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Supplementary Figure S1. ATP contents of compound 57a
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Supplementary Figure S2. ATP production of compound 57a
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Supplementary Figure S3. Measurement of the intracellular ATP production rates

in A549 cells in a dose-dependent manner by compound 57a
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Supplementary Figure S4. Decrease in expression of HIF-1a and its target genes

by compound 57a
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Figure S5. 'H NMR (400 MHz, CDCls) spectrum of compound 5a
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Figure S6. °C NMR (100 MHz, CDCl;3) spectrum of compound 5a
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Figure S7. 'H NMR (400 MHz, CDCls) spectrum of compound 5b
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Figure S8. °C NMR (100 MHz, CDCl3) spectrum of compound 5b
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Figure S9. 'H NMR (400 MHz, CDCls) spectrum of compound 5¢
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Figure S10. >*C NMR (100 MHz, CDCls) spectrum of compound 5¢
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Figure S11. ’F NMR (376 MHz, CDCl;3) spectrum of compound 5¢
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Figure S12. 'H NMR (400 MHz, CDCls) spectrum of compound 5d
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Figure S13. *C NMR (100 MHz, CDCls) spectrum of compound 5d
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Figure S14. ’F NMR (376 MHz, CDCl3) spectrum of compound 5d
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Figure S15. 'H NMR (400 MHz, CDCls) spectrum of compound Se
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Figure S16. °C NMR (100 MHz, CDCls) spectrum of compound 5e
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Figure S17. ’F NMR (376 MHz, CDCl;3) spectrum of compound Se
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Figure S18. 'H NMR (400 MHz, CDCls) spectrum of compound 5f
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Figure S19. ’F NMR (376 MHz, CDCl;) spectrum of compound 5f

LQL-VI-30-F o
cdd3 =
376.16 |
o. NH
\/\“/ .
=
WQ/ e C ~ X
o
=
|
T T T T T T T T T T T T T T T T T T T T T T T T
30 20 10 0 10 -20 30 -40 50 60 -100 -110 -120 -130 -140 -150 -160 ~-170 -180 ~-1%0 -200

S19



Figure S20. 'H NMR (400 MHz, CDCls) spectrum of compound 14

100°0-—

£56°0
Obb'T
Sv.ﬁw
fazlans
omm.T\

25T
wmm.mﬁk

S

R
mwm.mw
98T

HOE'
mﬁm.vv
ZEE'H

989
mmm.u/
WETL

w1 ,BHV.
198t~
mdm,h%
EEE'L:

ﬁm,hn\\

HWoe—

GSII-41
cdd3
399.81

=9£'0

F-RBE'D

e

0y

6L’

x et
11
Mgz
el
=-00'1

=00'1

=~

Lo

S20



Figure S21. *C NMR (100 MHz, CD;0D) spectrum of compound 14
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Figure S22. ’F NMR (376 MHz, CDCl3) spectrum of compound 14
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Figure S23. '"H NMR (400 MHz, CDCls) spectrum of compound 21
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Figure S24. >*C NMR (100 MHz, CDCls) spectrum of compound 21
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Figure S25. "”F NMR (376 MHz, CDCls) spectrum of compound 21
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Figure S26. "H NMR (400 MHz, CDCls) spectrum of compound 22
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Figure S27. *C NMR (100 MHz, DMSO-d5) spectrum of compound 22
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Figure S28. 1°F NMR (376 MHz,

CDCls) spectrum of compound 22
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Figure S29. 'H NMR (400 MHz, DMSO-ds) spectrum of compound 30
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Figure S30. *C NMR (100 MHz, DMSO-dj) spectrum of compound 30
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Figure S31. °F NMR (376 MHz, CDCI3) spectrum of compound 30
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Figure S32. '"H NMR (400 MHz, CDCls) spectrum of compound 35a
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Figure S33. *C NMR (100 MHz, CDCl3) spectrum of compound 35a
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Figure S34. ’F NMR (376 MHz, CDCl3) spectrum of compound 35a
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Figure S35. 'H NMR (400 MHz, CDCls) spectrum of compound 35b
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Figure S36. °C NMR (100 MHz, CDCls) spectrum of compound 35b
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Figure S37. '°F NMR (376 MHz, CDCls) spectrum of compound 35b
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Figure S38. 'H NMR (400 MHz, CDCls) spectrum of compound 39a
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Figure S39. *C NMR (100 MHz, CDCl3) spectrum of compound 39a
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Figure S40. °F NMR (376 MHz, CDCl3) spectrum of compound 39a
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Figure S41. 'H NMR (400 MHz, CDCls) spectrum of compound 39b
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Figure S42. >*C NMR (100 MHz, CDCls) spectrum of compound 39b
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Figure S43. ’F NMR (376 MHz, CDCl;) spectrum of compound 39b
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Figure S44. 'H NMR (400 MHz, CDCls) spectrum of compound 39¢
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Figure S45. >*C NMR (100 MHz, CDCls) spectrum of compound 39¢
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Figure S46. °F NMR (376 MHz, CDCl3) spectrum of compound 39¢
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Figure S47. 'H NMR (400 MHz, CDCls) spectrum of compound 39d
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Figure S48. °C NMR (100 MHz, CDCI3) spectrum of compound 39d
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Figure S49. °F NMR (376 MHz, CDCl;) spectrum of compound 39d
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Figure S50. '"H NMR (400 MHz, CDCls) spectrum of compound 44a
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Figure S51. *C NMR (100 MHz, CDCl3) spectrum of compound 44a
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Figure S52. "’F NMR (376 MHz, CDCls) spectrum of compound 44a
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Figure S53. 'H NMR (400 MHz, CDCls) spectrum of compound 44b
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Figure S54. >*C NMR (100 MHz, CDCls) spectrum of compound 44b
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Figure S55. ’F NMR (376 MHz, CDCl;3) spectrum of compound 44b
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Figure S56. 'H NMR (400 MHz, DMSO-ds) spectrum of compound 50
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Figure S57. *C NMR (100 MHz, DMSO-dj) spectrum of compound 50
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Figure S58. '’F NMR (376 MHz, CDCls) spectrum of compound 50
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Figure S59. 'H NMR (400 MHz, CDCls) spectrum of compound 51
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Figure S60. °C NMR (100 MHz, CDCls) spectrum of compound 51
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Figure S61. °F NMR (376 MHz,

