chloro-N-((1-methyl-3-0x0-2,3,5,6,7,8-hexahydroisoquinolin-4-
yDmethyl)nicotinamide (6b24)
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qH NMR of 6-fluoro-N-((1-methyl-3-0x0-2,3,5,6,7,8-hexahydroisoquinolin-4-
y)methyl)nicotinamide (6b26)
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'H NMR of N-((1-methyl-3-0x0-2,3,5,6,7,8-hexahydroisoquinolin-4-yl)methyl)-6-
de (6b28)

=0

nitronicotinam

R3 H2REER 2 a ER 252 23
EE A=5837 " &8 338 £
o5 od obof ofof o - - < clel elei el - -
l_rJ f o it s | x_»(l v \_‘(J Y 7 W

"H NM R (400 M Hz (hion oan-d)
324 Ha IHL T30 &
38 He 2H) 224s. H

ETE. S~ 23 He IHRE M 1. 0 = 536 He, TH)L. X104dd. S
Z A4ST. /= SAHL ZHL 290, S " S THL2H ) 2444d 1
LT8¢, 4 = 38 He. SH)

Q
NH

qQ \ / CHy

, et

| [
I 'I H “ \ |
A = ,I'-g-‘l.“ J UL A f T i J r,‘l 'wJI o W . .I-J"-u. _— ] .
W L i N T i g
(=] oo (=] vy o3 [ = =T
S & o = =) o - ~
— o - — -— o3 o o1 =r
T v T i T d T T T T T T v T T T T T a T v T v T d T
9.0 (& ] 80 1.3 7.0 es 8.0 as 30 43 40 is 30 s 2.0 L3 Lo s (- N-]
f1 (ppal

'H NMR of N-((1-methyl-3-0x0-2,3,5,6,7,8-hexahydroisoquinolin-4-yl)methyl)-5-nitrofuran-
2-carboxamide (6b29)
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'H NMR of 5-bromo-N-((1-methyl-3-0x0-2,3,5,6,7,8-hexahydroisoquinolin-4-yl)methyl)furan-
2-carboxamide (6b31)
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ITH NMR of N-((4-methyl-2-0x0-1,2,5,6,7,8-hexahydroquinolin-3-yl)methyl)thiophene-2-
carboxamide(6d2)
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H NMR of 6-methyl-/V-((4-methyl-2-0x0-1,2,5,6,7,8-hexahydroquinolin-3-
yDmethyl)nicotinamide (6d3)
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'H NMR of 3',5'-dimethoxy-N-((4-methyl-2-0x0-1,2,5,6,7,8-hexahydroquinolin-3-yl)methyl)-
[1,1'-biphenyl]-4-carboxamide (6d4)
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TH NMR of N-((4-methyl-2-o0x0-1,2,5,6,7,8-hexahydroquinolin-3-yl)methyl)-5-nitrothiophene-
2-carboxamide (6d5)
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yDmethyl)benzamide (6d6)
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IH NMR of 2-chloro-N-((4-methyl-2-0x0-1,2,5,6,7,8-hexahydroquinolin-3-yl)methyl)-6

