Supplementary Material

2D-NMR representative spectrum of compound 4a
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HRMS chat of compound 4a

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 0.3 Bar
Focus Active Set Capillary 4500V Set Dry Heater 200 °C
Scan Begin 50 miz Set End Plate Offset -500 v Set Dry Gas 4.0 l/min
Scan End 600 miz Set Charging Voltage 2000V Set Divert Valve Source
Set Corona 0 nA Set APCI Heater 0°C
Intens. -
x1087
2.0
1.8
1.6
1.4
L S B o T e S S S S e S e P SE —
0.1 0.2 0.3 04 0.5 0.6 Time [min]
# RT [min] Area Int. Type SIN Chromatogram Max. m/z FWHM [min]
na 04 n.a. Average spectrum na. na. n.a. 366.0408 na.
+MS, 0.2-0.6min #10-36
Intens.3 +MS, 0.2-0.6min #10-36
x1083
2.0§
15% 366.0408
10
051
0.0F—————— =SS
100 200 300 400 500 600 700 800 200 miz
Meas. m/iz # lon Formula miz err[ppm] mSigma #Sigma Score rdb e Conf N-Rule
366.0408 1  C1TH11CIFN3NaO2 366.0416 -2.1 8.4 1 100.00 125 even ok
2  C15H10CIF4N3Na 366.0392 46 92 2 5718 95 even ok




HRMS chat of compound 4b

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 0.3 Bar
Focus Active Set Capillary 4500V Set Dry Heater 200°C
Scan Begin 50 mfz Set End Plate Offset -500 Vv Set Dry Gas 4.0 l/min
Scan End 425 mfz Set Charging Voliage 2000V Set Divert Valve Source
Set Corona 0nA Set APCI Heater 0°C
Intens.3
x1067
1.254
1.003
0.75]
0.503
0.253
01 02 03 0.4 05 06 07 08 0.9 Time [mir
# RT [min] Area Int. Type S/N Chromatogram Max. m/z FWHM [min]
na. 07 na. Average spectrum n.a. n.a. na. 366.0420 na.

+MS, 0.6-0.8min #34-47

Intens.]
x10%3

3 )
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JE6.0420

2742743 t
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Meas. miz

366.0420

) Liia
bty

300

lon Formula
C15HECIFNG
C1THSCIFAN3
C19H10CIFN302
C16H11CIF2N303
C14H10CIFNSC4
C14H10CIFSN30
C12HTCIFZNIO
C13H14CIFNOS
C13H15CI2ZFENO
C14H13CI2F3N30
C16H14CI2F4N
C14H11CI2ZFNT
C13H15CI2ZFN304
C18H15CI2ZFNG2
C13H18CI3F3NO
C13H16CI3FNS
C12H20CI3FNC4
C16H1TCI3F2N
C17H11CIFN3NaD2

400

miz
366.0413
366.0416
366.0440
366.0452
366.0400
366.0427
366.0425
366.0386
366.0445
366.0382
366.0434
366.0432
366.0418
366.0458
366.0401
366.0450
366.0436
366.0389
366.0416

+MS, 0.6-0.8min #34-47

500 800 700 800 800 miz
em[ppm] mSigma #Sigma Score rdb € Conf N-Rule
a7 56 1 8902 165 even ok
11 56 2 10000 125 even ok
56 75 3 3487 155 even ok
87 80 4 1248 115 even ok
54 145 5 3258 115 even ok
21 193 6 6423 B85 even ok
14 193 7 7251 125 even ok
ap 252 8 784 65 even ok
71 1337 9 013 35 even ok
102 1344 10 D006 75 even ok
39 1345 11 D44 75 even ok
a3 1345 12 051 115 even ok
0.4 136.0 13 076 65 even ok
106 139.1 14 D004 105 even ok
52 249 4 15 000 25 even ok
a3 249 8 16 D00 65 even ok
46 2517 17 000 15 even ok
83 2518 18 D00 65 even ok
10 a7 1 10000 125 even ok



HRMS chat of compound 4c¢

Analysis Info Acquisition Date  7/12/2022 5:19:41 PM
Analysis Name  Dl\Data\Data\2022\KISTINEJ\WKSJOTKSJ006.d