AC-2395-F
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-57.850

CDCls) spectrum of compound 51
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Figure S62. 'H NMR (400 MHz, CDCls) spectrum of compound 56
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Figure S63. °C NMR (100 MHz, CDCl3) spectrum of compound 56
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Figure S64. °F NMR (376 MHz, CDCl;) spectrum of compound 56
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Figure S65. 'H NMR (400 MHz, CDCls) spectrum of compound 57a
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Figure S66. °C NMR (100 MHz, CD30D) spectrum of compound 57a
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Figure S67. °’F NMR (376 MHz, CDCl3) spectrum of compound 57a
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Figure S68. 'H NMR (400 MHz, CDCls) spectrum of compound 57b
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Figure S69. °C NMR (100 MHz, CDCls) spectrum of compound 57b
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Figure S70. '°F NMR (376 MHz, CDCls) spectrum of compound 57b
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Figure S71. 'H NMR (400 MHz, CDCls) spectrum of compound 57¢
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Figure S72. >*C NMR (100 MHz, CDCls) spectrum of compound 57¢
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Figure S73. °F NMR (376 MHz, CDCl3) spectrum of compound 57¢
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Figure S74. 'H NMR (400 MHz, CDCls) spectrum of compound 57d
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Figure S75. *C NMR (100 MHz, CDCI3) spectrum of compound 57d
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Figure S76. '°F NMR (376 MHz, CDCls) spectrum of compound 57d
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Figures S77. HPLC Analysis
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Compound 5d

Figures S78. HPLC Analysis
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Figures S79. HPLC Analysis
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Figures S80. HPLC Analysis
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Figures S81. HPLC Analysis
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Figures S82. HPLC Analysis
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Figures S83. HPLC Analysis
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Figures S84. HPLC Analysis
Compound 44b
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Figures S85. HPLC Analysis
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Figures S85. HPLC Analysis
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Figures S86. HPLC Analysis
Compound 57c¢
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Figures S87. HRMS Analysis

Compound S5a

Single Mass Analysis
Tolerance = 5.0 mDa /
Element prediction: Off
Number of isotope peaks used for i-FIT = 3

DBE: min =-1.5, max = 50.0

Monoisotopic Mass, Even Electron lons

703 formula(e) evaluated with 4 results within limits (all results (up to 1000) for each mass)
Elements Used:

C:0-500 H:0-1000 N:0-10 0:0-20

GS-1-108-01 130 (2.294)

TOF MS ES+
1.41e+005
767.5020
384.2530
1q05102.1278 990 4583818 087.5846 1179.2167 1370.8199_1561.8749.1636.3370 2053.0018 2334 2400
B e L e H
200 400 00 800 1000 1200 1400 1600 1800 2000 2200 2400 O\W N O\
Maximum: 5.0 10.0 .0
Mass Calc. Mass mDa PEM DBE Conf ($) Formula .
Chemical Formula: Cy4H33NO3
384.2530 9 -2.3 8.5 2.66 C24 H34 N 03 Exact Mass: 383.2460
GS-1-109-01 130 (2.294) 1: TOF MS ES+
100 767.5020 141e
GS-1-109-01 3: Diode Array
212 Range: 3.935
384.2530 2 20 120 <24 066
ooloe I 2R/~ _ A
768.5055 100 200 | 300 400 500 600 700 800  9.00
B G8-1-109-01 1: TOF MS ES+
100 224249 BPI
I f 284 11.71e5
< 0.74 207)‘ N
L o121 LN |
L _ L )
100 200 300 | 400 = 500 | 600 700 800  9.00
GS-1-109-01 1: TOF MS ES+
[385.2563 , 100. 216 249 TIC
[769.5090 74 2,04 JW N\ 284 4.795
o WA
] 1 ] S A 1.33 VA
789.4821 i ! ' ' ! lo.03 e/
ol1021278 386.2601 ! 987.5846 11792167 4561749 19163673 s0530018  2334.24002438.5378 M N~ '/}Tlme
0 200 400 | 600 800 1000 = 1200 1400 = 1600 1800 2000 2200 = 2400 = 2600 100 | 200 | 300 | 400 = 500 | 600 | 7.00 800  9.00
Single Mass Analysis
Tolerance — 5.0 mDa / DBE: min - -1.5, max - 50.0
Element prediction: Off
Number of isotope peaks used for i-FIT = 3
Menoisotopic Mass, Even Eleciron lons
705 formula(e) evaluated with 7 results within limits (all results (up to 1000) for each mass)
Elements Used:
C:0-500 H:0-1000 N:0-10 O:0-20
GS-1-106-01 124 (2.182)
TOF MS ES+
7.4424004
f 379.2377 H
@22‘ 3202561, | Ad13574 7‘5 47“2 ESINIETIA 1IETEEN | ATI44%2 19020401 22124004 2468.3085, OWN CN
200 400 600 800 1000 1200 1400 1600 1800 2000 2200 2400 s \©/
Minimum: -1.5
Maximum: 5.0 10.0 50.0
mpa  PPM  DBE Norm  Conf(%) Formula Chemical Formula: Ca4H3oN,0;
-0.9 -2.4 10.5 7.968 0.03  C24 H31 N2 02 Exact Mass: 378.2307
GS-1-106-01 124 (2.192) 1: TOF MS ES+
100 379.2377 7 ddod
GE-H05-01 3 Diode Amay
205 Ranga 4.053
_3 2 El “ 219
irez N
#| o O, -
100 200 200 400 | 600 | 600 700 800
#| - |
|380.2401 574712 og2 1041 B 2T
" 100 | 200 300 400 500 | 600 700 800 %
750.4744 GS-1-106-01 1: TOF MS E%z:
100 \
4273784 e
427 775.5005 ! ' | f |
o 3202561 | ag1357 l 9755461 11357133 13667561 1893.0431 2272.40942409.3088 42 104l 204 202 ]
miz B SO S U P— -~
0 200 400 600 800 1000 1200 1400 1600 1800 2000 2200 2400 2600 ¢ 1.00 2.00 3.00 4.00 5.00 B.00 7.00 8.00 9.00 Time
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Figures S88. HRMS Analysis

Compound Sc

Single Mass Analysis

Tolerance = 5.0 mDa / DBE: min =-1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

5337 formula(e) evaluated with 31 results within limits (all results (up to 1000) for each mass)
Elements Used:
C:0-500 H:0-1000 N:0-10 0:0-20 F:0-10

GS-1-110-01 148 (2.611)

