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Figure S1 'H NMR spectrum of 2a in DMSO-d6. S denotes the solvent peak.
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Figure S2 3C{'H} NMR spectrum of 2a in DMSO-d6. S denotes the solvent peak.



electrospray-ionization (Sol.: CH30H ) pos. ions 10.02.2021

molecular weight 337 et. al. possible

characteristical ions

File: 151617a-00.RAW

Analyse: GOD-GB-119-01

338 = [337 + Hl+ LMN: Goddard,Richard
360 = [337 + Nal+ Ionisierung: ESIpos
675 = [2*337 + H]+ . " 1
697 = [2%337 + Nal+ Losungsmitte :CHBOH‘
Spektrometer: Exactive
characteristical ions (doubly charged) Auswerter: Kampen (2242)
357 = [2*337 + Cal2+
525 = [3*%*337 + Cal2+
additional characteristical ions
363
additional characteristical ions (doubly charged)
234, 261
J100% 360.1
1 697.2
b 261.6
234.1
1 525.6 675 .2 ven 7
Jl{ 301.1 746.3 )
il L L 1 L 1 2 Ak i
rryrrrrrrrrrrrrrr0rrrrprrrrrrrrrprrrrrrrrrprrrrrrrrryprrrrrrrrrrrrrrorT
200 250 300 350 400 450 500 550 600 650 700 750 800 850
R3: 15(0:38) m(1-30) 69 15% 151617a-00 * GOD-GB-119-01/ESIpos/CH30H/Exactive/
Mass to be matched (m/z): 360.078780 Charge: 1 Datum 10.02.2021
Mass Tolerance: +0.002500 Analyse: 151617b-00
Restriction of atom numbers: i : -GB- o
e 8 4 0 8 o Div; Goddard,Richara
1-100 1-100 max 1 1-3 max 10 max 1 =1 z
Number of calculated Formulas: 6 Messung: HRMS
Methode: ESIpos
Formula Diff. (ppm) theor. m/z s )
Cl5 H16 F1 N3 03 S1 Nal 0.23 __ 360.078861 é‘és‘}:’tlgs“‘ltte}' Simeied
TZ6 HII NI Nal -T.15 360.078368 pektrometer: e
C23 H12 F1 N1 01 Nal 2.03 360.079511 .
C18 H15 N3 02 S1 Nal -2.95  360.077718 ACEpnrCon: Empen (abta)
Cll H17 N2 010 Nal -3.44 360.077541
Cl4 H15 N3 O7 Nal 4.00 360.080220

Suggestion:
C15H16F1N303S1 MW 337

characteristical ion
360 = [337 + Nal+

Figure S3 HRMS(ESI") analysis of 2a in methanol.
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Figure S4 '"H NMR spectrum of 2b in MeOH-d4. S denotes the solvent peak.
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Figure S5 1*C{'H} NMR spectrum of 2b in MeOH-d4. S denotes the solvent peak.



TE1_3pos #3-16 RT: 0.08-0.44 AV: 14 NL: 2.00E8
T: FTMS + p NSI Full ms [200.00-1000.00]
378.0692
z=1
C15H1503N3F2NaS
-0.7152 ppm

Relative Abundance
a
T

e
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Figure S6 HRMS(ESI") spectrum of 2b in methanol.
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Figure S7 'H NMR spectrum of 2¢ in chloroform-d. S denotes the solvent peak.
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Figure S8 1*C{'H} NMR spectrum of 2¢ in chloroform-d. S denotes the solvent peak.



TE2_3#3-16 RT: 0.07-043 AV: 14 NL: 3.42E8
T: FTMS + p NSI Full ms [200.00-1000.00]

374.0780
z=1
C15H1503N3F3S
100+ -0.0756 ppm
90
80
70
g
c 60
© -
e) -
c ]
3 -
£ 50
o ]
= i
£ a
© 404
o 4 396.0603
] z=1
30 C15H140O3N3F3NaS
. 0.6189 ppm
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Figure S9 HRMS(ESI") spectrum of 2¢ in methanol.



/ F O |
| !
% J
|‘ S
J |
{ 1 |“l~
J| V[ i
——— oo, T
7.40 7.35 7.30 7.25 7.20
(ppm)
S
h water
‘ 23 _ll L._,h 1 _JJ.L o
Ol W i e
(o] =] — M P
o = = Qq =)
i o < m
8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 15 1.0 0.5 0.0
(ppm)

Figure S10 'H NMR spectrum of 2d in chloroform-d. S denotes the solvent peak.
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Figure S11 1*C{'H} NMR spectrum of 2d in chloroform-d. S denotes the solvent peak.



electrospray-ionization (Sol.: CH30H ) pos. ions 10.02.2021

File: 151613a-00.RAW
molecular weight 376, 415 et. al. possible
Analyse: GOD-GB-078-01

characteristical ions LMN: Goddard,Richard

377 = [376 + H]+
399 = [376 + Nal]+ Ionisierung: ESIpos
416 = [415 + H]+ Lésungsmittel : CH30H
438 = [415 + Na]+ Spektrometer: Exactive
853 = [2*415 + Nal+
Auswerter: Kampen (2242)
J100% 440.0

416

250 300 350 400 450 500 550 600 650 700 750 800 850 900 950
R10: Edit:R3: 3(0:08) m(1-30) 37 12% 151613a-00 * GOD-GB-078-01/ESIpos/CH30H/Exactive/

Mass to be matched (m/z): 437.989650 Charge: 1

Datum 10.02.2021
Mass Tolerance: +0.003000 Analyse: 151613b-00
Restriction of atom numbers: Sigel: GOD-GB-078-01
c H Br F N o S Na » s
1-100 1-100 1-1 max 1 1-3 max 10 max 1  1-1 LM Goddard)Richard
Number of calculated Formulas: 9 Messung: HRMS
Methode: ESIpos
Formula Diff. (ppm) theor. m/z - . .
15 H15 Brl FL N3 03 SL Nal 0.60  437.989386 LOSUNgeMITLels; CHIOH
v = g " Spektrometer: Exactive
C26 H10 Brl N1 Nal -1.73 437.988893 "
Cl4 H14 Brl N3 07 Nal 2.50  437.990745 s RS R
Cl8 H14 Brl N3 02 S1 Nal -3.21 437.988243
Cl1 H16 Brl N2 010 Nal -3.62 437.988066
C1l1 H15 Brl F1 N3 08 Nal 5 21 437.991889
C23 H14 Brl N1 S1 Nal 5:97 437.992265
Cl2 H17 Brl F1 N2 06 S1 Nal =6, 72 437.986708
Suggestion:

C1l5H1S5Br1F1N303S1 MW 415

characteristical ion
438 = [415 + Nal+

Figure S12 HRMS(ESI") analysis of 2d in methanol.
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Figure S13 'H NMR spectrum of 2e in chloroform-d. S denotes the solvent peak.

o s
0 s| N
N
F (0]
| |
MMWMMWMW
165 160 155 150 106 105 104 103 102
(ppm) (ppm)
L - ,,_wll m - o
170 160 150 140 130 120 110 100 9 & 70 60 50 40 30 20 10
(ppm)

Figure S14 1*C{'H} NMR spectrum of 2e in chloroform-d. S denotes the solvent peak.



TE5_4 #2-16 RT: 0.05-044 AV: 15 NL: 7.55E7
T: FTMS + p NSI Full ms [200.00-1000.00]

390.0893
z=1
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Figure S15 HRMS(ESI") spectrum of 2e in methanol.



