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Ethyl 1-methyl-1H-indole-2-carboxylate

C1zH13NO2 MW 203.24
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1-Methyl-1H-indole-2-carboxylic acid (9)

C1oHoNO2 MW 175.19
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Ci15H12N202
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N-(4-Hydroxyphenyl)-1H-indole-2-carboxamide (5a)
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Openlynx Report -
Sample: 52 Vial:1:F,3 File:l-0416615-001
Date:29-Aug-2018 Time:16:45:42

Printed: Thu Aug 30 10:30:57 2018

Page 105

Sample Report (continued):

Sample 52 Vial 1:F,3 ID File 1-0416615-001 Date 29-Aug-2018 Time 16:45:42 Description Met Gen

o
M
A pajetauab sem 3|y s
+
(%]

3: UV Detector: TIC 2.923¢
Range: 2.923=+2
4 &
100% . N
252.3(63%) | o
2.0e+2 252.3(16%) || s
1.43 ! c
1.0e+2 - ]
1 g
—_—T T T e e e T T1
0.50 1.00 1.50 2.00 2.50 3.|m§lma
Peak Number Time Area %Total Mass Found b
4 1.43 100.00 25227,6252.27 §
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YT L — -
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T T T T T T T T T Time
0.50 1.00 1.50 2.00 2.50 3.007
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Y L . S s B R LU S N AR L m/z
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Openlynx Report - Fage106
Sample: 82 Viak 1F3 Flled-0416615-001 -
Date 29-Aug-2018 Time, 164542 pid
Prinfed Thu Aug 30 10031057 2018 -.-
Sample Report [contnued): [
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8. Tef00E
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0 T T T “7 T T T ¥ T T T l-.l'-r'
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Ci16H14N20
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N-Benzyl-1H-indole-2-carboxamide (5b)
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f1 (ppm)
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Openlynx Report - Page 125
Sample: 62 Vial:1:G,3 File:1-0254678-002
Date:29-Aug-2018 Time:17:30:00

Printed: Thu Aug 30 10:30:57 2018

Sample Report (continued):

Sample 62 Vial 1:G,3 ID File 1-0254678-002 Date 29-Aug-2018 Time 17:30:00 Description Met Gen

3: UV Detector: TIC 2.08%e+2
Range: 2.07T=+2
(4)

2.0e+2 1008
250.3(53%)
250.3(77%)
ﬁ 1.0e+2 1.69
e L L L B e e S e S B iR L L
0.50 1.00 1.50 2.00 2.50 3.00
Peak Number Time Area %Total Mass Found
4 1.69 100.00 25030, 250.30
1l: MS ES+ :TIC 1.2e=00%
_ (4)
100 71%
250.3(53%)
250.3(77%)
*® 50 (1) (3) 1.72
18% 11% —
1.12 1.38 — ,m_.___,df/'
o e — .
L B L B U L L B L ) SNSRI B S e
0.50 1.00 1.50 2.00 2.50 3.00
2: MS E5- :TIC 3.4e=008
(4) _
100 70%
250.3(53%)
250.3(77%)
*® 50 1.711
 (3);6%;1.39 _ —
= T .me
0.50 1.00 1.50 2.00 2.50 3.00
Peak ID Time Mass Found
4 172 251.30
4: (Time: 1.69) 1:MS ES+
1.7e¥007
1009440 = 202.1
- 07 2081 | 252157 391.1 °01-3 523.3 595.3
e 7T T T ®/Z
200.0 300.0 400.0 500.0 600.0
Openlynx Report - Page. 126
Sample: 62 Vial:1:G,3 File:l-0254678-002
Date:29-Aug-2018 Time:17:30:00
Printed: Thu Aug 30 10:30:57 2018
Sample Report (continued):
Peak ID Time Mass Found
4 172 249.30
4: (Time: 1.69) 2:M5 Es-
8.4e3006
1oo - 295.2
® 3 146.1 235.8 | 250.2 295. 363.p 384.9 s20.9 945.3
-+ 7 'z
200.0 300.0 400.0 500.0 600.0
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C16H14N202 MW 266.30
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N-(4-Hydroxybenzyl)-1 H-indole-2-carboxamide (5¢)
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Openlynx Report - Page 101
Sample: 50 Wial1:E, 11 File:1-0416614-001
Date:29-Aug-2018 Time:16:36:51

Printed: Thu Aug 30 10:30:57 2018

Sample Report (continued):

Sample 50 Vial 1:E,11 ID File 1-0416614-001 Date 29-Aug-2018 Time 16:36:51 Description Met Gen

