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Compound 5
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Compound 7
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Compound 10
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Compound 12
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Compound 23
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Compound 23

Name Obs. m/z Obs. RT Obs. Mass Tgt Formula Tgt Mass Tgt Find
Mass Cpds
Error  Alaorit
Compound 23 248.61037 1.2 495.2061 C24 H29 N7 03 S 495.20526 1.69 Find by
Formula
x10 2 Compound 23 ; C24 H29 N7 O3 §; 1.20: +ESI EIC(248.60991, 249.11128, 496.21254, 497.21..
1. 1.20 1
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MS Spectrum Peak List

Obs. m/z Charge Abund Formula Ion/Isotope Tgt Mass Error (ppm)

248.61037 2 102185.98|C24H29N703S (M+2H)+2
249.11171 2 27759.85|C24H29N703S (M+2H)+2

249.6106 2 9742.93|C24H29N703S (M+2H)+2
250.11214 2 2644.55[C24H29N703S (M+2H)+2
496.21344 1 1807565|C24H29N703S (M+H)+

497.2157 1 473910.06|C24H29N703S (M+H)+
498.21467 1 127993.41|C24H29N703S (M+H)+
499.21422 1 21856.06|C24H29N703S (M+H)+

248.61037 2 102185.98|C24H29N703S (M+2H)+2 1.85
249.11171 2 27759.85|C24H29N703S (M+2H)+2 1.72
249.6106 2 9742.93|C24H29N703S (M+2H)+2 1.25
250.11214 2 2644.55|C24H29N703S (M+2H)+2 5.99
496.21344 1 1807565|C24H29N703S (M+H)+ 1.83
496.21345 1811059.88

497.2157 1 473910.06|C24H29N703S (M+H)+ 0.84
498.21467 1 127993.41|C24H29N703S (M+H)+ 2.74
499.21422 1 21856.06|C24H29N703S (M+H)+ 0.44




Compound 24

2 2 F = 2 2 2 F 2 2 o =) o o g
i i i i i T T T T T ? P T i ? !
J
. )
—_ — = —
Mw\. N ) WE,N
w1 o = %”
STz~ — - mb H\.B,m
e - — —— Aot
OTE~_ — _ |M .
PIE~" — —= Fooz
e —_— — o€
[ . : D 68T
ot —_ m——— Forry
199~ . 820
599" 580
ore u
ﬂﬁy . S T
L :
AN _ = 181
oer— - ) s
£ N% — G )
654 i
1924
SEE— ~— i"lL Tot

Nj
07 Compound 24

C

0.0

0.5

20 15 1.0

2.5

3.0

3.5

4.0

7.5 7.0 6.5 6.0 5.5 5.0 4.5
fL (ppm)

8.0

8.5

9.0

9.5

10.0

11.0 105

11.5

12.0

10



Compound 24

Name Obs. m/z Obs. RT Obs. Mass Tgt Formula Tgt Mass Tgt Find
Mass Cpds
Error  Alaorith
Compound 24 460.2842 1.02 459.2768 C26 H33 N7 O 459.2747 4.76 Find by
Formula
x10 2 Compound 24 ; C26 H33 N7 O; 1.02: +ESI EIC(229.6368, 230.1382, 230.6446, 231.1460 ...
111 1.02 1
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Counts (%) vs. Acquisition Time (min)
MS Zoomed Spectrum
x10 6 Compound 24 ; C26 H33 N7 O; 1.02: + FBF Spectrum (rt: 1.05-1.06 min)
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MS Spectrum Peak List
Obs. m/z Charge Abund Formula Ton/Isotope Tgt Mass Error (ppm)
460.2842 1 387752.75|C26H33N70 (M+H)+
460.2842 1 387752.75|C26H33N70 (M+H)+ 5

--- End Of Report ---



Compound 25
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Compound 25

Compound 25

Obs. m/z

419.21911

Obs. RT Obs. Mass Tgt Formula Tgt Mass Tgt
Mass
Error
1.07 418.21196 C23 H26 N6 02 418.21172 0.57

x10 2
14
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x10 6 Compound 25 ; C23 H26 N6 O2; 1.07: + FBF Spectrum (rt: 1.07 min) 302-573-01-01.d Subtra...
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x10 6 Compound 25 ; C23 H26 N6 O2; 1.07: +ESI Scan (rt: 1.07 min) Frag=100.0V
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MS Spectrum Peak List
Obs, m/z Charge Abund Formula Ion/Isotope Tgt Mass Error (ppm)
210.11362 2 107105.88|C23H26N602 (M+2H)+2
210.61466 2 33089.72|C23H26N602 (M+2H)+2
211.11704 2 4649.13|C23H26N602 (M+2H)+2
211.61535 2 736.03|C23H26N602 (M+2H)+2
419.21911 1 612612|C23H26N602 (M+H)+
420.22217 1 149687.05|C23H26N602 (M+H)+
421.2243 1 22332.43|C23H26N602 (M+H)+
210.11362 2 107105.88|C23H26N602 (M+2H)+2 2.31
210.61466 2 33089.72|C23H26N602 (M+2H)+2 0.38
211.11704 2 4649.13|C23H26N602 (M+2H)+2 5.23
211.61535 2 736.03|C23H26N602 (M+2H)+2 -8.95
419.21911 1 612612|C23H26N602 (M+H)+ 0.27
419.21912 613355.75
420.22217 1 149687.05|C23H26N602 (M+H)+ 0.68
421.2243 1 22332.43|C23H26N602 (M+H)+ -0.71
--- End Of Report ---
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Compound 26
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Compound 26

Name Obs. m/z Obs. RT Obs. Mass Tgt Formula Tgt Mass Tgt Find
Mass Cpds
Error  Alaorit
Compound 26 210.11353 1.06 418.21255 C23 H26 N6 02 418.21172 1.98 Find by
Formula
x10 2| Compound 26 ; C23 H26 N6 O2; 1.06: +ESI EIC(210.11314, 419.21900) Scan Frag=100.0V 3..
1 1 1.06 1
0.8
0.6-
0.4
0.2
0 | .
0.5 1 1.5 2 25 3 35 4 4.5
Counts (%) vs. Acquisition Time (min)
MS Zoomed Spectrum
x10 6 ' Compound 26 ; C23 H26 N6 O2; 1.06: + FBF Spectrum (rt: 1.06 min)
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x10 6 Compound 26 ; C23 H26 N6 O2; 1.06: +ESI Scan (rt: 1.06 min) Frag=100.0V
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MS Spectrum Peak List
Obs. m/z Charge Abund Formula Ion/Isotope Tgt Mass Error (ppm)
210.11353 2 350755.53|C23H26N602 (M+2H)+2
210.61496 2 90613.7|C23H26N602 (M+2H)+2
211.11719 2 12392.01|C23H26N602 (M+2H)+2
419.21996 1 1863211.5[C23H26N602 (M+H)+
420.22229 1 447282 |C23H26N602 (M+H)+
421.2245 1 65189.49|C23H26N602 (M+H)+
210.11353 2 350755.53|C23H26N602 (M+2H)+2 1.86
210.61496 2 90613.7|C23H26N602 (M+2H)+2 1.81
211.11719 2 12392.01|C23H26N602 (M+2H)+2 5.92
419.21996 1 1863211.5{C23H26N602 (M+H)+ 2.29
419.21996 1864620.63
420.22229 1 447282|C23H26N602 (M+H)+ 0.97
421.2245 1 65189.49|C23H26N602 (M+H)+ -0.23

--- End Of Report ---
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Compound 27
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Compound 27

Name Obs. m/z Obs. RT Obs. Mass Tgt Formula Tgt Mass Tgt
Mass
Error
Compound 27 467.18662  1.37 466.17936 C23 H26 N6 03 S 466.17871 1.4
x10 2 Compound 27 ; C23 H26 N6 O3 S; 1.37: +ESI EIC(234.09663, 234.59803, 467.18599, 468...
1| 1.37 1
|
0.8
0.6
0.4
0.2
0 ) -
0.5 1 1.5 2 2.5 3 3.5 4 4.5
Counts (%) vs. Acquisition Time (min)
MS Zoomed Spectrum
x10 5 Compound 27 ; C23 H26 N6 O3 S; 1.37: + FBF Spectrum (rt: 1.35-1.42 min)
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x10 5 Compound 27  ; C23 H26 N6 O3 S; 1.37: +ESI Scan (rt: 1.35-1.42 min, 15 scans) Frag=100...
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MS Spectrum Peak List