(trifluoromethyl)nicotinamide (6d7)
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'H NMR of N-((4-methyl-2-0x0-1,2,5,6,7,8-hexahydroquinolin-3-yl)methyl)-5-phenylfuran-2-
carboxamide (6d8)
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yDmethyl)nicotinamide (6d12)
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'H NMR of N-((4-methyl-2-0x0-1,2,5,6,7,8-hexahydroquinolin-3-yl)methyl)-5-nitrofuran-2-
carboxamide (6d14)
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biphenyl]-4-carboxamide (9a2)
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TH NMR of 6-fluoro-N-((1-methyl-3-0x0-3,5,6,7-tetrahydro-2H-cyclopenta[c]pyridin-4-
yDmethyl)nicotinamide (6a2)
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'H NMR of N-((4-methyl-2-0x0-6-phenyl-1,2-dihydropyridin-3-yl)methyl)-6-(trifluoromethyl)
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'H NMR of N-((4,6-dimethyl-2-0x0-1,2-dihydropyridin-3-yl)methyl)-4-
(trifluoromethyl)benzamide (8a4)
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'H NMR of 1-methyl-3-o0x0-N-(4-(trifluoromethyl)phenyl)-2,3,5,6,7,8-hexahydroisoquinoline-
4-carboxamide (10a4)
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(trifluoromethyl)phenyl)acetamide (10a5)
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1BC NMR of 6-chloro-N-((1-methyl-3-0x0-2,3,5,6,7,8-hexahydroisoquinolin-4-
yDmethyl)nicotinamide (6b24)
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1BC NMR of 6-bromo-N-((1-methyl-3-o0x0-2,3,5,6,7,8-hexahydroisoquinolin-4-
y)methyl)nicotinamide (6b25)
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13C NMR of 6-fluoro-N-((1-methyl-3-o0x0-2,3,5,6,7,8-hexahydroisoquinolin-4-
y)methyl)nicotinamide (6b26)
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13C NMR of 6-methyl-/V-((1-methyl-3-0x0-2,3,5,6,7,8-hexahydroisoquinolin-4-
y)methyl)nicotinamide (6b27)
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13C NMR of N-((4-methyl-2-0x0-1,2,5,6,7,8-hexahydroquinolin-3-yl)methyl)-6-
(trifluoromethyl) nicotinamide (6d1)

I3C NMR of N-((4-methyl-2-0x0-1,2,5,6,7,8-hexahydroquinolin-3-yl)methyl)thiophene-2-
carboxamide (6d2)
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13C NMR of 6-methyl-/V-((4-methyl-2-0x0-1,2,5,6,7,8-hexahydroquinolin-3-
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13C NMR of 3,5-dimethoxy-/NV-((4-methyl-2-0x0-1,2,5,6,7,8-hexahydroquinolin-3-
y)methyl)benzamide (6d6)
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13C NMR of N-((4-methyl-2-0x0-1,2,5,6,7,8-hexahydroquinolin-3-yl)methyl)-5-phenylfuran-2-

carboxamide (6d8)

VCNMR (1 MHZ DMSO) 8 16154, 15190, 14376, 142 72(d. /= 91 Hz), 2748 11K 74,
700, 11307, 11280, 3857 2701 . S = 115 Hz), 2496 24398, 2266 220K . 216 . 211K, 169
L 139%

-
CHy

A —

T
b e i i e

T T T T SR
e W el b e b H=- ko = ™ 0

i1 (ppm

13C NMR of
(trifluoromethyl) pyridin-3-yl)benzamide (6d9)
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N-((4-methyl-2-o0x0-1,2,5,6,7,8-hexahydroquinolin-3-yl)methyl)-4-(6-
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13C NMR of 4-methyl-3-(((1-(4-(trifluoromethoxy)benzoyl)piperidin-4-yl)amino)methyl)-
5,6,7,8-tetrahydroquinolin-2(1H)-one (6d10)
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13C  NMR of N-((4,6-dimethyl-2-0x0-1,2-dihydropyridin-3-yl)methyl)-5-nitrofuran-2-
carboxamide (8al)
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I3C NMR of N-((6-ethyl-4-methyl-2-0x0-1,2-dihydropyridin-3-yl)methyl)-5-nitrofuran-2-
carboxamide (8a2)
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13C  NMR of  N-((4,6-diethyl-2-0x0-1,2-dihydropyridin-3-yl)methyl)-5-nitrofuran-2-
carboxamide (8a3)
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13C NMR of N-((4-methyl-2-0x0-1,2-dihydroquinolin-3-yl)methyl)-6
(trifluoromethyl)nicotinamide (9al).
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13C NMR of 3'5'-dimethoxy-N-((4-methyl-2-0x0-1,2-dihydroquinolin-3-yl)methyl)-[1,1'-
biphenyl]-4-carboxamide (9a2)
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13C NMR of N-((1-methyl-3-0x0-3,5,6,7-tetrahydro-2H-cyclopenta[c]pyridin-4-yl)methyl)-5-
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13C NMR of N-(1-methyl-3-0x0-2,3,5,6,7,8-hexahydroisoquinolin-4-yl)-6-
(trifluoromethyl)nicotinamide (10a6)
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3',5'-dimethoxy-N-((1-methyl-3-0x0-2,3,5,6,7,8-hexahydroisoquinolin-4-yl)methyl)-[1,1'-