ZT

1: TOF MS ES+ O c F3
42724005
1 3101054 22504 1381.8040
o0 - 6618080 8434573 10825127 1264.6777 - 16352551 1839.5627  2084.3911 23309702 O
T T T T FSRARNEALEY| T T T T T T vz
200 400 600 1000 1200 1400 1600 1800 2000 2200
Minimum: .5
Maximum: 5.0  10.0 .0 .
Mass Calc. Mass mDa PPM DBE Norm Conf (%) Formula Chem[cal FormUIa Cz4H3OF3N02
422.2304 422.2307  -0.3 0.7 8.5  292.8 1. 21.54 €24 H31 N 02 F3 Exact Mass: 421.2229
GS-1-110-01 148 (2611) 1: TOF MS ES+
100 4222304 4.27e5
GS--110-01 3: Diode Array
253 Range: 3.938
P‘Z 84
=2 20 a7 & ] se
o i IS _ew
‘ 1.00 2.00 3.00 400 5.00 6.00 7.00 8.00 .00
GS-1-110-01 1: TOF MS ES+
263 BPI
i 100 N 2es [4.38e5
8434573 0sp N !
ol252 — i,
1.00 2.00 3.00 400 5.00 6.00 7.00 8.00 9.00
423.2337 GS-1-110-01 1: TOF MS ES+
44508 TIC
100, |8.88e5
i
W24 2367 | 845 426 ! ' ! ' ! !
310.1054 818080 | g72.4202 12646777 1635 2551 1539 5627 20842911 2330.9702 o Time
£ 260 860 800 | 1000 | 1200 | 1400 1800 1800 | 2000 2400 5.00 6.00 7.00 8.00 9.00
Single Mass Analysis
Tolerance = 5.0 mDa / DBE:min=-1.5, max = 50.0
Element prediction: Off
Number of isotope peaks used for i-FIT = 3
Monoisctopic Mass, Even Eleciron lons
5818 formula(e) evaluated with 39 results within limits (all results (up to 1000) for each mass)
Elements Used:
C:0-500 H:0-1000 N:0-10 0:0-20 F:0-10
KDIVII-94 169 (2.979) F3C\o
1: TOF MS ES+ H
6.81e+005 0. N
1 352.2069 4387247 875.4450
L] | 684.7968 575 1113.5306 1396.5708 miz
T T TR T T T T T T T y T ARax!
200 400 600 800 1000 1200 1400 1600 1800 2000 2200 2400 (o]
5.0 10.0
mDa PEM  DBE Norm  Conf($) Formula Chemical Formula: Co4H30F3NO3
-0. -2.1 8.5  413.9 5.768 0.31  c2d H3L N 03 F3 Exact Mass: 437.2178
KDI-VIIl-94 169 (2.979) 1: TOF MS ES+
100- 4382247 6.81e5
KDVII-84 3: Diade Array
288 Range: 1.77
e f I
2 10 128 i
< i h 14 a1
N 0gs Lo e W2
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8754460 " 217 | /
0.03 g7 o \
P e - .
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Figures S89. HRMS Analysis
Compound 14

Single Mass Analysis

Tolerance = 5.0 mDa / DBE: min=-1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

5004 formula(e) evaluated with 39 results within limits (all results (up to 1000) for each mass)
Elements Used:

C:0-500 H:0-1000 N:0-10 ©O:0-20 F:0-10

GS-Ik41 130 (2.295)

1: TOF MS ES+

1.12e+005
1 3142405 4101992 5490099 g19.3828
L] . | 10524174 1260.5306  1468.54351638.6941_1718.0353 20827632 2391.7258
L e o e R n T T T T T T T T T T e MU
200 400 600 800 1000 1200 1400 1600 1800 2000 2 H
0. N O,
Minimum: -1.5 ~Nr CF,
Maximum: 5.0 10.0  50.0 o
Mass Calc. Mass mDa PPM DBE Norm Conf (%) Formula
410.1932 410.1043 R Y m e sasle 237 6,47 25 27 W 03 F3 Chemical Formula: Ca3Ha6F3NO3
410.1932  410.19 -1.1  -2.7 8.5 183.6  2.737 6.47 €22 H27 N 03 F3 Exact Mass: 409.1865
GSHI-41 130 (2.295) 1: TOF WS ES+
100 4107932 1.12¢5
G841 3: Diode Amay
292 Range: 3.922
M\
=) 2.0 258 9.66
< e M i ess
0.0 [l - L
1.00 2.00 3.00 4.00 5.00 6.00 7.00 8.00 9.00
s19.3828 GS-I-41 1: TOF MS ES+
100 BRI
# |284e5
& 219
0 1.37 179 351 977 “
k11908 820.3670 1.00 2.00 3.00 400 5.00 6.00 7.00 800 9.00
GS-II-41 1: TOF MS ES+
TIC
oo I‘s B2e5
8213856 263
U |atza0en : ! g d ! Fpoo oe "HIT0 344 073
olioz1zss_ 3142408 £432673 | 8223929 10524174 12805308 1535 4udi 20627632 23017288, L B 7 e
£ 200 400 600 80 1000 | 1200 | 1400 1600 1800 2000 2200 2460 1.00 200 3.00 400 5.00 6.00 7.00 8.00 9.00
Single Mass Analysis .
Tolerance = 5.0 mDa / DBE: min = -1.5, max = 50.0
Element prediction: Off
Number of isotope peaks used for i-FIT = 3
Monoisotopic Mass, Even Electron lons
5047 formulale) evaluated with 46 results within limits (all results (up to 1000) for each mass)
Elements Used:
C:0-500 H:0-1000 N:0-10 0:0-20 F:0-10
KDI-1X-01 90 (1.592)
1: TOF MS ES+ CF3
3.378+006 H ]
1 4”'E901 821.3755 O N 0
178.1206 571.3087 .3755879.3795 1230.5396,1305.9141 __1638.6771 2462370,
sI""""‘I""' T T IRAABN T T T |"""'T""""I’""""§"""'T T VAARAS] T T T T T TTriry Wiz \/Y
200 400 600 800 1000 1200 1400 1600 1800 2000 2200 2400 o)
Minimum: -1.5 H
Maximum: 5.0 10.0  50.0
Mass Calc. Mass mDa  FPM  DEE Norm  Conf(%) Formula Chemical Formula: Cz1H,5F3N203
411.1901  411.1896 0.5 1.2 8.5  739.6 4.507 1.10  C21 H26 N2 03 F3 Exact Mass: 410.1817
KDIX-01 90 (1.592) 1: TOF MS ES+
100 4111001 3.37e6
KDIIX-01 3: Diode Array
157 Range: 3.761
2 20 19 )l o8
T i\
0.0 SR J—
1.00 2.00 3.00 400 5.00 6.00 7.00 8.00 9.00
KDIHX-01 1: TOF MS ES+
BPI
) too 337e6
- {
o 080 | 248
1.00 2.00 3.00 400 5.00 6.00 7.00 8.00 9.00
412,120 KDI-X-01 1: TOF MS ES+
100 1 §1 TIC
8213785 561e6
410.1816 223798
! ‘Fus.wgss ! ! ! /
ol1781208 5713037 |8233835 42305308 16386771 2aTd_ o = Time
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Figures S90. HRMS Analysis
Compound 22

Single Mass Analysis
Tolerance = 5.0 mDa /
Element prediction: Off
Number of isotope peaks used for i-FIT = 3

DBE: m

=-1.5, max = 50.0

Monoisotopic Mass, Even Electron lons

5446 formula(e) evaluated with 47 results within limits (all results (up to 1000) for each mass)
Elements Used:

