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TH-NMR spectrum of compound 2a
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TH-NMR spectrum of compound 3b
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H-NMR spectrum of compound 4b
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TH-NMR spectrum of compound 5a
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'TH-NMR spectrum of compound 5S¢
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'TH-NMR spectrum of compound 5d
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'TH-NMR spectrum of compound 5f
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TH-NMR spectrum of compound Al
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28 Ee & 2R 33 b4y ==
= 89 % d= emo & g & i
= 3 fm &8 oo == =] cq
= = == = == == = =) WA
(' I [ |1 | Il
Parameter =1
1 Origin Bruker BioSpin GmbH
2 Owner root NG
3 Solvent DMSO @ & "
-{-Temparature 2_.95,0 u "Jk/ﬁr “OH
3 Number of Scans 500 H o
6 Spectrometer Frequency 130.94
7 Nucleus 13C
]
I ]
.-MJ T ARSI AR MRS S WA AP
T T T T T T T T T T T T T T T T T
o 170 160 150 140 130 120 110 100 30 80 0 &0 30 40 30 20 10 o



TH-NMR spectrum of compound A2
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H-NMR spectrum of compound A3
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I3C-NMR spectrum of compound A3
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'TH-NMR spectrum of compound A4
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I3C-NMR spectrum of compound A4
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TH-NMR spectrum of compound A6
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TH-NMR spectrum of compound A7
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'TH-NMR spectrum of compound A8
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I3C-NMR spectrum of compound A9
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'TH-NMR spectrum of compound A14
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TH-NMR spectrum of compound A15
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I3C-NMR spectrum of compound A16

'TH-NMR spectrum of compound A17
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'TH-NMR spectrum of compound A18
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I3C-NMR spectrum of compound A23
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I3C-NMR spectrum of compound A24
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'TH-NMR spectrum of compound A27
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I3C-NMR spectrum of compound A30
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I3C-NMR spectrum of compound A31
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I3C-NMR spectrum of compound A32
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I3C-NMR spectrum of compound A33
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'TH-NMR spectrum of compound A36
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'TH-NMR spectrum of compound A37
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'TH-NMR spectrum of compound A38
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'TH-NMR spectrum of compound A39
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I3C-NMR spectrum of compound C9
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I3C-NMR spectrum of compound C10
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1: TOF MS ES+
10
432.1092
([C20 H19 N5 O3 S]+Na])+
%
T T T T T T T T T T T T T T T T m/z
431.600 431.700 431.800 431.900 432.000 432.100 432.200 432.300 432.400
The HRMS spectrum of compound C4
1: TOF MS ES+
10
359.0840
([C16 H12 N& O3]+Nal)+
358.9013
%
L e o L I o o e L e o L e e e e el 1174
358.300 358.400 358.500 358.600 358.700 358.800 358.900 359.000 359.100

The HRMS spectrum of compound C5



1: TOF MS ES+

373.1038
([C17 H14 N6 O3)+Na])+
10
373.6545
%
0 m/z
372.800 372.900 373.000 373.100 373.200 373.300 373.400 373.500 373.600 373.700 373.800
The HRMS spectrum of compound C6
1: TOF MS ES+
10
419.0855
(IC18 H16 N6 O3 S]+Na])+
%
T T T T T T T T T T T T T T T T T T m/z
418.500 418.600 418.700 418.800 418.900 419.000 419.100 419.200 419.300
The HRMS spectrum of compound C7
1. TOF MS ES+
433.1082
10 ([C19 H18 N6 O3 S)+Na])+
433.8548
%
m/z
433.000 433.100 433.200 433.300 433.400 433.500 433.600 433.700 433.800 433.900 434.000
The HRMS spectrum of compound C8
1: TOF MS ES+
10
386.1234
([C19 H17 N5 O3]+Na])+
385.6004
%
T T T T T T T T T T T T T T T T T T m/z
385.400 385.500 385.600 385.700 385.800 385.900 386.000 386.100 386.200
The HRMS spectrum of compound C9
1. TOF MS ES+
400.1342
101 (IC20 H19 N5 O3]+Na])+
400.5055
%
0 m/z
399.600 399.700 399.800 399.900 400.000 400.100 400.200 400.300 400.400 400.500 400.600