biphenyl]|-4-carboxamide (6b6)

800D WL 25 nm
N 3 -6.540
625
500}
375
250
125
1-4.527
ol oy min
T e o] — - T T
0.0 20 40 60 8.0 100 12.0 14.0 16.
No. Ret.Time Peak Name HElght Area Rel.Area Amount WPE
min mAU mAU*min %
1 453 na 24560 1010 106 na _ BMB*
2 582 na 7491 0875 090 na  BMB*
3 654 na 727807 94526 9714 na.  BMB*
Total: 750057 97.311 10000 0.000




3'-methoxy-5'-methyl-N-((1-methyl-3-0x0-2,3,5,6,7,8-hexahydroisoquinolin-4-yl)methyl)-

[1,1'-biphenyl]-4-carboxamide (6b9)

120050 WVL-254 nm
& 3. 8.863
500+
' 1 -7.377 2 /814304 - 9.367, 5 - 10.490
) T T T T T
-100 T T T il 5l el e i =
0.0 20 40 6.0 8.0 10.0 12.0 140 16.0
No. Ret.Time Peak Name Height Area Rel.Area Amount Type
min mAU mAU*min %
1 7.38 n.a. 14.005 2.442 2.59 n.a. BMB
2 8.43 n.a. 7.617 0.569 0.60 n.a. BMB
3 8.86 n.a. 941.827 90.282 95.67 n.a. BMB
4 9.37 n.a. 8.035 0.568 0.60 n.a. BMB
5 10.49 n.a. 5.616 0.511 0.54 n.a. BMB
Total: 977.100 94.372 100.00 0.000

N-((1-methyl-3-0x0-2,3,5,6,7,8-hexahydroisoquinolin-4-yl)methyl)-4-(trifluoromethyl)

benzamide (6b12)
14001y WVL2E4 nr
1200 1-4.310
1,000
800+
600
400+
200+
0 T 1 ! ' II ' ' I ' T T T T dL
0o 20 40 6.0 8.0 100 120 140 16.0
No. Ret.Time *eak Name Height Area Rel.Area Amount Type
min mAU mAU*min %
1 4.31 n.a. 1210.629 | 113.528 | 100.00 na. BMB
Total: 1210629 113528 100.00 0.000




N-((1-methyl-3-0x0-2,3,5,6,7,8-hexahydroisoquinolin-4-yl)methyl)-6-(trifluoromethyl)

nicotinamide (6b21)

550

_mAU WWVL 254 nm
_ 2 - 4340
400+
3004
2004
100
] 1-1.677 l .
0 'n T 3 T : " T T ¥ I T T T dLL
0.0 2.0 4.0 6.0 8.0 10.0 12.0 14.0 16.0
Ne. | Ret.Time Peak Name Height Area Rel.Area Amount Type
min mAU mAU*min %
1 1.68 na. 8.097 0.327 0.59 na BMB*
2 434 na. 400 754 54966 0941 na BMB*
Total: 498 851 55203 100.00 0.000

6-chloro-N-((1-methyl-3-0x0-2,3,5,6,7,8-hexahydroisoquinolin-4-yl)methyl)nicotinamide

(6b24)
HUWUTRD VWL 254
2-3.793

3,000+

2,000

1,000
0 .'1[”.?3 - lI3—5|-53*? . '4"?'.9'33 — s S ; min
00 20 40 6.0 8.0 100 120 140 16.0