3: UV Detector: TIC 2.232e+2
Range: 2.228=42
(3) _
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266.3(34%)
266.3(51%)
2 1.0e+2 1.40
L e B e B L s S e e B e e B L L1
0.50 1.00 1.50 2.00 2.50 3.00
Peak Number Time Area %Total Mass Found
3 140 100.00 266.29, 266.29
1: MS ES+ :TIC 1.0e=00%
100 (3) ;45%;266.3(34%) ;266.3(51%) ;1.42
(1) (2)
- 50 37% 18% -
1.00  1.28 R
P — — ———
-————7————7 77— 77— 77— Time
0.50 1.00 1.50 2.00 2.50 3.00
2: MS ES- :TIC 4. 3e=008
_ (3)
100 94%
266.3(34%)
266.3(51%)
o 50 1.43
1+ Time
0.50 1.00 1.50 2.00 2.50 3.00
Peak ID Time Mass Found
3 142 267.29
3: (Tim=: 1.40) 1:M5 EsS+
9.3e+0086
1005 148.1 2671
* % ( 202.1214 1 L268.1 330.1 533.3 355.3
et m/z
200.0 300.0 400.0 500.0 600.0
Openlynx Report - Page 102
Sample: 50 Vial:1:E, 11 File:1-0416614-001
Date:29-Aug-2018 Time:16:36:51
Printed: Thu Aug 30 10:30:57 2018
Sample Report (continued):
PeakID Time Mass Found
3 142 265.29
3: (Time: 1.40) 2:M5 Bs5-
7.1e%006
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. 00grs9.2 266.1 311.2
| 205.1 248.8|- s 379.2 531.4 577.5
e N L o e o e e o e B LN e e o e ey Ly e s e B P A4
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N-(4-Methoxybenzyl)-1H-indole-2-carboxamide (5d)
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Openlynx Report - Page 103
Sample: 51 Vial:1:F,2 File:1-0254881-002
Date:29-Aug-2018 Time:16:41:18
Printed: Thu Aug 30 10:30:57 2018
Sample Report (continued):
Sample 51 Vial 1:F,2 ID File 1-0254881-002 Date 29-Aug-2018 Time 16:41:18 Description Met Gen
3: UV Detector: TIC 2.343e+2
Range: 2.338=+2
(3)
100%
2.0e+2 280.3(37%)
280.3(72%)
2 1.0e+2 1.68
L WA | L L B R A L | UL | L N T — Time
0.50 1.00 1.50 2.00 2.50 3.00
Peak Number Time Area %Total Mass Found
5 168 100.00 280.32, 280.32
1: MS ES+ :TIC 9. %9e=008
100 (5) ;46%,;280.3(37%) ;280.3(72%);1.70
(1) (2)
® 50 21% 33% -
o5  1.18 —~ g
B @ S — — S
S e —
0 T T T T T T T T T T T T T |Ti_|'II.E
0.50 1.00 1.50 2.00 2.50 3.00
2: MS ES- :TIC 2.4e=008
_ (5)
100 65%
280.3(37%)
280.3(72%
- 50 (3) (1) 1.7{1 :
28% 7%
1.291.43 L
e ——— e — — — _—_ .
0= LS L L B R L N AL T T T r Time
0.50 1.00 1.50 2.00 2.50 3.00
Peak ID Time Mass Found
5 170 281.32
5: (Time: 1.68) 1:M35 ES+
1.2=+007
100 281.1
- % 173.1 594 .1 ‘.__282.]_ 344.1 561.4 53 4
0y et L L 1m/z
200.0 300.0 400.0 500.0 600.0
Openlynx Report - Page 104
Sample: 51 Vial:1:F,2 File:l-0254881-002
Date:29-Aug-2018 Time:16:41:18
Printed: Thu Aug 30 10:30:57 2018
Sample Report (continued):
Peak ID Time Mass Found
5 1.70 279.32
5:(Time: 1.68) 2:M5 E5-
5.2e%5006
100 i 325.2
- 3 155-1 513, 2358 |280.1 2% 393.1 521.0 605.4
i L e L LA L | L AL LR N — miz
200.0 300.0 400.0 500.0 600.0
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N-(4-Fluorobenzyl)-1H-indole-2-carboxamide (5e)
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Analysis Info

Method MS_LC_POS_TimsOFF.m
Sample Name  MSP137

Acquisition Parameter
Source Type ESI
Focus Active
Scan Begin 50 miz
Scan End 2500 miz

lon Polarity

Set Capillary

Set End Plate Offset
Set Collision Cell RF

Positive
4000V
-500V
1800.0 Vpp

Set Nebulizer
Set Dry Heater
Set Dry Gas
Set Divert Valve

2.2 Bar
220 *C
10.0 Kmin
Waste

Intens.
[mAU]
800

600

400

200

Sed: UV 254 n

0
Intens.
[mAU]

600
400

200

Blank.d: UV 254 nm|

—

7 8

é Time [min]