Method Tune_pos_Standard_50 600 _20210713.d.m Operator lee

Sample Name  6KKRES468 Instrument compact 8255754.10024
Comment

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 0.3 Bar
Focus Active Set Capillary 4500V Set Dry Heater 200°C
Scan Begin 50 mfz Set End Plate Offset 500V Set Dry Gas 4.0 l/min
Scan End 400 miz Set Charging Voltage 2000V Set Divert Valve Source
Set Corona 0 nA Set APCI Heater 0°C
Intens. ]
%1053
4.0
3.5:
3.09
259
Y Y ) "oan T T Tds T T Tae T Tz T Tde T "ol Time[min)
# RT [min] Area Int. Type 1 S/N Chromatogram Max. m/z FWHM [min]
na. 04 n.a. Average spectrum na. na. na. 3430638 n.a.

+MS, 0.0-0.7min #2-43

Intens. +MS, 0.0-0.7min #2-43,
x1057
43
3] 343,0638
2]
13
01— .l,"-..l.l....... .
100 200 300 400 500 600 700 800 900 miz
Meas. m/z # lon Formula m/z em[ppm] mSigma #Sigma Score rdb e Conf N-Rule
3430638 1 C18H13CIFN202 343.0644 -1.7 265 1 10000 125 even ok
2 C14H9CIFNE 343.0617 6.1 336 2 3241 135 even ok
3 C16H12CIF4NZ 343.0620 -5.4 336 3 3888 95 ewven ok
4 C15H14CIF2ZN203  343.0656 -5.1 349 4 4082 B85 even ok
5 C15H1TCI2F4 343.0638 01 1212 5 400 45 ewven ok
6 C14H18CI2F203 343.0674 104 1238 6 0.26 35 ewven ok
7 CATH1BCI2ZFO2 343.0662 71 1242 7 077 75 ewven ok
1 C21H14CIFNa 343.0660 5.4 253 1 B6BE 135 even ok
2 C18H15CIF2Na0 343.0672 9.8 2838 2 2776 95 ewven ok
3 C16H14CIFNZNaC2 343.0620 53 3241 3 10000 95 even ok
4  C15H19CIZFNaD2 343.0638 -0.1 123.0 4 868 45 ewven ok



HRMS chat of compound 4d

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 0.3 Bar
Focus Active Set Capillary 4500 v Set Dry Heater 200°C
Scan Begin 50 miz Set End Plate Offset -500 v Set Dry Gas 4.0 l/min
Scan End 400 mfz Set Charging Voltage 2000 v Set Divert Valve Source
Set Corona 0 nA Set APCI Heater 0°C
Intens. |
%1095
35]
304
R o e T e T T TR T T T B S S T I R R T R [ P E S R R I B B
01 0z 03 04 0.5 06 07 08 09  Time [min]
# RT [min] Area Int. Type 1 SN Chromatogram Max. miz FWHM [min]
n.a. 0.7 na. Average spectrum n.a. n.a. na. 344 0600 n.a.

+MS, 0.5-0.9min #26-53

Intens. ] +MS, 0.5-0.9min #26-53
x1053
’E
33 344,0600
23
1

=]

00 200 300 400 500 600 700 800 800 miz
Meas. miz # lon Formula m/iz em[ppm] mSigma #Sigma Score rdb e Conf N-Rule
3440600 1 GCITH12CIFN302 3440597 -1.0 371 1 10000 125 even ok
2 G2ZH12CIFN 344 0637 107 386 2 746 165 even ok
3 CA3HECIFNG 3440570 8.8 420 3 1306 135 even ok
4 C15H11CIF4N3 3440572 8.1 420 4 1643 95 even ok
5 C14H13CIFZN303 3440608 23 43.0 5 6866 85 even ok
6 C14H13CIFEN 3440635 -102 46.7 ] 706 55 even ok
7 C14H16CIZF4N 344.0590 28 1243 7 247 45 even ok
8 C13H18CIZFZNO3 3440626 76 126.9 8 065 35 even ok
9 C16H17CIZFNO2 344.0615 4.3 127.1 9 155 75 even ok
1 C20H13CIFNNa 3440613 37 367 1 10000 135 even ok
2 CATHI4CIF2NNaO 3440624 70 386 2 4130 95 even ok
3 C15H13CIFN3Na02 3440573 -8.0 409 3 2835 95 even ok
4 C14H15CIF3NNaO2 3440636 -10.3 455 4 1129 55 even ok
5 C14H18CI2ZFNNaQ2  344.0591 27 126.1 5 368 45 even ok



