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SI1. NMR spectrums of target compounds
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SI2. NMR spectrums of intermediate compounds
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\H NMR (400 Mz, CDCL:) 5 6.94 (7= 7.7 Hz, 1H), 6.87 (dd, /= 119, 8.0 Hz, 1ED), 6.60 (1, /= 8.4

Hz, 1H). 6.57 —6.50 (m, 1H), 3.84 (s, 1H), 2.78 (s, 3H),

—3.84
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C NMR. (101 MHz, CDCI) 8 151.63 (d, J=238.3 Hz), 137.84 (d, J=11.5 Hz), 124.64 (d, J=3.5 Hz),
116,39 (d, J= 6.9 Hz), 114.19 (d, J= 182 Hz), 11153 (d, /= 3.4 Hz), 3025 (s).
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426 (s, 1H). 282 (7= 5 0 Hz. 3H).
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'H NMR. (400 MHz, CDCL) 8 743 (4 J=8.8 Hz, 2H), 6.34 (4, 7= 8.8 Hz 2H), 4.1{ (s. 1H).p.82 (4.7
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]
|
]
|
T T T T T T T T T T T T T T T T T
210 200 190 180 170 160 150 140 120 110 100 80 70 60 50 a0 -10

£1 (ppa)

7000

6500

FE000

F5000

4500

4000

3000

2300

2000

rlsoo

F1000

430

400

350

300

250

200

F150

100

F-350




3b

20170508-25-s19-h

0D @ v ~— 00 QW0 o [ )
TIOLOO OO S © =
P P (D (D D D D D =t ooy
CHa e 11
|
NH
Se
|‘ CHa | | d
mml |
| i J
"HNMR (400 MHz, CDCL) 5 747 (d. /=38.5 Hz, 1H). 6.51 (d, /=25 Hz 1H). 637 (dd. /=85.2.7
Hz, 1H), 4.00 (s, 15), 2.82 (s, 3H), 2.49 (s, 3H).
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'HNMR (400 MHz, CDCL) & 741 (¢, J/= 7.8 Hz, 1), 6.35 (d, J=9.4 Hz, 2H), 425 (s, 1H), 2.84 (d. J =
5.1 Hz 3H).
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'H NMR (400 MHz, CDCl;) § 7.49 (d, J= 8.7 Hz, 1H), 6.66/(d, J=2.6 Hz, 1H), 647 (dd, J=8.7,26
Hz, 1H), 4.14 (s, 1H), 2.83 (d, 7= 5.1 Hz, 3H).
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'H NMR (400 MHz, CDCly)  7.50 (d, J= 8.7 Hz, 1H), 6.82(d, J= 26 Hz, 1H), 6.52 (dd, J=87,26
Hz, 1H), 410 (s, 1E), 2.82 (4, J= 5.2 Hz, 3H).
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102.42 (s), 3026 (s).
¥
15]
1
1
1
T T T T T T T T T T T T T T T T T T T
210 200 190 180 170 160 180 140 120 120 110 100 90 80 0 60 50 40 a0

£1 (ppm)

30

18000

F17000

16000

15000

14000

13000

12000

F11000

10000

9000

8000

F7000

FE000

5000

4000

3000

2000

Flo00

1000

rlsoo

F1800

1700

1600

1400

1300

rlzo0

rlloo

F1000

500

800

700

600

400

F300

200

100

100

=200




3f

20170509-25-s32°h

CHy
NH

Se CH.

7.45
7.44
7.43

7.42
7.34
6.53
6.51

%

'H NMR (400 MHz, CDCL) § 743 (dd, J= 84, 19 Hz. 1H). 734 (s, 1H). 6.52(d. /=85 Hz, 1H). 389

(s, 1H), 2.89 (d, J= 4.8 Hz, 3H), 2.09 (s, 3H).