C:0-500 H:0-1000 N:0-10 0:0-20 F:0-10

KDI-IX-04 107 (1.892)

1: TOF MS ES+

CF3

3.39e+006 H !
1 341.2059 4252059 1087.6462 16707167 O N %
- 96.1982 849.4091.915.3741, ' 15266959 2262.3540 2473.9402
200 400 800 800 1000 1200 1400 1600 1800 2000 2200 2400 0
. . N
Minimum: -1.5 ‘
Maximum: 5.0 10.0  50.0
Mass cale. Mass mDa PPM DBE Norm Conf(%) Formula Chemical Formula: CyoHp7F3NoO3
425.2059 425.2052 0.7 1.6 8.5  218.8 7.541 0.05  C22 H28 N2 03 F3 Exact Mass: 424.1974
KDHX-04 107 (1.892) 1: TOF MS ES+
100 4252059 3.39e6
KDIHX-04 3: Diade Array
1.88 Range: 4.007
=] 25 1.77
"z 1.18 :,1 9.88
00 L 2t L
) 1.00 2.00 300 400 500  6.00 7.00 800 9.00
KDI-X-04 1: TOF MS ES+
1.87 BRI
B oo N 3.79¢6
#| [N Y"1
ol
1.00 4.00 5.00 6.00 7.00 8.00 9.00
KDIX-04 1: TOF MS ES+
4202085 100 187 Tic
424.1081 5.66eB
\ e
272076 ! J . ' 038 ¢
1921924 4231008 Bag.409 9903460 sse6.6050 1670718 22623540 2473 9402 0 b - = Time
-0 200 400 800 800 1000 1200 1400 1800 1800 2000 2200 2400 2600 1.00 2.00 3.00 4.00 5.00 6.00 7.00 8.00 9.00
Single Mass Analysis
Tolerance = 5.0 mDa / DBE:min =-1.5, max = 50.0
Element prediction: Off .
Number of isotope peaks used for i-FIT =3
Menoisotopic Mass, Even Electron lons
5833 formula(e) evaluated with 45 results within limits (all results (up to 1000) for each mass)
Elements Used:
C:0-500 H:0-1000 N:0-10 ©:0-20 F:0-10
LJH-IV-15 91 (1.609)
1: TOF MS ES+
1.152+002 H
440.2038
R x| 440.0829 | o N OCF3
T T T T T T T f T T T T T T T m/z
439.70 439.80 439.90 440.00 440.10 440.20 440.30 440.40 440.50 440.60 o)
Minimum: -1.5
Maximum: 5.0 10.0  50.0 HO
Mass Calec. Mass mDa PEM DEE Norm  Conf (%) Formula Chemical Formula: Cy3HogF3NO4
240.2038  440.2049 -1.1  -2.5 8.5 18.6 2.54 C23 H29 N o4 F3 Exact Mass: 439.1970
LJH-IV-15 91 (1.608) 1: TOF MS ES+
100 4402038
LJH-V-15 3. Diode Aray
145 Range: 4.291
2 sl ags
4.00 £.00 ¥ 8.0 10.00
& LIH--15 1. TOF WS ES+
184 BP
100 ¥ 55788
Joar M) e - 084
\ } 200 400 600 BOD 000
4400829 140 1001 Litav15 i 1-ToF us £S5t
o i 23808
p i
. - st
440.000 440.100 440.200 440.300 440.400 400 B00 800 1000 Time
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Figures S91. HRMS Analysis

Compound 35a

Single Mass Analysis

Tolerance = 5.0 mDa / DBE: min = -1.5, max = 50.0
Element prediction: Off

Number of isolope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

4799 formula(e) evaluated with 52 results within limits (all results (up to 1000) for each mass)
Elements Used:

C:0-500 H:0-1000 N:0-10 O:0-20 F:0-10

KDIVII45 122 (2.157)

F MS ES+
2.38e+004
102.1272 427.3774 5381662
1% 870.7837 1106.8945 1277.9424 2498.56(9 H
i O. N (ON
200 400 600 800 1000 1200 1400 1600 1800 2000 2200 2400 W CFs
(0]
Minimuam:
Maximum: 5.0 10.0
Mass PPM DBE Norm Conf (%) Formula .
! Chemical Formula: CyH1gF3NO3
402.1312 -1.2 153.2  9.185 0.01 C22 H19 N O3 F3 Exact Mass: 401.1239
KDI-VII-45 122 (2.157) 1: TOF MS ES+
1004 427.3774 2.38e4
KDI-VII-45 3. Dinde Amay
5 Range: 3.517
220 L7 st
= il “ il
_ 404 . .
1.00 200 3.00 00 5.00 6.00 7.00 8.00 9.00
KDIVI-25 1: TOF 48 ES+
189 202
100 ‘-‘ 1.13e5
# |
[
# 444 4038 100 200 300 400 500 500 700 8A0 9.00
¢ i: TOF 15 ES+
96 EFI
126585
e ]
_ g .
102.1272 300 400 oo | Goo 760 b0 | obd
402.1312 a7.1642 KDHVIkes 1. TOF g ES+
886 TIC
‘ 538;!641 , 100 108 85005
870.7837 ' "
391.2707 1539.1531 y y
N Tl 1 W O 2 sosorm R p
-0 200 400 600 800 1000 1200 1400 1600 1800 2000 2200 2400 2600 100 200 300 400 500 500 7.00 800 9.00 Time
Single Mass Analysis
Tolerance = 5.0 mDa / DBE: =-1.5, max = 50.0
Element prediction: Off
Number of isotope peaks used for i-FIT = 3
Menoisotopic Mass, Even Electron lons
5323 formula(e) evaluated with 60 results within limits (all results (up to 1000) for each mass)
Elements Used:
C:0-500 H:0-1000 N:0-10 0:0-20 F:0-10
KDEVII-25 93 (1.644) H
: TOF MS ES=+
4292004 o N O\CF
1ogy in0tes 4090984 1354.3628 3
%3 111 | 650.1442 8392414 10767567 1250.3475 1790.2137 2307.2283 o
T T T T ERRSYSARRE} T T T LARAR AR T T T T T T T T T miz
200 400 600 800 1000 1200 1400 1600 1800 2000 2200 2400
Minimum: -1.5
Maximum: 5.0 10.0  50.0 F
Mass mDa  PPM  DBE  i-FIT Norm Conf(%) Formula Chemical Formula: Co;H17F4NO3
420.1216 -0.7 -1.7 12.5 104.3 6.914 0.10  C22 HLE N 03 F4 Exact Mass: 419.1145
KDI-VII-25 93 (1.644) 1: TOF MS ES+
100 400.0084 4.2964 kpiyi-2s 3: Diods Array
i Range 229
20
- 1 as7
T |
T T T T O T
KDIVI-25
100 60
| I
/ﬂQD 1216 # | \
£ 1.00 Q.CD‘ 200 400 660 B.00 10 800
KOIAI-25
100 " ssns
& |
[ CRPPYERIPee
- 100 200 300 400 500 600 700 800 w
KO 26 1 TOF M E8¢
mc
' 8302414 1% 85208
anzn b : . B
1m01s82780820 | 14583852 I 10767567 12803212 17002137 a7z SRR |
0 200 400 600 | 80D 1000 1200 1400 1800 1800 2000 2200 ' 2400 = 2500 40 S0 Bw0 7m0 Em0 S Time
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Figures S92. HRMS Analysis