No. | Ret.Time Peak Name Height Area Rel.Area Amount Type

min mAU mAU*min %

1 1.77 na. 2672 0.142 0.02 na. BMB*
2 379 na. 3477248 627732 9964 na. BMB*
3 5:53 na. 10774 1.048 0.21 na. BMB*
4 7.90 na. 1.201 0.154 0.02 na. BMB*

Total: 3500.895 629.977 100.00 0.000




6-bromo-/V-((1-methyl-3-o0x0-2,3,5,6,7,8-hexahydroisoquinolin-4-yl)methyl)nicotinamide

(6b25)
900 1AD WL 254
] 3-3.727
750
625-]
500-
375
250
125+
ﬁ1-0.553 ] min
0 L T e T I | =
0.0 20 4.0 6.0 8.0 10.0 12.0 14.0 16.0
No. | Ret.Time Peak Name Height Area Rel.Area Amount Type
min mAU mAU*min %
1 0.88 n.a. 25.614 0.484 0.77 n.a. BMB*
2 3.36 n.a. 5.794 0.890 1.42 n.a. BMB*
3 3.73 n.a. 798.377 61.312 97.81 n.a. BMB*
Total: 829.785 62.685 100.00 0.000

6-fluoro-N-((1-methyl-3-o0x0-2,3,5,6,7,8-hexahydroisoquinolin-4-yl)methyl)nicotinamide

(6b26).
1 mal WAL 254 nm
E 7-4.150
2,500
2,000
1,500
1,000}
500
0 R 1I-3|;,3E- . = : : : | min
00 20 40 6.0 8.0 100 120 140 16.0
Ne. | Ret.Time Peak Name Height Area Rel.Area Amount Type
min mAU mAU*min %
1 3.38 n.a. 1.646 0.624 0.24 n.a. BMB
2 415 n.a. 2745.863 256.932 099.76 n.a. BMB
Total: 2747509 257556 100.00 0.000




6-methyl-/V-((1-methyl-3-o0x0-2,3,5,6,7,8-hexahydroisoquinolin-4-yl)methyl)nicotinamide

(6b27).
220 ,
_-mAU 45 VWWL:230 nim
150
100
50|
d T
A min
2077 — ——
00 2.0 4.0 6.0 8.0 100 12.0 15.0
No. | Ret.Time Peak Name Height Area Rel.Area Amount Type
min mAU mAU*min Yo
1 3.92 n.a. 197.214 17.740 100.00 n.a. BMB
Total: 197.214 17.740  100.00 0.000
N-((1-methyl-3-0x0-2,3,5,6,7,8-hexahydroisoquinolin-4-yl)methyl)-6-nitronicotinamide
(6b28)
L JmAL WNWVL:230 nm
] 2 -4.900
150-]
100-
50
I T
i min
20— ————— ——————————————
00 2.0 4.0 6.0 8.0 10.0 12.0 15.0
No. | Ret.Time Peak Name Height Area Rel.Area Amount Type
min mAU mAU*min %
1 242 n.a. 2.647 0187 0.65 n.a. BMB*
2 4.90 n.a. 166.923 28439 0935 n.a. BMB
Total: 169.570 28626 100.00 0.000