@
@
o

-

@

o

o
|

(P
_ ! Y i
QW m =] ~ O
LN i s LI A
= 0 = o M
T T T T T T T T T T T T T T T T T T T
18 15 14 13 12 11 10 k] & 7 6 B 4 3 2 1 b = -3
£1 (ppm}
Z0170508-z5-532-¢ © (%] o I~ W0 W0
biis =~ P S mo = ~
=] (=R o oS0 5 e
= 2 (89 B o g =
i 5 | NI |
NH i |
1
Se CH,
N
B3¢ NMR (101 MHz, CDCL) 8 149.16 (s), 136.47 (s), 134.75 (), 123.J12 (s, 110.07 (5), 104.85 ().
103.05 (s), 3041 (s). 1717 (s)
1
1
|
T T T T T T T T T T T T T T T T T T T T T T
210 200 190 180 170 160 180 140 120 120 110 100 90 80 0 60 50 40 a0 20 10 -0
£1 (ppm)

31

F13000

12000

11000

10000

8000

F8000

F7000

FE000

5000

4000

3000

2000

-1000

~=1000

FLlouy

1400

1300

rl200

F1100

=1000

900

800

700

rzoo

100

=10




3g

20170508-z5-s51-h

CHg
NH

Se F

7.33
7.31
728
726
6.62
6.60
6.58

VEE NMR. (400 MHz, CDCls) & 7.32 (d, JJ= 8.5 Hz, 1H), 727(d, /= 106 Hz, 1), 6.60 (t, /= 8.6 Fz,

1H), 430 (s, 1H).2.86 (4, /= 5.2 Hz. 3H).
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'H NMR (400 MEz, CDCL) 3 7.37 (d,.J=2.1 Hz, 1H), 746 (dd, /= 8.5, 20 Hz, 1H), 6.59 (d, /= 8.6

Hz, 1H), 468 (s, 1H), 291 (d J= 5.1 Hz, 3H)
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*H NMR (400 MHz, CDCL) & 7.73 (d, J=2.1 Hz, 1H), 730 (dd, J=8.6, 2.0 Hz, 1H), 6.37 (d, /=86
Hz, 1H), 469 (s. 1H). 291 (4 J=35.1 Kz, 3H)
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SI3. HPLC chromatograms of target compounds.

S5a
DADT A, Sig=21% 4 Ref=360,100 (111220
mau ] i
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1500 3 | |
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500 | ||
E " | 2 E o
03— fio PP A S, <Y S . S s, i
25 I 75 o s 15 115 P 25 rui]

W RN SR W R Ve TR
¥ [min] [min] [MAU*s] [mAU] %
] T P | ——mmm R | —m—mmmm |
1 4.965 BB 0.1538 2980213 2. 95194 0.0738
2 7.906 BB 0.2085 53.3241.0 394602 (). 1320
g G612, BV 02781 63:23665 32477899 0-.1565
4 9.290 VV 03115 3.88544e4 1958.47876 96.1545
5 L0205 VB 0.3176 484.04605 22.62786 1.1979
6 11.889 BB 0.3377 184_81200 8.23838 0.4574
7 14.312 BB 03929 1.82.29555 7.06848 0. 4511
8 16.690 BB 04551 556.37531 18.80707 1..3769
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=5 1: DADl A, Sig=214,4 Ref=360,100

W B A S W R W ETE A
¥ [min] [min] [MAU* 3] [MAU] %
e B e feosmmerntne | e e e i
I 3355 BB B 535 18.26600 1.75384 0.0871
2 Po2ia BY 02367 170.4295%5 10.42422 0.8124
3 10.674 BB L2540 2.05357=4 1198.21057 97.8836
4 16.313 BB 03768 255.:320%99 10.45871 1.2170

= : 2.097897e4 1220.8473%5
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500 4 |
|'||
300 |
|
2004 ||II
" S N I 1 L - S S
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] e B | —————————— | —————————— | ———————— |
1 4.967 BB 0.1516  14.44799 1.45860 0.1091
2 7.926 BB 0.2028 51.83836 3.95888  0.3915
3  8.949 BB 0.3051 70.61434 3.44612 0.5333
4 10.034 BB 0.3087 1.26550e4  634.58673 95.5707
5 13.116 BB 0.3888 118.89474 4.49250 0.8979
6 21.872 BB 0.5109 330.70428 9.76955 2.4975
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DAD1T D. S5ig=254.4 Ref=800.700 (HWL\20170405  1_LC 2017-04-08 08-38-43\20170408-Z5-523.0)