Intens.
x106

1.0

269.109173

0.8

0.6

0.4

0.2

5559.193006

Se.d: +M35, 5.320.1min, #1903-15738

0.0 L
250 500 750 1000

# RT [min] Area Area Frac. % | SN
1 5.3 1719.6 100.00 666 148.0

1250 1500

1750 2000

2250 m/z
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N-(4-Hydroxy-3-methoxybenzyl)-1H-indole-2-carboxamide (5f)
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Openlyn: Report - Paps 17
Sample: 8 Vigt TAd Fibe O 65T 2-001 =
Dale29-Alg-2018 Titne 13.30°57 "
Printed: Thu Aug 30 103057 2018 F
-
=
Sample Report {continued); 2
[
Sampbe 3 Vial 1:43 1D File |-0416572-001 Date 25-Aug-2018 Time 13:30:57 Description Met Gen S
=4
3: OV Datestar: TIC 1, 355141
Bangei 1, Fifes2
5y .
965 E
1.Eaed 298, 1{94} z
g 1.omz hioda. M =
5.0041 2?53 T
A i
LA P T LI I T LN R T T T T LT T T LT T —r1 T
050 1.00 1.50 2. 00 2.50 ' a.'nn;?ﬂ
Pedk Humber Time  ArTea*%Total Mass Found =
5 143 55 78 29,32 :
7 2m e 2
1: M5 EF+ :TIC 7, dnm00T
3 -
338
1007 549 gy 1
et {5} 4 [
I ash o =
- e [1/}8.53 2063 (5% ) =
| I""z 1.40 =
ﬂ Mf%fﬂ e NN B
0.5 1.50 @00 R 3000y
2: M5 ES- TIC 1, Bes0aT

100+, (1) 155470, 36
o

3
i
4} i1 )
- 5 ek 178 ;_
0.84 1.5%9 / *
el ey —— e K — e —— . —
[V S — e W e ST o e =it =T : .._,-r§-
0,50 1.00 1.50 7.00 7.50 3.o0
=
Peak ID Time Mass Found n
5 140 o
5; (Time: 1.43) 1:M5 Hse
4t 3, de+005
10
- 102.1 208.1 250.0
L o ——f AL A B e e e o —— T mi s
" zod. o TR 400.0 500.90 00,0
Cpeniynx Repor - Page 14
Sampie: § Viak1.A% Fe 1041 BST2-001 Z
Date 29-Ag-2015 Time 13:30:57 =
Prired: This Aug 30 103057 2018 ;
=
=
Sarmiple Report (continued): §
1<}
PeakID Time Mass Found -
T =
T:(Time: .03} :2:11: lk;
141.1 «Safnns
1x 156.0 !
. B0 e 120.2 3780 >
T T T T p—————TTTr——— R
illl!l JEIE a 400.0 500.0 &O00.0 =
=
PeakiD Time Mass Fnu.nd E
8 140 =
S: (Timsi 1,43} 2oms -
— 1 InIEIIUJ
.2 ‘24,8 =
106y 160,32
B L7 3839 2111 £
wiz
0.0 3go.o 400.0 500.0 GO0 . O l'_:“
PeskID Time Mass Found 1
T 209 -
T: (Time: .03} 315 -
3. le¥lio3
15%. 0305, 2 226.8 3
Lo i #
- T |78z, 479 8852 ersg et
oll e 3 L i
L= i T L T T T L] T T |-'|:'f
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N-(3,4-Dichlorobenzyl)-1H-indole-2-carboxamide (5g)
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Analysis Info

Method MS_LC_POS_TimsOFF.m
Sample Name  MSP26

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 2.2 Bar
Focus Active Set Capillary 4000 v Set Dry Heater 220 °C
Scan Begin 50 miz Set End Plate Offset  -500W Set Dry Gas 10.0 Umin
Scan End 2500 miz Set Collision Cell RF 1800.0 Vpp Set Divert Valve Waste
Intens. 5g.d: UV 254 ny
[mAU]
1
150
100
50
st sbhbihiasat.,
0 T
Intens. Blank.d: UV 254 nm
[mAU]
200
150
100
50 ’
UW\-‘"“ it o oo : . b
0 1 2 3 4 5 ] 7 8 9 Time [min]
Intens. Sg.d: +MS, 5.820.1min, #2224-2322
¥10°
319.040400
5
4
3
2
1
508033374
0 1 . .l . . . . .
250 500 750 1000 1250 1500 1750 2000 2250 mfz
# RT [min] Area  Area Frac. % | S/N
1 5.8 400.50 100.00 156 B63.6
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N-(3,4-Difluorobenzyl)-1H-indole-2-carboxamide (Sh)
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Analysis Info

Method

MS_LC_POS_TimsOFF.m

Sample Name  MSP138

Acquisition Parameter

Source Type
Focus

Scan Begin
Scan End

ESI lon Polarity

Active Set Capillary

50 miz Set End Plate Offzet
2500 miz Set Cellision Cell RF

Positive

4000V
500V
1800.0 Vpp

Set Nebulizer
Set Dry Heater
Set Dry Gas
Set Divert Valve

2.2 Bar
220 *C
10.0 Wmin
Waste

Intens,
[mAU]
600

400

200

i

Shad: UV 254 n

0
Intens.
[mAU]
500
400
200
200

100

Blank.d: UV 254 nm|

B 9 Time [min]

