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H NMR spectrum of compound 6a.
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Figure S2. 3C NMR spectrum of compound 6a.
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Formula Predictor Report - EST-13_6.lcd

Diata File: CilabSolutions'Dats\Analiziusc\BST-13_6.lcd

Page 1af1

Eimt | ValL| Min Max  Elmt  Val Min Max Eimt | Val Min Max Emt WVal Min Max Use Adduct
H g 30 [«] 2 3 4 S 2 2 3 Ru 2 0 [+] H
[ 4 ¥ 30 E 1 0 1 Cl 1 0 0 Pd 2 o 1]
N 3 4 3 P 3 0 0 Br 1 0 0 | 3 0 1]
Error Margin {ppm}): 3 DEE Rangs: 7.0-13.0 Electron lons: both
HC Ratiz: unlimited Apply M Rule: yes Use MSn Info: yes
Max Isotopes: 3 Isotope RI (%) 1.00 Isotope Res: 000
MSn l=o RI (%) 10,00 M3n Logic Mode: AND Max Resuls: 100
Event#: 1 MS{E+) Ret. Time: 2.387 - 3.040 Scan#: 385 -> 457
445 DEE1
445.0914
2.000e64 450.0884
1.000e64
100.0 150.0 200.0 250.0 300.0 350.0 400.0 450.0 550.0 £00.0 £50.0
Measured reqion for 448 0851 miz
4430851
100.0
1
30.4
1 448.0814
1 4500834
0 Jr S NS S I W r . ,jl\ . — T T
44380 4485 448.0 448.5 430.0 450.5 451.0 431.5
215 H18 M3 03 F 52 [M+H]+ : Predicted region for 448.0808 miz
443.0508
1000
1
30.4 ‘
1 | 4430334
1 450.0891
L ~rl- T — —y— —r —— . —ero-
4480 4485 448.0 448.5 430.0 450.5 451.0 431.5
Rank  Score_Formula (M) |lon Meas. miz  Pred. miz_ Df. (mDa) _ Df. (ppm) Isn  DBE
i1 9248 C19H18NSO3F 52 M+H 4480831  44B.0808| -1.7 -3.79 5842 13.0

Figure S3. Mass spectrum of compound 6a.



NoOoOrRrMAOATITFOADRONAMONE A N> AdAO0 -~ TOMWE OWOW
FTO0O0OFOUFOAYMOVOWVWOWOMTT OONTONADONMENYOTO
aNNOoOOONOOUUNORNAICYWIMN A TH O ONDDOVNOODL N —HO O
A A1 00 WOV UVUNONOMOMNNN O OFTFTFTMOANWO T
W MM~~~ MOMOMOMOMONN NN
- L - 4

\

=

|

Data Parameters

BST-14
EXPNO 1
PROCNOC 1

F2 - Acquisition Parameters
202001

Date_
Time
INSTRUM FOURIER300
PROBED 5 mm DUL 13C-1
| PULPROG

PLW1 10.00000000 W

F2 - Processing parameters
3 65536

| SF 300.1800000 MHz
WDOW EM
SsB 0
| LB 0.30 Hz
GB [}
PC 1.00
" |-
B/ Y } -
I T T T T T T T 1
9 6 5 4 3 2 1 ppm

2.28
1.95
2.35\
2,31
3.08/

o
.7954
9451

.3887

130.9550
9

130.8371

130.376
123.2555

122
117.1713
116.8703
9
58.4089

44.3970
40.7779
40.5008
40.2228
39.1104

39

160.1924
5
148.2487
7
137.7454
7
—=135:1932
3

4
/
/
N
N
\
7
/%
\
\

cquisition Parameters
Date 20200118
9.10

DMEQ
4096

4
24414.063

.03000000
.00001500
.89999348
-00093990

23

coow

26
90.00 usec

15.00 usec
15.00000000 W

CHANNEL f
300.1812007
c2 1H
CPDPRG[2 waltzlg
PCPD2 90.00 usec
10.00000000 W
0.20863998 W
0.10495000 W

essing paramsters
2768

75.4803210 MHz

1.00 Hz

1.40

T T T T T
180 160 140 120 100 80 60 40 20 ppm

Figure S5. 3C NMR spectrum of compound 6b.



