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1. HRMS analysis of the compounds 9-29
1.1 compound 9

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Not active Set Capillary 4500 V Set Dry Heater 180 °C
Scan Begin 50 m/z Set End Plate Offset -500 v Set Dry Gas 4.0 I/min
Scan End 1300 m/z Set Charging Voltage 2000 V Set Divert Valve Source
Set Corona 0nA Set APCI Heater o°Cc
Intens, 3.d: +MS, 0.1-0.2min #5-14
x106
1+
1.51 3904291
1.0
0.5 1+
391.1321
1+
fL 392.1286
0.0 i : , : : : . \
388 389 390 391 392 393 mfz
1.2 compound 10
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Not active Set Capillary 4500 V Set Dry Heater 180 °C
Scan Begin 50 m/z Set End Plate Offset -500 V Set Dry Gas 4.0 I/min
Scan End 1300 m/z Set Charging Voltage 2000 V Set Divert Valve Source
Set Corona 0 nA Set APC| Heater 0°C
Intens. | 4.d: +MS, 0.1-0.2min #7-12
x105
] i
402:1481
1.004
0.75
0.50
1+
403.1511
0.25 14
404.1486
0.00 ; , : ‘
400 401 402 403 404 405 406 407 m/z
1.3 compound 11
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Not active Set Capillary 4500 V Set Dry Heater 180 °C
Scan Begin 50 m/z Set End Plate Offset -500 V Set Dry Gas 4.0 I/min
Scan End 1300 m/iz Set Charging Voltage 2000 V Set Divert Valve Source
Set Corona 0nA Set APCI Heater 0°C
Intens. 5.d: +MS, 0.2-0.3min #9-18
x105
1+
1.257 4282001
1.004
0.75
0:504 429.2399
431.2766
0.254
430_2432] 432.2799 434.1896
0.00 . . . — bl e ey : .
4225 425.0 4275 430.0 4325 435.0 437.5 440.0 4425 miz



1.4 compound 12

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Not active Set Capillary 4500 vV Set Dry Heater 180°C
Scan Begin 50 m/z Set End Plate Offset -500 V Set Dry Gas 4.0 l/min
Scan End 1300 m/z Set Charging Voltage 2000 V Set Divert Valve Source
Set Corona 0nA Set APCI Heater 0°C
Intens. | 6.d: +MS, 0.1-0.2min #7-11
x105
1+
34 430,1430
2.
14
0 . : l | L b - g :
420 425 430 435 440 445 miz
1.5 compound 13
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Not active Set Capillary 4500 V Set Dry Heater 180°C
Scan Begin 50 miz Set End Plate Offset -500 vV Set Dry Gas 4.0 I/min
Scan End 1300 m/z Set Charging Voltage 2000 V Set Divert Valve Source
Set Corona 0nA Set APC| Heater 0°C
Intens. 2.d: +MS, 0.1-0.2min #6-13
x108
1+
0.8 390:1281
0.64
- 1+
04 391.2843
0.2 1+
ﬂ 3922876
00l : ; . S— - e . ;
388.5 389.0 389.5 390.0 390.5 391.0 391.5 392.0 392.5 393.0 m/z
1.6 compound 14
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Not active Set Capillary 4500 V Set Dry Heater 180°C
Scan Begin 50 m/z Set End Plate Offset -500 V Set Dry Gas 4.0 I/min
Scan End 1300 m/z Set Charging Voltage 2000 V Set Divert Valve Source
Set Corona 0nA Set APCI Heater 0°C
Intens. 1.d: +MS, 0.1-0.4min #8-23
x106 =
1.0 386:1532
0.8
0.6
0.4
1+
387.1563
0.2 14
jt 388.1529
0.0L1, ' — " — Y ;
384 385 386 387 388 389 miz



1.7 compound 15

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Not active Set Capillary 4500 V Set Dry Heater 180°C
Scan Begin 50 m/z Set End Plate Offset -500 vV Set Dry Gas 4.0 l/min
Scan End 1300 m/z Set Charging Voltage 2000V Set Divert Valve Source
Set Corona 0 nA Set APCI Heater 0°C
Intens. 8.d: +MS, 0.1-0.2min #3-14|
X105
1 424,0885
0.8
| 429.2394
0.6
0.44
) e 088 431.2758
0.2 425.0914 430.2428
b 434.1890
428.1993 432.2795
i 419.2634 4223259 i u l 431921
418 420 422 424 426 428 430 432 434 436 miz
1.8 compound 16
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Not active Set Capillary 4500 V Set Dry Heater 180°C
Scan Begin 50 m/z Set End Plate Offset -500 v Set Dry Gas 4.0 l/min
Scan End 1300 m/z Set Charging Voltage 2000 V Set Divert Valve Source
Set Corona 0nA Set APCI| Heater 0°C
Intens. ] 9.d: +MS, 0.2-0.5min #14-26
X105
1+
4364091
6.
41
1+
438.1066
2_ o
437.1122
1+
L ' 439.1095
ol : | I I N : ; ;
432 434 436 438 440 442 444 446 m/z
1.9 compound 17
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Not active Set Capillary 4500 V Set Dry Heater 180 °C
Scan Begin 50 m/z Set End Plate Offset -500 vV Set Dry Gas 4.0 l/min
Scan End 1300 m/z Set Charging Voltage 2000 V Set Divert Valve Source
Set Corona 0 nA Set APCI Heater 0°C
Intens. ] 10.d: +MS, 0.1-0.2min #3-11]
x107]
] 1+
257 408.3108
2.0 1+
] 406.0985
1.59
1.09 1+
] 409.3141
] 1+
0.5] 407.1014 JL
0.0 : , , : , A
404 405 406 407 408 409 m/z