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

Obs. m/z Charge Abund Formula Ion/Isotope Tgt Mass Error (ppm)

234.09737 2 4366.86|C23H26N603S (M+2H)+2

234.59878 2 1087.41|C23H26N603S (M+2H)+2

235.09806 2 303.18|C23H26N603S (M+2H)+2

235.59344 2 49.08|C23H26N603S (M+2H)+2
467.18662 1 192986.59 |C23H26N603S (M+H)+

468.1894 1 54429.01|C23H26N603S (M+H)+
469.18746 1 14103.24[C23H26N6035 (M+H)+
470.18826 1 2630.32|C23H26N603S (M+H)+
471.18539 1 698.5[C23H26N603S (M+H)+

234.09737 2 4366.86|C23H26N603S (M+2H)+2 3.17
234.59878 2 1087.41|C23H26N603S (M+2H)+2 3.2
235.09806 2 303.18|C23H26N603S (M+2H)+2 4.83
235.59344 2 49.08|C23H26N603S (M+2H)+2 -16.47
467.18662 1 192986.59|C23H26N603S (M+H)+ 1.35
468.1894 1 54429.01 [C23H26N603S (M+H)+ 1.32
469.18746 1 14103.24[C23H26N603S (M+H)+ 1.89
470.18826 1 2630.32|C23H26N603S (M+H)+ 1.9
471.18539 1 698.5|C23H26N603S (M+H)+ -7.1

--- End Of Report
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Compound 28
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Compound 28

Compound Label Name m/z RT Algorithm Mass
Compound 28 Compound 28 419.21961 1.22 Find by Formula 418.21231
x10 2 Compound 28 ; C23 H26 N6 02; 1.22: +ESI EIC(210.11314, 419.21900) Scan Frag=100.0V 3..
1! 1.22 1
0.8 |
0.6 "
0.4
0.2
0 ;-
0.5 1 1.5 2 25 3 35 4 4.5
Counts (%) vs. Acquisition Time (min)
MS Spectrum
x10 5 Compound 28 ; C23 H26 N6 0O2; 1.22: + FBF Spectrum (rt: 1.18-1.19, 1.29-1.36 min)
8
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5 ) B
- N
4 ; ha
3 E R N w/
2 '\.i/"!:\
1 A
0
220 240 260 280 300 320 340 360 380 400

MS Zoomed Spectrum

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

x10 5 Compound 28 ; C23 H26 N6 O2; 1.22: + FBF Spectrum (rt: 1.18-1.19, 1.29-1.36 min)
8 X
7 Py S
iy /) ©
; N U
4 2 ) g¢
3 ~ % - Ny I N 8
Y [ | SRS
2 s N - =
1 =33} A4
O i L‘_’ l
200 220 240 260 280 300 320 340 360 380 400 420 440
Counts vs. Mass-to-Charge (m/z)
MS Spectrum Peak List
m/z z |Abund Formula Ion
210.11327| 2 21627.81|C23H26N602 (M+2H)+2
210.6148| 2 6590.59|C23H26N602 (M+2H)+2
211.11612| 2 1038.7|C23H26N602 (M+2H)+2
419.21961| 1 208915.36|C23H26N602 (M+H)+
420.22254| 1 53420.48|C23H26N602 (M+H)+
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Compound 29
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Compound 29

Name Obs. m/z Obs. RT Obs. Mass Tgt Formula Tgt Mass Tgt Find
Mass Cpds
Error  Alaorith
Compound 29 258.16623 0.91 514.31764 C29 H38 N8 O 514.31686 1.51 Find by
Formula
x10 2 Compound 29  ; C29 H38 N8 O; 0.91: +ESI EIC(258.16571, 258.66714, 515.32413, 516.32...
1 1 0.91 1
0.8
0.6
0.4 .
0.2 |
0 e,
0.5 1 1.5 2 2.5 3 3.5 4 4.5

Counts (%) vs. Acquisition Time (min)

MS Zoomed Spectrum

x105 Compound 29 ; C29 H38 N8 O; 0.91: + FBF Spectrum (rt: 0.88-1.06 min)
1 o
g H—\
I /

0.8 Py (] .
@) ' T
o0 | ¥
0.6 9 % 5
© % g
0.4 ,‘9 = 25
og &Y N
0.2 S (ST
Lo
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240 260 280 300 320 340 360 380 400 420 440 460 480 500 520 540
Counts vs. Mass-to-Charge (m/z)

MS Zoomed Spectrum

x105 Compound 29 ; C29 H38 N8 O; 0.91: +ESI Scan (rt: 0.88-1.06 min, 34 scans) Frag=100.0V...
1 o™
= -
I A
0.8 P [ ] +
Q N T
o0 A =,
0.6 ] = 5
w M o0
0.4 e 25
oo &N o™
0.2 &2 (®F
20
wn =

240 260 280 300 320 340 360 380 400 420 440 460 480 500 520 540
Counts vs. Mass-to-Charge (m/z)

MS Spectrum Peak List

Obs. m/z Charge Abund Formula Ion/Isotope Tgt Mass Error (ppm)

258.16623 2 30690.7|C29H38N8O (M+2H)+2
258.66762 2 10530.33|C29H38N8O (M+2H)+2
259.16777 2 2840.49|C29H38N8O (M+2H)+2
259.66954 2 271.58|C29H38N8O (M+2H)+2

515.3224 1 978.89|C29H38N80O (M+H)+
516.32472 1 341.54|C29H38N8O (M+H)+
517.32756 1 45.86 |C29H38N8O (M+H)+

258.16623 2 30690.7|C29H38N8O (M+2H)+2 2.05
258.66762 2 10530.33|C29H38N8O (M+2H)+2 1.87
259.16777 2 2840.49|C29H38N8O (M+2H)+2 -2.93
259.66954 2 271.58|C29H38N8O (M+2H)+2 -1.38
515.3224 1 978.89|C29H38N8O (M+H)+ -3.37
516.32472 1 341.54|C29H38N80O (M+H)+ -4.42
517.32756 1 45.86 |C29H38N8O (M+H)+ -4.31

--- End Of Report ---
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Compound 30
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Compound 30

Name

Compound 30

Obs. m/z

503.28816

Obs. RT

1.12

Obs. Mass

502.28111

Tgt Formula

C27 H34 N8 02

Tgt Mass

502.28047

1.26

x10 2
1 1
0.8
0.6
0.4
0.2

0

Compound 30

; C27 H34 N8 02; 1.12: +ESI EIC(252.14751, 252.64893, 503.28775, 504.2...