Formula Predictor Report - BST-14_7 lcd Page 1of1

Data File: CiilsbSolutions'\Data\Analiziuac'85T-14_7 lcd

Eimt WVal Mim Max Emt WVal Min Max Elmt | Val. Min Max Eimt  Val Min Max Use Adduct
H & 30 o] 2 3 4 5 [ 2 2 3 Fu 2 [¥ [ H
Cc 4 B30 F 1 o 1 Cl 1 a a Pd 2 o 4]
M 3 4 ] P 3 o ] Br 1 a a | 3 0 4]
Error Margin {ppm): 5 DEBEE Rangs: 7.0-13.0 Electron lons: both
HC Ratio: unlimited Apply M Rule: yes Usz MSn Infa: yes
Max Isotopes: 3 Isotope RI (%): 1.00 Isotope Res: 5000
MSn Izo RI (%): 10.00 M3n Logic Made: AND Max Results: 100

Event#: 1 MS{E+)} Ret. Time: 2.320-> 2.907 Scan# : 340 = 437

1.400e
1.200e7
1.000e 478 p555
5.000e
&.000e
4.000e 475.1016
480.0582
2.000e 11 b1z 51E.l]552
.J.u.ll PR lll. : - . b :
100.0 150.0 200.0 230.0 300.0 330.0 400.0 450.0 530.0 E00.0 650.0
Measured region for 478.0585 miz
4780985
100. 0
1
50.04
4791018
1 480.0582
M N A
478.0 4783 478.0 478.5 480.0 480.5 481.0 481.5
C20 H20 N3 04 F 52 [M+H[+ : Predicted region for 4781074 miz
478.1014
1000
50.0H ‘
1 ‘ 479.1040
1 480.1000
v .,,..,.,..,.,.,,,.,..ﬂ.\,..,.....ﬂ\,,,,,
478.0 4785 478.0 478.5 480.0 480.5 481.0 481.5
Rank  Score Formula (M) lon __Meas.miz  Pred mfz Df (mDa) Df. (ppm) Isn  DBE
83.32| CZ0H2ZO N5 04 F 52 M+H}+ | 4780893  475.1014 -1.9 -3.87 5238 13.0

Figure S6. Mass spectrum of compound 6b.
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Figure S7. '"H NMR spectrum of compound 6¢.
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1

CHANNEL f1 =
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15.00000000 W
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Figure S8. 3C NMR spectrum of compound 6c¢.
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Time 11.09
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SOLVENT
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Ds
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FIDRES Hz
AQ sec
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Dw usec
DE . usec
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D1 3.00000000 sec
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300.1818537 MHz
1H
1 13.00 usec
PLW1 10.00000000 W
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Formula Predictor Report - BST-15_8.Icd Page 1of 1