Compound 39a

Single Mass Analysis
Tolerance = 5.0 mDa /
Element prediction: Off
Number of isotope peaks used for i-FIT = 3

DBE: min = -1.5, max = 50.0

Monoisotopic Mass, Even Electron lons

4081 formula(e) evaluated with 50 results within limits (all results (up to 1000) for each mass)

Elements Used:
C:0-500 H:0-1000 N:0-10 0O:0-20 F:0-10
KDI-VIII-96 90 (1.592)

1: TOF MS ES+
4.08e+005
376.1183
751.2292
100y 286.1503 5916321 966.72811126.3434 1501.3001 1873.6276 21763031 295000
200 400 600 800 1000 1200 1400 1800 1800 2000 2200 2400 H
o} N OCF3
Minimum: -1.5 W
Maximum: 5.0 10.0 50.0 o)
s c. Mass PEM B! Nor nf (% : .
Mass cal a. mDa = DBE Norm  Conf (%) Formula Chemical Formula: CooHsFsNO3
376.1162  376.1161 0.2 0.5 11.5  31%.2  4.121 1.62 c20 H17 N 03 F3 Exact Mass: 375.1082
690 (1.562) 1: TOF MS ES+
376.1163 4.08e5
KOI-VII-96 3: Diede Array
1 Fz Range: 4.001
eI el 088
0.0 LN - _ "\,\
7512002 1007 200 300 ' 400 500 | 600 700 | 800 | 9.00
KDI-VIILg6 1: TOF MS ES+
998 BFI
100 | 7.43e5
o !
04z 134 {1 7 249 |
o Ak |
52,2325 100 200 ' 300 ' 4060 | 500 600 700 | 800 | 9.00
FLLRILS KDLVIIL96. 1. TOF MS ES+
598 TIC
100 214 [1.79e8
i
753.2347 1 1 | ! |
o 1200288 1503 3781220 7542348 11263434 1501 3091 18736276 21783931 23203000 o - ) Time
E 2000 400 | BOD 800 1000 | 1200 1400 | 1800 1800 2000 2200 | 2400 2800 100 200 300 | 400 | 500 | 600 | 7.00 | 800  9.00
Single Mass Analysis
Tolerance = 5.0 mDa / DBE: min=-1.5 max = 50.0
Element prediction: Off
Number of isotope peaks used for i-FIT = 3
Monoisotopic Mass, Even Electron lons
13450 formula(e) evaluated with 150 results within limits (all results (up to 1000) for each mass)
Elements Used:
C:0500 H:0-1000 N:0-10 0:0-20 Br:08 F:0-10
KDI-I-44 108 (1.909)
: TOF MS ES+
1.83e+004
296.2565
f 4540254 H
| B R LS —. s e Anaaa s Br. 0. N OCF;,
200 400 800 800 1000 1200 1400 1600 1800 2000 2200 2400 OO \/W
Minimum: -1.5
Maximum: 5.0 10.0 50.0 O
Mass Calc. Mass mDa PPM DBE Norm Conf (%) Formula Chemlcal Formula: C20H1SBrF3N03
454.0254  454.0266  -1.2 -2.6 11.5 £.537 1.07  C20 HlE N 03 Br F3 Exact Mass: 453.0187
KDI-I-44 108 (1,808) 1: TOF MS ES+
100 208.2565 1.83e4
KDI-44 3 Diode Aray
e Range: 293
20 120 s
454.0254 2 0
4560228 10 I
, [\ L _ B A,
T00 | 200 300  4b0 | 600 6060 700 800 | 900
KDM-44 TOF MS ES+
BRI
\ 100 1.6505
# lsa.2g31 ¢
#
18 207
118 A o
102.1260 _
T00 200 300  4b0 ' 500 660 700 B0 o
1 TOF MS ES+
TH
(38385
Lot |
279 1534 459 3‘%1 909.0847
N - 1 ] !
" ! ' -
oLl Jli [72.36761;862.6303 Eem 0613 13621080 iz B J
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Figures S93. HRMS Analysis

Compound 39¢

Single Mass Analysis
Tolerance = 5.0 mDa /
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

DBE: min = -1.5, max = 50.0

Monoisotopic Mass, Even Electron lons

13451 formulale) evaluated with 148 results within limits (all results (up to
Elements Used:

G:0-500 H:0-1000 N:0-10 0:0-20 F:0-10 Br:0-8

KDI-I-45 107 (1.892)
: TOF MS ES+

1000) for each mass)