T T T T T T T T T
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W PRI S8 0 wE W& T A U5 W& 1 A4
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| e e e [emmeienaants e | =R |
1 7.889 BV 0.2001 60.21667 4.62014 0.6797

2 11.067 BB 0.3414 8798.48047 398.75320 99.3203

8858.69714 403.37335
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W CRE SR SRR W IEESE! WA 1y IESTAE
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e o e e s sreey s Jlem s I
1 7.330 BB .2318 16.97533 1.03235 0.2610
2 7.896 BV 0.2020 61.11156 4.69059 0.9395
3 12.042 BB 0.3635 6426.50830 274.16095 98.7995
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DAD1 A, Sig=214 4 Ref=360,100 (HWL\20170421_LC 2017-04-29 08-09-04\20170428-25-342.0)
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DAD1 D, Sig=254 4 Ref=600,100 (HWL\20170421_LC 2017-04-29 08-09-04'20170428-ZS-557 D)
mAU %
il
400 ‘l I‘
|
300 | ‘l
200 \ \I
100 ‘l ‘I‘
ez 3] \
E = SL= .
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DAD1 D, Sig=254 4 Ref=600,100 (HWL\20170421_LC 2017-04-20 08-09-04\20170428-Z5-556.D)
mAU 3 §
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DAD1 D, Sig=254 4 Ref=600,100 (HWL'20170421_LC 2017-04-29 08-09-0420170423-Z5-558.0)
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1  7.705 BV 0. 2116 22.20893 1.60383  0.4046
o 0.1824 60.58751 5.18405 1.1037
3 11.208 BB 0.3410  48.75994 2.03881 0.8883
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e e e s e — | s |
1 7.894 BV 0.1981  59.68352 4.63887 0.2365
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DAD1 D, Sig=254 4 Ref=600,100 (HWL\20170405— 1_LC 2017-04-08 09-39-4320170408-Z5-539.D)
Ir:)DD— %
|
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|
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_ i
ge A4z DADL B, Sig=254,4 Ref=600,100
e LRI R S 05w U T B U 1y U T A
# [min] [min] [MAU*s] [mAU] %
e e Rl e R B | —m— - |
1 4.962 BB 0.1815 190.74367 15.72653 0.8459
2 7.338 BB 0.2295 16.36448 1.00730 0.0726
3  7.905 BV 0.1999 60.68776 4.66197 0.2691
4 8.669 VV 0.3080 141.36298 6.65067 0.6269
5 9.055 VV 0.3259 330.32471 14.94251 1.4649
6 9.889 VB 0.3064 2.18092e4 1095.00293 6.7205
ok B 2.25487e4 1137.99190
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SI4. HR-MS of target compounds

5a

Event#f: 1 MS(E+) Ret. Time : 1.002 -> 1.002 Scand : 201 -> 201
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o .
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Measured region for 389.0063 m/z