HRMS chat of compound 4e

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 0.3 Bar
Focus Active Set Capillary 4500V Set Dry Heater 200°C
Scan Begin 50 mfz Set End Plate Offset 500V Set Dry Gas 4.0 Vmin
Scan End 400 miz Set Charging Voltage 2000 Set Divert Valve Source
Set Corona 0 nA Set APCI Heater 0°C
Intens.3
x1053
7.04
6.5
6.03
555 T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T
0.1 0.2 03 04 05 08 o7 08 0%  Time [min]
# RT[min] Area  Int. Type S/N  Chromatogram Max. m/iz  FWHM [min]
n.a. 0.4 n.a. Average spectrum n.a. n.a. n.a. 343.0640 n.a.
+MS, 0.0-0.8min #2-45
Intens. +MS, 0.0-0.8min #2-45
x106
0.8
06l 343,0640
0.4
0.2
i l 437 1875
0.0 +——r—T—1——7— .,l..L'...l.... —T s ——————————
100 200 300 400 500 600 700 800 900 miz
Meas. m/z # lon Formula m/z erm[ppm] mSigma #Sigma Score rdb e Conf N-Rule
343.0640 1  C18H13CIFN202 343 0644 12 108 1 10000 125 even ok
2  C14HICIFNS 343 0617 B.7 179 2 2602 135 even ok
3  C16H12CIF4NZ 343.0620 -6.0 180 3 3152 95 even ok
4  C15H14CIF2N203 343.0656 -4.5 20.0 4 4356 BE5 even ok
5  C13H13CIFN4D4 343.0604 -106 256 5 509 B85 even ok
6 C13H13CIFEN20 343.0631 26 305 6 5048 55 even ok
7 CI15H17CIZF4 343.0638 08 1289 7 156 45 even ok
8 C13H14CIZFNE 3430636 13 1290 8 13% B5 even ok
9 C14H19CI2F203 343.0674 98 1314 9 014 35 even ok
10 C1TH18CI2FO2 3430662 6.5 1326 10 037 75 even ok
1 C18H15CIF2ZNa0O 3430672 92 127 1 2463 95 ewven ok
2  C21H14CIFNa 3430660 59 149 2 6480 135 even ok
3 C16H14CIFN2Na02 343.0620 -59 164 3 6307 95 even ok
4 C13H15CIF2ZN2ZNa03 343.0631 25 29.3 4 10000 55 even ok
5 C13H15CIFENa 3430659 54 358 5 3610 25 even ok
6 C13H18CI2F4Na 343.0614 76 1284 B 063 15 even ok
7 C15H18CIZFNa02 3430638 05 1309 7 266 45 even ok




HRMS chat of compound 4¢g

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 0.3 Bar
Focus Active Set Capillary 4500V Set Dry Heater 200°C
Scan Begin 50 miz Set End Plate Offset -500 v Set Dry Gas 4.0 lmin
Scan End 420 miz Set Charging Voltage 2000V Set Divert Valve Source
Set Corona 0 nA Set APCI Heater (1
Intens. {
x1057]
284
26
2.4
2.2j
2.0:
1 84— ————————————————————————————————————
01 02 03 04 05 06 07 08 09  Time [min]
¥ RT [min] Area Int. Type I S/N Chromatogram Max. miz FWHM [min]
n.a. 0.5 n.a. Average spectrum n.a. n.a. n.a. 3440601 n.a.

+MS, 0.1-0.8min #&-55

Intens.] +MS, 0.1-0.9min #6-55)
x103

3

PP

3440601

L1 tLL
300 400

—_
PR W

%o 200 500 600 700 800 900 miz

Meas. m/z # lon Formula m/z err[ppm] mSigma #Sigma Score rdb e Conf N-Rule
3440801 1 CATH12CIFN302 3440597 -1.2 19.8 1 10000 125 even ok

