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NMR spectra

N-(Cycloheptylmethyl)-3-(1H-indol-3-yl)propanamide (8)
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(R)-(1-((2-cyclohexylethyl)amino)-3-(1H-indol-3-yl)-1-oxopropan-2-

tert-Butyl

yl)carbamate (9)
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(S)-(1-((2-cyclohexylethyl)amino)-3-(1-methyl-1H-indol-3-yl)-1-oxopropan-2-

yl)carbamate (10)

tert-Butyl
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tert-Butyl ((S)-1-((2-((R)-2,2-dimethyl-3-methylenecyclopentyl)ethyl)amino)-3-(1-methyl-

1H-indol-3-yl)-1-oxopropan-2-yl)carbamate (11)

0007 "
L0 ®
5607
50k
g0t
hh
o5
gL'l
o !
51

i)

yP0E| PO 8z

=)=t =
LGBT

] LLBT |

: 8908
resl za NL
o 5 m&

o 00'by
Frot Z6'Lh
Fzol ersg

N

w
L]
=
|
Uty
i
w
.
1

© 38

N
; N IL#U AJl_ A_,AAJ

gL

Tmo,m “ wh,mm\
860

— O O
Ry
o) DD
LR
1
S

:

3.5

=z0e
0220 —

8 8E60L—
Fzeo

ooy
P~
~ <

I
LA

Fe 6161
oq.miw

102zl

L2 96221

Fuz

<
™~
<
N
J‘

SLt "y,

Fszo 80 Lk~

— 0
@ @
WO w0 =
i

|

Feso
Lo p9'SeL—
L0z~

NHBoc
_}I\. 0

PSLLL—

-

LZ'L zZ— ¥ 160

0=
mwf
00t

o
o~
~

V1
U_4
7.0

p A e ]

ISR R

[
C8 \
J
T

7.5

okZ3 7Y dfid-
M@@N o~
(S
I il
1H
I
T
8.0
ok23717.2.fid
MG-26-1

=i60

Grdc
13C

T
200 190 180 170 160 150 140 130 120 110 100 90
f1 (ppm)

210




tert-Butyl ((R)-1-((2-((R)-2,2-dimethyl-3-methylenecyclopentyl)ethyl)amino)-3-(1-methyl-

1H-indol-3-yl)-1-oxopropan-2-yl)carbamate (12)
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(R)-1-((2-Cyclohexylethyl)amino)-3-(1 H-indol-3-yl)-1-oxopropan-2-aminium 2,2,2-

trifluoroacetate (13)
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(5)-3-(1-Methyl-1H-indol-3-yl)-1-0x0-1-((2-(2,3,3-trimethylcyclopent-1-en-1-

ylethyl)amino)propan-2-aminium 2,2,2-trifluoroacetate (14)
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(R)-3-(1-Methyl-1H-indol-3-yl)-1-0x0-1-((2-(2,3,3-trimethylcyclopent-1-en-1-

yl)ethyl)amino)propan-2-aminium 2,2,2-trifluoroacetate (15)
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(R)-2-Acetamido-NV-(2-cyclohexylethyl)-3-(1H-indol-3-yl)propanamide (19)
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(R)-2-Acetamido-3-(1H-indol-3-yl)-NV-(2-(2,3,3-trimethylcyclopent-1-en-1-

ylethyl)propanamide (20)
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(R)-(3-(1H-indol-3-yl)-1-0x0-1-((2-(2,3,3-trimethylcyclopent-1-en-1-

tert-Butyl

ylethyl)amino)propan-2-yl)carbamate (21)
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(R)-(3-(1H-indol-3-yl)-1-0x0-1-(((2,3,3-trimethylcyclopent-1-en-1-

y)methyl)amino)propan-2-yl)carbamate (22)
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tert-Butyl  (5)-(3-(1-methyl-1H-indol-3-yl)-1-0x0-1-((2-(2,3,3-trimethylcyclopent-1-en-1-
yl)ethyl)amino)propan-2-yl)carbamate (23)
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(R)-(3-(1-methyl-1H-indol-3-yl)-1-0x0-1-((2-(2,3,3-trimethylcyclopent-1-en-1-

ylethyl)amino)propan-2-yl)carbamate (24)

tert-Butyl
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2-(1H-Indol-3-yl)-N-(2-((1R,3R)-2,2,3-trimethylcyclopentyl)ethyl)acetamide (cis-27) and
2-(1H-indol-3-yl)-N-(2-((1R,35)-2,2,3-trimethylcyclopentyl)ethyl)acetamide (trans-27)
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)propan-2-yl)carbamate (28)

tert-Butyl ((S)-3-(1-methyl-1H-indol-3-yl)-1-0x0-1-((2-(2,3,3-trimethylcyclopentyl)ethyl)-
amino
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N-2-((1R,3R)-2,2,3-Trimethylcyclopentyl)ethyl)-4,5,6,7-tetrahydro-1H-indole-2-
carboxamide (cis-29) and  N-(2-((1R,35)-2,2,3-trimethylcyclopentyl)ethyl)-4,5,6,7-
tetrahydro-1H-indole-2-carboxamide (trans-29)
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N-2-((1R,3R)-2,2,3-Trimethylcyclopentyl)ethyl)octahydro-1H-indole-2-carboxamide
(cis-30) and  N-(2-((1R,35)-2,2,3-trimethylcyclopentyl)ethyl)octahydro-1H-indole-2-

carboxamide (trans-30)
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MS spectra

N-(Cycloheptylmethyl)-3-(1H-indol-3-yl)propanamide (8)