389.0063
100.0-
et 391.0037
' 387.0084 |
| 3000072 |
385.0074 I : ‘
386.0084 388.0091 ‘ i ! 393.0024
) I i | 3020064
i | | h
s']"- [ Il } Moo ll i i
383.0  584.0 3850 3860 3870 3880  389.0  390.0  391.0 3920 393.0 3940 3950  396.0
Rank__ Score_Formula (M) lon Meas. m/z__ Pred. m/z_ Df. (mDa)_ Df. (ppm)__ Iso_ DBE
1 8747 C17H13 N4 Cl Se [M+H]+ 380.0063  389.0065) 0.2 051 8747 13.0
5d
Event#: 1 MS(E+) Ret. Time : 1.062 -> 1.062 Scan# :213-> 213
430.9333
1.200e67
1.100e6 .
1.00066 4329311
9.000e5
8.000e57
7.000e5 408.9542
600065/ 428.9350
5.000e57 4109514
4.000e5+ 431.9329
3.00085 406.9540
2.000e5] 4099598 | | 4349297
1.000e5 4129444 | 429.9365
1000 200.0 3000 400.0 5000 600.0 700.0 800.0 900.0 1000.0 11000 12000 13000 14000
Measured region for 430.9333 m/z
4309333
100.0+
1 432931
50.0+ “
428.9350
] | ‘ 433.9329
427.9403 | | 431.9329 ‘ 434 9297
] 426 9324 | 429.9365 I ‘ [
4 1
" Y W AR N | SO Y Y
4250 4260 4270 4280 4290 4300 4310 4320 4330 4340 4350 4360 4370
Rank__ Score_Formula (M) lon _ Meas.mjz__ Pred. mfz_ Df. (mDa)_ Df. (ppm) _ Iso__ DBE
3 89.62 C16 H10 N4 CI2 Se M=Na]+ 4309333 4309336 0.3 0700 8962 13.0

5f
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Event#: 1 MS(E+) Ret Time :0.977 -> 0.977 Scan#: 196 -> 196

410.9890
1.600e6]
1.400e6 389.0068
1.200e6]
412.9909
1.000e67 408.9891
8.000e57 391.0057
6.000e5] 387.0082 411.9907
4.000e5] 50,0115 437.1485
2 1 426.9648
Z00ues 388.0092 |
D 1 l
1000 2000 3000 400.0 500.0 600.0 700.0 800.0 900.0 1000.0 1100.0 1200.0 1300.0 1400.0
Measured region for 410.9890 m/z
410.9890
1000+
412.9909
- 408.9891
407.9981 || i ||
406.9915 || 409.9908 ‘ | | 414.9877
f I 1 ‘ I It 413.9867
\ 1
| O | PO O Y '
T T T T T T T T T T T T
4050  406.0 4070  408.0 4090 4100 4110 4120 4130 4140 4150 4160 4170
Rank__Score_Formula (M) lon Meas. mjz__ Pred. m/z_ Df. (mDa) Df. (ppm)_  Iso DBE
1 98.85 C17 H13 N4 Cl Se [M+Na]+ 4109890 410.9884 0.6 146 10000 13.0

6a

Event#f: 1 MS(E+) Ret. Time : 1.187 -> 1.187 Scan# : 238 -> 238

364.0115
1.40086]
1.200e6] 385.9924
1.00086]
366.0093
8.00025]
362.0118
6.00025] 387.9915
365.0130
4.00085] 00733 383.9065
2.000e5] 361.0144 N 748.9994
i : 750.9905 l‘ ey
G 1 b £
100.0 2000 3000 400.0  500.0 600.0  700.0 800.0  900.0 1000.0 1100.0 12000 1300.0 1400.0
Measured region for 364.0115 m/z
364.0115
100.04
50.01 362.0118 366.0093
|
361.0144 | |
AR \| 365.0130 ||
' Il s63.0163 ‘ | i
| | I‘ A ‘ i | 867.0125
N S N | RO N | RN WY
3580  350.0  360.0 3610 3620  363.0  364.0  365.0 3660  367.0  368.0  369.0  370.0
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Rank_ Score_Formula (M)