2 C22H12CIFN 3440637 10.5 206 2 817 165 even ok

3  C13HBCIFNG 3440570 -8.0 287 3 1197 135 even ok

4  CASHU1CIF4N3 3440572 8.3 287 4 15.08 95 even ok

5 C14H13CIF2N303 3440608 22 304 5 6613 B85 even ok

6 C14H13CIFEN 3440635 -10.1 356 6 6.79 55 even ok

7 C14H16CI2ZF4N 344.0590 29 1220 7 186 45 even ok

8 C13H1BCI2F2NO3 3440626 -7.5 1247 8 0.51 35 even ok

9 C16H1TCIZFNO2 344 0615 42 1249 ] 122 75 even ok

1 C20H13CIFNNa 344.0613 35 17.9 1 100.00 135 even ok

2 CATH14CIFZNNaO 344.0624 6.9 228 2 3947 95 even ok

3 C15H13CIFN3Na02 3440573 8.1 269 3 2432 95 even ok

4 C14H15CIFINNaC2  344.0636 -10.2 341 4 10.12 55 even ok

5 C14H1BCIZFNNaO2  344.0591 2.8 1239 5 2585 45 even ok



HRMS chat of compound 4i

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 0.3 Bar
Focus Active Set Capillary 4500V Set Dry Heater 200 °C
Scan Begin 50 miz Set End Plate Offset S00v Set Dry Gas 4.0 If'min
Scan End 600 mfz Set Charging Voltage 2000V Set Divert Valve Source
Set Corona 0 nA Set APCI| Heater 0°C
Intens.d
x1063
1.751
1507
1259
1.003
0.75
T el T TozT T T el T T Tee T T Tels T T Tale T Tor T o T 09 Time [min]
# RT [min] Area Int. Type I S/N Chromatogram Max. m/z FWHM [min]
na. 06 na.  Average spectrum n.a. n.a. n.a. 366.0415 n.a.

+MS, 0.2-1.0min #9-57

Intens. +MS, 0.2-1.0min #9-57
x106
1.0
0.8 3660415
0.6+
0.4
0.2
9 E— T 1 iu. N
100 200 300 400 500 800 700 800 00 miz
Meas.m/z # lon Formula miz erm[ppm] mSigma #Sigma Score rdb & Conf N-Rule
366.0415 1 CI7H11CIFN3NaO2  366.0416 0.2 49 1 10000 125 even ok
2 C15H10CIF4N3Na 366.0302 64 119 2 2186 95 even ok
3 C13HTCIFNONa 366.0389 71 119 3 1777 135 even ok
4 C14H12CIFZN3Na03  366.0427 34 16.3 4 4502 85 even ok
5§ C14H12CIF6NNa 366.0455 -10.8 20.2 5 371 55 even ok
6 C12HICIF3NTNa 366.0452 10.1 202 6 489 95 even ok
7 C12H11CIFNSNaO4  386.0376 -10.7 2.8 7 380 85 even ok
8 C12H11CIFSN3Na0  366.0403 33 26.7 8 3632 55 even ok
9 C14H15CI2F4NNa 366.0410 14 138.7 9 D49 45 even ok
10 C12H12CI2ZFN7Na 366.0407 2.1 138.8 10 D44 85 even ok
11 C13H17CI2F2NNa03  366.0446 -84 1413 11 007 35 even ok