Qualitative Compound Report

Data File MG-8_001.d Sample Name MG-8
Sample Type Sample Position Vial 2
Instrument Name US10310002 User Name TOF-PC\admin
Acq Method Bypass.m Acquired Time  5/27/2016 9:57:17 AM
IRM Calibration Status _ DA Method Damijana.m
Comment
Compound Label m/z RT Algorithm Mass
Cpd 1: C19 H26 N2 O 299.2119 0.237  Find by Molecular Feature 298.2044
Compound Identification Results
Ion Mass Calc Ion Mass Difference IonFormula IonSpecies Best
299.2119 299.2118 -0.1 C19H27 N2 O (M+H)+ v
321.1937 321.1924 -1.3 C17 H24 N5 Na (M+Na)+
MS Spectrum
x10 6 |Cpd 1: C19 H26 N2 O: +ESI Scan (0.169-0.711 min, 66 Scans) Frag=150.0V MG-8_001.d
] * 2099|2123
1.2 (M*J‘H)"
1 |
|
0.8 |
0.6 i
oy } 597.4167
0.2 ] (2M+H)+
5 194.1176 | 5204354 | 922.0097
200 300 400 500 600 800 900 1000

MFE MS Zoomed Spectrum

700
Counts vs. Mass-to-Charge (m/z)

110 6| Cpd 1: G19 H26 N2 O: +ESI MFE Spectrum (0.169-0.720 min) Frag=150.0V MG-8_001.d o
*2992119
i ™ ‘H)+
1

LEw

0.6 |

04 } 597.4161

0.2 | 321.1937 (@MrH)+

| M+ ‘.

280 300 320 340 360 380 400 420 440 460 480 500 520 540 560 580 600 620 640
Counts vs. Mass-to-Charge (m/z)

--- End Of Report ---
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tert-Butyl (R)-(1-((2-cyclohexylethyl)amino)-3-(1H-indol-3-yl)-1-oxopropan-2-

yl)carbamate (9)
Qualitative Compound Report
Data File MG-10_001.d Sample Name MG-10
Sample Type Sample Position Vial 16
Instrument Name US10310002 User Name TOF-PC\admin
Acq Method Bypass.m Acquired Time  8/9/2016 2:47:47 PM
IRM Calibration Status e oA Method Damijana.m
Comment
Compound Label m/z RT Algorithm Mass
Cpd 3: C24 H35 N3 03 414.2762 0.234  Find by Molecular Feature 413.2694

Compound Identification Results

Ion Mass Calc Ton Mass Difference IonFormula IonSpecies Best
414.2762 414.2765 0.2 C26 H38 04 (M+H)+
414.2762 414.277 0.8 C11 H34 N12 05 (M+H)+
414.2762 414.2751 -1.1 C24 H36 N3 03 (M+H)+ v
414.2762 414.2778 1.6 C27 H34 N4 (M+H)+
452.2316 452.2297 -1.9 C22 H33 K N6 02 (M+K)+
414.2762 414.2783 2.1 C12H30N16 0O (M+H)+
414.2762 414.2783 2.1 C13 H36 N9 06 (M+H)+
MS Spectrum
10 6 |Cpd 3: G24 H35 N3 03: +ES1 Scan (0.172-0.647 min, 43 Scans) Frag=150.0V MG-10_001d
* 4142763
1.24 (M*iH)+
: |
08
06 j
0.4 1
0 849 5254
1960766 | 7 514.2004 6478701 (2hizhla)s
- 200 300 400 500 500 700 800 900 1000

Counts vs. Mass-to-Charge (m/z)

MFE MS Zoomed Spectrum
%10 6 |Cpd 3: C24 H35 N3 O3: +ESI MFE Spectrum (0.172-0.658 min) Frag=150.0V MG-10_001.d

*414[2762
124 (MsH)+

14

0.8 i
0.6 |
0.4
A 849.5271
il +Na)+
A\N L

0 T 5 T v T - T
400 425 450 475 500 525 550 575 600 625 650 675 700 725 750 775 800 825
Counts vs, Mass-to-Charge (m/z)

--- End Of Report ---
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tert-Butyl

(S)-(1-((2-cyclohexylethyl)amino)-3-(1-methyl-1H-indol-3-yl)-1-oxopropan-2-

yl)carbamate (10)
Qualitative Compound Report
Data File MG-24_001.d Sample Name MG-24
Sample Type Sample Position Vial 12
Instrument Name US10310002 User Name TOF-PC\admin
Acq Method Bypass.m Acquired Time 5/25/2017 10:27:50 AM
1RM Calibration Status _ DA Method Damijana.m
Comment
Compound Label m/z RT Algorithm Mass
Cpd 3: C25 H37 N3 03 428.291 0.237 Find by Molecular Feature 427.2836
Compound Identification Results
Ion Mass Calc Ion Mass Difference IonFormula IonSpecies Best
428.291 428.2908 -0.2 C25 H38 N3 03 (M+H)+ v
893.5358 893.5355 -0.3 C56 H70 K N8 (2M+K)+
893.5358 893.5365 0.7 C26 H62 K N32 02 (2M+K)+
893.5358 893.5365 0.7 C28 H74 K N18 012 (2M+K)+
428.291 428.2921 1.1 C27 H40 04 (M+H)+
428.291 428.2894 -1.6 C23 H36 N6 02 (M+H)+
428.291 428.2926 1.6 C12 H36 N12 05 (M+H)+
MS Spectrum :
A8 \?pd 3 25 H37 N3 O3 +ES1 Sean (0.177-0.620 min, 40 Scans) Frag=150.0V MG-24_001.d
14 *428(2907
A (M+;H)+
1.2 |
e |
|
0.6 i
0.2 | ; 877.5552
B 2241283 | \ 5282154  668.8923 (m?i): 1009.4168
200 300 400 500 600 700 800 900 1000