1.10 compound 18

Acquisition Parameter

Source Type

ESI

lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Not active Set Capillary 4500V Set Dry Heater 180 °C
Scan Begin 50 m/z Set End Plate Offset -500 V Set Dry Gas 4.0 I/min
Scan End 1300 m/z Set Charging Voltage 2000V Set Divert Valve Source
Set Corona 0nA Set APCI Heater 0°C
Intens. 0725-3.d: +MS, 0.3-0.5min #15-29
x108 1+
462:1611
3
2
1+
464.1587
1+
1 463.1642
H 1+
I iqss,ms
04 - - : : e . - - - r
452.5 455.0 460.0 462.5 465.0 467.5 470.0 472.5 475.0 m/z
1.11 compound 19
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Not active Set Capillary 4500 V Set Dry Heater 180°C
Scan Begin 50 m/z Set End Plate Offset -500 V Set Dry Gas 4.0 I/min
Scan End 1300 m/z Set Charging Voltage 2000 v Set Divert Valve Source
Set Corona 0nA Set APCI Heater o°c
Intens. 11.d: +MS, 0.1-0.2min #4-12
x10%
1 1+
464:1037
4_
3_
1+
2] 466.1013
1+
465.1069
17 1+
467.1040
0 L ; 471.3078
458 460 462 464 466 468 470 472 474 miz
1.12 compound 20
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Not active Set Capillary 4500 V Set Dry Heater 180 °C
Scan Begin 50 m/z Set End Plate Offset -500V Set Dry Gas 4.0 I/min
Scan End 1300 m/z Set Charging Voltage 2000V Set Divert Valve Source
Set Corona 0nA Set APCI Heater 0°C
Intens. 0725-2.d: +MS, 0.1-0.2min #4-11
x105 1+
4240892
5
4
3
1+
426.0864
2 1+
425.0922
1 1+
427.0892
B l : 429..2403
4175 4200 4225 4250 4275 4300 4325 4350 4375 'miz




1.13 compound 21

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Not active Set Capillary 4500 V Set Dry Heater 180°C
Scan Begin 50 m/z Set End Plate Offset -500 V Set Dry Gas 4.0 I/min
Scan End 1300 m/z Set Charging Voltage 2000 V Set Divert Valve Source
Set Corona 0 nA Set APCI Heater 0°C
Intens. 7.d: +MS, 0.1-0.2min #3-12
x105
1+
424.0891
34
2.
1+
426.0864
14
425.0921
1+ 429.2400
427.0893 431.2765
0 r . : . , : , : . .
420 422 424 426 428 430 432 m/z
1.14 compound 22
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Not active Set Capillary 4500 vV Set Dry Heater 180°C
Scan Begin 50 miz Set End Plate Offset -500 V Set Dry Gas 4.0 l/min
Scan End 1300 m/z Set Charging Voltage 2000V Set Divert Valve Source
Set Corona 0nA Set APCI Heater 0°c
Intens.1 12.d: +MS, 0.1-0.2min #7-13
x104]
463:1196
5,
4.
3] 464.1051
] 465.1154
2:
11 466.1035
o u 467.]&062 463.1020
460 451 462 463 464 465 466 467 468 469  miz
1.15 compound 23
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Not active Set Capillary 4500 V Set Dry Heater 180 °C
Scan Begin 50 m/z Set End Plate Offset -500 V Set Dry Gas 4.0 I/min
Scan End 1300 m/z Set Charging Voltage 2000V Set Divert Valve Source
Set Corona 0nA Set APC| Heater 0°C
Intens. 14.d: +MS, 0.1-0.2min #6-11,
x105
1+
424,0891
6_
4.
1 1+
426.0865
24 1+ |
425.0922 |
| | 1+
\ 427.0892 1+
6 L I | 428.0852
422 423 424 425 426 427 428 miz