Data File: C:\LabSolutions'\DetalAnakiz\uac\BST-13_E.lcd

_Eimt Wal Min Mzx _ Elmt Val Min Max _Emt Val| Min Mzax _ Emt | Val Min_Max Use Adduct
H 1 B 30 n] 2 El 4 ] 2 2 3 Fu 2 [+ a H
C < B 30 F 1 0 1 Cl 1 a 0 Pd 2 o a
M 3 4 3 P 3 0 ] Br 1 o 0 I 3 o ]
Error Margin (ppm): 5 DBE Range: 7.0-13.0 Electron lons: both
HC Ratio: unlimited Apply M Rule: yes Use M3n Info: yes
Mz Isotopes: 3 Isotope BRI (%) 1.00 Isotope Res: S000
M3n Iso RI (%) 10.00 M3n Logic Mode: AND Mz Results: 100
Eventf: 1 MS(E+) Ret Time : 2,760 -= 3240 Scan# - 4135 -= 487
1.400=74
1.200eT
1.000e74
B.000e6 452 [I044
5.000=6
4 000=6 463.1073
o 4541038
2006139 b
o ll....t.l I PR T . i I.!. —— z H
104.0 130.0 200.0 250.0 300.0 3o0.0 400.0 450.0 300.0 550.0 600.0 630.0
Mezsured region for 4621044 mJz
462.1044
100.0H
50.04
45831073
464 1038
462.0 452.3 463.0 463.5 4640 4645 4835.0 463.5
C20 H20 M5 O3 F 52 [M+H]+ : Predicted region for 462. 1064 miz
452 1084
100.0H
|
50.0H |
463.1091
4641050
462.0 452.3 463.0 4633 464.0 464.5 483.0 463.3
Rank Score Formula (M) lon Meas.mfz  Pred. m/iz Df (mDa)  Df. (ppm) Iso DBE
75.88 C20H20 N3 O3 F 52 MM+HH 4521044 4521084 -2.0) -4.33 3288 13.0

Figure S9. Mass spectrum of compound 6¢.
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1
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Figure S10. 'H NMR spectrum of compound 6d.
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NAME BST-16
EXPNO 2
PROCNO A
FZ - Acquisition Parameters
o 20200120
m 20.54
INSTRUM FOURIER300
PROBHD 5 mm DUL 13C-1
PULPROG zgpg
32768
SOLVENT DME0
NS 4096
DS
SHH
FIDRES
RO
RG
DW
DE
TE
D1
D11 )
D31 00001500 sec
D32 0.89999998 sec
D40 0.00093990 sec
L4 3
L5 2
P32 90.00 usec
DO 1
CHANNEL £1
75.4878687 MHz
13C
15.00 usec
15.00000000 W
NuC2 1
CPDPRG[2 waltz16
PCPD2 90.00 usec
PLW2 10.00000000 W
PLW12 0.20863993 W
PLW13 0.10495000 W
F2 - Processing parameters
51 32768
3 75.4803210 MHz
J WOW
J . ss8 0
¥ LB 1.00 1z
cB ]
BC 1.40
T T T T T T T T T
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Figure S11. 3C NMR spectrum of compound 6d.



Formula Predictor Report - BST-18_5.Icd Pags1af 1

C=ta File: CLabSolutions\Data\Analiz\usc\BET-16_9.0zd

Elmt | Val Min Max Emt Val Min Max Emt | Val Min Max Emt  Val | M Max Use Adduct
H 1 B 30 o[ 2 3 4 5 | 2 2 3 Ru 2 0 0 H
C 4 8 30 F 1 0 1 Ci 1 0 ] Pd 2 0 0
N 3 4 3 P 3 0 ] Br 1 0 ] | 3 0 0
Eror Margin (ppm}): 5 DBE Range: 7.0- 13.0 Electron lons: both
HC Ratio: unlimited Apply M Rule: yes Use MSn Infa: yes
Max lsotopes: 3 Isotope RI (%) 1.00 lsotope Res: G000
M3Sn Iso RI (%) 10.00 M35n Logic Mode: AND Max Results: 100

Event#: 1 MS(E+] Ret Time:2 653 ->3.147 Scan# - 333 - 473

1.400e74

1.200e74

1.000=74
462 f 043

8.000=64
5. 000=64
4 000etE4 463.1071

4541038
2.000=84,

in._.l; o " el L i . '
2000 2500 3000 3500 24000 4500 5000 5500 @000 6500

100

130.0

Mezsured region for 462 1043 miz

100.0- 4621043
50.04
4531071
4641038
Y| P | RPN S L
4520 462.5 453.0 48315 464.0 464.3 485.0 463.5

C20 H20 N5 03 F 52 [M+HH : Predicted region for 462. 1084 miz

4621064
100.0H
50.04 ‘
4531081
484 1050
4620 462.5 453.0 483.3 454.0 464.3 485.0 463.5
Rank__ Score_Fomula (M) lon Meas.mfz  Pred. mfz Df (mDa) DFf (ppm) Iso DBE
74.37 C2Z0H20NS 03 F 52 [M+H]+ 462 1043 4621064 -21| 434 8133 120

