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S1. 'H NMR spectra of compounds 3a — 3i
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S1.2. 'H NMR spectra of compound 3b
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S1.4. *H NMR spectra of compound 3d
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S1.5. 'H NMR spectra of compound 3e
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S1.6. 'H NMR spectra of compound 3f
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S1.7. *H NMR spectra of compound 3g
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S1.8. *H NMR spectra of compound 3h
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$1.9. 'H NMR spectra of compound 3i



S2. 13C NMR spectra of compounds 3a — 3i
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S2.2. 3C NMR spectra of compounds 3b
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S2.4. 3C NMR spectra of compounds 3d
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S2.5. 3C NMR spectra of compounds 3e
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S2.6. *C NMR spectra of compounds 3f
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S2.9. ¥C NMR spectra of compounds 3i



S3. HRMS spectra of compounds 3a — 3i

Elemental Composition Report - Page 1

Single Mass Analysis /H\
Tolerance = 10.0 PPM / DBE: min =-1.5, max = 50.0 s

N
Element prediction: Off H
Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

62 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)
Elements Used:

C:0-12 H:0-20 N:0-3 0©:0-2 S:0-2

R.Studzinska
180515_AP_17 (0.194) Cm (7:8-16:29) 1. TOF MS ES+
2.66e+006
100 173.0747
%7131.0281
1740778 195.0566
o 257.0270 281.0515 3312102.337 0751
miz
140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 290 300 310 320 330
Minimum: -1.5
Maximum: 15 1 ) 50
Mass Calc mDa PEM DBE i-FIT Conf (%)
73.0747 73.074% -0.2 -1.2 2.5 27.1 n/a n/a S
S3.1. HRMS spectra of compounds 3a
3b
Elemental Composition Report o Page 1
Single Mass Analysis N

Tolerance = 10.0 PPM / DBE: min =-1.5, max = 50.0 /H\
Element prediction: Off §

Number of isotope peaks used fori-FIT = 3 N

Monoisotopic Mass, Even Electron lons

52 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)
Elements Used:

C:0-10 H:0-20 N:0-3 0©:0-2 8S:0-2

R.Studzinska
180515 _AP_27 (0.194) Cm (7:9-18:29) 1: TOF MS ES+
9.75e+006
100 187.0905
% 209.0723
145.0437
188.0934
146.0465 ‘ 210.0755 271.0429
O—Hrr e T e T T T T T T T T T T T T T T T T T T T T T T MYZ
160 170 180 190 200 210 220 230 240 250 260 270

-1

S3.2. HRMS spectra of compounds 3b



Elemental Composition Report 3¢ o

Single Mass Analysis N

Tolerance = 10.0 PPM / DBE: min =-1.5, max =50.0 |
Element prediction: Off s
N

Number of isotope peaks used fori-FIT =3 N

Monoisotopic Mass, Even Electron lons

65 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)
Elements Used:

C:0-15 H:0-20 N:0-3 0:0-2 S:0-2

R.Studzinska

180515_AP_3 7 (0.194) Cm (6:9-15:30)

100 201.1060
%
159.0592 2021082 2230878
160.0620 ’ 224 0912
o L . N B o L R o ot R R T e
160 170 180 190 200 210 220 230 240 250 260
Minimum: -1.5
Maximum: 15.0 10.0 50.0
Mass Calc. Mass mDa PEM DBE i-FIT Norm Conf (%) Formula
201.1060 201.1062 -0.2 -1.0 2.5 56.2 n/a n/a CS H17 NZ O &
S3.3. HRMS spectra of compounds 3c
Elemental Composition Report 3d o Page 1
Single Mass Analysis N
Tolerance = 10.0 PPM / DBE: min = -1.5, max = 50.0 ‘
Element prediction: Off s
Number of isotope peaks used fori-FIT = 3 N

Monoisotopic Mass, Even Electron lons

65 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)
Elements Used:

C:0-15 H:0-20 N:0-3 0:0-2 8S:0-2

R_Studzinska

180515_AP_4 7 (0.194) Cm (6:9-15:30) 1: TOF MS ES+
1.29e+007

100 201.1062

% 2230862

2021091 524 0911

2850591
m/z

° 160 170 180 190 200 210 220 230 240 250 260 270 280
Minimum: -1.5
Maximum: 15 1 50
Mass Calc. Mas mDa PPM DBE 1-FIT Norm Conf (%) Formul
201.1062 201.1062 0.0 0.0 2.5 54.4 n/a n/a C% H17 NZ O S

S3.4. HRMS spectra of compounds 3d



Elemental Composition Report Page 1

3e o]
Single Mass Analysis
Tolerance = 10.0 PPM / DBE: min =-1.5, max = 50.0 N|
Element prediction: Off )\
Number of isotope peaks used for i-FIT = 3 N s
H