Intens.
x106

1.0

0.8

0.6

0.4

0.2

0.0

2ET.099857

595.174573

Sh.d: +M5, 5.420.1min, #1963-2016

£ RT[min]

250 500 750 1000

Area Area Frac. % 1 SN

5.3 24.080 1.79 23 5.3
5.4 1322.066 98.21 563 180.8

1250

1500

1750

2000 2250 mfz
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MW 296.33

OH
OH

N-(3,4-Dihydroxyphenethyl)-1H-indole-2-carboxamide (5i)

C17H16N203
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Analysis Info

Method
Sample Name  MSP28

MS_LC_POS_TimsOFF.m

Acquisition Parameter
Source Type ESI
Focus Active
Scan Begin 50 miz
Scan End 2500 mfz

Set Nebulizer 2.2 Bar
Set Dry Heater 220 °C
Set Dry Gas 10.0 Umin
Set Divert Valve Waste

lon Polarity Positive
Set Capillary 4000V

Set End Plate Offset  -500V

Set Collision Cell RF 1800.0 Vpp

Intens.
[mAU]
1000
800
500
400

200

Sid: UV 254 n

e e e e e

0
Intens.
[mAU]
800
600
400

200

Blank.d: UV 254 nim|

3 4 5 6 7 8 9 Time [min

Intens.
x106

1.2

257.124096

1.0
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0.2

593.240676
0.0 L 1

5i.d: +M5, 4.520.1min, #1597-1665

250 500

# RT [min] Area Area Frac. %

750 1000 1250 1500 1750 2000 2250 miz

1 SN

1 45 22201 100.00

840 2772
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N-(4-Hydroxyphenyl)-1-methyl-1H-indole-2-carboxamide (6a)
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Openlynx Report - Page 57
Sample: 28 Vial:1:C.9 File:l-0416592-001
Date:29-Aug-2018 Time:14:59:16

Printed: Thu Aug 30 10:30:57 2018

Sample Report (continued):

Sample 28 Vial 1:C,9 1D File 1-0416592-001 Date 29-Aug-2018 Time 14:59:16 Description Met Gen

3: UV Detector: TIC 2.86%e+2
Range: 2.88=+2
(4) _
96%
2. 0e+2 266.3 (64%)
266.3 (51%)
E 1.60
1.0e+2
(3) :4%:1.51
...,....,....,....,....3,‘....,....,....,....,....,....,Tj.m
0.50 1.00 1.50 2.00 2.50 3.00
Peak Number Time Area %Total Mass Found
1.51 3.66
4 160 96.34 266.29, 266.29
1: MS ES+ :TIC 3.3e=009
(7
10 1% -
(4) :69%;266.3 (64%) ;266.3 (51%) ;1.56 2.41 "
~ - o =s —
- 5 /_,_,.a—— :
L e e e e T L e e o e e e e e e e LA L e e e e e e e ey i 17
0.50 1.00 1.50 2.00 2.50 3.00
2: MS ES- :TIC (5) 9.7e£007
39%
10 1.'6I1
(1) (2) _
*® 5 30% 31% \ /
1 31
0.99
B E S T
0 ...,....,....,....,....,....,....,....,....,....,....,Ti_me
0.50 1.00 1.50 2.00 2.50 3.00
PeakID Time Mass Found
3 151
3: (Time: 1.51) 1:M5 ES+
141.5 1821 2.9=+006
100
® 142.1£183_D 224.2 2952
L e B e L A o s e e e e e e e e e e e e e e B e ) LI e m e e B 1 4
200.0 300.0 400.0 500.0 600.0
Openlynx Report - Page 58
Sample: 28 Vial:1:C,9 File:1-0416592-001
Date:29-Aug-2018 Time:14:59:16
Printed: Thu Aug 30 10:30:57 2018
Sample Report (continued):
Peak ID Time Mass Found
4 156 26729
4: (Time: 1.60) 1:MS ES+
6.1es006
100 267.1
- 3153 0 173.1 214-1 l,263 1 330.1 370.9 407.2 533-% 5s5.3 :
A e e e o e L A s e o e B e o AL e e e e e w4
200.0 300.0 400.0 500.0 600.0
PeakID Time Mass Found
3 151
3: (Time: 1.51) 2:MS ES-
2.8e+005
174.1
100
249.0
* é P 1 310.0 371.2.385.0 520.9 ;
0 T ! — T T T T L T T 1 IEZ
200.0 300.0 400.0 500.0 600.0
Peak ID Time Mass Found
4 156 26529
4: (Time: 1.60) 2:MS E5-
1.2e£006
265.1
100
155.1 311.1
- 0 ’ 181. 1 249 (]LZGS 1 i 384.9 397.0 521.1 5
L L ||||||||||||||||||||||||||||||||||||||IUZ
200.0 300.0 400.0 500.0 600.0 c
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N-(4-Fluorophenyl)-1-methyl-1H-indole-2-carboxamide (6b)
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Analysis Info

Method MS_LC _POS_TimsOFF.m
Sample Name  MSP141

Acquisition Parameter

Source Type ESI lon Polarity

Focus Active Set Capillary

Scan Begin 50 miz Set End Plate Offset
Scan End 2500 miz Set Collision Cell RF

Paositive
4000V
-500 v

1800.0 Vpp

Set Nebulizer
Set Dry Heater
Set Dry Gas
Set Divert Valve

2.2 Bar
220 *C
10.0 Umin
Waste

Intens.
[mAU]

600

400

200

Bh.d: UV 254 n

0 e
Intens.
[mAU]

600
400

200

Blank.d: UV 254 nm|

B

9 Time [min]

Intens.
¥109

269.108409

L.