Figure S12. Mass spectrum of compound 6d.
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PULPROG
D
OLVENT
NS
H Bz
FIDRES 7 Bz
20 1.3421773 sec
RG 9.952
DN B1.920 usec
DE .50 usec
| TE 291.5 K
‘ ' D1 3.00000000 sec
l DO 1
| CHANNEL f1
| SFOL 300.1818
NUC1
Pl
PLWL 10
Processing parameters
[ 65536
300.1800000 MHz
EM
0
0.30 Hz
0
1.00
|
o N ! | bu AJ o
T T T T T T T T T T 1
9 8 T ] 5 4 3 2 1 ppm
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Figure S13. "H NMR spectrum of compound 6e.
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2
1
F2 - Acquisition P
Da 20200118
Time 1
INSTRUM
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PULPROG
SOLVENT
NS
DS 4
S 24414.063
FIDRES 0.745058
aQ 0.671088¢
RG 501.187
oW 20.480 usec
DE 50 usec
TE 291.5
D1 1.00000000
Dl 0.030000
D31 0.00001501
D3z 0.89299508
D40 0.00093850
L4 23
L5 2
532 90.0
™00
CHANNEL £1
s 5. 4878687 Miz
NUC1 13c
Pl 15.00 wsec
L 15.00000000 W
CHANNEL £2
300. 1812007
PLW1Z 0.20863899
PLW13 0- 1049500
F2 - Processing parameters
5T 32768
sF 75.4803210 MHz
WOW B
w MW 558 0
P bl e AP i
ca 0
PC 1.40
T T T T T T T T T 1
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Figure S14. 3C NMR spectrum of compound 6e.



Formula Predictor Report - BST-17_10.ed Page 1 of 1

Data Fie: C:\LabSolutions'DatslAnalizieac8ST-17_10.lcd

Elmt  Val Min Max Eimt  Val Min Max Eimt | Val | Min Max Elmt  Val Min Max Use Adduct
H H 30 [4] 2 3 4 5 2 2 3 Fu 2 [+ [ H
Cc 4 B 30 F 1 il 1 Cl 1 a a Pd 2 0 0
M 3 4 3 P 3 0 ] Br 1 a a | 3 0 0

Error Margin {ppm}): 5 DBE Range: 7.0-16.0 Eleatron lons: both

HC Ratio: unlimited Apply N Rule: no Use MSn Info: yes
Max Isotopes: 3 Isotops BRI (%): 1.00 Isotope Res: 2000
MSn k=0 BRI (%) 10.00 M3n Logic Mad=: AND Max Results: 100

Eventf: 1 MS{E+} Ret Time:3.507 -> 3.787 Scan# : 527 -» 568
1.20De7
1.100e
1.00De7
£.000e
7.000e 460.pas0
£.000e
5.000e
4.000e
3.000e 461.0918

462.0854
Il Laus -]J l...u..n.L .I. Al L L -L I;

0

5
=

1000 1500 2000 2500 3000 3500 4000 4500 500.0 5500 G000 G504

Measurad region for 460.0850 miz
460.0850

100.0+

461.0918

A 4520894
e — T L L A -/r\m
460.0 480.5 461.0 4615 4520 4625 483.0 4831.3

C20 H18 N3 03 F 52 [M+H]+ : Predicted region for 460.0808 m/z

4800508
100.0-
30.H
461.0933
k 482.0893

n], vr — e e

460.0 480.5 461.0 461.5 4620 462.5 483.0 453.3

Rank  Scorel Formuka (M) lon | Meas.miz  Pred. miz Df (mDa) Df (ppm) Isa DBE

81.38 C2DH13 N3 03 F 52 [MEH | 460.0B9Q  460.0508 -1.8 -3.81 B1TE 14.0

Figure S15. Mass spectrum of compound 6e.
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Figure S16. "H NMR spectrum of compound 6f.

