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Fig 2: "TH NMR of compound 16b
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Fig 4: 3C NMR of compound 17a
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Fig 6: 3C NMR of compound 17b
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Fig 8: 13C NMR of compound 17¢
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Fig 10: 13C NMR of compound 17d
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Fig 12: 13C NMR of compound 18a
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Fig 14: 3C NMR of compound 18b
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Fig 26: 13C NMR of compound 19d
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Fig 58: "TH NMR of compound 20k
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Fig 60: 3C NMR of compound 201
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2. HRMS data of selected compounds:

Sample Name SM16A

Inj Vol

ik

Data Filename SM16A.d

Position

InjPosition
ACQ Method

P1F1 Instrument Name Instrument 1
- SampleType Sample
29.10.2014.m Comment

User Name

IRM cCalibration Status

Acquired Time

lcmsdu-PC\admin
Success
09-03-2015 16:34:33

x10 4

1.65
1.6
1.55
1.5
1.45
1.4
1.35
1.3
1.25
1.2
1.15 -
1.7 -
1.05

0.05 -

C11 H12 ClI N3: +ESl Scan (0.131-0.415 min, 18 Scans) Frag=100.0v SM16A.d

0796

222.
(IC11 H12 ClI N3]+H)+

223.0937
| 224.0779
([C7 H14 Cl N3 O3]+H)+

220.5 221 221.5

Sample Name SM16B

Inj Vol
Data Filen

x10 4
a4

3.8
3.6
3.4
3.2

2.8
2.6

2.4

.

0.6
0.4
0.2

1
ame  SM16B.d

Position

InjPosition
ACQ Method

Fig 61: HRMS data of compound 16a

P1E9 Instrument Name Instrument 1
SampleType Sample
29.10.2014.m Comment

222 222.5 223 223.5 _ 224 224.5 225 225.5

User Name

226

IRM Calibration Status

Acquired Time

226.5

lcmsdu-PC\admin
Success
09-03-2015 16:36:49

C12 H14 Cl N3: +ES| Scan (0.080-0.480 min, 25 Scans) Frag=100.0v SM16B.d

236.0947
([C12 H14 ClI N3]+H)+

238.0925

([C12 H14 CI N3]+H)+
|
| 237.0975 |
235.0637 | ([C12 H14 CI N3]+H)+ |
: \
|
| |
! ‘ ]
235 235.5 236 236.5 237 237.5 238 238.5 239 239.5 240 240.5

Fig 62: HRMS data of compound 16b
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Qualitative Compound Report

'Cpd 1: CI9H21 CIN6 O 385.1542

MFE MS Spectrum

10.225 |Find by Molecular Feature 384.1471

x10 6 |Cpd 1: C19 H21 CI N6 O: +ESI MFE Spectrum (0.130-0.781 min) Frag=135.0V SM731.d

* 385/1542
(IC19 H21 CI N6 O]+H)+
4
3
2
1
0
150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950
Counts vs. Mass-to-Charge (m/z)
MFE MS Zoomed Spectrum

x10 8 |Cpd 1: C19 H21 CI N6 O: +ESI MFE Spectrum (0.130-0.781 min) Frag=135.0V SM731.d
5

w

N

-

* 385/1542
(IC19 H21 I N6 OJ+H)+

180 200

220 240 260 280 300 320 340 360 380 400 420

Counts vs. Mass-to-Charge (m/z)

Fig 63: HRMS data of compound 19a

Data File SM731.d Sample Name SM731
Sample Type Sample Position P1B4
Instrument Name Instrument 1 User Name lemsdu-PC\admin
Acq Method 29.10.2014.m Acquired Time 11-02-2015 13:25:44
IRM Calibration Status Butcgss T = | pA Method Default.m
Comment
Sample Group Info.
Acquisition SW 6200 series TOF/6500 series
Version Q-TOF B.05.01 (B5125)
Compound Table
MFG DIt
Compound Label RT Mass Formula MFG Formula (ppm) DB Formula
Cpd 1: CI9H21 CIN6 O  0.225 384.1471 C19 H21 CIN6 O C19 H21 CIN6 O -1.38 C19 H21 CIN6 O
Compound Label m/z RT Algorithm Mass
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Qualitative Compound Report

Data File SM-733.d Sample Name  SM-733

Sample Type Sample Position P2A7

Instrument Name Instrument 1 User Name lemsdu-PC\admin
Acq Method 29.10.2014.m Acquired Time  10-02-2015 15:46:47

IRM Calibration Status [BUEEss T T DA Method Default.m
Comment

Sample Group Info.
Acquisition SW 6200 series TOF/6500 series
Version Q-TOF B.05.01 (B5125)
Table
MFG DT
Label RT Mass Formula MFG Formula (ppm) DB Formula
Cpd 6: CI9H21 N6 O 0.228 384.1462 CI9H21 CIN6 O CI9H21 A N6 O 0.99 C19H21 CIN6 O

\Compound Label __[m/z __ |RT _ [Agorithm ____ [Mass |
;de 6: CI9H21 N6 O | 385.1534 {0.228  |Find by Molecular Feature 384.1462 I
[.‘_.._ SN = =8 = | i u L i .kJ
MFE MS Spectrum
x10 4 |Cpd 6: C19 H21 CI N6 O: +ESI MFE Spectrum (0.128-0.545 min) Frag=135.0V SM-733.d
385.1534
8 (IC19 H21 QI N6 OJ+H)+

4

2

0

150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950
Counts vs. Mass-to-Charge (m/z)

MFE MS Zoomed Spectrum

x10 4 |Cpd 6: C19 H21 CI N6 O: +ESI MFE Spectrum (0.128-0.545 min) Frag=135.0V SM-733.d

4

o

385./1534
8 (IC18 H21 gI N6 OJ+H)+

180 200 220 240 260 280 300 320 340 360 380 400
Counts vs. Mass-to-Charge (m/z)

Fig 64: HRMS data of compound 20a
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3. HPLC of selected compounds:

mAl _|
250 . | |
7 |

200 |
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¥ [min] [min]

Fig 66: HPLC of compound 19i
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Fig 67: HPLC of compound 19j
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Fig 68: HPLC of compound 19k
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