6b.d: +M5, 5.940.1min, #2090-2213

250 500 750 1000

# RT [min] Area Area Frac. % | 5N
1 5.8 1734.0 100.00 626 2649

1250

1500

1750

2000

2250 m/z
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N-Benzyl-1-methyl-1H-indole-2-carboxamide (6¢)

MW 264.33
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Openlynx Report -

Page.131
Sample: 65 Viall1:.G,6 File:1-0416627-001
Date:29-Aug-2018 Time:17:43:20
Printed: Thu Aug 30 10:30:57 2018
Sample Report (continued):
Sample 85 Vial 1:G,6 ID File I-0416627-001 Date 29-Aug-2018 Time 17:43:20 Description Met Gen
3: UV Detector: TIC 2.33%e+2
Range: 2.328=+2
(4)
100%
2-0e42 264.3(58%)
1.89
El 1.0e+2
T -+ r-rrr |1 rrrr |1 77— Tilme
0.50 1.00 1.50 2.00 2.50 3.00
Peak Number Time Area %Total Mass Found
4 1.89 100.00 264 .32
1: MS ES+ :TIC 1.5e=009
_ (4)
100 B6%
264.3(58%)
1.92
o 50
(5);9%;2.03
/_\ P
o R
e
0T T T T T T 11— 7 Time
0.50 1.00 1.50 2.00 2.50 3.00
2: MS ES- :TIC 6.2e=007
100
2) (3) [ /
(1) ( ! I .
5 28% 49% |
L 23% [
>0 0.64 1.17  1.43 [ ////f
T 1 f
T T T T T T T T T T T T T — Time
0.50 1.00 1.50 2.00 2.50 3.00
Peak ID Time Mass Found
4 192 26532
4: (Time: 1.89) 1:MS ES+
2 .3e¥007
100 265.1
o %153.1 173.1 2221 L255-1 328.1 387.2 450.2 529-% 551 .3
03 — 1T ———7— 77— 77T /2
200.0 300.0 400.0 500.0 600.0
Openlynx Report - Page132
Sample: 65 Viall1:G,6 File:1-0416627-001
Date:29-Aug-2018 Time:17:43:20
Printed: Thu Aug 30 10:30:57 2018
Sample Report (continued):
PeakID Time Mass Found
4 1.92
4: (Time: 1.89) 2:M5 Es-
3.8e%005
155.1
100
. 3 l( 191.1236,1__24?'0___263.1 §“9'2 ag5.0  431.4449.1 521.1
O — 1 jmiz
200.0 300.0 400.0 500.0 600.0
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N-(4-Hydroxybenzyl)-1-methyl-1H-indole-2-carboxamide (6d)
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Openlynx Report - Page 117
Sample: 58 Vial:1:F,9 File:1-0416621-001
Date:29-Aug-2018 Time:17:12:14

Printed: Thu Aug 30 10:30:57 2018

Sample Report (continued):

Sample 58 Vial 1:F,9 ID File 1-0416621-001 Date 29-Aug-2018 Time 17:12:14 Description Met Gen

3: UV Detector: TIC 2.345e+2
Range: 2.34T=+2
(3) _
100%
2.0e+2 280.3(32%)
280.3(22%)
E: 1.0e+2 1.57
Ty rrrerr | r &+ |rrr+r| rr+r—+r+| T T T T T T Time
0.50 1.00 1.50 2.00 2.50 3.00
Peak Number Time Area %Total Mass Found
3 1.57 100.00 28032, 28032
1: MS ES+ :TIC 1.2e=009
_ (3)
100 80%
280.3(32%)
(2) 280.3(22%)
*® 50 45 1.60 .
1.26 _ _ R
o e o s S S — - .
r-—— 777777 TLle
0.50 1.00 1.50 2.00 2.50 3.00
2: MS ES- :TIC 2.2e=008
_ (3)
100 69%
280.3(32%)
280.3(22%)
& 50 (1) 1.59
27%
1.19 }4}:5%;1.93 f/”__
. o — ————— — | — — —_ —— :
--—TtY]—————7—— 77T T T T 77 Time
0.50 1.00 1.50 2.00 2.50 3.00
Peak ID Time Mass Found
3 160 281.32
3:(Time: 1.57) 1: M5 Es+
1.1le¥007
281.1
100
o %l 115{;.1 216.1 ‘282.1 344.2 561.5 283.3
ot v . m/z
200.0 300.0 400.0 500.0 600.0
Openlynx Report - Page 118
Sample: 58 Vial:1:F,9 File:1-0416621-001
Date:29-Aug-2018 Time:17:12:14
Printed: Thu Aug 30 10:30:57 2018
Sample Report (continued):
Peak ID Time Mass Found
3 160 279.32
3: (Time: 1.57) 2:Ms Es-
3.5e3006
173.1
100
174.2 279.2
- 3 | \/ 249.0 l 325 2 185.0 521.1 559.5 605.5
0t — 1T T T T m[Z
200.0 300.0 400.0 500.0 600.0