3.22e+004 H
384.0882 454.0251
102 262561 ) ¢ 7201583 9090485 11650370 13640001 1849071 1990.2000 2o54135 O\/Y N OCF3
t T T T T T T T T T T T T T
200 400 600 800 1000 1200 1400 1800 1800 2000 2200 2400
o}
Minimoms Br
Maximum: 5.0 10.0
Mass Calc. Mass mDa PPM DBRE T Norm Conf(%) Formula Chemical Formula: CxoH15BrF3NO3
454.0251  454.0266 -1.5  -3.3  11.5  166.1 6.917 0 €20 H16 N 03 F3 Br Exact Mass: 453.0187
KDI--45 107 (1.892) 1: TOF MS ES+
100, 364.0882 3.21ed
KDIH-45 2. Diode Array.
170 Range 3335
30 fi
L 20 557
.2 ‘|
10 l
J— - e
1454.0251 k F00 dco 5ea sbn | To0 . 80§
KDL45 TOF LS ESt
100 08 e
# i e
&
296.2661 !
A ]
Tm 5 sbn 700 800 @
KO85 1 TOF S E81
100 Bmg  TIC
909.0486 40108
1458.3842 I
102.1257 \ 0070524 i p
10.0579 -
11,0100 720.1593 ! ' ! ! !
N ; L 928.0631  1165.0370 1364.0901 tmizazyy 19902000 o4 r3gs 24951250 ——— !
-0 200 400 600 800 1000 1200 1400 1600 1800 2000 2200 2400 2600 100 2bo 300 a0 500 sbo 700 800 5.00 Time
Single Mass Analysis
Tolerance = 5.0 mDa / DBE: min =-1.5, max = 50.0
Element prediction: Off
Number of isotope peaks used for i-FIT = 3
Manoisotopic Mass. Even Electron lons.
4585 formula(e) evaluated with 56 results within limits (all results (up to 1000) for each mass)
Elements Used:
C:0-500 H:0-1000 N:0-10 0:0-20 F:0-10
KDHI-27 87 (1.541)
: TOF MS ES+
45484005 H
400.0877
“325'102 ‘?55 el 633308 B022010101271921180.9273 1457 5485 ‘?75 37““ 18856700 __ 2132.02699202.7075 2482 2678 O\/Y N OCF;
200 400 600 800 1000 1200 1400 1600 1800 2000 2200 2400 o
Minimum:z F
Maximum: 5.0 10.0
Mass Calc. Mass mDa BEM DBE i-FIT Norm Conf(%) Formula Chemical Formula: CogH45F4NO3
304.1058  394.1066 0.8 -2.0 11.5 180.& 6.820 0.10  C20 51§ N 03 £4 Exact Mass: 393.0988
KDHI-27 87 (1.541) 1: TOF MS ES+
100 409.0077 4.54e5
KoML2T 3. Dot Array
= Range: 2713
20 | o6t
2 [
10 P if
o N o I I
0,00 100 200 F00 400 B &00 7.00 a0
KoLL27 .
100 152
#
a7
s 1
va o, 201248 |
0. D? = 160 . ZODV - 3.00‘ 4.00 5.00 00 T.00 .00 .00
394.1058 KOL27 1 TOF WS ESe
0 152 TIc.
1410.1003 497 1.05¢6
!
8022010 \ . . ¢ !
8032026 Y ! ! ! |
1021265 3912823(| 411 1034 | 10127192 12413380 1457 5485 18856708 21320268 g2 —
- ARy ——— M/Z e - —_ — -~
-0 200 400 600 800 1000 1200 1400 1600 1800 2000 2200 2400 2600 -0.00 00 200 300 400 560 500 750 800 ECMT
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Figures S94. HRMS Analysis

Compound 44a

Single Mass Analysis
Tolerance = 5.0 mDa /
Element prediction: Off
Number of isotope peaks used for i-FIT =3

DBE: min =-1.5, max = 50.0

Monoisotopic Mass, Even Elecitron lons

5818 formula(e) evaluated with 40 results within limits (all results (up to 1000) for each mass)
Elements Used:

C:0-500 H:0-1000 N:0-10 0Q:0-20 F:0-10

GS-11-23 147 (2.594)

1: TOF MS ES+
3.572+005
1 33g.3409 438.2250 775.5669 1721.3422 o
%i - | - B75.4475 1123.0221 1312.6561 1560.2288 b 2300.0244
T T T T T T T T T T T T T RN T T T T T T m/z O O
200 400 800 800 1000 1200 1400 1600 1800 2000 2200 2400 N “CF,
- H
Minimum -1.5
Maximum 5.0 10.0  50.0
s ooM = . nf (% .
Mass mDa PPM DEE Norm Conf (%) Formula Chemical Formula: C24H30F3N03
438.2250 438 -0.6 -1.4 8.5 305.1  6.847 0.11 C24 H31 N 03 F3 Exact Mass: 437.2178
GS-11-23 147 (2.584) 1: TOF MS ES+
38.2250 357e5
100
GS-II-23 3: Diode Array
2% Range: 3.366
> 20 | 266
: 993
o l he 23] \». — 1y
1.00 2.00 3.00 4.00 5.00 6.00 7.00 8.00 9.00
GS-II-23 1: TOF MS ES+
By 100- 158 258 BRI
14 N 44085
*005 il 235‘ ‘1.2?2 !
NI B ;
[f30.2285 875.4475 1.00 2.00 3.00 4.00 5.00 6.00 7.00 8.00 9.00
GS-II-23 1. TOF MS ES+
TIC
| 876.4501 100 '7.35e5
|
| ' ' 0.09 |
ooz s 42737«3-"“3“ 775'5%9 T8 im3020113126581  1560.2268 2300.004¢ 29317322 o - ) 877 ) .
ime
-0 200 400 600 800 1000 1200 1400 1600 1800 2000 2200 2400 5.00 7.00 800 9.00
Single Mass Analysis
Tolerance = 5.0 mDa / DBE:min =-1.5, max = 50.0
Element prediction: Off
Number of isotope peaks used for i-FIT = 3
Monoisotopic Mass, Even Electron lons
17871 formula(e) evaluated with 116 results within limits (all results (up to 1000) for each mass)
Elements Used:
C:0-500 H:0-1000 N:0-10 0:0-20 S:0-2 F:0-10
GS-11-34 156 (2.757)
1: TOF MS ES+
4.9904004
1 4275789 439 4043 432.3844 4413573 4553354 455.2451 4797060 o
%3 1. - - i 4444037 449.3560 458,383 463.3370 472.4409_474.1931 S o
T T T T T T T T T T T T T T T T T T T T T
425.0 430.0 4350 4400 4450 450.0 455.0 460.0 465.0 470.0 4750 480.0 o~ N § 1ON CF
3
Minimum: -1.5 HO
Maximum: 5.0 10.0  50.0
Mass Ca. Mass mDa PPM DBE Norm Conf (%) Formula .
Chemical Formula: Cp3HzoF3NO4S
74.10 474.1926 .5 1 7.5 58.5 .03 23 H31 N 04 S F3
474.1931 474.1926 0 1 7 6 31 0.24 C23 H31 N 04 3 Exact Mass: 473.1848
GS-11-34 156 (2.757) 1: TOF MS ES+
100 1 4.99%4
4273780
GS-lI-34 3: Diode Array
2 ’58 Range: 3.861
Y s
2 20 = 9.66
< l [SLTETI | A [
o EA s S , - W
N 1.00 200 3.00 4.00 5.00 6.00 7.00 8.00 .
= 1: TOF MS ESt
BPI
3.09e5
, I
4283744 4.00 5.00 6.00 7.00 200 8.00
1: TOF MS ES+
; TG
' 444 4037 ‘7,5455
' . \ . \ \
. | ?2974043933 3844 441.3573 ) 448, ‘3560455 3354 458 3823  463.3370465.3451  472.4408474.1931 4797060 _ . 4
425 430 435 440 445 450 455 460 465 470 475 480 4.00 5.00 6.00 7.00 8.00 8.00 Time
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Figures S95. HRMS Analysis

Compound 50

Single Mass Analysis

Tolerance = 5.0 mDa / DBE: min=-1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

7021 formula(e) evaluated with 38 results within limits (all results (up to 1000) for each mass)
Elements Used:

C:0-500 H:0-1000 N:0-10 Q:0-20 F:0-10

KDI-I-57 162 (2.859)