N-((1-methyl-3-0x0-2,3,5,6,7,8-hexahydroisoquinolin-4-yl)methyl)-5-nitrofuran-2-

carboxamide (6b29)
180180 WVL230 i
24110
100;
50—-
T 1.2.427
P IR i
| min
-20 ' T ® & & _[_ & ! | | | i & | W :
0.0 2.0 4.0 6.0 8.0 100 12.0 15.0
No. Ret.Time Peak Name Height Area Rel.Area Amount Type
min mAU mAU*min %
1 243 n.a. 2.006 0.128 0.63 na. BMB*
2 411 n.a. 141.226 20.184 99.37 na. BMB
Total: 143.232 20.313  100.00 0.000
5-bromo-/N-((1-methyl-3-0x0-2,3,5,6,7,8-hexahydroisoquinolin-4-yl)methyl)furan-2-
carboxamide (6b31).
800130 WL230 i
] 2-3.733
60.0+
40.0
20.0
] 1 -2.427
__A,—‘A,—AJ . 3-4960 |, 4-6477
] min
-10.0 T R R R ™) — -
0.0 20 40 6.0 8.0 10.0 120 15.0
No. | Ret.Time Peak Name Height Area Rel.Area Amount Type
min mAU mAU*min %
1 243 n.a. 2.506 0.176 1.87 n.a. BMB*
2 373 n.a. 70.315 9087 9686 n.a. BMB
3 4.96 n.a. 0.441 0.064 0.68 n.a. BMB*
4 6.48 n.a. 0.458 0.055 0.58 n.a. BMB*
Total: 73.720 9.382 10000 0.000




N-((1-methyl-3-0x0-2,3,5,6,7,8-hexahydroisoquinolin-4-yl)methyl)-5-nitrothiophene-2-
carboxamide (6b32)

1400TAD VWL 254 i
1200 2 -3.590
1,000
800
600
400+
200+
L 1-2 min
0 e P R T Tl Tl ik i T i
0o 20 40 6.0 8.0 100 120 140 16.0
Ne. | Ret.Time Peak Name Height Area Rel.Area Amount Type
min mAU mAU*min %
1 2.54 n.a. 16.790 2.084 063 n.a. BMB
2 3.59 n.a. 1205170 | 328.811 99.37 n.a. BMB
Total: 1221.960 330.895 100.00 0.000

N-((1-methyl-3-0x0-2,3,5,6,7,8-hexahydroisoquinolin-4-yl)methyl)-5-(trifluoromethyl)furan-
2-carboxamide (6b33).

100 JmAU WWVL:230 nm
2-3733
75
50
25-]
1-2.427 3-4.950
- e
' min
-10 T R "R T T T s L T
0.0 2.0 4.0 6.0 8.0 10.0 120 15.0
No. Ret.Time Peak Name Height Area Rel.Area Amount Type
min mAU mAU*min %
1 243 n.a. 1.654 0.090 0.78 n.a. BMB*
2 373 n.a. 87.781 11.084 96.11 n.a. BMB
3 495 n.a. 2.325 0.359 3:11 n.a. BMB*
Total: 91.759 11533 10000 0.000




N-((1-methyl-3-0x0-2,3,5,6,7,8-hexahydroisoquinolin-4-yl)methyl)-1 H-pyrazole-4-
carboxamide (6b35).

0.50 '
] P~
=
1 il
0.40‘; L]
= 1
il
0201
0.104
1 “ a
1 Irs} -
1 o i
]
0.00- +H 14 |
000 200 400 ' " 600 800 1000 1200 ' 1400
Ne. | Ret.Time Peak Name Height Area Rel.Area Amount
min v pv*s %
1 2686 na 146.0 111.0 0.02 n.a.
2 3.377 na 483796.0 5126803.0 9907 n.a.
3 5135 na. 7404 47174 0.91 n.a.

N-((1-methyl-3-0x0-3,5,6,7-tetrahydro-2H-cyclopenta[c]|pyridin-4-yl)methyl)-5-
nitrothiophene-2-carboxamide (6al).

040 |
R
o
0.30+
|
;:co.zoi
0.10H
] <
w
o)
| o ||
0.00+ —
T B e e T o e T O e w e e e T S By R B e e
0.00 200 400 6.00 8.00 10'.00 12.00 14.00
No. Ret.Time Peak Name Height Area Rel.Area Amount
min v Hv*s %
1 3.264 na. 835.0 10580.0 0.53 na.
2 3773 na. 389160.0 19844300 9947 na.