lon

Meas. m/z___ Pred. m/z_ Df. (mDa)__ Df. (ppm) Iso DBE
0.3

1 100.000 C16 H14 N3 Cl Se

M+H]+

364.0115) 364.0112 0.82" 100.00 11.0

6b
Event#: 1 MS(E+) Ret. Time: 1.277 -> 1.277 Scan# : 256 -> 256
378.0269
1.800e6
1.600e6
1.400e6
1.200e6 380.0269 376.0293
1.000ef
8.00065] 400.0078
6.000e5]
e 379.0315 398.0078
4.000e5
375.0314
2.000e5] 20008 777.0351
o |  401.0116 i
T T T ' T T T T T T T T T T
100.0 200.0 300.0 400.0 500.0 600.0 700.0 800.0 900.0 1000.0 1100.0 1200.0 1300.0 1400.0
Measured region for 378.0269 m/z
378.0269
100.04
50.04 376.0293 380.0269
” \||
374.0301 H ‘
379.0315 ||
375.0314
. Il a77.0808 | I | ceroses 382.0246
i | 1
w i il ‘|' il I :
. : .'I“" 'I.V' il i | \ il il .‘II‘. i ; .
372.0 373.0 374.0 375.0 376.0 377.0 378.0 379.0 380.0 381.0 382.0 383.0 384.0
Rank__ Score_Formula (M) lon Meas.m/z__ Pred. m’z_ Df. (mDa) Df. (ppm)  Iso DBE
1 100.00 C17 H16 N3 Cl Se [M+H]+ 378.0269 378.0269 0.0 0.00 100.00 11.0

6¢
Event#: 1 MS(E+) Ret. Time : 1.747 -> 1.747 Scan# : 263 -> 263
382.0026
2.000e6
1.800e6]
1.600e64
1.400e6]
1.200e6] 384.0011 | 380.0045
1.000e67
8.000e57
6.000e5 3780040 | 3830068
4.000e5] 379.0055
28 214.0896 S
2.000e5] :
N S ;3669830 1} 3850107
L o T, . 0 o 1 5 S A (S o, 7 L) SN, Pt L et ) L I L M o P P |
1000 2000 300.0 4000 5000 6000 7000 800.0 900.0 1000.0 11000 1200.0 1300.0 1400.0
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Maasured region for 382.0026 m/fz

382.0026
100.04
50.04 380.0045 384.0011
1 379.0055 ‘ S— ||
1 378.0040 | 381.0112 ' | | 386.0028
] 1 (| | | I | I 385.0107
0 w'|""|""III""'Illlllllllllllllll‘""I""'I|II""'|||""'Izrl"""?l""' S e o o o,
3760 3770 3780 3790 3800 3810 3820 3830 3840 3850 3860 3870 3880 389.0
Rank__Score_Formula (M) lon Meas. m/z_ Pred. mfz_ Df (mDa) Df (ppm)  Iso_ DBE
1 9728 CI6HI3N3F ClSe [M=H]+ 382.0026]  382.0018 08 209 10000 110
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6d

Event#: 1 MS(E+) Ret. Time : 1.262 > 1.262 Scan#: 253 -> 253

397.9728
1.400e6]
120006, 399.9713
1.000e6]
419.9524
8.000e5] 395.9736
6.00085] 421.9530
417.9549
pr— 401.9677
e 398.9769 A23.9521
i 393.9790 4209537
100.0 2000 300.0 400.0 500.0 600.0 700.0 800.0 900.0 1000.0 1100.0 1200.0 1300.0 1400.0
Measured region for 397.9728 miz
397.9728
100.0+
‘ 399.9713
||
30.0+ 395.9736 ‘
| 400.9731
394.9768 I speprons | e
393.9790 || 3969738 ‘ 1 | |
| il | |
I fi i | i i
SN 1 TN Y TN Y O Y S
392.0  393.0 3940 3950 396.0 3970  398.0  399.0  400.0  401.0 4020  403.0 4040
Rank Score Formula (M) len Meas.m/z  Pred. m/z  Df.(mDa) Df. (ppm)  DBE
3 97.47 C16 HI3N3CI2 Se M+H]+ 397.9728]  397.9720 0.8 201 10000 11.0
6e
Event#: 1 MS(E+) Ret. Time: 1.252 > 1.252 Scand# : 251 -> 251
4439196
3.onuee—: T
2.500e6]
2.000e6]
1 500e6] 4459159
] 439.9233
1.000¢6] 442 9234 463.8998
5.00065] 4449231 | 465.8965
] 4379950 461.8997
1 | | 1
1000 2000 3000 4000 5000 600.0 7000  800.0 900.0 1000.0 1100.0 12000 13000 1400.0