1.12

1

0.5 1.5 2 2.5 3 3.5 4.5
Counts (%) vs. Acquisition Time (min)
MS Zoomed Spectrum
x10 5 Compound 30 ; C27 H34 N8 O2; 1.12: + FBF Spectrum (rt: 1.11-1.18 min)
o~ X
6 X T
3 | &
5 Y
% — e "\ 8
4 8 YT - = ?,
mZ |
2 AL /89
i =
0 L |.
240 260 280 300 320 340 360 380 400 420 440 460 480 500 520

MS Zoomed Spectrum

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

%10 5 Compound 30 ; C27 H34 N8 02; 1.12: +ESI Scan (rt: 1.11, 1.11, 1.12, 1.12 ... min, 15 scan...
o ’ x
6 g | g
5 N Y N
4 8 W) C 1 D © l’Zo
2 O =3
™ )
2 3 § — § O,
1 Py
=
0 | L
240 260 280 300 320 340 360 380 400 420 440 460 480 500 520

MS Spectrum Peak List

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

Tgt Find
Mass Cpds
Error  Alaorith
Find by
Formula

Obs. m/z Charge Abund Formula Ion/Isotope Tgt Mass Error (ppm)

252.14833 2 64928.3|C27H34N802 (M+2H)+2

252.64947 2 21703.73|C27H34N802 (M+2H)+2

253.14989 2 4265.57|C27H34N802 (M+2H)+2

253.6516 2 378.26|C27H34N802 (M+2H)+2

503.28816 1 170039.05|C27H34N802 (M+H)+

504.29073 1 51172.18|C27H34N802 (M+H)+

505.29311 1 8059.46 |C27H34N802 (M+H)+

252.14833 2 64928.3|C27H34N802 (M+2H)+2 3.26
252.64947 2 21703.73|C27H34N802 (M+2H)+2 2.17
253.14989 2 4265.57|C27H34N802 (M+2H)+2 -1.55
253.6516 2 378.26|C27H34N802 (M+2H)+2 0.07
503.28816 1 170039.05|C27H34N802 (M+H)+ 0.81
504.29073 1 51172.18|C27H34N802 (M+H)+ 0.3
505.29311 1 8059.46 |C27H34N802 (M+H)+ -0.34

--- End Of Report ---
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Compound 31

Name

Compound 31

Obs. m/z

551.28797

Obs. RT Obs. Mass Tgt Formula Tgt Mass Tgt Find
Mass  Cpds

Error Alaorith
1.37 550.28084 C31 H34 N8 02 550.28047 0.66 Find by

Formula

x10 2 Compound 31 ; C31 H34 N8 02; 1.37: +ESI EIC(276.14751, 276.64896, 551.28775, 552.2...
11 1.37 1
0.8
0.6
0.4
0.2
0 | .
0.5 1 1.5 2 2.5 3 3.5 4 4.5

MS Zoomed Spectrum

Counts (%) vs. Acquisition Time (min)

x105

o =2 N W O

Compound 31

([C31H34N8O2]+2H)+2

276.14805

e

; C31 H34 N8 02; 1.37: + FBF Spectrum (rt: 1.35-1.46 min)

#H—\

([C31H34N8O2]+H)+

551.28797

260 280 300 320 340 360 380 400 420 440 460 480 500 520 540 560
Counts vs. Mass-to-Charge (m/z)

MS Zoomed Spectrum

x10 5 Compound 31 ; C31 H34 N8 02; 1.37: +ESI Scan (rt: 1.35, 1.36, 1.36, 1.37 ... min, 20 scan
+
7 Py I I
= P X
4 § P N % 3
3 S NS SR
2 XX I { » 8
;N ol -
1 2O \
0 L |
260 280 300 320 340 360 380 400 420 440 460 480 500 520 540 560
Counts vs. Mass-to-Charge (m/z)
MS Spectrum Peak List
Obs. m/z Charge Abund Formula Ion/Isotope Tgt Mass Error (ppm)
276.14805 2 40949.66|C31H34N802 (M+2H)+2
276.64942 2 15629.86 | C31H34N802 (M+2H)+2
277.15073 2 3435.34|C31H34N802 (M+2H)+2
277.65147 2 351.9|C31H34N802 (M+2H)+2
551.28797 1 197852.61|C31H34N802 (M+H)+
552.29099 1 69000.93|C31H34N802 (M+H)+
553.29311 1 12470.17|C31H34N802 (M+H)+
554.29584 1 1658.46 [C31H34N802 (M+H)+
276.14805 2 40949.66 | C31H34N802 (M+2H)+2 1.94
276.64942 2 15629.86|C31H34N802 (M+2H)+2 1.67
277.15073 2 3435.34|C31H34N802 (M+2H)+2 1.39
277.65147 2 351.9|C31H34N802 (M+2H)+2 -0.83
551.28797 1 197852.61|C31H34N802 (M+H)+ 0.4
552.29099 1 69000.93|C31H34N802 (M+H)+ 0.64
553.29311 1 12470.17|C31H34N802 (M+H)+ -0.57
554.29584 1 1658.46|C31H34N802 (M+H)+ -0.52

--- End Of Report ---
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Compound 32

Name Obs. m/z Obs. RT Obs. Mass Tgt Formula Tgt Mass Tgt Find
Mass Cpds
Error  Alaorith
Compound 32 524.27699 1.45 523.26996 C30 H33 N7 02 523.26957 0.75 Find by
Formula
x10 2 Compound 32 ; C30 H33 N7 O2; 1.45: +ESI| EIC(262.64206, 263.14353, 524.27685, 525.2...
1 1 1.45 1
0.8
0.6
0.4 |
0.2
0 -
0.5 1 1.5 2 2.5 3 3.5 4 4.5

Counts (%) vs. Acquisition Time (min)

MS Zoomed Spectrum

x10 5 Compound 32 ; C30 H33 N7 02; 1.45: + FBF Spectrum (rt: 1.43-1.51 min)
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5 £ z
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a o
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E N | N " > g
3 3] ~ =T
N ® NOo
2| &3 - 38
o~ ./ B=
1 =2 :
0 L

240 260 280 300 320 340 360 380 400 420 440 460 480 500 520 540
Counts vs. Mass-to-Charge (m/z)

MS Zoomed Spectrum
x10 5 Compound 32  ; C30 H33 N7 O2; 1.45: +ESI Scan (rt: 1.43-1.51 min, 16 scans) Frag=100.0...

U
‘/l\.,\ .
~

- N W A O,
e

o N
524.27699
(IC30H33N702]+H)+

S| 26264239
© [ {[C30H33N702]+2H)+2
N
o]
o
\

240 300 320 340 360 380 400 420 440 460 480 500 520 540

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

MS Spectrum Peak List

Obs. m/z Charge Abund Formula Ton/Isotope Tgt Mass Error (ppm)

262.64239 2 153431.98 |C30H33N702 (M+2H)+2

263.14403 2 49281.49|C30H33N702 (M+2H)+2

263.64525 2 8827.74|C30H33N702 (M+2H)+2

524.27699 1 149768.55 |C30H33N702 (M+H)+

525.27966 1 50773.94|C30H33N702 (M+H)+

526.28195 1 8617.05|C30H33N702 (M+H)+

527.28537 1 1117.81|C30H33N702 (M+H)+

262.64239 2 153431.98|C30H33N702 (M+2H)+2 1.25
263.14403 2 49281.49 |C30H33N702 (M+2H)+2 1.89
263.64525 2 8827.74|C30H33N702 (M+2H)+2 1.18
524.27699 1 149768.55 |C30H33N702 (M+H)+ 0.28
525.27966 1 50773.94|C30H33N702 (M+H)+ -0.24
526.28195 1 8617.05|C30H33N702 (M+H)+ -1.24
527.28537 1 1117.81|C30H33N702 (M+H)+ 0.08

--- End Of Report ---
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Compound 33
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Compound 33

Name Obs. m/z Obs. RT Obs. Mass Tgt Formula Tgt Mass Tgt Find
Mass Cpds
Error Alaorith
Compound 33 432.25113 0.98 431.24397 C24 H29 N7 O 431.24336 1.43 Find by
Formula
x10 2 Compound 33  ; C24 H29 N7 O; 0.98: +ESI EIC(216.62896, 217.13037, 432.25064, 433.25...
1 1 0.98 1
0.8
0.6
0.4
0.2
0 ) .
0.5 1 1.5 2 25 3 35 4 4.5

Counts (%) vs. Acquisition Time (min)

MS Zoomed Spectrum

<10 5 Compound 33 ; C24 H29 N7 O; 0.98: + FBF Spectrum (rt: 0.96-1.04 min)
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Counts vs. Mass-to-Charge (m/z)

MS Zoomed Spectrum

x10 5 Compound 33 ; C24 H29 N7 O; 0.98: +ESI Scan (rt: 0.96-1.04 min, 16 scans) Frag=100.0V...
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Counts vs. Mass-to-Charge (m/z)