12 C1GH16CIZFNNa02 366.0434 52 1424 12 017 75 even ok



HRMS chat of compound 4

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 0.3 Bar
Focus Active Set Capillary 4500 v Set Dry Heater 200°C
Scan Beqgin 50 mfz Set End Plate Offset -500W Set Dry Gas 4.0 l/min
Scan End 600 miz Set Charging Voltage 2000 v Set Divert Valve Source
Set Corona 0 nA Set APCI Heater [
Intens. ]
x1087
3.5
3.04
2.5;
2.0f
e T T T " Time [min]
# RT[min] Area  Int. Type I S/M  Chromatogram Max. m/z  FWHM [min]
n.a. 0.1 n.a. Average spectrum n.a. n.a. n.a. 343.0648 n.a.
+MS, 0.0-0.1min #2-5
Intens. § +MS, 0,0-0.1min #2-5
x1053
43
33 3430648
23
1 437.1942
03— . .l.-..“:t.l.l.l.... - o ——
100 200 300 400 500 600 700 800 900 miz
Meas. miz # lon Formula miz em[ppm] mSigma #Sigma Score rdb e Conf N-Rule
3430648 1 C16H12CIF4N2 3430620 82 97 1 2058 95 even ok
2 C14H9CIFN3 343.0617 89 97 2 1633 135 even ok
3 C15H14CIF2ZN203 343 0656 22 128 3 B6S5 B85 even ok
4  C15H14CIF8 343.0683 10.1 136 4 993 55 even ok
5 C13H11CIF3NG 343.0680 94 137 5 1277 95 even ok
6 C18H13CIFN202 343.0644 -1.1 151 6 100.00 125 even ok
7 C13H13CIFEN2O 343 0631 49 192 7 4328 55 even ok
& C11H10CIF2ZNBO 343.0629 56 19.2 8 3634 95 even ok
9 C12ZH15CIF3N204 343 0667 55 237 9 3353 45 even ok
10 C23H13CIF 343.0684 -10.6 337 10 533 165 even ok
11  C12H18CI2ZF50 343 0649 04 1432 11 073 05 even ok
12  C15H17CIZF4 343 0638 29 1438 12 046 45 even ok
13 C13H14CI2FNG 3430636 -36 1439 13 040 B85 even ok
14 C11H20CI2F304 343.0685 -10.9 146.0 14 004 -05 even ok
15 C14H18CI2ZF203 3430674 75 146.0 15 013 35 even ok
16 C12H18CIZFN204 343 0622 75 146.3 16 013 35 even ok
17 C1TH18CI2ZFO2 3430662 42 148.2 17 026 7.5 even ok
18  C12H19CI3FN4 343.0654 1.7 256.8 18 000 35 even ok
1  C16H14CIFN2Na02 3430620 -8.1 1.0 1 3938 95 even ok




HRMS chat of compound 4k

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 0.3 Bar
Focus Active Set Capillary 4500V Set Dry Heater 200 °C
Scan Begin 50 mfz Set End Plate Offset -500 v Set Dry Gas 4.0 l/min
Scan End 600 m/z Set Charging Voltage 2000 v Set Divert Valve Source
Set Corona 0 nA Set APCI Heater o°C
Intens.
x105
224
20 -
1.84 . P "
161
T o T T a2 T T el T T Tola T T T Tes T T T o T Tor T Tos T T 09 Time [min
# RT[min] Area Int Type I SIN Chromatogram  Max.m/iz  FWHM [min]
na. 0.6 na. Average spectrum na. n.a. n.a. 343.0639 n.a.

+MS, 0.3-1.0min #16-57

Intens. 4 +MS, 0.3-1.0min #16-57
x105]
24 343,0639
1 -
G T T T T T T 4 T ¢ T T eyl T —r T T T T T T T T T T T T Y T T T T T T T T T T T T L
100 200 300 400 500 600 700 800 900 miz
Meas.m/z # lon Formula m/z em[ppm] mSigma #Sigma Score rdb e Conf N-Rule
343.5639| 1 C18H13CIFN20O2 343.0644 1.6 82 1 100.00 125 even ok
2 C16H12CIF4N2 343.0620 55 186 2 3585 95 even ok
3 C14H9CIFNE 343.0617 6.2 186 3 2982 135 even ok
4  C15H14CIF2ZN203 343.0656 49 212 4 39N 8.5 even ok
5 C13H13CIFN404 3430604 -10.1 274 5 7.08 85 even ok
6 C13H13CIFSN20 3430631 2.2 325 6 5358 55 even ok
T C15H1TCI2F4 343.0638 -0.2 1289 T 1.70 45 even ok
8 C13H14CI2FNG 343.0636 0.9 1290 ] 153 85 even ok
9 C14H19CI2F203 343.0674 10.3 1316 9 012 35 even ok
10 CATH18CI2FO2 343.0662 6.9 1324 10 033 75 even ok
1 C21H14CIFNa 343.0660 6.3 97 1 61.38 135 even ok
2 C1BH15CIF2ZNa0 343.0672 97 1.7 2 2075 95 even ok
3 C16H14CIFN2ZNa02 343.0620 54 170 3 6766 95 even ok
4  C13H15CIFZN2ZNa03  343.0631 -2.1 .3 4 10000 55 even ok
5  C13H15CIFENa 343.0659 59 404 5 2753 25 even ok
6 C13H18CI2F4Na 3430614 7.2 1286 ] 0.68 1.5 even ok
T C15H19CI2FNa02 3430638 0.1 1309 T 273 45 even ok



HRMS chat of compound 41

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 0.3 Bar
Focus Active Set Capillary 4500 V Set Dry Heater 200 °C
Scan Begin 50 miz Set End Plate Offset -500 v Set Dry Gas 4.0 l/min
Scan End 400 m/z Set Charging Voltage 2000V Set Divert Valve Source
Set Corona 0nA Set APCI Heater 0°C
Intens.
x10%7
4_
3_
2_
1]
ot T a2 T o3 T o4 T o5 T T o o7 T "o’ T 09 Time(min)
# RT [min] Area Int. Type | S/N Chromatogram Max. m/z FWHM [min]
n.a. 05 n.a. Average spectrum n.a. na n.a. 344 0596 n.a.