S50



Ci1sH1sN202
[
(%2}
e
=
=]
LT
& ]
=
i | DETZ
in ] =
A 04—
nge
o]
el BT R
na1-%
& | 0.90 =
L
[z
=]
b
La
i
=
h= =
=
2
= | 204
L" 4
& | 300-
=
Jm—
L
B
Ll
=
i
(%]
gl
=
E=
e
b,
B-
=
[¥al
=
=

N-(4-Methoxybenzyl)-1-methyl-1H-indole-2-carboxamide (6€)
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Openlynx Report - Page 59
Sample: 29 Vial:1:C,10 Filezl-041659%3-001
Date:29-Aug-2018 Time:15:03:44
Printed: Thu Aug 30 10:30:57 2018
Sample Report (continued):
Sample 29 Vial 1:C,10 1D File 1-0416593-001 Date 29-Aug-2018 Time 15:03:44 Description Met Gen
3: UV Detector: TIC 2.528e+2
Range: 2.523=42
(2)
100%
2.0e+2 294.4(29%)
2 1.87
1.0e+2
LA L L B L N | [ L T ML —— Time
0.50 1.00 1.50 2.00 .50 3.00
Peak Number Time Area %Total Mass Found
2 1.87 100.00 29435
1: MS ES+ :TIC 2) 3.4e=009
100% .
100 294.4(29%) (2);100%;294.4(29%);1.90
1.34 -
AN o e
® 50 e
0 T T AL | L L T I | —— Time
0.50 1.00 1.50 2.00 .50 3.00
2: MSs Es- :TIC T.8e=007
(2) _
100 19%
294.4(29%) )
(1)
® 473 -89 (3
20 1.37 43
o — ] 2.16 -
— - E— — " -
T T T LI UL T LI —— Time
0.50 1.00 1.50 2.00 .50 3.00
Peak ID Time Mass Found
2 1.90 295.35
2:(Time: 1.87) 1:M5 ES+
1.5e+007
100 144.1 Lo o 295.1
» %( ( 228.1 296.1 3sg.1 387.2 589.4 1,
-ttt ———r T m/z
200.0 300.0 400.0 500.0 600.0
Openlynx Report - Page 60
Sample: 29 Vial:1:C,10 File:1-0416593-001
Date:29-Aug-2018 Time:15:03:44
Printed: Thu Aug 30 10:30:57 2018
Sample Report (continued):
Peak ID Time Mass Found
2 1.90
2: (Time: 1.87) 2:M5 EBs-
5.0e£005
155.1
100 249.0
w0 é 181.1212. 0 293,2310.0 385.1  431.3 521.1
U.,'..'.'. v —— — — —  mlz
200.0 300.0 400.0 500.0 600.0
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MW 282.32

N-(4-Fluorobenzyl)-1-methyl-1H-indole-2-carboxamide (6f)

| 2,30=
3.00=

C17H1sFN20

6.5 6.0 5.5 4.0

5.0 4.5
f1 (ppm)

16000

15000

14000

13000

~12000

~11000

=10000

o000

-8000

~7000

~6000

~5000

~4000

~3000

2000

~1000

1000

0.0
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e —=4 5\ Ve ——r | 14000
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~10000
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8000
7000
=a000
3000
=4000
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~2000
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e | - | e
——r—T7T T * T ¥ T 1 T - T . T T T * T - T - 1 T = v ..._.|...-|.._|!4|..._|.:..|.._-]|:1.J1._!|4._|._.
210 200 190 180 170 160 150 140 130 120 110 100 an a0 70 a0 a0 40 30 20 10 0

fi (ppm)
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Analysis Info

Method MS_LC_POS_TimsOFF.m
Sample Name  MSP139

Acquisition Parameter

Source Type ESI lon Polarity

Focus Active Set Capillary

Scan Begin 50 miz Set End Plate Offset
Scan End 2500 mfz Set Collision Cell RF

Positive
4000 V
-500 v
1800.0 Vpp

Set Nebulizer 2.2 Bar
Set Dry Heater 220 *C
Set Dry Gas 10.0 Fmin
Set Divert Valve Waste

Intens,
[mAU]