MS Spectrum Peak List

Obs. m/z Charge Abund Formula Ion/Isotope Tgt Mass Error (ppm)
216.62954 2 21711.37|C24H29N70 (M+2H)+2
217.13078 2 6384.77|C24H29N70 (M+2H)+2
217.63214 2 939.34|C24H29N70 (M+2H)+2
432.25113 1 69948.29|C24H29N70 (M+H)+
433.25391 1 19650.1|C24H29N70 (M+H)+
434.2564 1 2730.67|C24H29N70 (M+H)+
435.25842 1 318.43|C24H29N70 (M+H)+
216.62954 2 21711.37|C24H29N70 (M+2H)+2 2.7
217.13078 2 6384.77|C24H29N70 (M+2H)+2 1.86
217.63214 2 939.34|C24H29N70 (M+2H)+2 1.83
432.25113 1 69948.29|C24H29N70 (M+H)+ 1.14
433.25391 1 19650.1|C24H29N70 (M+H)+ 1.02
434.2564 1 2730.67|C24H29N70 (M+H)+ 0.44
435.25842 1 318.43|C24H29N70 (M+H)+ -1.03

--- End Of Report ---



Compound 34
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Compound 34

Name Obs. m/z Obs. RT Obs. Mass Tgt Formula Tgt Mass Tgt Find
Mass Cpds
Error  Alaorith
Compound 34 446.26661 0.99 445.25954 C25H31 N7 O 445.25901 1.19 Find by
Formula
x10 2 Compound 34 ; C25 H31 N7 O; 0.99: +ESI EIC(223.63678, 224.13821, 446.26629, 447.26...
1] 0.99 1
0.8
0.6
0.4
0.2
0 =
0.5 1 1.5 2 2.5 3 3.5 4 4.5
Counts (%) vs. Acquisition Time (min)
MS Zoomed Spectrum
x10 5 Compound 34 ; C25 H31 N7 O; 0.99: + FBF Spectrum (rt: 0.97-1.06 min)
+
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1.25 o) [ >
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. &J g .
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0 | |
200 220 240 260 280 300 320 360 380 400 420 440 460
Counts vs. Mass-to-Charge (m/z)
MS Zoomed Spectrum
%105 Compound 34 ; C25 H31 N7 O; 0.99: +ESI Scan (rt: 0.97-1.06 min, 16 scans) Frag=100.0V..
+
1.75 Py T
15 & )
o+ ¥ =
1.25 o) | -z
~ — r )
1 o Z iy \ © T
25 g 8
0.75 52 L © o
© i : 3 S
0.5 < S
0.25 N =
0 | |
200 220 240 260 280 300 320 360 380 400 420 440 460
Counts vs. Mass-to-Charge (m/z)
MS Spectrum Peak List
Obs. m/z Charge Abund Formula Ion/Isotope Tgt Mass Error (ppm)
223.63739 2 23763.25|C25H31N70 (M+2H)+2
224.6402 2 1095.98|C25H31N70 (M+2H)+2
446.26661 1 56774.48|C25H31N70 (M+H)+
447.26924 1 15807.67|C25H31N70 (M+H)+
448.27271 1 2984.79|C25H31N70 (M+H)+
223.63739 2 23763.25|C25H31N70 (M+2H)+2 2.74
224.6402 2 1095,98|C25H31N70 (M+2H)+2 2.7
446.26661 1 56774.48|C25H31N70 (M+H)+ 0.74
447.26924 1 15807.67|C25H31N70 (M+H)+ 0.22
448.27271 1 2984.79|C25H31N70 (M+H)+ 1.8
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Compound 35
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Compound 35

Name Obs. m/z Obs. RT Obs. Mass Tgt Formula Tgt Mass Tgt Find
Mass Cpds
Error  Alaorith
Compound 35 475.24578 1.18 474.23875 C26 H30 N6 O3 474.23794 1.71 Find by
Formula
%10 2 Compound 35 ; C26 H30 N6 O3; 1.18: +ESI| EIC(238.12625, 238.62772, 475.24522, 476.2...
1 1 1.18 1
0.8
0.6
0.4
0.2
0 ) -
0.5 1 1.5 2 25 3 3.5 4 4.5

Counts (%) vs. Acquisition Time (min)

MS Zoomed Spectrum

%106 Compound 35 ; C26 H30 N6 O3; 1.18: + FBF Spectrum (rt: 1.17-1.24 min)
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Counts vs. Mass-to-Charge (m/z)

MS Zoomed Spectrum

x10 6 Compound 35 ; C26 H30 N6 O3; 1.18: +ESI Scan (rt: 1.17-1.24 min, 15 scans) Frag=100.0..
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Counts vs. Mass-to-Charge (m/z)

MS Spectrum Peak List

Obs. m/z Charge Abund Formula Ion/Isotope Tgt Mass Error (ppm)

238.12764 2 39287.81|C26H30N603 (M+2H)+2

238.62889 2 12270.96|C26H30N603 (M+2H)+2

239.13084 2 1943.22|C26H30N603 (M+2H)+2

239.62934 2 274.5|C26H30N603 (M+2H)+2

475.24578 1 370502.28|C26H30N603 (M+H)+

476.24896 1 106459.38|C26H30N603 (M+H)+

477.25109 1 17094.23|C26H30N603 (M+H)+

478.25404 1 2155.16C26H30N603 (M+H)+

238.12764 2 39287.81|C26H30N603 (M+2H)+2 5.87
238.62889 2 12270.96|C26H30N603 (M+2H)+2 4.91
239.13084 2 1943.22|C26H30N603 (M+2H)+2 7.36
239.62934 2 274.5[C26H30N603 (M+2H)+2 -4.42
475.24578 1 370502.28|C26H30N603 (M+H)+ 1.19
476.24896 1 106459.38 | C26H30N603 (M+H)+ 1.69
477.25109 1 17094.23|C26H30N603 (M+H)+ 0.41
478.25404 1 2155.16|C26H30N603 (M+H)+ 1.11
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Compound 36
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Compound 36

Name

Compound 36

Obs. m/z

475.2815

Obs. RT

1.15 474.2752

Obs. Mass

C27 H34 N6 02

Tgt Formula

Tgt Mass Tgt Find
Mass Cpds
Error Alaorith
474.2743 1.85 Find by
Formula

x10 2 Compound 36 ; C27 H34 N6 O2; 1.15: +ESI EIC(237.1366, 237.6381, 238.1444, 238.6459 ...)..
i 1.15 1
0.8+
0.6
0.4
0.2
0 1 1 |1481 1 1617 225|
0 02 04 06 08 1 12 14 16 18 2 2.2 '
Counts (%) vs. Acquisition Time (min)
MS Zoomed Spectrum
x105| Compound 36 ; C27 H34 N6 O2; 1.15: + FBF Spectrum (rt: 1.10-1.12, 1.20-1.34 min)
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Counts vs. Mass-to-Charge (m/z)

x10 5| Compound 36 ; C27 H34 N6 O2; 1.15: +ESI Scan (rt: 1.10-1.12, 1.20-1.34 min, 30 scans) Fra..
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MS Spectrum Peak List

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

Obs. m/z Charge Abund Formula Ion/Isotope Tgt Mass Error (ppm)

238.1443 2 4850.05|C27H34N602 (M+2H)+2
238.6462 2 1098.49 [C27H34N602 (M+2H)+2
268.1151 2 173.99|C27H34N602 (M+Na+K)+2
268.6137 2 18.68|C27H34N602 (M+Na+K)+2
475.2815 1 104772.1|C27H34N602 (M+H)+

476.288 1 36473.09|C27H34N602 (M+H)+

477.29 1 7399.36|C27H34N602 (M+H)+
238.1443 2 4850.05 [C27H34N602 (M+2H)+2 -0.54
238.6462 2 1098.49 [C27H34N602 (M+2H)+2 1.15
268.1151 2 173.99|C27H34N602 (M+Na+K)+2 6.37
268.6137 2 18.68|C27H34N602 (M+Na+K)+2 -4.18
475.2815 1 104772.1|C27H34N602 (M+H)+ -0.18
476.288 1 36473.09|C27H34N602 (M+H)+ 7.21

477.29 1 7399.36|C27H34N602 (M+H)+ 5.4
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Compound 37
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Compound 37