+MS, 0.3-0.7min #17-38

Intens. +MS, 0.3-0.7min #17-38
X104
6_
344.0596
4,
2 274.2737
0 ‘.......l:‘.““'. ."ll‘...
100 200 300 400 500 600 700 800 900 miz
Meas. m/z  # lon Formula /z em[ppm] mSigma #Sigma Score rdb e Conf N-Rule
344.0596| 1 C1TH12CIFN302 344.0597 0.0 243 1 100.00 125 even ok
2  C15H11CIF4N3 344.0572 71 346 2 17.53 9.5 even ok
3 C16H17CI2FNO2 3440615 54 127.9 3 072 75 even ok
1 C20H13CIFNNa 344 0613 47 176 1 10000 135 even ok
2  C1TH14CIF2NNaO 344.0624 8.1 278 2 31.80 9.5 even ok
3 C15H13CIFN3NaO2 344.0573 -7.0 33.2 3 38.93 9.5 even ok




HRMS chat of compound 4m

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 0.3 Bar
Focus Active Set Capillary 4500 vV Set Dry Heater 200°C
Scan Begin 50 mfz Set End Plate Offset S00v Set Dry Gas 4.0 l'min
Scan End 600 mfz Set Charging Voltage 2000v Set Divert Valve Source
Set Corona 0 nA Set APCI Heater 0°C
Intens.
x105
4.07
38
3.64 Y —
3.4 . - - - -
01 0.2 0.3 0.4 0.5 0.6 0.7 08 09  Time [min]
# RT [min] Area Int. Type | S/N Chromatogram Max. m/z FWHM [min]
n.a. 04 n.a.  Average spectrum n.a. n.a. n.a. 359.0346 n.a.

+MS, 0.1-0.7min #3-39

Intens. +MS, 0.1-0 7min #3-39
x109 ]
41 3590346
1 4371918
2_
of 20 .,l.J..li.l..L...f’fs-f.”‘*.ﬁ......,...,.........
100 200 300 400 500 600 700 800 900 miz
Meas. m/z # lon Formula m/z err[ppm] mSigma #Sigma Score rdb e Conf N-Rule
3590346 1 C1BH13CIZN202 350.0349 08 361 1 10000 125 ewven ok
2 C14HOCI2NE 3590322 £.9 421 2 2019 135 even ok
3 C13H13CI2ZN404 359.0308 106 46.4 3 4.69 85 even ok
4  CA3H14CI3NG 3500340 -18 1132 4 549 85 even ok
5 CATH18CI302 359.0367 5.7 116.6 5 1.88 7.5 even ok
6 C24HBCIN2 3590371 6.7 1721 6 003 215 even ok
7 C18H12CIO6 3500317 82 1735 7 001 125 even ok
8 C19HBCIN4O2 359.0330 4.5 1745 8 0.04 175 even ok
1 C21H14CI2Na 359.0365 51 36.0 1 10000 135 even ok
2 C16H14CI2ZN2ZNaO2  359.0325 6.1 404 2 67.62 9.5 even ok
3  C15H18CI3Na02 350.0343 10 115.0 3 1443 45 even ok
4 C2Z2HICINZNa 350.0346 0.0 173.9 4 0.25 185 even ok