6-bromo-/N-((1-methyl-3-0x0-3,5,6,7,8,9-hexahydro-2H-cyclohepta|c]pyridin-4-
yDmethyl)nicotinamide (6¢c1).
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| 1
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0.50-
1 n @
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e b
4 c"') u
0.00- — H—
T T T 1 T 1 T T T 1 T T T 1 T T T 1 T T T T T T ]
0.00 200 4.00 6.00 8.00 10.00 12.00 14.00
No. | Ret.Time Peak Name Height Area Rel.Area Amount
min v pv*s Y%
1 3.265 n.a. 1254.0 18479.0 0.19 n.a.
2 3.804 na 2029178.0 04657950 99.73 na.
3 5148 na. 741 741 0.08 na.

N-((4-methyl-2-0x0-1,2,5,6,7,8-hexahydroquinolin-3-yl)methyl)thiophene-2-carboxamide

(6d2).

1,60
1.407
1204

1.004

AU

080]
0.505
a.4cé
020

0.00°

—3:353

0.00 200

T R e R L P L e o B B i) G
4.00 6.00 8.00 1000 12.00 14.00

No. | Ret.Time
min

Peak Name Height Area Rel.Area Amount

v ks %

1 3.393 na.
2 4552 na.

1628020.0 17362598.0 99.90 n.a.
2625.0 17981.0 0.10 n.a.

N-((4-methyl-2-o0x0-1,2,5,6,7,8-hexahydroquinolin-3-yl)methyl)-5-nitrothiophene-2-

carboxamide (6d5)




800

mAL WWL 254 nm
2 -4460
625-]
500
376
250
125+
] 1&0?3 -
min
0 T T T IJli‘l i T T T T T T T T
0.0 20 4.0 6.0 8.0 10.0 12.0 14.0 16.0
No. | Ret.Time Peak Name Height Area Rel.Area Amount Type
min mAU  mAU*min %
1 4.07 n.a. 12.593 1.041 1.73 n.a. BMB*
2 4.46 n.a. 663.936 59.261 98.27 n.a. BMB*
Total: 676.530 60.321 100.00 0.000

N-((4-methyl-2-0x0-1,2,5,6,7,8-hexahydroquinolin-3-yl)methyl)-4-(6-(trifluoromethyl)

pyridin-3-yl)benzamide (6d9)

1400

|
300+ %
250 i
200
3
T q5g
1.0
e T O o]
5 &8 &
o o 7]
00o E o
o0 200 400 600 800 1000 Cq200
Mo, | Ret.Time Peak Mame Height Area Rel.Area Amount
min pw pets %
1 3374 na -55.0 236.0 0.00 na
2 3903 na -216.0 1063.0 0.00 na
3 4 882 na 3116973 23053222 0908 na
4 5848 na 192 2383 00 na

6-bromo-/N-((4-methyl-2-oxo0-1,2,5,6,7,8-hexahydroquinolin-3-yl)methyl)nicotinamide (6d11).



Ty

mALU WVL:254 nm
1 2-6.847
3,000
2,000
1,000
,Ji&'m
20-—— | — = — — it
0.0 20 4.0 6.0 8.0 10.0 12.0 15.1
No. | Ret.Time Peak Name Height Area Rel.Area Amount
min mAU  mAU*min %
1 6.65 na. 91.510 7549 1.36 na.
2 6.85 na. 4058209 546644 9864 na.
Total: 4149720 554193 100.00 0.000

6-fluoro-N-((4-methyl-2-o0x0-1,2,5,6,7,8-hexahydroquinolin-3-yl)methyl)nicotinamide (6d12)

300] 4
o
s
2507 P
200
3z 150
1.00
] 3
0.50 <
Lap]
000
Eo T 1 ! ! I i LA L Wil
000 200 400 6.00 8.00 10.00 12.00
No. | Ret.Time Peak Name Height Area Rel.Area Amount
min pv*s %
1 3172 na. 2953571.0 52431004.0 9543 na.
2 3869 na 141540.0 838043.0 1.57 na.