1: TOF MS ES+
2.4424006 °
! 289.1173 477,‘2725562 SO090867.5618 gsa sona 11004877 14597009  1S7ETSTO 19059950  p1asgpas 23832005 /@
i—v--n-rv-r AREARS peans AaE e T ey T T UVABRERaRAR Frer T ’ mz N OCF;
200 400 600 800 1000 1200 1400 1600 1800 2000 2200 2400 N H
Minimum:
Maximum: 5.0 10.0
Mass Calc. Mass D, PPM DBE Nor Conf (%) F 1
2 = - hs o ont (%) Formula Chemical Formula: Cy7H35F3N20,
477.2726  477.2729 -0.3 -0.6 9.5 653.1 6.784 0.11 C27 H36 N2 02 F3 Exact Mass: 476.2651
KDI--57 3: Diode Array
2?5 Range: 2.689
KDI-I-67 162 (2.859) 1: TOF MS ES+ 20 zo7 | vor
100 477.2726 2.4de6 . 18 rd h
2 ] / fi
1.0 | A
/ \ |
o . / S e -
1.00 2.00 3.00 4.00 5.00 6.00 T.00 800 9.00
KDI--57 1: TOF MS ES+
100 283 BPI
255\_(- Y 25186
a5 |
i
P LN b
1.00 2.00 3.00 4.00 5.00 ©.00 7.00 8.00 9.00
KDI-I-57 1: TOF M8 ES+
4782753 100 TG
3.43e6
B I,-‘
, , [479 2784 | ' , ! , ' , ! osn 177 |
ol102.1284 2891173 |480.2800 9535554 11909877 14297909 15787570 19059350 21449245 23032005 24946798 i o i
-0 200 400 600 800 1000 1200 1400 1600 1800 2000 2200 2400 2600 1.00 2.00 3.00 4.00 5.00 €.00 7.00 800 9.00
Single Mass Analysis
Tolerance = 5.0 mDa / DBE: min = -1.5, max = 50.0
Element prediction: Off
Number of isotope peaks used for i-FIT = 3
Monoisotopic Mass, Even Electron lons
6595 formula(e) evaluated with 41 results within limits (all results (up to 1000) for each mass)
Elements Used:
C:0-500 H:0-1000 N:0-10 O:0-20 F:0-10
KDH-62 565 (9.940)
1: TOF MS ES+
1314006 o
463.2564
1951021292 | 853,547 925.5148 10264187 1388.7842 1850.9745__ 2081.4106 23137996 e N OCF,
Y T T T T T T T T T T T T T T T T T T
200 400 800 800 1000 1200 1400 1600 1800 2000 2200 2400 (\
N
Minimum: -1.5
Maximum: 5.0 10.0  50.0
Mass Calc. Mass mDa PPM DBE Norm Conf (%) Formula
Chemical Formula: CpgH33F3N20,
263.2564  463.2572 -0.8 -1.7 9.5 571.0 5.089 0.62 C26 H34 N2 02 F3 Exact Mass: 462.2494
KDI--62 557 (9.803) 1: TOF MS ES+ Kpi.i.e2 3 Dinde Array
100 4632566 1.45¢6 282 Range: 1.985
07 )y
e il
2 e I .‘
! o o h
I = — P
708 b0 500 500
Kol-62
100 5
Il
& #| 1
I
o4z 18280 '
B 200 4bo 3] 800 o0
liga 2504 KDi-62 1:TOF WS ES+
o L
Ik
9255121 |
, 1652632 . |o28sis8 , , \ i
olioziare 4631083 903 5980 | 927 5164 1400.6897 1656 9027 20832007 23151455 24802043 2 L |
0 200 | 400 | 600 | 800 1000 | 1200 | 1400 1600 1800 2000 « 2200 2400 2600 7% a0 3T 3100 e M
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Figures S96. HRMS Analysis
Compound 56

Single Mass Analysis
Tolerance = 5.0 mDa / DBE: min = -1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisctopic Mass, Even Electron lons

5781 formula(e) evaluated with 37 results within limits (all results (up to 1000) for each mass)
Elements Used:

C:0-500 H:0-1000 N:0-10 0:0-20 F:0-10

GS-1146 143 (2.525) H
1: TOF MS ES~
19364006 N N OCF;
1 4372410 789.4830 1384.2087
i 218.1894 - N 873.4791 1309.7059 " ™ 1723.1160 1917.5094 2265.6780 miz
200 400 800 200 1000 1200 1400 1800 1800 2000 2200 2400 0
Minimum: -1.5
Maximum: 5.0 10.0 50.0
Mass mDa BEM DBE Norm  Conf (%) Formula Chemical Formula: CZ4H31 F3N202
437.2410 -1.4 8.5  627.0 2.820 5.91  C24 H32 N2 02 F3 Exact Mass: 436.2338
GS-I1-46 143 (2.526) 1: TOF MS ES+
100 437.2410 1.93e6
GS-lI-46 3: Diode Aray
249 Range: 4,076
-3 2 ﬁI oot ;20 1.73
o L N
1.00 200 3.00 400 5.00 6.00 7.00 8.00
G546
100 bl
438.2441 ’1 0gr 5,170 &
Py I— . . A
100 200 | 300 | 4h0 564 600 700 BP0 | 860
Ge-li6 15 TOF M E8+
100 Tie
8734701 sy 26728
4392471 874.4825 | , , ' ! ¥ - . i
218.1894 436.2359 8714601 13097058 1723.11601817.5094 2265.6780 2390.6167 o (134 7 I
-0 200 400 600 800 1000 1200 1400 1600 1800 2000 2200 2400 3.00 4.00 5.00 6.00 7.00 8.00 2.00 Time

Compound 57a

Single Mass Analysis

Tolerance - 5.0 mDa / DBE: min - -1.5, max - 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

6217 formula(e) evaluated with 36 results within limits (all results (up to 1000) for each mass)

Elements Used:

C:0-500 H:0-1000 N:0-10 0:0-20 F:0-10 ‘
GS-1-47 184 (3.245)

H
1: TOF MS ES+ N\/WN OCF3
1 451.2571 2.44e4006
%

263.0083 i 819.3563 904 405 19034507 4375 55071436.6670 1635.0317 20060836 e}
T ARE T T T T T T T T T T T T T T T I T T T T
200 400 800 800 1000 1200 1400 1600 1800 2000 2200 2400
Minimum: -1.5
Maximum: 5.0 10.0 50.0
Mass Calc. Mass mDa  PPM  DBE Norm  Conf(%) Formula Chemical Formula: C25H33F3N202
451.2571  451.2572  -0.1 -0.2 8.5  671.3 1.565 20.92 C25 H34 N2 02 F3 Exact Mass: 450.2494
GS-I1-47 184 (3.245) 1: TOF MS ES+
4512871 2.44e6
100
551147 3. Diode Aray
301321 Range: 1.858
119 o
=2 i
o8 08 . 683
100 | 200 500 800 | 700
| GS-I-47
100 ER]
0.44 0.01
4522598 h 25 -
1.00 200 3.00 400 5.00 6.00 7.00 800 9.00
651147 1. TOF M5 E5+
10 TIC
38186
453.2632 ! ! ! ! # 44 091
2630983451 1848 9014985 1003.4507 14366670 1635 0317 2006.0838 e 044 0.9 Time
y
£ 0 400 600 | 80D | 1000 | 1200 1400 1800 | 180G 2000 | 2200 | 2400 100 500 800 | 700 &b 800
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Figures S97. HRMS Analysis
Compound 57b