400

200

of.d: UV 254 ny

-~

0
Intens.
[maU]

400
300
200

100

Blank.d: UV 254 nmy

i1

7 B 9 Time [min)

Intens.
x106
1.2
283.124570
1.0
0.8
0.6

0.4

0.2

0.0 [ l|-l|

6f.d: +M5, 5.720.1min, #2073-2153

250 500 750 1000

# RT [min] Area Area Frac. % | 5N
1 5.7 1285.4 100.00 473 196.6

1250

1500

1750 2000 2250 mfz
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Ci1sHi1sN203

e St 0 58 0'e

9

g%

(uscdd) 1y
s

S

s1 e L 4 13 SE e

ol

S0

00

N-(4-Hydroxy-3-methoxybenzyl)-1-methyl-1H-indole-2-carboxamide (6g)

N
I
N\ o) OMe
OH

MW 310.35

=

o 714
7112

B34

‘ =]
B 683

B8

b - - 453
r it <as

— 5 —408

—383

000005

Lt
Q00005
DOB000T
DOO00ET
DO000E.
DO E -
DODOD0E-
DOOO0GE-
O0GO00K
D005t
OOGOD0S
0O0ODES
OOOO00D
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lam| T2

180534

<

—1619.01

NN

153294

—Y
34 B2

o
an 7.8

T
R

T T
74 72

T
70 68

T
66 64

T
62

i |
60 58

56 54
f1 (ppm)

T
5.2

7
50 4.8

T
4.6

T
44 43 4.0

T 7%
38 36 34

——T"T
32 30 28

__
2B

4500000

- 3500000

- 3000000

2300000

2000000

-1 00000

- 1000000

- 500000
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B Bk 2 BEETEER BRR § 8 #

g 29 B HRA%HHEAE %22 B 7 B

| \/ S R S A P B | | i
S LW T N —
“E _.m_H_ .._.“!u u..._"._u “_..Mb mw_u H.__E “_._H_ _.Mﬂ ._.“__._u .._.__uu .m_g a0 M__“_. _..B _“_-

3 30x10°
220 10°
F2.10x10°
k2000 10°
1 90x10®
k1 80 105
L1 70 10°
1.60%10°
1 50107
L1 40%107
L1 30x10°
L1 20%10°
110107
L1.00% 107
Lo 00x107
8,00 107
7 00%107
L 00x10”
s 00107
La.00% 107
L3.00%10"
L2 00%107
L1 oox10”
L0.00

- 1.00%107
2005 107
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Openlynx Report - Pagf 55
Sample: 27 Vial:1:C,8 Filezl-0416591-001

Date:29-Aug-2018 Time:14:54:50

Printed: Thu Aug 30 10:30:57 2018

Sample Report (continued):

Sample 27 Vial 1:C,8 ID File 1-0416591-001 Date 29-Aug-2018 Time 14:54:50 Description Met Gen

3: UV Detector: TIC 2. 41%e+2

Range: 2.408=+2

(4)
100%
2.0e+2 310.4(38%)
310.4(10%)
R 1.0e+2 1.60
T T Ty 7+ rrrrrr+r1 rrrr 1T 1 T 17 Tilme
0.50 1.00 1.50 2.00 2.50 3.00
Peak Number Time Area %Total Mass Found
4 160 100.00 310.35, 310.35
1l: MS ES+ :TIC 3. 6e=005
100 s
é;! (4) ;29%;310.4(38%) ;310.4(10%) ;1.60 -
% —————————
0.35 2~
e s == 28%
503/~ — 1.20
—— 77T T T T T T T T T T T 7 Tame
0.50 1.00 1.50 2.00 2.50 3.00
2: MS ES- :TIC 1.1le=008
100 W
310.4(38%) 5
310.4(10%)
* 50 10%
1.61
1.93 B /
e — . E—
L I e o e o e e L e B s e e o e e e e T L e e e o e e e e e e e e e R 1]
0.50 1.00 1.50 2.00 2.50 3.00
Peak ID Time Mass Found
4 160 311.35
4:(Time: 1.60) 1:M5 ES+
1.9e¥007
1005 144.0 187 g 3it.1
* 228.1 312.1 643.3
0%(1 (| T "|'r,'"|'3?'4'.1'|""|""|""|""|§2'1"4'|m/z
200.0 300.0 400.0 500.0 600.0
Openlynx Report - Page 56
Sample: 27 Vial:1:C,8 File:1-0416591-001
Date:29-Aug-2018 Time:14:54:50
Printed: Thu Aug 30 10:30:57 2018
Sample Report (continued):
PeakID Time Mass Found
4 160 309.35
4: (Time: 1.60) 2:M5 Es5-
1.1e5006
100 173.1
» 3 | B“-Q 249.0 309.2 355 5, 385.0 521.1
04—l '||""|' T T T T T W[z
200.0 300.0 400.0 500.0 600.0

Sé61



N-(3,4-Dichlorobenzyl)-1-methyl-1H-indole-2-carboxamide (6h)
N
<
N @] cl
\
Cl

C17H14CL2N20 MW 333.21

o=
wn
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=

c'g

0914

2,00
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s
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8000