1.16 compound 24

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Not active Set Capillary 4500 V Set Dry Heater 180°C
Scan Begin 50 m/iz Set End Plate Offset -500 vV Set Dry Gas 4.0 ¥min
Scan End 1300 m/z Set Charging Voltage 2000 V Set Divert Valve Source
Set Corona 0nA Set APCI Heater 0°C
Intens. 15.d: +MS, 0.1-0.2min #4-13|
x105
1+
154 436:1091
1.0
438.1066
0.5 1+
437.1122
439.1092
0.0 435.1929 L . 440.1066
ST T Tas T4z a7 a3 Taze 440 miz
1.17 compound 25
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Not active Set Capillary 4500 V Set Dry Heater 180°C
Scan Begin 50 m/z Set End Plate Offset -500 V Set Dry Gas 4.0 Vmin
Scan End 1300 m/z Set Charging Voltage 2000 V Set Divert Valve Source
Set Corona 0nA Set APCI Heater 0°C
Intens. ] 16.d: +MS, 0.1-0.2min #4-13
x1067
q 1+
] 406:0985
1.254
1.001
0.751
] 1+
0,501 408.0959
507 14
b 407.1015
0.257 1+
] 409.0987
0.001 : : ‘ 18— o :
402 404 406 408 410 412 miz
1.18 compound 26
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Not active Set Capillary 4500 V Set Dry Heater 180 °C
Scan Begin 50 m/z Set End Plate Offset -500 v Set Dry Gas 4.0 I/min
Scan End 1300 m/z Set Charging Voltage 2000V Set Divert Valve Source
Set Corona 0nA Set APCI| Heater 0°C
Intens. 0725-4.d: +MS, 0.1-0.3min #8-17
x103 1+
462:1609
6
4
1+
1+464.1585
2 463.1640'
B
1+
[ 465.1611
Al | | , RN - | | | |
4525 455.0 4575 460.0 462.5 465.0 467.5 470.0 4725 475.0 miz




1.19 compound 27

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Not active Set Capillary 4500 V Set Dry Heater 180°C
Scan Begin 50 m/z Set End Plate Offset -500 V Set Dry Gas 4.0 I/min
Scan End 1300 m/z Set Charging Voltage 2000 V Set Divert Valve Source
Set Corona 0nA Set APCI Heater 0°C
Intens. | 17.d: +MS, 0.1-0.2min #5-13|
X109
1 1+
3 4641040
2_
1 466.1017
14 +
1 465.1072
| L * 467.1043
L 471.3082
0 T T T T 'n T 1 T T
460 462 464 466 468 470 472 474 miz
1.20 compound 28
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Not active Set Capillary 4500 V Set Dry Heater 180°C
Scan Begin 50 m/iz Set End Plate Offset -500 v Set Dry Gas 4.0 I/min
Scan End 1300 m/iz Set Charging Voltage 2000 V Set Divert Valve Source
Set Corona 0nA Set APCI| Heater 0°C
Intens. 13.d: +MS, 0.1-0.2min #4-12
x105]
1+
424,0892
2.07
1.5
1.0
426.0864
1+
051 425.0922
| , || A27.0892 428.2000
(172 N y W S N S
422 423 424 425 426 427 428 m/z
1.21 compound 29
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Not active Set Capillary 4500 vV Set Dry Heater 180 °C
Scan Begin 50 m/z Set End Plate Offset -500 vV Set Dry Gas 4.0 l/min
Scan End 1300 m/z Set Charging Voltage 2000 V Set Divert Valve Source
Set Corona 0nA Set APCI Heater 0°C
Intens. 18.d: +MS, 0.1-0.3min #5-15|
x105]
463,200
1.0
0.8
0.6
465.1170
0.4
464.1216
0.29 466.1184
ool ; : : L : T :
456 458 460 462 464 466 468 470 miz



2. Copies of NMR spectra

2.1 compound 9

'H NMR Spectrum
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2.2 compound 10

"H NMR Spectrum
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2.3 compound 11

"H NMR Spectrum
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2.4 compound 12

"H NMR Spectrum
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2.5 compound 13
"H NMR Spectrum
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2.6 compound 14

"H NMR Spectrum
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2.7 compound 15

"H NMR Spectrum
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2.8 compound 16

"H NMR Spectrum
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2.9 compound 17
"H NMR Spectrum
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2.10 compound 18
"H NMR Spectrum
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2.11 compound 19
"H NMR Spectrum
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2.12 compound 20

'"H NMR Spectrum
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2.13 compound 21
"H NMR Spectrum
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2.14 compound 22

"H NMR Spectrum
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2.15 compound 23

"H NMR Spectrum
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2.16 compound 24

"H NMR Spectrum
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2.17 compound 25

"H NMR Spectrum
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2.18 compound 26

"H NMR Spectrum
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2.19 compound 27
"H NMR Spectrum
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2.20 compound 28
"H NMR Spectrum
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2.21 compound 29
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