Name Obs. m/z Obs. RT Obs. Mass Tgt Formula Tgt Mass Tgt Find
Mass Cpds
Error  Alaorith
Compound 37 474.2976 1.12 473.2904 C27 H35N7 O 473.2903 0.1 Find by
Formula
x10 2 Compound 37 ; C27 H35 N7 O; 1.12: +ESI EIC(236.6446, 237.1461, 237.6524, 238.1539 ...)..
111 1.12 1
0.8
0.6
0.4+
0.2
0 0,25 J 1.66 2.26
0 0.2 0.4 0.6 0.8 1 1.2 1.4 1.6 1.8 2 2.2

Counts (%) vs. Acquisition Time (min)

MS Zoomed Spectrum

x10 5 Compound 37 ; C27 H35 N7 O; 1.12: + FBF Spectrum (rt: 1.09-1.10, 1.18-1.35 min)
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MS Zoomed Spectrum

x10 5 Compound 37 ; C27 H35 N7 O; 1.12: +ESI Scan (rt: 1.09-1.10, 1.18-1.35 min, 35 scans) Frag..
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Counts vs. Mass-to-Charge (m/z)
MS Spectrum Peak List
Obs. m/z Charge Abund Formula Ion/Isotope Tgt Mass Error (ppm)
237.6526 2 1976.24|C27H35N70 (M+2H)+2
238.655 2 91.48|C27H35N70 (M+2H)+2
474.2976 1 109334.64|C27H35N70 (M+H)+
475.3002 1 34766.21|C27H35N70 (M+H)+
476.3044 1 12225.21|C27H35N70 (M+H)+
496.2834 1 461.95|C27H35N70 (M+Na)+
512.2544 1 408.88|C27H35N70 (M+K)+
237.6526 2 1976.24|C27H35N70 (M+2H)+2 0.59
238.655 2 91.48|C27H35N70 (M+2H)+2 -1
474.2976 1 109334.64|C27H35N70 (M+H)+ 0.02
475.3002 1 34766.21|C27H35N70 (M+H)+ -0.58
476.3044 1 12225.21|C27H35N70 (M+H)+ 2.33
496.2834 1 461.95|C27H35N70 (M+Na)+ 7.8
512.2544 1 408.88|C27H35N70 (M+K)+ 1.88
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Compound 38
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Compound 38

Obs. m/z Obs. RT Obs. Mass Tgt Formula

Compound 38 525.2722 1.11 502.2828 C27 H34 N8 02

Tgt Mass Tgt Find
Mass Cpds
Error  Alaorith
502.2805 4.69 Find by
Formula

x10 2
14

0.8+
0.6
0.4
0.2

Compound 38 ; C27 H34 N8 02; 1.11: +ESI EIC(251.1397, 251.6411, 252.1475, 252.6489..
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1

02 04 06 08 1 12 14 16 18 2 22
Counts (%) vs. Acquisition Time (min)

MS Zoomed Spectrum
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Compound 38 ; C27 H34 N8 02; 1.11: + FBF Spectrum (rt: 1.10, 1.15-1.16 min)
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25
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Charge Abund Formula Ion/Isotope Tgt Mass Error (ppm)

503.2901 1 469024.59|C27H34N802 (M+H)+

503.2901 1 469024.59|C27H34N802 (M+H)+

4.59
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Compound 39
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Compound 39

Name Obs. m/z Obs. RT Obs. Mass Tgt Formula Tgt Mass Tgt Find
Mass Cpds
Error Alaorith
Compound 39 458.26656 1.12 457.2599 C26 H31 N7 O 457.25901 1.94 Find by
Formula
x10 2 Compound 39 ; C26 H31 N7 O; 1.12: +ESI EIC(229.63678, 230.13822, 458.26629, 459.26...
111 1.12 1
0.8
0.6
0.4
0.2
0 -
0.5 1.5 2 2.5 3 3.5 4 4.5
Counts (%) vs. Acquisition Time (min)
MS Zoomed Spectrum
x10 5 Compound 39 ; C26 H31 N7 O; 1.12: + FBF Spectrum (rt: 1.10-1.19 min)
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MS Zoomed Spectrum
%105 Compound 39 ; C26 H31 N7 O; 1.12: +ESI Scan (rt: 1.10, 1.10, 1.11, 1.12 ... min, 18 scans...
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MS Spectrum Peak List
Obs. m/z Charge Abund Formula Ion/Isotope Tgt Mass Error (ppm)
229.63737 2 163876.17|C26H31N70 (M+2H)+2
230.139 2 49603.69|C26H31N70 (M+2H)+2
230.64031 2 7768.41|C26H31N70 (M+2H)+2
231.13724 2 993.14|C26H31N70 (M+2H)+2
458.26656 1 90851.98|C26H31N70 (M+H)+
459.26935 1 28360.6 |C26H31N70 (M+H)+
460.27201 1 4396.89|C26H31N70 (M+H)+
461.27623 1 511.48|C26H31N70 (M+H)+
229.63737 2 163876.17|C26H31N70 (M+2H)+2 2.58
230.139 2 49603.69|C26H31N70 (M+2H)+2 3.41
230.64031 2 7768.41|C26H31N70 (M+2H)+2 3.05
231.13724 2 993.14|C26H31N70 (M+2H)+2 -16.14
458.26656 1 90851.98|C26H31N70 (M+H)+ 0.6
459.26935 1 28360.6 |C26H31N70 (M+H)+ 0.41
460.27201 1 4396.89|C26H31N70 (M+H)+ 0.14
461.27623 1 511.48|C26H31N70 (M+H)+ 3.4

--- End Of Report ---



Compound 40
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Compound 40
Name Obs. m/z Obs. RT Obs. Mass Tgt Formula Tgt Mass Tgt Find
Mass Cpds
Error Alaorith
Compound 40 486.29731 1.14 485.29115 C28 H35N7 O 485.29031 1.73 Find by
Formula
x10 2 Compound 40 ; C28 H35 N7 O; 1.14: +ESI EIC(243.65243, 244.15388, 486.29759, 487.30...
11 1.14 1
0.8
0.6
04
0.2 |
0 JELT
0.5 1 1.5 2 25 3 3.5 4.5
Counts (%) vs. Acquisition Time (min)
MS Zoomed Spectrum
x10 5 Compound 40 ; C28 H35 N7 O; 1.14: + FBF Spectrum (rt: 1.12-1.23 min)
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Counts vs. Mass-to-Charge (m/z)
MS Zoomed Spectrum
x10 5 Compound 40 ; C28 H35 N7 O; 1.14: +ESI Scan (rt: 1.12, 1.12, 1.13, 1.13 ... min, 22 scans...
6 o~
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5 = P 4
L3 | T
4 Q NN X,
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0T A /) 28
2 2 X { oI
oA =2 N
1 = 20
s
0 |\
240 260 280 300 320 340 360 380 400 420 440 460 480 500
Counts vs. Mass-to-Charge (m/z)
MS Spectrum Peak List
Obs. m/z Charge Abund Formula Ion/Isotope Tgt Mass Error (ppm)
243.65299 2 183132.14|C28H35N70 (M+2H)+2
244.1546 2 57179.7| C28H35N70 (M+2H)+2
244.65581 2 9451.18| C28H35N70 (M+2H)+2
245.1542 2 1692.28|C28H35N70 (M+2H)+2
486.29731 1 47318.36|C28H35N70 (M+H)+
487.30016 1 15779.74|C28H35N70 (M+H)+
488.30307 1 2791.22|C28H35N70 (M+H)+
489.30436 1 349.8|C28H35N70 (M+H)+
243.65299 2 183132.14|C28H35N70 (M+2H)+2 2.28
244.,1546 2 57179.7|C28H35N70 (M+2H)+2 2.95
244.65581 2 9451.18| C28H35N70 (M+2H)+2 2.07
245.1542 2 1692.28|C28H35N70 (M+2H)+2 -10.14
486.29731 1 47318.36|C28H35N70 (M+H)+ -0.57
487.30016 1 15779.74|C28H35N70 (M+H)+ -0.68
488.30307 1 2791.22|C28H35N70 (M+H)+ -0.53
489.30436 1 349.8|C28H35N70 (M+H)+ -3.52
- End Of Report ---
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Compound 41