—7500

=7000

~6500

~6000

~5500

=5000

—4500

4000

=3500

~=3000

—2500

—2000

—1500

—1000

=500

~-500
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—162.36

o WMo T D 8 O
o — S T o B s I [
o oo et B g T = . o
< M AR R O
e B | v e i
5 N1 _

4165

—30.92

P WO

210

200 190

T

ﬂ
180

170

T
160

| T T T T T

150 140 130 120

T Y T T I T T T T I
110 100 ag 80 70 &0
f1 (ppm}

a0

T 1 T

40 30 20 10 ]

~34000

—32000

~30000
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Openlynx Report - Page 53
Sample: 26 Vial:1:C.7 File:1-04165%0-001
Date:29-Aug-2018 Time:14:50:24

Printed: Thu Aug 30 10:30:57 2018

Sample Report (continued):

Sample 26 Vial 1:C,7 ID File 1-0416590-001 Date 29-Aug-2018 Time 14:50:24 Description Met Gen

3: UV Detector: TIC 2.48%e+2
Range: 2.478=+2

(5)

100%

2.0e+2 333.2(20%)
2 333.2(26%)
1.0e+2 2.20
~—_—T T T rrr5rrr+rr 71 rr+rJ|+rr 1 T+ 1 7 lime
0.50 1.00 1.50 2.00 2.50 3.00
Peak Number Time Area %Total Mass Found
5 220 100.00 333.21, 333.21
1: M5 ES+ :TIC 3.0e=009%
100 N
(1) -
88% o
~
* 50 T
0 T T 7 Time
1.00 1.50 2.00 2.50 3.00
2: MS ES- :TIC 2.6e=008
100 [
333.2(20%)
333.2(26%)
o 50 (4) 2.22
8%
P . o 1.51 o A ______f----"'
77— Time
0.50 1.00 1.50 2.00 2.50 3.00
Peak ID Time Mass Found
5 222 334.21
5: (Time: 2.20) 1: M35 Es+
1.0=+0086
333.0
100
374.1
* %15?-0__.1?1.4 226.2 h L 2ee0 e
e e B L s s e L ML R
200.0 300.0 400.0 500.0 600.0
Openlynx Report - Pags 54
Sample: 26 Vial1:C,7 File:l-0416590-001
Date:29-Aug-2018 Time:14:50:24
Printed: Thu Aug 30 10:30:57 2018
Sample Report (continued):
Peak ID Time Mass Found
5 222 332.21
5:(Time: 2.20) 2: M5 Es-
3.1e3006
100 331.1
a0 3 155.2 200.0 “ 377.1 £45.1 521.1
r— r—t 77— mjz
200.0 300.0 400.0 500.0 600.0
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Analysis Info

Methed
Sample Name

MS_LC_POS_TimsOFF m
MSP140

Acquisition Parameter
Source Type ESI
Focus Active
Scan Begin Hmiz
Scan End 2500 miz

lon Potarity

Set Capiltary

Set End Plate Offset
Set Collision Call RF

Sel Nebulizer
Sef Dvy Heater

Set Ory Gas

Set Divert Valve

2.2 Bar
220°C
1000 limin
Waste

Inkens.
[mAL]
300
200

100

1]

Bi.d: UV 254 nm

Intens,
[maL]

300
200

100

Blank.d: UV 254 nm

kb, " ——

8 9 Time [min]

Intens,
%105

301.114194

u | 620,195167
1] kidok i

Eii,d: +M5, 5. 8mién, #2110-2157

250 500 750 1000 1250 1500

#  RT [min] Area
2 58 S0E 34

Area Frac. % I SN
10000 199 24T

1750

2000 2250 miz
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Ci1sH1sN203
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a i 1.00\£
{ons
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3044
tih 2,134
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L
]
a il

N-(3,4-Dihydroxyphenethyl)-1-methyl-1H-indole-2-carboxamide (6j)

H OH
% \/\@
N O
\ OH

[

N

MW 310.35
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Analysis Info

Method MS_LC_POS_TimsOFF.m
Sample Name  MSP68 sol.madre

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 2.2 Bar
Focus Active Set Capillary 4000V Set Dry Heater 220 *C
Scan Begin 50 miz Set End Plate Offset  -500V Set Dry Gas 10.0 ¥min
Scan End 2500 miz Set Collision Cell RF 18000 Vpp Set Divert Valve Waste
Intens. Bj.d: UV 254 n
[mAU]
200
1
100
lI
I e e il LPW' e g g
Intens. Blank.d: UV 254 nm
[mAU]
200
100
0 e iyl J\"’o—-ﬁqﬂ‘ b ‘ - " L ]
0 1 2 3 4 5 [ 7 B 9 Time [min]
Intens. 6).d: +M5, 4.720.1min, #1676-1730
x106
311.139421
1.0
0.8
0.6
0.4
0.2
615.255373
0.0 | dy - L L - r T T T
250 500 750 1000 1250 1500 1750 2000 2250 myz
# RT [min] Area Area Frac. % | SiN
1 4.7 394 59 100.00 139 57.2
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