MOT OO -0 M T W0
COFTRMT NN N MO N
AN AOONF~F OO NN
A-MOoOOOAOAR~NOoOO0OoOMN
e R I | o L= I ] —

NN

w

N[ 2

117.1609
116.8603

S\

2 1 ppm

PR AL

(@] [=

== 12

|| e
WONT O AW N
NHOE oM ONON
NOWVWEAMOD =N MO 00
phoinnenntt . BRUKER
NTOOC MO ®O o
R e e R R U R R K I (t-d;::>‘::;.-:)

ent Data Parameters
RAME BST-18
o] 2
PROCNO 1
F2 - Acquisition Parameters
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24414.063
0.745058
0.6710886

CHANNEL
sFo1 75.4878687 MHz
NUC1 13c
P1 15.00 usec
PIN1 15.00000000 &
CHANNEL
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10.00000000 W
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Figure S17. 3C NMR spectrum of compound 6f.
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Formula Predictor Report - BST-18_11.lcd

Data File: C:\LabSolutions'\DatalAnalizlusc85T-18_11.0cd

Page 1af 1

Emt WVal| Mim Mz« Emt Val Min Max Emt Val Mo Mzx Bmt Val| Min Max Use Adduct
H 1 & 30 ] 2 3 4 5 2 2 3 Ru z2 | B [1] H
C 4 & 3D F 1 0 1 Cl 1 0 4] P 2 0 1]
N 3 4 3 o 3 0 i Br 1 0 4] | 3| O 1]
Emor Margin (ppm): 5 DBE Range: 7.0-16.0 Electron lons: both
HC Ratio: unlimited Apply N Rule: no Use M3n Info: yes
Max Isotopes: 3 Isotope RI (3%} 1.00 sotope Fes: 00D
MSn lso RI (%) 10.00 MSn Logic Mode: AND Max Resuls: 100
Event#: 1 MS{E+) Ret. Time : 3,160 -= 3493 Scan# . 475 -= 525
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1.000e7
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Figure S18. Mass spectrum of compound 6f.
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F2 - Acquisition Parameters
Date_ 20200121
Time 0.52
INSTRUM FOURIER300
PROBHD 5 mm DUL 13C-1
PULPROG 29
16381
DMSO
16
0
6103.516 Hz
3 Hz
AQ sec
RG
oW usec
DE usec
TE 291.2
D1 3.00000000 sec
TDO 1
CHANNEL f1
SFOL 300.1818537 MHz
f y i NUC1 14
‘l ) | { P1 13.00 usec
[ ( { PLW1 10.00000000 W
{ | | F2 - Processing parameters
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Figure S19. '"H NMR spectrum of compound 6g.
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Figure S20. 3C NMR spectrum of compound 6g.
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Current Data Parameters

NAME BST-19
EXPNO 2
PROCNO 1

F2 - Acquisition Parameters
Date_ 20200121

Time .54
INSTRUM FOURIER300
PROBHD 5 mm DUL 13C-1
PULPROG zgpg

™ 32768
SOLVENT DMSQ

NS 4096

DS 4

SWH 24414.063 Hz
FIDRES 0.745058 E.
A 0.6710886 sec
RC 501.187

DW 20.480 usec
DE 6.50 usec
TE

D1 1.

D11 0.

D31 0.

D32 0.89999998 sac
D40 0.00093990 sec
Ld 23

L5 26

P32 90.00 usec
TDO 1

CHANNEL

SFO2 300.1812007 MHz
NUC2 1H
CPDPRG[2 waltzlg
PCPD2 90.00 usec
PLW2 10.00000000 W
PLW1Z2 0.20863999 W
PLWL3 0.10495000 W