MFE MS Zoomed Spectrum

o F,_pd 3 25 H37 N3 03 +ESI MFE Spectrum (0.166-0.620 min)

* 428)2910
L4 (MeH)+
1.2 ‘
) |
.
061 ‘
0.4 |
0.2 466.2468
(M+K)+

Counts vs. Mass-to-Charge (m/z)

Frag=150.0v MG-24_001.d

877.5559
(2M+Na)+

425 450 475 50

--- End Of Report ---
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tert-Butyl ((S)-1-((2-((R)-2,2-dimethyl-3-methylenecyclopentyl)ethyl)amino)-3-(1-methyl-
1H-indol-3-yl)-1-oxopropan-2-yl)carbamate (11)

Qualitative Compound Report

Data File MG-26_001.d Sample Name MG-26

Sample Type Sample Position Vial 12

Instrument Name US10310002 User Name TOF-PC\admin

Acq Method Bypass.m Acquired Time 5/30/2017 2:01:11 PM
1RM Calibration Status _ DA Method Damijana.m
Comment

Compound Label m/z RT Algorithm Mass

Cpd 4: C27 H39 N3 03 454.3068 0.237 Find by Molecular Feature 453.2997

Compound Identification Results

Ion Mass Calc Ion Mass Difference IonFormula IonSpecies Best
454.3068 454.3064 -0.4 C27 H40 N3 O3 (M+H)+ v
454.3068 454,3078 1 C29 H42 04 (M+H)+
454.3068 454.3083 1.5 C13 H32 N19 (M+H)+
454.3068 454.3083 1.5 C14 H38 N12 O5 (M+H)+
454.3068 454.3051 -1.7 C25 H38 N6 02 (M+H)+
492.2627 492.265 2.2 C30 H37 K N4 (M+K)+
492.2627 492.2655 2.7 CI5 H33 KN160 (M+K)+

MS Spectrum

106 |Cpd 4: C27 H39 N3 O3: +ES1 Scan (0.170-0.613 min, 40 Scans) Frag=150.0V MG-26_007.d
1.6 " 454,3068
1.4 (M**|H)+
12 |
1
0.8] ‘
06 |
0.4 ‘ |
o 9295869
th 2241282 | \ | 5542308 707.9153 8075517 ot
200 300 200 500 600 700 800 900 1000

Counts vs. Mass-to-Charge (m/z)

MFE MS Zoomed Spectrum

<10 & |[Cpd 4: C27 113 N3 O3 +ESI MFE Spoctrum (0.170-0.624 min) Frag=150.0V MG-26_001.d

1.6 *454/3068
14 (e
1.2 |
i
0.81 ‘
0.6
Ot |‘ 492.2627 9295873
& | v+ teMtlans

——y—-v'——r—-—r—‘*_ﬁ—”_'——‘!—ﬁv—ﬁ-—_w—"—!""“—'_hm’_' T T T o i T T
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Counts vs. Mass-to-Charge (m/z)
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tert-Butyl ((R)-1-((2-((R)-2,2-dimethyl-3-methylenecyclopentyl)ethyl)amino)-3-(1-methyl-
1H-indol-3-yl)-1-oxopropan-2-yl)carbamate (12)

Qualitative Compound Report

Data File MG-34_001.d Sample Name MG-34
Sample Type Sample Position Vial 4
Instrument Name US10310002 User Name TOF-PC\admin
Acq Method Bypass.m Acquired Time 8/3/2017 10:28:19 AM
IRM Calibration Status —DA Method Damijana.m
Comment
Compound Label m/z RT Algorithm Mass
Cpd 6: C27 H39 N3 03 454.3048 0.234  Find by Molecular Feature 453.3007
Compound Identification Results
Ion Mass Calc Ion Mass Difference IonFormula lonSpecies Best
454.3048 454.3051 0.3 C25 H38 N6 02 (M+H)+
492.2639 492,265 1.1 C30 H37 K N4 (M+K)+
454.3048 454.3037 -1.1 C24 H42 N2 06 (M+H)+
454,3048 454.3037 -1.1 C23 H36 N9 O (M+H)+
454.3048 454.3064 1.6 C27 H40 N3 O3 (M+H)+ v
492.2639 492.2655 1.6 C15H33 KN16 O (M+K)+
492.2639 492.2655 1.6 C16 H39 K N9 06 (M+K)+
476.2877 476.2897 2 C29 H41 Na O4 (M-+Na)+
476.2877 476.2902 2.5 C13 H31 N19 Na (M+Na)+
476.2877 476.2902 2.5 C14 H37 N12 Na O5 (M+Na)+
MS Spectrum
<10 5 |Cpd 6: C27 Hao N3 03: +ESI Scan (0.165-0.482 min, 39 Scans) Frag=150.0V mG-34001d |
25 * 4543058
(M)
2 ;
| *920.5868
15 ‘ (2M+Na)+
| |
i 206 1490 3982434 | | ‘
| | [dd |
05|  184.9833 ‘ } [l !
0 F Ly “ Ll L . _L . B ﬁi_‘x !L e 713.3526 : _LL
200 300 400 500 600 700 800 900 1000
Gounts vs. Mass-to-Charge (m/z)
MFE MS Zoomed Spectrum
10 5 |Cpd 6: C27 Hag N3 0. +ESI MFE Spectrum (0.165-0.490 min) Frag=150.0V MG-34_001.d '
25 Ml * 929.5874
(I‘»'HlH)+ (2M+Nay+
2 1
| |
1.5 | |
||
1 el
05 | ’
| "
450 475 ESIJ“SQS 550 575 600 625 650 675 700 725 750 775 800 825 850 875 900 925 950 R
Counts vs. Mass-to-Charge (m/z) N
(@) /—\
--- End Of Report ---
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(R)-1-((2-Cyclohexylethyl)amino)-3-(1 H-indol-3-yl)-1-oxopropan-2-aminium

trifluoroacetate (13)