56




Measured region for 441 9217 mjz

4439196
100.04
f 4419217
50.04
| 4459159
4399233 |
4429234
] 438.9242 I| 4409219 | ‘ 4449231 ||
| I
] 437.9250 ||| f H |'| ‘ l Il 446.9239
ﬂ-"|'"'l""Ilrlllllllllrllll"'I!""I|:'"'ll":\"'ll;""Illl?'llllll"|!'""Illlllll""'ﬁ‘l""l"
4360 4370 4380 4390 4400 4410 4420 4430 4440 4450 4460 4470 4480 4490
Rank__ Score_Formula (M) lon Meas. mjz_ Pred mfz_ Df (mDa) Df (ppm)  Iso_ DBE
7 7257 C16H13N3Cl Se Br [M+H]+ 4419217 441.9215 0.2 045 7257 110
6f
Event#f: 1 MS(E+) Ret. Time : 1.342 -> 1.342 Scan#f : 269 -> 269
378.0271
1.400e6+
1.200e67
1.000e6+
— 3760206 | 3800263
6.000e5
4.000e5] 375.0281 379.0318
377.0291
2.000e5 381.0297 1 574 0087
> L 1 | 382.0226
T T T 1 T T T T T T T T T T T
100.0 200.0 300.0 400.0 500.0 600.0 700.0 800.0 900.0 1000.0 1100.0 1200.0 1300.0 1400.0
Measured region for 378.0271 m/z
378.0271
100.04
e 376.0296 380.0263
\ ‘ |
374.0287 379.0318 |
a7s0281 || 277.0291 ‘ | ‘| 382.0226
i I I 1 | I | 3810297
| Il I A 1 1
3720 3730 3740 3750 3760 3770 3780 3790  380.0 5810 3820 3830 3840
Rank  Score_Formula (M) lon Meas. m/z Pred. m/z__ Df. (mDa) Df. (ppm) Iso DBE
1 94.09 C17H16 N3 Cl Se [M+H]+ 378.0271 378.0269 0.2 0.53 94.09 11.0

6g
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Event#: 1 MS(E+) Ret. Time: 1.507 > 1.507 Scan# : 302 -> 302