F2 - Processing parameters
1 32768

SF 5.4803210 MHz
WDW EM
55B 0

LB 1.00 Bz
=3 0

PC 1.40



Fammula Predictor Report - BST-19_12.lcd

Data File: C:'LabSolutions\Da@\Anaiz\uac'BST-15_12.Ied

Page 1of 1

Elmt Wal Min Max _ Eimt Val Min_Max _Elmt WVal Min Max _ Emt Val Min_Max Use Adduct
H 1 B 30 o 2 3 4 5 2 2 3 Fu 2 [F] a H
C Ll B 30 F 1 0 1 Cl 1 o 4] Pd 2 i | a
L] 3 4 3 P 3 0 1] Br 1 0 4] I 3 o a
Error Margin (ppm): 3 DBE Range: 7.0-16.0 Electron lons:
HC Ratio: unlimited Apply N Rul=: no Use M3n Info: y
M=z Isotopes: 3 Isotope BRI (%) 1.00 Isotope Res
M3n Iso RI{%): 10.00 M35n Logic Mode: AND Mzx Resuks: 11
Event: 1 MS(E+) Ret. Tme:2.533-= 3333 Scend - 441 -= 5
2.400eT
2.200eT
476 210
4771234
473.1184
300.0 350.0 400.0 450.0 o00.0 oa0.0 6000 630.0
Mezsured region for 478.1210 mJi=z
4761210
10004
50.04
477.1234
473.1184
o . I W - TS L T — M R
476.0 4765 477.0 4775 478.0 4783 473.0 478.5
C21 H22 N3 O3 F 52 [M+H]+ : Predicted region for 476.1221 miz
4761221
1000
50.4 ‘
| 477.1248
4781208
475.0 476.3 4770 4773 478.0 4783 473.0 478.5
Rank Score Fomula (M) lon Meas.mfz  Pred. mfz Df. (mDa) DF. (ppm) lso  DBE
MEHH 47610 4761221 -1.1 -2.31) 10000 130

06.72 C21H2Z2ZN303F 52

Figure S21. Mass spectrum of compound 6g.
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Current Data Parameters

NAME BST-21

EXENO 1

PROCNO 1

F2 - Acquisition Paramsters

Date_ 20200118

Time 13.08

INSTRUM FOURTER300

PROBHD 5 mm DUL 13C-1

PULEROG 2g

D 16384

SOLVENT DMSO

NS 16

DS 0

SWH 6103.516 Hz

FIDRES 0.372529 Hz

A 1.3421773 sec

RC 9.79546

DI 920 us

DE 6.50 us

T 292.7 K

D1 3.00000000 sec

TDO 1
CHANNEL f1

SFOL 300.1818537 MHz

NUC1

Pl 13.00 usec

PLW1 10.00000000 W

F2 - Processing parameters
51 65536

SF

WDW
558
LB

cB
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300.1800000 MHz
EM

o
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1.00

[T
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4
J |
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Figure S22. '"H NMR spectrum of compound 6h.
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Figure S23. 3C NMR spectrum of compound 6h.



Formula Predictor Report - BST-21_13.lcd =ge 10f 1

Data File: C\LabSolutions\Data\Analiziusc\BET-21_13.5d

Eimt | Wal Min Max Eimt | Val Min Max Eimt | Val Min Max Hmt Val Mn Max Use Adduct
H 1 B 30 [4] z 3 4 3 z 2 3 Ru 2 0 0 H
C 4 8 30 F 1 [ 1 Cl 1 0 0 Pd 2 0 0
N 3 4 3 P |3 a ] Br 1 0 0 | 3 0 0
Eror Margin (ppm}: 5 DEE Range: 7.0-20.0 Electron lons: both
HC Ratio: unlimited Apply M Rule: yes Use MSn Infa: yes
Max Izotopes: 3 Isotope RI (%) 1.00 Isotope Res: 5000
MSn Iso RI (%) 10.00 M3n Logic Mode: AND Max Results: 100