Qualitative Compound Report

Data File MG-10-A_003.d Sample Name MG-10-A

Sample Type Sample Position 13

Instrument Name US10310002 User Name TOF-PC\admin

Acq Method Bypass.m Acquired Time  8/9/2016 2:45:25 PM
IRM Calibration Status Silgess T | DA Method Damijana.m
Comment

Compound Label m/z RT Algorithm Mass

Cpd 2: C19 H27 N3 O 314.2242 0.234  Find by Molecular Feature 313.2169

Compound Identification Results

Ion Mass Calc Ion Mass Difference IonFormula IonSpecies Best
314.2242 314,224 -0.1 C21 H30 02 (M+H)+
314.2242 314.2227 -1.5 C19H28 N3 O (M+H)+ v
314.2242 314.2259 1.7 C8 H28 N9 04 (M+H)+
MS Spectrum
1o 5 |Cpd 21 C19 H27 N3 O: +ESI Scan (0.186-0.356 min, 16 Scans) Frag=150.0v MG-10-A_003.d
314.9238
(MHH)+
0.8 ‘
0.6
0.4
196.0768
L \ 3702805 922.0098
e | pilii il 5541765  702.2166 s
200 300 400 500 600 700 800 900 1000

Counts vs. Mass-to-Charge (m/z)

MFE MS Zoomed Spectrum

10 5| Cpd 2: G19 H27 N3 O: +ESI MFE Spectrum (0.175-0.367 min) Frag=150.0V MG-10-A_003.d
314.p242
R
0.8
0.6
0.4
02
627.4394
(2M+H)+

300 350 340 360 380 400 420 440 460 480 500 520 540 560 580 600 620 640
Counts vs. Mass-to-Charge (m/z)

--- End Of Report ---
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(8)-3-(1-Methyl-1H-indol-3-yl)-1-ox0-1-((2-(2,3,3-trimethylcyclopent-1-en-1-
ylethyl)amino)propan-2-aminium 2,2,2-trifluoroacetate (14)

Qualitative Compound Report

Data File MG-26-A_001.d Sample Name MG-26-A

Sample Type Sample Position Vial 11

Instrument Name US10310002 User Name TOF-PC\admin

Acq Method Bypass.m Acquired Time 5/30/2017 1:58:56 PM
IRM Calibration Status _DA Method Damijana.m
Comment

Compound Label m/z RT Algorithm Mass

Cpd 6: C22 H31 N3 O 354.2541 0.236  Find by Molecular Feature 353.246

Compound Identification Results

Ion Mass Calc Ion Mass Difference IonFormula lonSpecies Best
354.2541 354.254 -0.2 C22H32 N3 0 (M+H)+ v
354.2541 354.2553 1.2 C24 H34 02 (M+H)+
354.2541 354.2526 -1.5 C20 H30 N6 (M+H)+

MS Spectrum
x10 6 Cpd 6: C22 H31 N3 O: +ESI Scan (0,182—0.592 min, 37 Scans) Frag=150 oV MG-26-A_001.d

16 *351112549
14 (e
12 \
; |
0.8 ‘,
06 |
e 707.5000
0'(2)7 2241282 LIMO'?mG 5561924 (ZMTH)+ 807.4252 922 0008 g
200 300 400 500 600 700 800 900 1000

Counts vs. Mass-to-Charge (m/z)

MFE MS Zoomed Spectrum
06 Cpd 6: C22 H31 N3 O: +ES| MFE Spectrum (0.171-0 603 min) Frag=150.0V MG-26-A_001.d
g 354|2541

(MH)

%1

i| 707.4999
I (2M+H)+
i R e S = T
340 360 380 400 420 440 460 480 500 520 540 560 580 600 620 640 660 680 700 720
Counts vs, Mass-to-Charge (m/z)

@)
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(R)-3-(1-Methyl-1H-indol-3-yl)-1-0x0-1-((2-(2,3,3-trimethylcyclopent-1-en-1-
yl)ethyl)amino)propan-2-aminium 2,2,2-trifluoroacetate (15)

Qualitative Compound Report

Data File MG-34-A_001.d Sample Name MG-34-A

Sample Type Sample Position Vial 5

Instrument Name US10310002 User Name TOF-PC\admin

Acq Method Bypass.m Acquired Time  8/3/2017 10:41:44 AM
IRM Calibration Status _ DA Method Damijana.m
Comment

Compound Label m/z RT Algorithm Mass

Cpd 3: C22 H31 N3 O 354.2535 0.233  Find by Molecular Feature 353.2463

Compound Identification Results

Ion Mass Calc Ion Mass Difference IonFormula IonSpecies Best
354,2535 354.254 0.5C22H32N30 (M+H)+ v
354.2535 354.2526 -0.9 C20 H30 N6 (M+H)+
376.2358 376.2373 1.5 C24 H33 Na 02 (M+Na)+

MS Spectrum

4«10 6 |Cpd 3: C22 H31 N3 O: +ES| Scan (0.162-0.587 min, 52 Scans) Frag=150.0 MG-34-A_001.d
! * 3542539
| (M+H)+

0.8 |

0.6

0.4/

0.2 .