Name Obs. m/z Obs. RT Obs. Mass Tgt Formula Tgt Mass Tgt Find
Mass Cpds
Error Alaorith
Compound 41 237.15538 1.58 472.29562 C28 H36 N6 O 472.29506 1.18 Find by
Formula
x10 2 Compound 41 ; C28 H36 N6 O; 1.58: +ESI EIC(237.15481, 237.65629, 473.30234, 474.30...
1 1 1.58 1
0.8
0.6
0.4
0.2
0 | -
0.5 1 1.5 2 25 3 3.5 4 4.5

Counts (%) vs. Acquisition Time (min)

MS Zoomed Spectrum

x10 6 Compound #1 ; C28 H36 N6 O; 1.58: + FBF Spectrum (rt: 1.56-1.64 min)
+
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Counts vs. Mass-to-Charge (m/z)

MS Zoomed Spectrum

x10 6 Compound 41 ; C28 H36 N6 O; 1.58: +ESI Scan (rt: 1.56, 1.57, 1.57, 1.58 ... min, 16 scans..
+
1.2 Py =
1 & ¥ 9
N 2
—_— D
0.8 e — ’g“ §
0.6 25 — B
8 7 2O
0.4 2% ) 5=
0.2 58, |
\ I

220 240 260 280 300 320 340 360 380 400 420 440 460 480
Counts vs. Mass-to-Charge (m/z)

MS Spectrum Peak List

Obs. m/z Charge Abund Formula Ion/Isotope Tgt Mass Error (ppm)
237.15538 2 111387.02|C28H36N60 (M+2H)+2

237.65676 2 36742.8|C28H36N60O (M+2H)+2

238.15755 2 6752.31|C28H36N60O (M+2H)+2

238.65771 2 829.94|C28H36N60O (M+2H)+2

473.30279 1 407145.97 |C28H36N60O (M+H)+

474.30575 1 121042.59|C28H36N60O (M+H)+

475.30801 1 19658.06 | C28H36N60O (M+H)+

237.15538 2 111387.02|C28H36N60O (M+2H)+2 2.42
237.65676 2 36742.8|C28H36N60O (M+2H)+2 1.97
238.15755 2 6752.31|C28H36N60 (M+2H)+2 -0.8
238.65771 2 829.94|C28H36N60 (M+2H)+2 -6.03
473.30279 1 407145.97 |C28H36N60 (M+H)+ 0.96
474.30575 1 121042.59|C28H36N60 (M+H)+ 0.94
475.30801 1 19658.06 | C28H36N60O (M+H)+ -0.41

--- End Of Report ---
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Compound 42

Name Obs. m/z Obs. RT Obs. Mass Tgt Formula Tgt Mass Tgt Find
Mass Cpds
Error  Alaorith
Compound 42 474.2616 1.06 473.25456 C26 H31 N7 02 473.25392 1.35 Find by
Formula
x10 2 Compound 42 ; C26 H31 N7 02; 1.06: +ESI EIC(237.63424, 238.13567, 474.26120, 475.2...
111 1.06 1
0.8
0.6
0.4
0.2
1.22
0 -
0.5 1 1.5 2 25 3 3.5 4 4.5
Counts (%) vs. Acquisition Time (min)
MS Zoomed Spectrum
x10 5 Compound 42 ; C26 H31 N7 O2; 1.06: + FBF Spectrum (rt: 1.04-1.12 min)
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7 T i E
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220 240 260 280 300 320 340 360 380 400 420 440 460 480 500

MS Zoomed Spectrum

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

x10 5 Compound 42 ; C26 H31 N7 O2; 1.06: +ESI Scan (rt: 1.04, 1.05, 1.06, 1.06 ... min, 15 scan...
8 o *.
7 T [ E
+ ]
6 & 2
5 [} v e Z
~ S -
4 o Z " N - X
35 %k
3 o T A f &N
«© @ LSO
& > O, =
1 N = /
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220 240 260 280 300 320 340 360 380 400 420 440 460 480 500
Counts vs. Mass-to-Charge (m/z)
MS Spectrum Peak List
Obs. m/z Charge Abund Formula Ion/Isotope Tgt Mass Error (ppm)
237.63499 2 99213.34|C26H31N702 (M+2H)+2
238.13576 2 31857.8|C26H31N702 (M+2H)+2
238.63738 2 4981.81|C26H31N702 (M+2H)+2
474.2616 1 207817.77|C26H31N702 (M+H)+
475.26443 1 63939.76|C26H31N702 (M+H)+
476.267 1 9934.29|C26H31N702 (M+H)+
477.27038 1 1159.53|C26H31N702 (M+H)+
237.63499 2 99213.34|C26H31N702 (M+2H)+2 3.16
238.13576 2 31857.8|C26H31N702 (M+2H)+2 0.35
238.63738 2 4981.81|C26H31N702 (M+2H)+2 1.42
474.2616 1 207817.77 |C26H31N702 (M+H)+ 0.84
475.26443 1 63939.76|C26H31N702 (M+H)+ 0.75
476.267 1 9934.29|C26H31N702 (M+H)+ 0.42
477.27038 1 1159.53|C26H31N702 (M+H)+ 1.96
--- End Of Report ---
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Compound 43

Compound 43

Obs. m/z

486.26135

Obs. RT

1.05

Obs. Mass

485.25477

Tgt Formula

C27 H31 N7 02

Tgt Mass Tgt
Mass
Error
485.25392 1.74

x10 2 Compound 43 ; C27 H31 N7 O2; 1.05: +ESI EIC(243.63424, 244.13568, 486.26120, 487.2..
1 1 1.05 1
0.8
0.6
0.4
0.2
0 |-
0.5 1 1.5 2 2.5 3 3.5 4.5
Counts (%) vs. Acquisition Time (min)
MS Zoomed Spectrum
%105 Compound 43  ; C27 H31 N7 O2; 1.05: + FBF Spectrum (rt: 1.03-1.11 min)
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Counts vs. Mass-to-Charge (m/z)

MS Zoomed Spectrum

%10 5 Compound 43 ; C27 H31 N7 O2; 1.05: +ESI Scan (rt: 1.03, 1.04, 1.04, 1.05 ... min, 16 scan...
T +
3.5 g =
~ +
3 X, | )
25 o) S 2
~ o Z
2 5= : S5
15 32 A » 8%
© i~ L o™
1 2 38
0.5 N[= 4
240 260 280 300 320 340 360 380 400 420 440 460 480 500

MS Spectrum Peak List

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

Obs. m/z Charge Abund Formula Ion/Isotope Tgt Mass Error (ppm)

243.63487 2 102960.16 [C27H31N702 (M+2H)+2

244.13647 2 34634.86|C27H31N702 (M+2H)+2

244.63749 2 5934.04|C27H31N702 (M+2H)+2

486.26135 1 64416.76|C27H31N702 (M+H)+

487.26383 1 19490.92|C27H31N702 (M+H)+

488.2669 1 3146.05|C27H31N702 (M+H)+

243.63487 2 102960.16 [C27H31N702 (M+2H)+2 2.6
244.13647 2 34634.86|C27H31N702 (M+2H)+2 3.23
244.63749 2 5934.04|C27H31N702 (M+2H)+2 1.75
486.26135 1 64416.76|C27H31N702 (M+H)+ 0.31
487.26383 1 19490.92|C27H31N702 (M+H)+ -0.53
488.2669 1 3146.05|C27H31N702 (M+H)+ 0.12