HRMS chat of compound 4n

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 0.3 Bar
Focus Active Set Capillary 4500V Set Dry Heater 200°C
Scan Begin 50 mfz Set End Plate Offset 500V Set Dry Gas 4.0 Fmin
Scan End 600 miz Set Charging Voitage 2000 v Set Divert Valve Source
Set Corona 0 nA Set APCI Heater 0°C
Intens.
x1057
7]
6_
57
B T S S - S-S "Time [min]
i RT [min] Area Int. Type | S/N Chromatogram Max. miz FWHM [min]
n.a. 0.3 n.a. Average spectrum n.a. n.a. n.a. 382.0123 n.a.
+MS5S, 0.0-0.5min #2-31
Intens. +MS, 0,0-0.5min #2-31
x1084
08
0.6 3820123
0.4
0.2
1 11 Ly 568.5143
0.0 +—r—r—r—r— - cebr bbbl e et ——————— -
100 200 300 400 500 600 700 BO0 900 miz
Meas.m/iz # lon Formula m/z err[ppm] mSigma #Sigma Score rdb e Conf N-Rule
382.0123| 1 C15HECIZNG 382.0118 13 6.3 1 100.00 165 even ok
2  C19H10CIZN302 382.0145 57 98 2 3245 155 even ok
3 C14H10CI2ZN504 382.0104 -4.8 17.0 3 3635 115 even ok
4 C13H14CIZNO8 382.0091 83 283 4 B8 B5 even ok
5 C14H11CI3NT 382.0136 -35 138.2 5 0.54 115 even ok
6 C13H15CI3N30D4 3820123 00 140.4 6 092 B85 even ok
7 C19HICINOG 382.0113 26 1428 7 0.31 155 even ok
8 C20H5CINSD2 382.0126 09 1443 8 039 205 even ok
9 C15HSCINTO4 382.0086 -9.6 147.7 9 0.02 185 even ok
10 C1GHCIN11 382.0099 6.1 1486 10 008 215 even ok
11 CA3H16CI4N5 382.0154 83 1924 1 0.00 B85 even ok
1 CATH11CIZN3NaO2 382.0121 06 70 1 10000 125 even ok
2  C13HTCIZNSNa 382.0094 76 15.8 2 1351 135 even ok
3 C22H11CI2ZNNa 382 0161 99 199 3 494 165 even ok
4 C16H16CI3NNaO2  382.0139 42 140.3 4 035 75 even ok
5 C23HBCIN3MNa 3820142 51 1443 5 013 215 even ok
6 C1TH10CINMNaO6 382.0089 89 1456 6 0.03 125 even ok
7 C18HBCINSNaO2 3820102 54 1465 7 011 175 even ok




HRMS chat of compound 40

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 0.3 Bar
Focus Active Set Capillary 4500 v Set Dry Heater 200 °C
Scan Begin 50 mfz Set End Plate Offset -500 v Set Dry Gas 4.0 l/min
Scan End 600 mfz Set Charging Voltage 2000 v Set Divert Valve Source
Set Corona 0 nA Set APCI Heater 0°C
Intens. J
x105
36
3.4
3.2
30
281
—r .0!1 — .0.2‘ o ,0!3. —r ,0.4. . 0_5' 't}'_ﬁ' : 0._?. — 10'_8' — ‘U_'Q' 'Tim'e['mir;]
fid RT [min] Area Int. Type SN Chromatogram Max. m/z FWHM [min]
n.a. 0.2 na. Average spectrum n.a. n.a. n.a. 360.0304 n.a.
+MS, 0.1-0.3min #3-19
Intens. +MS, 0,1-0.3min #3-19
x1053
45
i 3600304
33 ¢ 4371925
2]
13 326.0691
E 5595088
07 P T S S S S
100 200 300 400 500 600 700 800 4900 miz
Meas. m/iz # lon Formula mz e [ppm] mSigma # Sigma Score rdb e Conf N-Rule
363.{!3D4| 1 C1TH12CIZN302 360.0301 £.8 401 1 10000 125 even ok
2 C22H12CIZN 360.0341 -10.4 431 2 643 165 ewven ok
3 C13HBCIZNS 3600274 83 446 3 1363 135 even ok
4  C12H13CI3NT 3600203 -32 117.6 4 377 85 ewven ok
5 CA1GH1TCI3NO2 3600319 43 1210 5 2.44 75 ewven ok
6 C2Z3IHTCIN3 3600323 -3 168.0 6 006 215 ewven ok
7 CATH11CINOSG 3600269 498 168.6 T 001 125 ewven ok
8 C1BHTCINSOZ2 360.0283 -5.9 169.8 ] 0.04 175 even ok
1 C20H13CIZNNa 3600317 3T 407 1 10000 135 even ok
2  C15H13CIZN3Na02 3600277 75 432 2 3270 95 ewven ok
3  C14H18CI3NNaD2 360.0205 24 119.5 3 IAL! 45 ewven ok
4 C21HBCIN3Na 360.0209 14 169.5 4 022 185 ewven ok