14.00

6-chloro-N-((4-methyl-2-o0x0-1,2,5,6,7,8-hexahydroquinolin-3-yl)methyl)nicotinamide (6d13).
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No. | Ret.Time Peak Name Height Area Rel.Area Amount
min v s %
1 3.357 na. 2334799.0 25609352.0 96.31 n.a.
2 3.870 na. 982352.0 982352.0 3.69 n.a.

N-((6-cyclopropyl-4-methyl-2-o0x0-1,2-dihydropyridin-3-yl)methyl)-6-(trifluoromethyl)
nicotinamide (7al)

Y¥Y _mAu WVL:254 nm
] 1-6.633
750
625
500
375
250-]
125
] 2 - 7.067
-20'"I"'I"'|"'|--u|-..|....mm
0.0 20 4.0 6.0 80 10.0 12.0 150
No. | Ret.Time Peak Name Height Area Rel.Area Amount
min mAU mAU*min %
1 6.63 n.a. 795287 161483 9592 na.
2 7.07 na. 42 833 6.875 4 .08 na.
Total: 838.120 168.358 100.00 0.000

3',5'-dimethoxy-N-((4-methyl-2-0x0-6-phenyl-1,2-dihydropyridin-3-yl)methyl)-[1,1'-biphenyl]-
4-carboxamide (7b2)
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800D WL 254 nm
N 3 -6.540
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T e o] — - T T
0.0 20 40 60 8.0 10.0 12.0 14.0 16.0
No. Ret.Time Peak Name HElght Area Rel.Area Amount WPE
min mAU mAU*min %
1 453 na 24560 1010 106 na _ BMB*
2 582 na 7491 0875 090 na  BMB*
3 654 na 727807 94526 9714 na.  BMB*
Total: 750057 97.311 10000 0.000

3',5'-dimethoxy-N-((4-methyl-2-0x0-1,2-dihydroquinolin-3-yl)methyl)-[1,1'-biphenyl]-4-
carboxamide (9a2)

1000 A0 WVL 254 nnf
] 45707
800+
600+
400+
200+
; ] 1-2.29% B min
| : | T O T Iei T T o T | T
0.0 20 40 6.0 8.0 10.0 12.0 14.0 16.0
No. | Ret.Time Peak Name Height Area Rel.Area Amount Type
min mAU mAU*min %
1 229 n.a. 56091 0.482 0.45 n.a. BMB*
2 3.24 n.a. 1.304 0.293 0.28 n.a. BMB*
3 3.72 n.a. 14.262 2634 249 n.a. BMB*
4 571 n.a. 925.037 102.505 096.78 n.a. BMB*
Total: 946.384 105913 100.00 0.000




N-((4-methyl-2-o0xo0-1,2-dihydroquinolin-3-yl)methyl)-4-(6-(trifluoromethyl)pyridin-3-
y)benzamide (9a3)

2500140 WL 252 i
2-5.277
2,000+
1,500
1,000+
500+
| L 1-3.470 L min
0 | i et Ty 3! N T — ! 2R B T 5
0.0 20 40 6.0 8.0 10.0 120 140 16.0
No. | Ret.Time Peak Name Height Area Rel.Area Amount Type
min mAU mAU*min %
1 3.47 n.a. 9.890 3.555 1.53 n.a. BMB*
2 5.28 na. 2180676 228908 9847 n.a. BMB*
Total: 2190566 232464 10000 0.000

N-((1-methyl-3-0x0-2,3,5,6,7,8-hexahydroisoquinolin-4-yl)methyl)-6-
(trifluoromethyl)pyridine-3-sulfonamide (10a2)

L mal WAWL 254 nm
1,200 1-3.677
1,000
800+
600
400
200+
! |2 - 4440 min
0 I - 2 L I L T :
00 20 40 6.0 8.0 100 12.0 14.0 16.0
Ne. | Ret.Time Peak Name Height Area Rel.Area Amount Type
min mAU mAU*min %
1 3.68 n.a. 171,721 | 242182 99.73 n.a. BM
2 4.44 n.a. 5.022 0.653 0.27 n.a. MB
Total: 1176.744 242835 100.00 0.000