--- End Of Report ---
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Compound 44
Compound Label Name m/z RT Algorithm Mass
Compound 44 Compound 44 243.6344 1.3 Find by Formula 485.25457
%10 2 Compound 44 ; C27 H31 N7 02; 1.30: +ESI EIC(243.63424, 244.13568, 486.26120, 487.2640...
1 1 1.30 1
0.8
0.6
04
0.2
0 } -
0.5 1 15 2 25 3 35 4 45
Counts (%) vs. Acquisition Time (min)
MS Zoomed Spectrum
x10 5 Compound 44 ; C27 H31 N7 02; 1.30: + FBF Spectrum (rt: 1.27, 1.37-1.45 min)
6 X,
o~ vl T
+ ~ +
5 £ \_ g
4 % P 7\ ~
3 ] LA > 8%
N /\ / ]
o 2 z - L ~d i =
32 4
1 =8N L)
3L )
0 n

240 260 280 300 320 340 360 380 400 420 440 460 480 500

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

MS Spectrum Peak List
mjz z ui [Formula Ton
243.6344| 2 12024.05|C27H31N702 (M+2H)+2
244.13608| 2 3727.14|C27H31N702 (M+2H)+2
244.63743| 2 671.81|C27H31N702 (M+2H)+2
486.26192| 1 156276.28|C27H31N702 (M+H)+
487.26456| 1 46874.78{C27H31N702 (M+H)+
488.26754] 1 7930.26|C27H31N702 (M+H)+
MS Spectrum
x10 5| Compound44 ; C27 H31 N7 O2; 1.30: +ESI Scan (rt: 1.27, 1.37-1.45 min, 16 scans) Frag=10...
6
5 N
4 a/“ L 'a (‘»
3 AN ) !
2 \ ‘\,/f"‘>
1 J
0
200 300 400 500 600 700 800 900
Counts vs. Mass-to-Charge (m/z)
MS Zoomed Spectrum
x10 5 Compound 44 ; C27 H31 N7 02; 1.30: +ESI Scan (rt: 1.27, 1.37-1.45 min, 16 scans) Frag=10...
6
5 P
4 q o~
s )@
\ '_J |
2
1
0 = .
240 260 280 300 320 340 360 380 400 420 440 460 480 500
Counts vs. Mass-to-Charge (m/z)
MS Spectrum Peak List
m/z Calcmj/z __ |Diff(ppm) z |Abund Formula Ton
243.6344 243.63424 0.68] 2 12024.05|C27H31N702 (M+2H)+2
244.13608 244.13568 1.62| 2 3727.14|C27H31N702 (M+2H)+2
244.63743 244.63706 1.52 2 671.81|C27H31N702 (M+2H)+2
486.26192 486.2612 1.49] 1 156276.28|C27H31N702 (M+H)+
487.26456 487.26409 0.97] 1 46874.78|C27H31N702 (M+H)+
488.26754 488.26684 143 1 7930.26|C27H31N702 (M+H)+
=== End Of Report ===
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Compound 49

Name Obs. m/z Obs. RT Obs. Mass Tgt Formula Tgt Mass Tgt
Mass
Error
Compound 49 493,27235 1.23 492.26532 C27 H33 F N6 02 492,2649 0.86
x10 2 Compound 49 ; C27 H33 F N6 02; 1.23: +ESI EIC(247.13973, 247.64121, 493.27218, 494..
1|1 1.23 1
0.8
0.6
0.4
0.2
1.38
0 ) -
0.5 1.5 2 2.5 3 3.5 4 4.5

MS Zoomed Spectrum

Counts (%) vs. Acquisition Time (min)

Find
Cpds

Alaorit

Find by
Formula

«106| Compound49  ;C27 H33 F N6 O2; 1.23: + FBF Spectrum (rt: 1.22-1.28 min)
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MS Zoomed Spectrum

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

x10 6 Compound 49  ; C27 H33 F N6 02; 1.23: +ESI Scan (rt: 1.22-1.28 min, 13 scans) Frag=100...
o >
14 g ] i
1.2 * ! 3
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Counts vs. Mass-to-Charge (m/z)

MS Spectrum Peak List

Obs. m/z Charge Abund Formula Ion/Isotope Tgt Mass Error (ppm)

247.14033 2 115650.79|C27H33FN602 (M+2H)+2

247.64167 2 39414.14|C27H33FN602 (M+2H)+2

248.14313 2 6640.41|C27H33FN602 (M+2H)+2

248.64393 2 647.28|C27H33FN602 (M+2H)+2

493.27235 1 340789.47|C27H33FN602 (M+H)+

494.27539 1 101668.37|C27H33FN602 (M+H)+

495.27769 1 16018.31|C27H33FN602 (M+H)+

496.28007 1 2014.64|C27H33FN602 (M+H)+

247.14033 2 115650.79|C27H33FN602 (M+2H)+2 2.45
247.64167 2 39414.14|C27H33FN602 (M+2H)+2 1.86
248.14313 2 6640.41|C27H33FN602 (M+2H)+2 2.09
248.64393 2 647.28|C27H33FN602 (M+2H)+2 -0.15
493,27235 1 340789.47|C27H33FN602 (M+H)+ 0.35
494.27539 1 101668.37|C27H33FN602 (M+H)+ 0.51
495.27769 1 16018.31|C27H33FN602 (M+H)+ -0.52
496.28007 1 2014.64|C27H33FN602 (M+H)+ -1.18
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Compound 50

Compound Label
Compound 50

MS Zoomed Spectrum

x10 4

Name

Compound 50

m/z
476.2775

Algorithm
Find by Formula

Mass
475.27003

Compound 50

(IC26H33N702]+2H)+2

; C26 H33 N7 O2; 2.29: + FBF Spectrum (rt: 2.26-2.39 min)

([C26H33N702)+H)+

476.27750

|4

N
N
o
o | 238.64215
5
o

MS Zoomed Spectrum
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300 320 340 360
Counts vs. Mass-to-Charge (m/z)
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500

