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Figure S1. ESI-HRMS spectrum of compound 2
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Figure S2. ESI-HRMS spectrum of compound 3



Display Report

Analysis Info

Acquisition Date  29.09.2020 14:35:42
Analysis Name  D:\Data\Chizhow\INEOS\Laskova\da-037_&clb.d

Method tune_wide.m Operator BDAL@DE
Sample Name  /CHIZ DA-037 Instrument maXis 43
Comment CH3CN 100 %, dil. 200, calibrant added
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.5 Bar
Focus 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 3000 m/z Set Collision Cell RF 1200.0 Vpp Set Divert Valve Waste
Intens. | - i 8
tons, 553.4844 +MS, 0.0-1.0min #(2-59)
6_
4_
686.6602
338.3413
2_
1521.9715 2121.9318
I 2721.8905
0 Iy TR | T \
500 1000 1500 2000 2500 m/iz
Intens. +MS, 0.0-1.0min #(2-59)
x104] 686.6602
3] 685.6627
] 687.6586
2_
) 684.6654
1:
1 683.6676 688.6601
682.6650 689.6621
04 A o
2500 C37H71BaN40O, M+nH ,687.65
] 686.6594
] 685.6614
2000
1500
1 684.6648 687.6543
1000
500 683.6684 688.6573
1 6826720 689.6605
683 684 685 686 687 688 689 m/z
Bruker Compass DataAnalysis 4.0 printed: 29.09.2020 15:35:04 Page 1 of 1

Figure S3. ESI-HRMS spectrum of compound 5



Display Report

Analysis Info
Analysis Name
Method
Sample Name
Comment

tune_wide.m
/CHIZ DA-032

D:AData\Chizhov\INEOS\Laskova\da-032_8&clb.d

CH3CN 100 %, dil. 20, calibrant added

Acquisition Date  29.09.2020 14:11:16

Operator
Instrument

BDAL@DE

maxXis 43

Acquisition Parameter
Source Type ESI
Focus Active
Scan Begin 50 m/z
Scan End 3000 m/z

lon
Set

Polarity
Capillary

Set End Plate Offset
Set Collision Cell RF

Positive
4500V
-500 V
1200.0 Vpp

0.5 Bar
180 °C
4.0 I/min
Waste

Set Nebulizer
Set Dry Heater
Set Dry Gas
Set Divert Valve

Intens. |

x104- 338.3412

622.0289

755.6929

o-

922.0098

1194.8173
Al A

Ahodhiia

1521.9716

(TR TR e

+MS, 0.0-1.0min #(1-59)

2121.9329

2721.8949

2459.2667

Al o bil

. Il sl

500

1000

1500

2000 2500 m/z

\ntens.g
x104]
1.953
1.00
0.757
0501 752.7026

3 750.4064 751.7066

0.255
] 749.3129 A le

L

753.6995

A

755.6929

754.6962 756.6897

i

+MS, 0.0-1.0min #(1-59)

757.6867

758.6837

759.6807
760.6765

0.007
20005
1500?
1000% 752.7034

751.7070
750.7106

|

5001

] 749.7142
0 i L

753.6998

755.
754.6962

6936

756.6890

A 5
C20H61B27CoN502, M+nH ,760.67

757.6853

758.6816

759.6779
l 760.6812

750 752

Bruker Compass DataAnalysis 4.0

754

756

printed: 29.09.2020 1

758 760 762 miz

4:49:23 Page 1 of 1

Figure S4. ESI-HRMS spectrum of compound 10
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Figure S5. ESI-HRMS spectrum of compound 11
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Figure S6. ESI-HRMS spectrum of compound 12
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Figure S13. '"H NMR spectrum of compound 2
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Figure S29. '"H NMR spectrum of compound 11
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Figure S32. C NMR spectrum of compound 11
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