158.1585 2902476 | 4103165 : ?S:Afg?f 809.4264 922.0101
200 300 400 500 600 700 800 900 1000

Counts vs, Mass-to-Charge (m/z)

MFE MS Zoomed Spectrum

10 6 |Cpd 3 C22 H31 N3 O: +ESI MFE Spectrum (0.162-0.596 min) Frag=150.0V MG-34-A_001.d
,| *354i2535
] (MHH)+

0.8

06 !

”

Hiz l 707.5017

I (2M+H)+
340 360 380 400 420 440 460 480 500 520 540 560 580 600 620 640 660 680 700 720 740
Counts vs. Mass-to-Charge (m/z)

--- End Of Report ---
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(R)-2-Acetamido-NV-(2-cyclohexylethyl)-3-(1H-indol-3-yl)propanamide (19)

Qualitative Compound Report

Data File MG-10-B_002.d Sample Name MG-10-B

Sample Type Sample Position Vial 15

Instrument Name US10310002 User Name TOF-PC\admin

Acq Method Bypass.m Acquired Time  8/9/2016 2:40:08 PM
IRM calibration Status _DA Method Damijana.m
Comment

Compound Label m/z RT Algorithm Mass

Cpd 3: C21 H29 N3 02 356.2347 0.234  Find by Molecular Feature 355.2262

Compound Identification Results

Ion Mass Calc Ion Mass Difference IonFormula IonSpecies Best
356.2347 356.2346 -0.1 C23 H32 03 (M+H)+
356.2347 356.2333 -1.5 C21 H30 N3 2 (M+H)+ v
356.2347 356.2364 1.7 C10 H30 NS O5 (M+H)+

MS Spectrum

%10 6 |Cpd 3: C21 H29 N3 02: +ESI Scan (0.175-0.435 min, 24 Scans) Frag=1 50.0V MG-10-B_002.d
14 * 3562348
(MHH)+
0.8 |
0.6 |
0.4
02 | 4122072 éﬁ:ﬁfﬁ
196.0769 | I i 544.8317 | 922.Q098
200 300 400 500 800 700 800 900 1000
Counts vs. Mass-to-Charge (m/z)
MFE MS Zoomed Spectrum
%10 6 |Cpd 3: C21 H29 N3 02: +ESI MFE Spectrum (0.164-0.435 min) Frag=150.0V MG-10-B_002.d
T * 356/2347
(M+H)+
0.8 |
|
0.6 |
0.4
|
{
0.2 | 733.4416
| (2M+Na)+
340 360 380 400 420 440 460 480 500 520 540 560 580 600 620 640 660 680 700 720 740 76
Counts vs, Mass-to-Charge (m/z)
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(R)-2-Acetamido-3-(1H-indol-3-yl)-NV-(2-(2,3,3-trimethylcyclopent-1-en-1-
ylethyl)propanamide (20)

Qualitative Compound Report

Data File MG-17-B2_001.d Sample Name MG-17-B2

Sample Type Sample Paosition Vial 36

Instrument Name US10310002 User Name TOF-PC\admin

Acq Method Bypass.m Acquired Time  3/21/2017 9:56:33 AM
IRM Calibration Status _ DA Method Damijana.m
Comment

Compound Label m/z RT Algorithm Mass

Cpd 1: C23 H31 N3 02 382.2489 0.234  Find by Molecular Feature 381.2412

Compound Identification Results

Ion Mass Calc Ion Mass Difference IonFormula IonSpecies Best
382.2489 382.2489 0 C23 H32 N3 02 (M+H)+ v
382.2489 382.2476 -1.3 C21 H30N6 O (M+H)+
382.2489 382.2502 1.4 C25 H34 03 (M+H)+
382.2489 382.2507 1.9 C10 H30 N12 04 (M+H)+

MS Spectrum

<10 5 |Cpd 1: €23 H31 N3 02: +ESI Scan (0.168-0.402 min, 29 Scans) Frag=150.0v MG-17-82_001.d
4 *382,2487
3.5 (MO‘HH
3 |
25 1‘
. I
1.5 [
j 785.4720
| (2M*Na)*+ 995 0098
D'Z “ll_?24.J1281 | 4|38'?1M | 628.1945
200 300 400 500 600 700 800 900 1000
Counts vs. Mass-to-Charge (m/z)
MFE MS Zoomed Spectrum
<10 5 |Cpd 1: C23 Ha1 N3 O2: +ESI MFE Spectrum (0.168-0.402 min) Frag=150.0V MG-17-B2_001.d
* 1382|2489
3.5 (MO‘H)+
3 |
25
2
15
1 785.4719
| (2M+Na)+
051 i
375 400 425 450 475 500 535 550 575 600 625 650 675 700 725 750 775 800
Counts vs, Mass-to-Charge (m/z)
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tert-Butyl (R)-(3-(1H-indol-3-yl)-1-0x0-1-((2-(2,3,3-trimethylcyclopent-1-en-1-

ylethyl)amino)propan-2-yl)carbamate (21)