x10 4 Compound 50 ; C26 H33 N7 O2; 2.29: +ESI Scan (rt: 2.26-2.39 min, 24 scans) Frag=170.0V 3..
X,
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Counts vs. Mass-to-Charge (m/z)
MS Spectrum Peak List
m/z Calcm/z | Diff(ppm) z [Abund Formula Ion
238.64215 238.64206 0.37] 2 3046.57|C26H33N702 (M+2H)+2
239.6443 239.64487 -2.37| 2 280.47|C26H33N702 (M+2H)+2
476.2775 476.27685 1.37] 1 12351.18|C26H33N702 (M+H)+
477.28005 477.27972 0.68| 1 3493.83|C26H33N702 (M+H)+
478.28194 478.28246 -1.1] 1 760.19|C26H33N702 (M+H)+
--- End Of Report ---
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Compound 51
Name Obs. m/z Obs. RT Obs. Mass Tgt Formula Tgt Mass Tgt Find
Mass Cpds
Error _ Alaorith
Compound 51 476.27758 0.99 475.27041 C26 H33 N7 02 475.26957 1.76 Find by
Formula
x10 2 Compound 51 ; C26 H33 N7 O2; 0.99: +ESI EIC(238.64206, 239.14350, 476.27685, 477.2...
1 1 0.99 1
0.8
0.6
0.4
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0.85
0 I -
0.5 1.5 2 25 3 3.5 4 4.5
Counts (%) vs. Acquisition Time (min)
MS Zoomed Spectrum
%105 Compound 51 ; C26 H33 N7 02; 0.99: + FBF Spectrum (rt: 0.97-1.06 min)
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MS Zoomed Spectrum
x105 Compound 51 ; C26 H33 N7 02; 0.99: +ESI Scan (rt: 0.97-1.06 min, 17 scans) Frag=100.0...
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Counts vs. Mass-to-Charge (m/z)
MS Spectrum Peak List
Obs. m/z Charge Abund Formula Ion/Isotope Tgt Mass Error (ppm)
238.64292 2 23357.19|C26H33N702 (M+2H)+2
239.14466 2 7984.02|C26H33N702 (M+2H)+2
239.64525 2 1242.2|C26H33N702 (M+2H)+2
476.27758 1 101934.38|C26H33N702 (M+H)+
477.28003 1 32395.08|C26H33N702 (M+H)+
478.28266 1 4780.62|C26H33N702 (M+H)+
479.28502 1 601.29|C26H33N702 (M+H)+
480.28589 1 75.69|C26H33N702 (M+H)+
238.64292 2 23357.19|C26H33N702 (M+2H)+2 3.58
239.14466 2 7984.02|C26H33N702 (M+2H)+2 4.84
239.64525 2 1242.2|C26H33N702 (M+2H)+2 1.57
476.27758 1 101934.38|C26H33N702 (M+H)+ 1.53
477.28003 1 32395.08|C26H33N702 (M+H)+ 0.63
478.28266 1 4780.62 | C26H33N702 (M+H)+ 0.43
479.28502 1 601.29|C26H33N702 (M+H)+ -0.17
480.28589 1 75.69|C26H33N702 (M+H)+ -3.74
--- End Of Report ---
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Compound 53
Name Obs. m/z Obs. RT Obs. Mass Tgt Formula Tgt Mass Tgt Find
Mass Cpds
Error _ Alaorith
Compound 51 476.27758 0.99 475.27041 C26 H33 N7 02 475.26957 1.76 Find by
Formula
x10 2 Compound 51 ; C26 H33 N7 O2; 0.99: +ESI EIC(238.64206, 239.14350, 476.27685, 477.2...
1 1 0.99 1
0.8
0.6
0.4
0.2
0.85
0 I -
0.5 1.5 2 25 3 3.5 4 4.5
Counts (%) vs. Acquisition Time (min)
MS Zoomed Spectrum
%105 Compound 51 ; C26 H33 N7 02; 0.99: + FBF Spectrum (rt: 0.97-1.06 min)
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Counts vs. Mass-to-Charge (m/z)
MS Zoomed Spectrum
x105 Compound 51 ; C26 H33 N7 02; 0.99: +ESI Scan (rt: 0.97-1.06 min, 17 scans) Frag=100.0...
+
3.5 & T
T X,
3 o . §
25 Iy
3 - TV 83
2 ~ o \ ~ oM
¥ N R &
1.5 = .
; g . (B
d)' § .q- ="
0.5 RS \
L |
220 240 260 280 300 320 340 360 380 400 420 440 460 480 500
Counts vs. Mass-to-Charge (m/z)
MS Spectrum Peak List
Obs. m/z Charge Abund Formula Ion/Isotope Tgt Mass Error (ppm)
238.64292 2 23357.19|C26H33N702 (M+2H)+2
239.14466 2 7984.02|C26H33N702 (M+2H)+2
239.64525 2 1242.2|C26H33N702 (M+2H)+2
476.27758 1 101934.38|C26H33N702 (M+H)+
477.28003 1 32395.08|C26H33N702 (M+H)+
478.28266 1 4780.62|C26H33N702 (M+H)+
479.28502 1 601.29|C26H33N702 (M+H)+
480.28589 1 75.69|C26H33N702 (M+H)+
238.64292 2 23357.19|C26H33N702 (M+2H)+2 3.58
239.14466 2 7984.02|C26H33N702 (M+2H)+2 4.84
239.64525 2 1242.2|C26H33N702 (M+2H)+2 1.57
476.27758 1 101934.38|C26H33N702 (M+H)+ 1.53
477.28003 1 32395.08|C26H33N702 (M+H)+ 0.63
478.28266 1 4780.62 | C26H33N702 (M+H)+ 0.43
479.28502 1 601.29|C26H33N702 (M+H)+ -0.17
480.28589 1 75.69|C26H33N702 (M+H)+ -3.74
--- End Of Report ---
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Compound 54

Name

Compound 54

475.29294

Obs. m/z

0.85

Obs. RT

474.28648

Obs. Mass

Tgt Formula

C26 H34 N8 O

Tgt Mass Tgt Find
Mass Cpds
Error Alaorith
474.28556 1.94 Find by
Formula

x10 2| Compound 54 ; C26 H34 N8 O; 0.85: +ESI EIC(238.15006, 238.65146, 475.29283, 476.29564...
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Counts (%) vs. Acquisition Time (min)
MS Zoomed Spectrum
x10 6 Compound 54 ; C26 H34 N8 O; 0.85: + FBF Spectrum (rt: 0.85 min)
o
41 X
T
X N x.
31 g ! i \
o= — 4
2] 53 35
wn I — <
0o &N oI
14 QL ES
N = ~ O
= =
220 240 260 280 300 320 340 360 380 400 420 440 460 480 500
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x10 6 Compound 54 ; C26 H34 N8 O; 0.85: +ESI Scan (rt: 0.85 min) Frag=100.0V
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Counts vs. Mass-to-Charge (m/z)
MS Spectrum Peak List
Obs. m/z Charge Abund Formula Ion/Isotope Tgt Mass Error (ppm)
238.15073 2 1295540.25|C26H34N80O (M+2H)+2
238.65175 2 375450.88|C26H34N8O (M+2H)+2
239.15293 2 55981.86|C26H34N80O (M+2H)+2
475.29294 1 328461.72|C26H34N80O (M+H)+
476.29541 1 96053.09|C26H34N80 (M+H)+
477.29793 1 13882.22|C26H34N80O (M+H)+
478.29997 1 1075.67|C26H34N80O (M+H)+
238.15073 2 1295540.25|C26H34N80O (M+2H)+2 2.85
238.15074 1302772.38
238.65175 2 375450.88C26H34N80 (M+2H)+2 1.22
239.15293 2 55981.86|C26H34N80 (M+2H)+2 0.43
475.29294 1 328461.72|C26H34N8O (M+H)+ 0.22
476.29541 1 96053.09|C26H34N80O (M+H)+ -0.48
477.29793 1 13882.22 |C26H34N8O (M+H)+ -0.93
478.29997 1 1075.67|C26H34N80O (M+H)+ -2.21
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Compound 55

Name Obs. m/z Obs. RT Obs. Mass Tgt Formula Tgt Mass Tgt Find
Mass Cpds
Error Alaorith
Compound 55 475.2936 0.97 474.28629 C26 H34 N8 O 474.28556 1.55 Find by
Formula
x10 2 Compound 55 ; C26 H34 N8 O; 0.97: +ESI EIC(238.15006, 238.65146, 475.29283, 476.29...
1 1 0.97 1
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Counts (%) vs. Acquisition Time (min)
MS Zoomed Spectrum
x10 5 Compound 55 ; C26 H34 N8 O; 0.97: + FBF Spectrum (rt: 0.95-1.05 min)
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Counts vs. Mass-to-Charge (m/z)
MS Zoomed Spectrum
x10 5 Compound 55 ; C26 H34 N8 O; 0.97: +ESI Scan (rt: 0.95-1.05 min, 19 scans) Frag=100.0V...
+
3 o~ =
X [ +
B ] 2
2 o) . ~ 85
1.5 m Z (PP - . QL
53 [ £S
1 w LT - X S=
y O
0.5 ) :
| .
220 240 260 280 300 320 340 360 380 400 420 440 460 480 500
Counts vs. Mass-to-Charge (m/z)
MS Spectrum Peak List
Obs. m/z Charge Abund Formula Ion/Isotope Tgt Mass Error (ppm)
238.15073 2 27416.88|C26H34N8O (M+2H)+2
238.65185 2 8095.95|C26H34N80O (M+2H)+2
239.15226 2 1933.05|C26H34N80 (M+2H)+2
475.2936 1 92111.73|C26H34N8O (M+H)+
476.2959 1 28302.5|C26H34N80O (M+H)+
477.29863 1 4277.33|C26H34N80O (M+H)+
478.29884 1 406.24|C26H34N8O (M+H)+
238.15073 2 27416.88|C26H34N80O (M+2H)+2 2.83
238.65185 2 8095.95|C26H34N8O (M+2H)+2 1.65
239.15226 2 1933.05|C26H34N80O (M+2H)+2 -2.38
475.2936 1 92111.73|C26H34N8O (M+H)+ 1.61
476.2959 1 28302.5|C26H34N8O (M+H)+ 0.54
477.29863 1 4277.33|C26H34N8O (M+H)+ 0.54
478.29884 1 406.24 | C26H34N8O (M+H)+ -4.58
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