382.0010
4.000e6+
3.500e6
3.000e6
2.500e67 383.9988
2.000667 80,0024
1.500e6
383.0031
1.000e6 TR 378.0060
: 379.0070
385.0003
5.000e5 381.0052
I 386.0005
G i 1
106.0 20‘0.(} SOb.O 40{].0 50b.0 GOb.O TOb.O BOb.U 906.0 1060.0 110‘0‘0 1260.0 1SdU.D 14[;0.0
Measured region for 382.0010 m/z
382.0010
100.04
50.0 383.9988
380.0024 |
379.0070 |‘| T I
‘ ; 386.0005
878.I0060 | 381.0052 ‘ | | B
I [
"‘r" O T | I R i
T T i 1 ; T ; T T i T T T
376.0 377.0 3780 379.0 380.0 381.0 382.0 383.0 384.0 385.0 386.0 387.0 388.0 389.0
Rank Score Formula (M) lon Meas.m/z Pred.m/z Df.(mDa) Df.(ppm) IsoDBE
1 82.86 C16 HI3N3 F Cl Se [M+H]+ 382.0010 382.0018 -0.8 -2.09 85.18 11.0
6h
Event#: 1 MS(E+) Ret. Time : 1.302 -> 1.302 Scan# : 261 -> 261
397.9721
4.000e67
3.500e6 399.9693
3.000e6
2.500e6
2.00066] A95.9727
1.500e6
398.9751 401.9677
1.000=6 306.9743 | 400.9704
5.000e5 394.9767 I 419.9491
o A 417.9506
T T T T T T T T T T T T T T
100.0  200.0 300.0 4000 500.0 600.0 700.0 800.0 900.0 1000.0 1100.0 1200.0 1300.0 1400.0
Measured region for 397.9721 m/z
397.9721
100.0q
399.9693
50.04 ‘
395.9727 H
i 400.9704
393.9752 H 398.9751 ‘ ‘ 401.9677
so4.0767 || EriiEs | | / |
\ 1 I i i
T T Jll‘ "Ill‘l‘ ‘l \l‘ Ilh ‘I 3 I‘lll : \| ‘I‘:‘ ‘I |I‘ . T T
392.0 393.0 394.0 395.0 396.0 397.0  398.0 399.0 400.0 401.0 402.0 403.0 404.0 405.0
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Rank__ Score_Formula (M) lon Meas.m/z__ Pred. mz_ Df. (mDa) Df. (ppm)  Iso_ DBE
17 86.33 C16 HI3 N3 CI2 Se [M+H]+ 397.97217  397.9720 0.1 0.25 86.33 110
6i
Event#: 1 MS(E+) Ret. Time: 1.332 > 1.332 Scan# : 267 -> 267
443.9200
S:200aty 441.9213
3.000e6
2.50086
2.000e6]
445.9162
1.500¢6 4399218
e aa4.g200 | 442.9214
438.0203 § 440-9251
5.000e5]
437.9272 1463‘8993
0 L L
100.0 200.0 3000 400.0 500.0 600.0 700.0  800.0 900.0 1000.0 1100.0 1200.0 1300.0 1400.0
Measured region for 441.9213 m/z
443.9200
100.0
4419213 ‘
50.0
‘ 4459162
439.9218
I
\
I 4429214
437.9272 ‘| 440.9251 ‘ ‘ i ‘ 444.9220 ‘H
| f | A
r e I‘I I‘rl Il I | i ||| 446.9186
i i i i || o Il A
436.0  437.0 438.0 4390 440.0 441.0 4420 443.0 444.0 4450 4460 447.0  448.0  449.0
Rank  Score Formula (M) lon Meas.m/z  Pred. m/z Df.(mDa) Df (ppm) Iso DBE
7 76.77 C16 H13 N3 Cl Se Br [M+H]+ 4419213 441.9215 0.2 -045 7677 11.0

Ta
Eventft: 1 MS(E+) Ret. Time : 1.617 -> 1.617 Scan#f : 324 -> 324
360.0609
3.00066]
2.50066]
2.00066]
358.0617
1500867
1.000e6 361.0632 | 362.0604
357.0666 | 356.0646
5.00065] T
350.0647
0 o1l
1000 2000 3000 400.0 500.0 600.0 700.0  800.0 900.0 1000.0 1100.0 12000 1300.0 14000
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Measured region for 360.0609 m/z

360.0609
100.04
50.0+
e il 360.3758
‘| 361.0632
357.0666 | ‘ 9682.0604
356.0646 ‘ | ‘ |I| \II
'TI T‘ I 350.0647 I Il i
Il I
SONNIONE OV W | Whin el | O SO0 O ORI
354.0 355.0 356.0 357.0 358.0 355.0 360.0 361.0 362.0 363.0 364.0 365.0 366.0
Rank Score Formula (M) lon Meas.m/z  Pred.m/z Df.(mDa) Df.(ppm) Iso DBE
1 91.25 C17H17N3 0O Se [M+H]+ 360.0609 360.0610) -0.1 -0.28 91.25 11.0

10
Events: 1 MS(E+) Ret. Time : 1.077 -> 1.077_Scan#: 216 -> 216
346.0338
1.200e6
1,100e6
1.00086/]
9.000e5]
8.000e5
7.00085 i
6.000e5]
5.000eby 713.0443
4.000e 348.0332 368.0159 700.0464 | 711.0445
3.000e5] A
366.0159 714.0450 710.0511
20008 8420844 | | 712.0490
iy 715.0404 § /12
5 a45.0088 || |
1000 200.0 3000 400.0  500.0 600.0 7000 800.0  900.0 1000.0 1100.0 1200.0 1300.0 1400.0
Measured region for 346.0338 m/z
346.0338
100.04
50.04 344.0353
|
o || 347.0363
_—_ \ 348.0332
] 0 || 345.0088 ‘ | |
I I \ | Ift il
l il Il A || I
3400 3410 342.0  243.0 3440 3450 3460 3470 3480 3490  350.0  851.0  352.0
Rank Score Formula (M) lon Meas.m/z  Pred. m/z Df.(mDa) Df. (ppm)  Iso DBE
1 90.47 C17 HI5N 02 Se [M+H]+ 346.0338  346.0341 03 2087 9047 110