Event¥: 1 MS(E+] Ret Time :2.040 Scan#: 457

4 DO0eE]
3 500e8]
3 000e5
2 500e8]

A 495 pass
2 000e8

1.50064
= 497.0523

g | 438.0827

0. 0005

i

100.0 150.0 200,

Messured region for 43608591 miz
456.0891

100.04

.10
457.0823

E X ' m ey

496.0 4585 497.0 4575 492.0 458 5 495.0 4555

C23 H18 N3 02 F 52 [M+H}H+ : Predicted region fior 496.0508 miz
4360508

100.04

‘ 437.0335
[ £33.0838
456.0 435 5 457.0 4575 433.0 4385 435.0 4333

Rank_Score Fomula (M) lon Meas. mfz  Pred. miz Df (mD=)] Df (ppm) Isa DBE
48.35 C23H1E NS O3 F 52 [M+H]+ 436.0891 455.0908 -1.7] 343 9148 170

Figure S24. Mass spectrum of compound 6h.
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Figure S26. °C NMR spectrum of compound 6i.
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Figure S25. "H NMR spectrum of compound 6i.
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Current Data Parameters
NAME BST-22
EXPNO 2
PROCNO 1
F2 - Bcguisition Parameters
Date_ 20200118
ime 7.10
INSTRUM FOURIER300
PROBHD 5 mm DUL 13C-1
PULPROG zgpg
D 32788
SOLVENT
NS
Ds
SWH
FIDRES
AQ
RG
DN
DE
TE 291.9
DL 1.00000000
D11 GAGEGGGGGG
D31 0.
D32 0.
D40 0.
L4
LS
P32 c
™0
Pl 15.00 usec
PLWL 15.00000000 W
CHANNEL £2
SFO2 300.1812007
Nuc2 1H
CPDPRG[2 waltzlé
PCPD2 90.00 usec
PLW2 GAGGOGGGGG W
PLW12 .20863999 W
PLW13 IJ 10495000 W
F2 - Processing parameters
ST 2
SF 75.4803210 MHz
WDW
k o/ L - " 4, SSE
it v i g LB 1.00 Hz
GB
PC 1.40
T T T T T T T T T 1
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Formmula Predictor Report - BST-22_14.lcd

Data File: C:\LabSolutions\Data\Anaizluac BST-22_14.lcd

Page 1of 1

_Eimt_ Val Min Max _Emt Vil Min Max _Ebmt Val | Min Max _ Eimt | Val Min_Max Use Adduct
H 1 B 30 [a] 2 E! 4 5 2 2 3 Ru 2 [¥ a H
[ < & a0 F 1 o 1 Cl 1 o 4] Pd 2 Ll ]
M 3 4 3 P 3 b ] Br 1 o 4] [ 3 0 1]
Error Margin (ppm): 5 DBE Range: 7.0-20.0 Electron lons: both
HC Ratio: unlimited Apply N Ruls: yes Use M5n Info: yes
Mz [sotopes: 3 Isotepe RI (%) 1.00 Isotope Res: 000
MSn lse RI{%): 10.00 MSn Logic Mode: AND Mz Resuks: 100
Eventd: 1 MS(E+) Ret. Time : 3.080 = 3.360 Scan# - 483 =503
2.200e7
S10.p047
1.00DeT
8. 00Dt
244 h702 3111077
4
2448704 Casces
2.000et
| parla i huy l.lh.ltll.Ll..L.... L 1'. i i ;
100.0 150.0 200.0 230.0 300.0 350.0 400.0 450.0 500.0 550.0 600.0 650.0
Measured region for 510.1047 m/z
10,1047
1000
50.04
511.1077
3121044
o 1 e S R ﬁ\ . —t .
510.0 510.5 511.0 511.5 512.0 5125 513.0 513.5
C24 H20 N5 02 F 52 [M+H]+ : Predicted region for 510.1064 miz
510.1064
10004 I
50.04 ‘
‘ 511.1092
} f 3121006
510.0 510.5 511.0 511.5 512.0 5125 513.0 513.5
Rank Score Fomula (M) lon Meas.mfz Pred. mfz Df (mDa) Df. (ppm) Iso  DBE
B2.62 C24H20MN3 03 F 52 M+Hp HO04T 3101064 -1.7] 33y 873 170

Figure S27. Mass spectrum of compound 6i.