HRMS chat of compound 4p

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 0.3 Bar
Focus Active Set Capillary 4500 v Set Dry Heater 200°C
Scan Begin 50 mfz Set End Plate Offset S00v Set Dry Gas 4.0 IF'min
Scan End 600 mfz Set Charging Voltage 2000V Set Divert Valve Source
Set Corona 0 nA Set APCI Heater (1
Intens.J
x1053
6.5
6.0
551
5.04
0.1 0.2 0.3 0.4 0.5 06 07 08 0.9  Time [min]
# RT [min] Area Int. Type | S/N Chromatogram Max. miz FWHM [min]
na. 08 na.  Average spectrum na na na 359.0351 na.

+MS, 0.6-1.0min #36-57

Intens. +MS, 0.6-1.0min #36-57|
x1084
08
0.6 359,0351
0.4
0.2
o_a_ — S l Y1
100 200 300 400 500 600 T00 800 900 miz
Meas. miz # lon Formula m/z e [ppm] mSigma #Sigma Score rdb e Conf N-Rule
359.0351| 1 CA8H13CIZN202 359.0349 [ 73 1 100.00 125 even ok
2 C14HSCI2NS 359.0322 8.1 18.1 2 1290 135 even ok
3 C23H13CI2 3590389 -10.5 187 3 516 165 even ok
4  CA3H14CI3NG 359.0340 30 1288 4 0.97 8.5 even ok
5 CATH18CI302 359.0367 4.4 1327 5 0.56 7.5 even ok
6 C24HBCINZ 3590371 54 1541 6 007 215 even ok
7 C1BH12CIO6 359.0317 a5 1554 7 0.02 125 even ok
8 C19H8CIN4O2 359.0330 58 156.4 8 006 175 even ok
1 C21H14CI2Na 359 0365 38 94 1 10000 135 even ok
2 C16H14CI2N2Na0Q2 350.0325 74 166 2 3308 95 even ok
3 C15H19CI3Na02 3590342 23 1309 3 194 45 even ok
4 C22HSCINZNa 3590346 13 1558 4 030 185 even ok



HRMS chat of compound 4r

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 0.3 Bar
Focus Active Set Capillary 4500V Set Dry Heater 200°C
Scan Begin 50 vz Set End Plate Offset -S00V Set Dry Gas 4.0 Vmin
Scan End 600 mfz Set Charging Voltage 2000 v Set Divert Valve Source
Set Corona 0nA Set APCI Heater 0°C
Intens.
%1051
3.2+
2.0
28
26
T o T T o2 T T Tos T e T T Tols T T Tas T Tor T T Toe T T 09 Time[min)
# RT [min] Area Int. Type | SIN Chromatogram Max. miz FWHM [min]
n.a. 0.5 na.  Average spectrum na. na. na 360.0304 n.a.

+MS, 0.2-0.8min #10-49

Intens.q +MS, 0.2-0.8min #10-49
x1051

(4] =

%)
[T R EE FEETY F TR

360,0304

437.1820
1
0 559.5091
100 200 300 400 500 600 700 800 900 miz
Meas. miz # lon Formula m/iz err[ppm] mSigma #Sigma Score rdb e Conf N-Rule
3600304 1 C17H12CI2N302 360.0301 09 16.9 1 10000 125 even ok
2 C22ZH12CI2N 360.0341 10.3 212 2 679 165 even ok
3 C13HBCIZNG 360.0274 54 26.1 3 1241 135 even ok
4  C12H13CI3NT 360.0293 33 1193 4 187 85 even ok
5 C16H17CI3NO2 360.0319 42 1229 5 132 75 even ok
6 C23H7CIN3 360.0323 52 165.5 ] 004 215 even ok
7 CATH11CINOB 360.0269 a7 166.7 7 0.01 125 even ok
8 C18HTCINSO2 360.0283 6.0 1678 8 0.03 175 even ok
1 C20H13CIZNNa 360.0317 -3.6 16.7 1 100.00 135 ewven ok
2 C15H13CIZN3Na02  360.0277 76 242 2 2814 95 even ok
3 C14H18CI3NNa02  260.0295 25 1213 3 345 45 even ok
4 C21HBCIN3Na 360.0299 15 167.3 4 0.14 185 even ok