Qualitative Compound Report

Data File MG-17-C_002.d Sample Name MG-17-C
Sample Type Sample Paosition Vial 3
Instrument Name US10310002 User Name TOF-PC\admin
Acq Method Bypass.m Acquired Time 3/23/2017 11:43:52 AM
IRM Calibration Status —DA Method Damijana.m
Comment
Compound Label m/z RT Algorithm Mass
Cpd 3: C26 H37 N3 03 440.2903 0.236  Find by Molecular Feature 439.2834
Compound Identification Results
Ion Mass Calc Ion Mass Difference IonFormula IonSpecies Best
440.2903 440.2908 0.4 C26 H38 N3 03 (M+H)+ v
440.2903 440.2894 -0.9 C24 H36 N6 02 (M+H)+
440.2903 440.2921 1.8 C28 H40 04 (M+H)+
440.2903 440.2926 2.3 C13 H36 N12 05 (M+H)+
MS Spectrum
%10 6 |Cpd 3: C26 H37 N3 O3: +ESI Scan (0.172-0.631 min, 56 Scans) Frag=150.0V MG-17-C_002.d
* 440/2901
142 (MHH)+
1
0.8 !
0.6 |
|
0.4 | |
0.2 | 3 922.0099
5 s e B 686.8912 8079991 | |
‘ 200 300 400 500 600 700 800 900 1000
Counts vs. Mass-to-Charge (m/z)
MFE MS Zoomed Spectrum
+10 6 |Cpd 3: G26 H37 N3 03 +ESI MFE sbeclmm (0.172-0.639 min) Frag=150.0\ MG-17-C_002.d
* 440|2903
12 (MHH)+
1
0.8 |
0.6 ‘
0.4
| 901.5559
0.2 ‘ (2M+Na)+
LI
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tert-Butyl

yD)methyl)amino)propan-2-yl)carbamate (22)

Qualitative Compound Report

(R)-(3-(1H-indol-3-yl)-1-0x0-1-(((2,3,3-trimethylcyclopent-1-en-1-

Data File MG-22-3B1_001.d Sample Name MG-22-3B1

Sample Type Sample Position Vial 31

Instrument Name US10310002 User Name TOF-PChadmin

Acq Method Bypass.m Acquired Time  5/18/2017 11:22:59 AM
IRM Calibration Status _DA Method Darmijana.m

Comment

Compound Label m/z RT Algorithm Mass

Cpd 8: C25 H35 N3 03 426.2751 0.237 Find by Molecular Feature 425.2681

Compound Identification Results

Ion Mass Calc Ion Mass Difference IonFormula IonSpecies Best
426.2751 426.2751 0 C25 H36 N3 O3 (M+H)+ v
426.2751 426.2738 -1,3 C23 H34 N6 O2 (M+H)+
426.2751 426.2765 1.4 C27 H38 04 (M+H)+
426.2751 426.277 1.9 C12 H34 N12 O5 (M+H)+

MS Spectrum

o Fc,m & C25 135 N3 03: +ESI Scan (0.182-0.549 min, 45 Scans) Frag=150.0v MGZ72-381 001d 1
426.0753
1 (MAH)+
—_ ‘ 922.0098
0.6- |
370.2129 | \
0.4 ‘ | \
02} || 2241288 | : |
ok \l Ill‘ Ly J‘ 2] !‘L‘\ ; t I} 32!6711_99] il 684'?221 807.9992 | : | s
200 300 400 500 600 700 800 900 1000

Counts vs. Mass-to-Charge (m/z)

MFE MS Zoomed Spectrum
«10 5 |Cpd 8: C25 H35 N3 O3: +ESI MFE Spectrum (0.174-0.549 min) Frag=150.0V MG-22-381_001.d
426.2751
1 (M+“H)+
0.8 |
0.6 ‘
0.4 |
02 873.5240
i (2M+Na)+
ol Ll

T .
425 450 475 500 525 550 575 600 625 650 675 700 725 750 775 800 825 850 875 900
Counts vs. Mass-to-Charge (m/z)
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tert-Butyl  (5)-(3-(1-methyl-1H-indol-3-yl)-1-0x0-1-((2-(2,3,3-trimethylcyclopent-1-en-1-

yl)ethyl)amino)propan-2-yl)carbamate (23)

Qualitative Compound Report

Data File MG-26-B_001.d Sample Name MG-26-B

Sample Type Sample Position Vial 15

Instrument Name US10310002 User Name TOF-PC\admin

Acq Method Bypass.m Acquired Time  6/1/2017 10:33:06 AM
IRM Calibration Status — DA Method Damijana.m
Comment

Compound Label m/z RT Algorithm Mass

Cpd 5: C27 H39 N3 03 454.3068 0.234  Find by Molecular Feature 453.2985

Compound Identification Results

Ion Mass Calc Ion Mass Difference IonFormula IonSpecies Best
454.3068 454.3064 -0.4 C27 H40 N3 O3 (M+H)+ v
454.3068 454.3078 0.9 C29 H42 04 (M+H)+
4543068 454.,3083 1.4 C13 H32 N19 (M+H)+
454.3068 454.3083 1.4 C14 H38 N12 05 (M+H)+
454.3068 454,3051 -1.7 C25 H38 N6 02 (M+H)+
454.3068 454.3091 2.3 C30 H38 N4 (M+H)+

MS Spectrum

<10 5 |Cpd 5: C27 H39 N3 03: +ESI Scan (0.176-0.691 min, 46 Scans) Frag=150.0V MG-26-B_001.d
* 454/3062
4 (MAH)+
: |
l ; *920.5865
2 \‘ \. (2M+Na)+
|
L i) {
Al 218‘3394 { l | L e £99.9290 | 985.6495
200 300 400 500 600 700 800 900 1000

MFE MS Zoomed Spectrum

10 5 |Cpd 5: C27 H39 N3 O3 +ESI MFE Spoctrum (0.168-0.702 min) Frag=150.0V MG-26-B_001d

3068

454
(M+J.H)+
il

|
450 475

--- End Of Report ---
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tert-Butyl (R)-(3-(1-methyl-1H-indol-3-yl)-1-0x0-1-((2-(2,3,3-trimethylcyclopent-1-en-1-

ylethyl)amino)propan-2-yl)carbamate (24)