SI5. LR-MS of target compounds
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MS Spectrum
*MSD1 SPC, time=0.626 of D:\00000\2018-05-2120180515 2018-05-21 17-56-34\522.D0 MM-ES+APCI, Pos, Scan, Frag: 70
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MS Spectrum

“MSD1 SPC, ime=0.607 of D100000\2018-05-2120180515 2018-05-21 17-56-341628.0  MM-ES+APCI, Pos, Scan, Frag: 70
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MS Spectrum
*MSD1 SPC, time=0.721 of D:\00000\2018-05-2120180515 2018-05-21 17-56-34\525.0 MM-ES+APCI, Pos, Scan, Frag: 70
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MS Spectrum
“MSD1 SPC, time=0.626 of D:\00000\2018-05-2120180515 2018-05-21 17-56-341S28.0 MM-ES+APCI, Pos, Scan, Frag: 70
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MS Spectrum

“MSD1 SPC, time=0.791 of D00000\2018-05-2120180515 2018-05-21 17-56-341523.0  MM-ES+APCI, Pos, Scan, Frag: 70
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MS Spectrum

*MSD1 SPC, time=1.099 of D:\00000\2018-05-2120180515 2018-05-21 17-56-34\S29.D
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MS Spectrum

“MSD1 SPC, time=0.691 of D:\00000\2018-05-2120180515 2018-05-21 17-56-34842D MN-ES+APCI, Pos, Scan, Frag: 70
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MS Spectrum

*MSD1 SPC, time=0.985 of D:\00000\2018-05-2120180515 2018-05-21 17-56-34\S27.0 MM-ES+APCI, Pos, Scan, Frag: 70
<
fee]
3
100+ Max: 185024
80|
=
=l
4 =3
g
60—
(=
9
] &
40
204
j o
©
o
o™
200 300 400 500 500 m/z
MS of compound 6d

68



MS Spectrum

*MSD1 SPC, time=1.117 of D:\00000\2018-05-2120180515 2018-05-21 17-56-34\S57.0 MM-ES+APCI, Pos, Scan, Frag: 70
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MS Spectrum
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*MSD1 SPC, time=1.099 of D:\00000\2018-05-2120180515 2018-05-21 17-56-34\528.0 MM-ES+APCI, Pos, Scan, Frag: 70
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MS Spectrum

“MSD1 SPC, time=0.985 of DA\OOD00\2018-05-2120180515 2018-05-21 17-56-34\656.0 MM-ES+APCI, Pos, Scan, Frag: 70
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MS Spectrum

“MSD1 SPC, time=0.890 of D:\00000\2016-05-2120180515 2018-05-21 17-56-30845.0  MM-ES+APCI, Pos, Scan, Frag: 70
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MS Spectrum
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*MSD1 SPC, time=1.042 of D:\00000\2018-05-2120180515 2018-05-21 17-56-34\S58.0 MM-ES+APCI, Pos, Scan, Frag: 70
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MS Spectrum

90+

80+

*MSD1 SPC, time=0.891 of D:\00000\2018-05-2120180515 2018-05-21 17-56-34\524-1.0 MM-ES+APCI, Pos, Scan, Frag: 70
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MS Spectrum

“MSD1 SPC, time=0.701 of D:\00000\2018-05-2120180515 2016-05-21 17-56-34\538.0  MM-ES+APCI, Pos, Scan, Frag: 70
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