Single Mass Analysis

Tolerance - 5.0 mDa / DBE: min - -1.5, max - 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT =3

Monoisotopic Mass, Even Electron lons
7078 formula(e) evaluated with 34 results within limits (all results (up to 1000) for each mass)
Elements Used:

C:0-500 H:0-1000 N:0-10 0:0-20 F:0-10

KDI-VII-87 92 (1.627)
1: TOF MS ES+ OCF;
53884005
479.2873
1003 2011304 I 728.4156  919.63000795767 1437717 yus0p100 19931057 agi704s  pyigedis 24146978
o A b TR TR TR A T, AR
200 400 600 800 1000 1200 1400 1600 1800 2000 2200 2400
Minimum:
Maximum: 5.0 10.0
s - Nerm  Conf (5) Formila Chemical Formula: Co7H37 N0,
479.2873 .2885  -1.2 -2.5 8.5  249.0 6.121 0.22  C27 H38 N2 O2 F3 Exact Mass: 478.2807
KDI-VI-87 82 (1.627) 1: TOF MS ES+
100 470.2878 5.38€5 107 3 Diode Amay
Range: 1.281
10| [
.2 118
< I, 170 !
. Woee
1.00 200 300 400 500 00
KDI-VII-8T 1: TOF MS ES+
104 a7
100, et 10656
i
A i
E T® Zoo 500 2B 500 680 700 600 S®
KDLvI-67 1: TOF MS ES+
184 BPI
1o 1681 1.05e6
2 Al
ieo 2002 i
T Zoo 300 | @by 560 oo 7h0 | goc | s@
KDI-VII-8T 1. TOF MS ES+
101 e TIC
oa/1 12408
' 4812033 ' | | ' E i
1110001 4273781 1:728.4156 919.6380 11437717, 1459.8109 18817944 21188418 24146978 miz opa S hL 2%
e 2 A -
200 400 600 B00 1000 1200 1400 1600 1800 2000 2200 2400 | 2600 160 2o a00 | abo  mo0 | 6ta 7hl oo 9@ e
Single Mass Analysis .
Tolerance = 5.0 mDa / DBE: min =-1.5, max = 50.0
Element prediction: Off
Number of isotope peaks used for i-FIT = 3
Menoisotopic Mass, Even Electron lons
7456 formula(e) evaluated with 42 results within limits (all results (up to 1000) for each mass)
Elements Used:
C:0-500 H:0-1000 N:0-10 0O:0-20 F:0-10
KDLVIII-14 178 (3.160)
1: TOF MS ES+
1.450.005 H
491.2888 N N OCF
10 MO191 o7 0863 | 545348154495 931 6503 11285051 1377.0305 |499.7687 1655.3278 23230008 \/\W 3
T T ARRRRNY T T T T IR RS LR R | T UUNRRES T T T T T T T
200 400 500 800 1000 1200 1400 1600 1800 2000 2200 o
Minimum: -1.5
Maximum: 5.0 10.0 50.0
Mass Calc. Mass mDa PPM DBE Norm Conf (%) Formula Chemlca] Formula C28H37F3N202
491.2888  491.2885 0.3 0.6 9.5 165.5  9.495 0.01 C28 H38 N2 02 F3 Exact Mass: 490.2807
KDI-VIll-14 179 (3.160) 1: TOF MS ES+
491.2888 1.45e6 KDIVIH12 2 Diode Anray
100 Range: 1.279
10
2
2
684 JE—
Y o _
200 50 G0 700 &0 800
KDI-VII-14 - TOF MS ES+
505
100 2.83e3
#|
o - 200 800 6B0 | 780 00 S0
KDMVIIk14 1 TOF M8 ES+
258 BeI
100 2829 a0 o1ees
Bl
4g2.2017 oo
To0 280 | 300 400 | S0 €4 | 700 800 800
KDIVII-14 1: TOF MS ES+
Tic
100 12806
; 4032010 | ! ! ! ' ' ! #
Larpien 4812877 8445559931 6623 11285051 1377.0306 14937687 16818084 2323.2908 o6~ N
2 iz o e = Time
-0 200 400 600 800 1000 1200 1400 1600 1800 2000 2200 2400 1.00 2.00 3.00 4.00 5.00 6.00 7.00 8.00 9.00
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Figures S98. HRMS Analysis

Compound 57d

Single Mass Analysis
Tolerance = 5.0 mDa /
Element prediction: Off
Number of isotope peaks used for i-FIT = 3

DBE: min = -

.5, max = 50.0

Monoisotopic Mass, Even Electron lons

7092 formula(e) evaluated with 48 results within limits (all results (up to 1000) for each mass)
Elements Used:

C:0-500 H:0-1000 N:0-10 0O:0-20 F:0-10

KDI-I-99 129 (2.277)

1: TOF MS ES+
4.672+005
479.2508 OCF3
1903 102.1244 | sA0.378 957.5045 12255841 14652056 17032753 _ 1943.8779 23568333
T T T T T T T T T
200 400 600 800 1000 1200 1400 1600 1800 2000 2200 2400
Minimum: -1.5
Maximum: 5.0 10.0 50.0
Mass mDa PPM DEE Norm  Conf(%) Formula Chemical Formula: CygH33F3N2O3
479.2508 -1 7.561 0.05 Exact Mass: 478.2443
[KDI-1-98 3: Diode Array
KDI-I-68 120 (2.277) 1: TOF MS ES+ 20 224 Range: 2.06
100 479.2508 467e5 2 agl 087
¥
118 |
E i |
. ! | i
1007 200 300 400 | 500 600 700 | 800
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&P
100y 7.96e5
228
# 957.5045 Il f
" io0 300 400 400 | b0 Eoo 700 &b
480.2540 158.5079 [KDI-1-99 1: TOF MS E_S”*c
ooy 1.35e6
1 481.2571 959.5000 ! ! i ! | 096
olionioas 4909819 | sararer 79458 qa26meat 14652056 17032753 18438778 23558333 ’ i
o 200 400 600 B0 1000 | 1200 | 1400 | 1800 180D 2000 | 2300 | 2400 2600 100 200 400 500 €00 700 800 | 8p0 Tme
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