Qualitative Compound Report

Data File MG-34-B_001.d Sample Name MG-34-B
Sample Type Sample Position Vial 7
Instrument Name US10310002 User Name TOF-PC\admin
Acq Method Bypass.m Acquired Time  8/8/2017 10:50:47 AM
IRM Calibration Status _ DA Method Damijana.m
Comment
Compound Label m/z RT Algorithm Mass
Cpd 4: C27 H39 N3 03 454.3067 0.234  Find by Molecular Feature 453.2996
Compound Identification Results
Ion Mass Calc Ion Mass Difference IonFormula IonSpecies Best
454.3067 454.3064 -0.3 C27 H40 N3 O3 (M+H)+ v
454.3067 454.3078 1 C29 H42 04 (M+H)+
454.3067 454.3083 1.5 C13 H32 N19 (M+H)+
454.3067 454,3083 1.5 C14 H38 N12 05 (M+H)+
454.3067 454.3051 -1.7 C25 H38 N6 02 (M+H)+
492.2631 492.265 1.9 C30 H37 K N4 (M+K)+
492.2631 492.2655 2.4 CI5H33 KN16 0O (M+K)+
492.2631 492.2655 2.4 C16 H39 K N9 06 (M+K)+
MS Spectrum
10 5 |Opd 4: G27 H3B NG 03: +ESI Scan (0.173-0.423 min, 31 Scans) Frag=150.0V MG-34-B 0014 |
* 4543061
2 (MHH)+
1.5
1 1 {
S 398"2“36 929.5875
) ‘ 247.0986 | eions (2M+Na)+
Sl e . Litin ol 713.3519 . .| 9856491
: 200 300 400 500 600 700 800 900 1000

MFE MS Zoomed Spectrum

Counts vs. Mass-to-Charge (m/z)

x10 5
*454{3067
2 (M+H)+

L

Cpd 4 C27 H39 N3 O3: +ESI MFE Spectrum (0.173-0.432 min) Frag=150.0V MG-34-B_001.d

929.5879
(2M+Na)+

--- End Of Report -
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2-(1H-Indol-3-yl)-N-(2-((1R,3R)-2,2,3-trimethylcyclopentyl)ethyl)acetamide (cis-27) and
2-(1H-indol-3-yl)-N-(2-((1R,35)-2,2,3-trimethylcyclopentyl)ethyl)acetamide (trans-27)

Qualitative Compound Report

Data File MG-16-B1_001.d Sample Name MG-16-B1
Sample Type Sample Position Vial 25
Instrument Name US510310002 User Name TOF-PC\admin
Acq Method Bypass.m Acquired Time  11/23/2016 10:48:01 AM
IRM Calibration Status _DA Method Damijana.m
Comment
Compound Label m/z RT Algorithm Mass
Cpd 2: C20H28 N2 O 313.2277 0.232  Find by Molecular Feature 312.2201
Compound Identification Results
Ion Mass Calc Ion Mass Difference IonFormula TonSpecies Best
313.2277 313.2274 -0.3 C20H29 N2 © (M+H)+ v
351.1861 351.1865 0.4 C9 H28 K N8 04 (M+K)+
335.2092 335.208 -1.1 C18 H26 N5 Na (M+Na)+
351.1861 351.1878 1.8 C10 H24 K N12 (M+K)+
351.1861 351.1879 1.8 C11 H30 K N5 05 (M+K)+
MS Spectrum
10 6| Crd 2: C20 H28 N2 ©: +ESI Scan (0.180-0.555 min, 46 Scans) Frag=150.0Y MG-16-B1_001.d
16 *313(2286
(M+H)+
1.4 |
12 |
! !
0.8 i *625.4474
‘ (2M+H)+
0.6 |
0.4 |
| 922.0097
0.2 ‘ y |
0 | 413.1521 I | 715.3434 |
200 300 400 500 600 700 800 900 1000

Counts vs. Mass-to-Charge (m/z)

MFE MS Zoomed Spectrum

<10 & | Gpd 2: G20 Hs N2 O: +ESI MFE Spectrum (0.171-0.563 min) Frag=150.0V MG-16-B1_001.d
16l *313)2277
(M)
1.4
12 *625.4479
‘1 (2M+H)+
0.8/
0.6
0.4- i
335.2092 i
A / L
300 350 340 360 380 400 430 4M0460 ARENB00 520 510 560 580 600 620 640 660
Count ©5-to-Charge (m/z)
(TN [IRRTEN
HN— HN—
--- End Of Report -
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tert-Butyl ((S)-3-(1-methyl-1H-indol-3-yl)-1-0x0-1-((2-(2,3,3-trimethylcyclopentyl)ethyl)-
amino)propan-2-yl)carbamate (28)

Qualitative Compound Report

Data File

Sample Type
Instrument Name

Acq Method

IRM Calibration Status
Comment

Compound Label
Cpd 6: C27 H41 N3 O3

MG-26-C_001.d

Sample

US10310002

Bypass.m

m/z
456.3222

RT

0.233

Sample Name MG-26-C

Position Vial 14

User Name TOF-PC\admin

Acquired Time 6/1/2017 10:29:17 AM

DA Method Darnijana.m
Algorithm Mass

Find by Molecular Feature 455.3165

Compound Identification Results

Ion Mass Calc Ion Mass Difference IonFormula IonSpecies Best
456.3222 456.3221 -0.1 C27 H42 N3 O3 (M+H)+ v
456.3222 456.3234 1.2 C29 H44 04 (M+H)+
456.3222 456.3207 -1.5 C25 H40 N6 02 (M+H)+
456.3222 456.3239 1.7 C13 H34 N19 (M+H)+
456.3222 456.3239 1.7 C14 H40 N12 05 (M+H)+
456.3222 456.3247 2.6 C30 H40 N4 (M+H)+
456.3222 456.3253 3.1 C16 H42 N9 06 (M+H)+
456.3222 456.3253 3.1 C15H36N160O (M+H)+