The HRMS spectrum of compound C10



1: TOF MS ES+

446.1248
iod (IC21 H21 N5 O3 S]+Na])+
445.4382
Yo
0 T T T L e e e T T T T T UL i o T T U T miz
445.400 445.500 445.600 445.700 445.800 445.900 446.000 446.100 446.200 446.300
The HRMS spectrum of compound C11
1: TOF MS ES+
460.1462
10 (IC22 H23 N5 03 S|+Na])+
460.4638
%
L o e B B B B B B B e e e e e il 11174
459.600 459.700 459.800 459.900 460.000 460.100 460.200 460.300 460.400 460.500
The HRMS spectrum of compound C12
1: TOF MS ES+
10
358.0932
(IC17 H13 N5 O3]+Na])+
358.6010
%
L T L B L B B L B L B B L B B B L B B B s m el 14
358.000 358.100 358.200 358.300 358.400 358.500 358.600 358.700 358.800
The HRMS spectrum of compound C13
1: TOF MS ES+
10
372.1056
([C18 H15 N5 O3]+Na])+
%
T T T T T T T T T T T T T T T T m/z
371.700 371.800 371.900 372.000 372.100 372.200 372.300 372.400 372.500
The HRMS spectrum of compound C14
1. TOF MS ES+
418.0932
- (IC19 H17 N5 O3 S]+Na])+
Yo
0 m/z

417.200 417.300 417.400 417.500 417.600 417.700 417.800 417.900 418.000 418.100 418.200

The HRMS spectrum of compound C15



1: TOF MS ES+

432.1088
- ([C20 H19 N5 O3 S]+Na])+
432.5536
%
o
431.700 431.800 431.900 432.000 432.100 432.200 432.300 432.400 432.500 432.600 432.700
The HRMS spectrum of compound C16
1: TOF MS ES+
10
372.1036
(IC18 H15 N5 O3]+Na])+
371.6319
%
T T T T T T T T T T T T T T T T T T m/z
371.400 371.500 371.600 371.700 371.800 371.900 372.000 372.100 372.200
The HRMS spectrum of compound C17
1: TOF MS ES+
10
386.1201
([C19 H17 N5 O3}+Na])+
386.7818
%
L T e B L B B B B L B B L B B B L B L B B el 14
386.000 386.100 386.200 386.300 386.400 386.500 386.600 386.700 386.800
The HRMS spectrum of compound C18
1: TOF MS ES+
10
432.1135
([C20 H19 N5 O3 S]+Na])+
431.7624
%
T T T T T T T T T T T T T T T T m/z
431.700 431.800 431.900 432.000 432.100 432.200 432.300 432.400 432.500
The HRMS spectrum of compound C19
1. TOF MS ES+
446.1288
([C21 H21 N5 O3 S)+Na))+
10
446.7041
%
m/z
445.800 445.900 446.000 446.100 446.200 448.300 446.400 446.500 446.600 4486.700 446.800

The HRMS spectrum of compound C20



1: TOF MS ES+

10
386.1192
([C19 H17 N5 O3]+Na])+
% 386.4863
L L B L B B L B L B B B B B L B B B me 14
386.000 386.100 386.200 386.30 386.400 386.500 386.600 386.700 386.800
The HRMS spectrum of compound C21
1: TOF MS ES+
10
400.1351
([C20 H19 N5 O3]+Na])+
400.3769
%
T T T T T T T T T T T T T T T T T m/z
399.600 399.700 399.800 399.900 400.000 400.100 400.200 400.300 400.400
The HRMS spectrum of compound C22
1: TOF MS ES+
10
446.1220

(IC21 H21 N5 O3 S]+Na])+

447.1203

446.00 446.20 446.40 446.60 446.80 447.00 447.20

The HRMS spectrum of compound C23

1: TOF MS ES+
10
460.1418
(IC22 H23 N5 O3 S]+Na])+
Yo
L 0 L A e o L e e T LD L . L S L m/z
459.700 4580.800 459.900 460.000 460.100 460.200 460.300 460.400 460.500
The HRMS spectrum of compound C24
1: TOF MS ES+
10 372.1062
(IC18 H15 N5 O3]+Na])+
Y%
368.1002
....|‘.‘]r"...‘;H.I‘H‘,.VH,.Hl‘.m‘]r.‘.‘”,"a.|..‘.1“..|.‘.‘x.Hrn/z
368.00 368.50 369.00 369.50 370.00 370.50 371.00

The HRMS spectrum of compound C25



1: TOF MS ES+

10
% 386.1205
([C19 H17 N5 03]+Na])+
O I B o o e B I B e e e B e o o o e T  m/z
385.00 385.20 385.40 385.60 385.80 386.00 386.20 38640 386.60 386.80
The HRMS spectrum of compound C26
1: TOF MS ES+
10i
4321121
([C20 H19 N5 03 S]+Na])+
Yo
432.5513
— T T T T T T T T T T ‘,‘, T MiZ
432.000 432.100 432.200 432.300 432.400 432.500 432.600 432.700 432.800
The HRMS spectrum of compound C27
1: TOF MS ES+
446.1262
10 ([C21 H21 N5 O3 S]+Na])+

440.0 441.0 442.0 443.0 444.0 445.0 446.0 447.0 448.0 449.0 450.0

The HRMS spectrum of compound C28
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HPLC spectra of C12
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