Monoisotopic Mass, Even Electron lons

66 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)
Elements Used:

C:0-15 H:0-20 N:0-3 0:0-2 S:0-2

R Studzinska
180515_AP_5 7 (0.194) Cm (7:8-(1:4+14:29)) 1: TOF MS ES+
4.480+006
100 167.0007
%
Hoo 188.0038 281.0517
‘ 2090727 573 0644 237.0800 2731683 27 3152154 331.2102 345 2958
O P P T T T T T T T T T T T T T T T T T e T T T T e e e e e e MYz

150 160 170 180 190 200 210 220 230 240 250 260 270 280 280 300 310 320 330

S3.5. HRMS spectra of compounds 3e

Elemental Composition Report Page 1
3f °
Single Mass Analysis
Tolerance = 10.0 PPM / DBE: min =-1.5, max = 50.0 N
Element prediction: Off )L
Number of isotope peaks used for i-FIT = 3 " s
H

Monoisotopic Mass, Even Electron lons

51 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)

Elements Used:

C:0-15 H:0-20 N:0-3 0:0-2 S:0-2

R.Studzinska

180515_AP_8 7 (0.194) Cm (6:9-(1:3+12:30)) 1: TOF MS ES+
7.53e+005

100 235.0909

% 257.0727

193.0438 236.0938

258.0756 279 9545

L e e L A s e e e s e e e e B . e e L e e LA e el 1174
200.0 2100 2200 2300 2400 250.0 260.0 2700

Minimum:
Maximum: 15.0 10.0

Mass Calc. Mass mDa PPM DBE i-FIT Norm Conf (%) Fo

S3.6. HRMS spectra of compounds 3f



Elemental Composition Report 3 ° Page 1

Single Mass Analysis ‘ o
Tolerance = 10.0 PPM / DBE: min =-1.5, max = 50.0 )\

Element prediction: Off /LN s

Number of isotope peaks used for i-FIT = 3 H

Monoisotopic Mass, Even Electron lons

171 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)
Elements Used:

C:0-15 H:0-20 N:0-3 0:0-2 S:0-2 Br:0-8

R_Studzinska

180515 _AP_9 7 (0.194) Cm (5:11-(1:4+13:30)) 1: TOF MS ES+
3.80e+006

100 314.9991

336.9810

316.0024

1859746 2029352 272 9521

° 190 200 210 220 230 240 250 260 270 280 290 300 310 320 330 e
-1.5
15 1 50.¢
Mass Calc lass mDa PPM DBE i-FIT Norm Conf (%) Formula
313 11 313.001 .1 6.5 28.9 n/a n/a Clz H14 N2 O S Br

S3.7. HRMS spectra of compounds 3g

Elemental Composition Report 3h Page 1
o
Single Mass Analysis
Tolerance = 10.0 PPM / DBE: min =-1.5, max = 50.0 N
Element prediction: Off )‘\
Number of isotope peaks used for i-FIT = 3 N s
H
Monoisotopic Mass, Even Electron lons
58 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)
Elements Used:
C:0-15 H:0-20 N:0-3 0:0-2 8S:0-2
R.Studzinska
180515_AP_6 7 (0.194) Cm (6:9-(15:30+1:4)) 1: TOF MS ES+
2 86e+007
100 2271221
%
185.0749 2281248 2491038
- e e e e e e e e e e i

185.0 190.0 195.0 2000 2050 2100 2150 2200 2250 230.0 2350 2400 2450 2500

1.5

S3.8. HRMS spectra of compounds 3h



Elemental Composition Report Page 1

o
3i
Single Mass Analysis N
Tolerance = 10.0 PPM / DBE: min =-1.5, max = 50.0 |
Element prediction: Off
Number of isotope peaks used for i-FIT = 3 N s
Monoisotopic Mass, Even Electron lons
65 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)
Elements Used:
C:0-15 H:0-20 N:0-3 0:0-2 S:0-2
R.Studzinska
180515_AP_7 7 (0.194) Cm (6:9-(1:3+16:30)) 1: TOF MS ES+
1.47e+007
100 199.0910
%
221.0728
85.0772 115.0225 157.0442  171.0600
R VA e LN s S NN =11 ——— 1
100 120 140 160 180 200 220 240 260 280 300 320
-1.5
15 1 ) 50.0
Mass calc mDa DEE i-FIT Norm Conf (%)
9.0910 99.0905 1.5 2.5 .5 56.7 n/a n/a 0 S

S3.9. HRMS spectra of compounds 3i