MS Spectrum

105 |Cpd 6 C27 H41 N3 03; +ESI Soan (0.161-0.650 min, 44 Scans) Frag=150.0V MG-26-C_001d |
*456(3221
4 (MHH)*
: |
2 | *933.6180
‘ ‘ (2M+Na)y+
1 |
240.1208 ‘
o R—— e J_ﬁ 1”_\:_- A 702.9529 ; L\L ; J
200 300 400 500 600 700 800 900 1000
Counts vs. Mass-to-Charge (m/z)
MFE MS Zoomed Spectrum
10 [Gpa 6 G27 F1 N3 03: €81 MFE Spoctum (0.161-0650 mi) Frag=150.0¢ wazscoond |
* 4563222
4] (M
|
3 *933.6157
(2M+Na)+
2 |
| S ‘ L,
700 750 800 850 900 950
Mass-to-Charge (m/z)
0]
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N-2-((1R,3R)-2,2,3-Trimethylcyclopentyl)ethyl)-4,5,6,7-tetrahydro-1H-indole-2-
carboxamide (cis-29) and  N-(2-((1R,35)-2,2,3-trimethylcyclopentyl)ethyl)-4,5,6,7-
tetrahydro-1H-indole-2-carboxamide (trans-29)

Qualitative Compound Report

Data File MG-15-B1_001.d Sample Name MG-15-B1

Sample Type Sample Position Vial 12

Instrument Name US10310002 User Name TOF-PC\admin

Acq Method Bypass.m Acquired Time  11/10/2016 10:28:54 AM
IRM Calibration Status — DA Method Damijana.m

Comment

Compound Label m/z RT Algorithm Mass

Cpd 1: C19 H30 N2 O 303.2429 0.234  Find by Molecular Feature 302.2358

Compound Identification Results

Ion Mass Calc Ion Mass Difference IonFormula IonSpecies Best
303.2429 303.2431 0.2 CI9H31N20O (M+H)+ 4
303.2429 303.2417 -1.2 C17 H29 N5 (M+H)+

MS Spectrum

x10 6 |Cpd 1: C19 H30’N2 O: +ESI S(‘;an (0,168-0:518 min, 43 Scans) Frag=150.0v MG-15-B1_001.d
l *303|2434

1.2 (MH)+

1
0.8
0.6
0.4 605.4788
. (ZMTH)*—

158.1538 391.2845 520.4366 [ 922.0098
200 300 400 500 600 700 800 200 1000

Counts vs. Mass-to-Charge (m/z)

MFE MS Zoomed Spectrum

<106 | Cpd 1: G19 H30 NZ O: +ESI MFE Spectrum (0.168-0.527 min) Frag=150.0v MG-15-B1_001.d
14{  +303|2429
5 M)+
] ;
0.8
06
| *605.4778
0:45 ‘ (2M+H)+
02 325.2249
(M+Nay+ |

280 300 320 340 360 380 400 420 440 460 480 500 520 540 560 580 600 620 640
Counts vs. Mass-to-Charge (m/z)
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N-2-((1R,3R)-2,2,3-Trimethylcyclopentyl)ethyl)octahydro-1H-indole-2-carboxamide
(cis-30) and  N-(2-((1R,35)-2,2,3-trimethylcyclopentyl)ethyl)octahydro-1H-indole-2-

carboxamide (trans-30)

Qualitative Compound Report

Data File MG-15-B3_001.d Sample Name MG-15-B3

Sample Type Sample Position vial 11

Instrument Name US10310002 User Name TOF-PC\admin

Acq Method Bypass.m Acquired Time 11/10/2016 10:24:33 AM
IRM Calibration Status ST oA Method Damijana.m

Comment

Compound Label m/z RT Algorithm Mass

Cpd 1: C19 H34 N2 O 307.2751 0.234  Find by Molecular Feature 306.2677

Compound Identification Results

Ion Mass Calc Ion Mass Difference IonFormula IonSpecies Best
329.2555 329.255 -0.6 C17 H32 N5 Na (M+Na)+
307.2751 307.2744 -0.7 C19H35 N2 O (M+H)+ v

MS Spectrum

10 6 |Cpd 1: ©19 H34 N2 O: +ESI Scan (0.177-0.528 min, 43 Scans) Frag=150.0V MG-15-83_001.d
*307(2748
1.4 (MiH)+
19 ‘
;
0.8
0.6
0.4 ‘
0.2 1
o LL188.1540 .- j 6220202 8111889 922,008
200 300 400 500 600 700 800 900 1000

Counts vs. Mass-to-Charge (m/z)

MFE MS Zoomed Spectrum

10 6| Cpd 1: C18 H34 N2 O: +ESI MFE Spectrum (0.168-0.528 min) Frag=150.0 MG-15-B3_001.d
* 1307|2751
1.4 (MHH)+
1.2 |
) |
08 |
06
0.4
0.2 | 329.2555 6135417
5 { (M+Nay+ (2M+H)+

280 300 320 340 360 380 400 420 440 460 480 500 520 540 560 580 600 620 640
Counts vs. Mass-to-Charge (m/z)

o) 0]
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