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'"H NMR, CDCL, 400 MHz
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BC{'H} NMR, CDCL, 101 MHz
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'"H NMR, acetone-ds, 400 MHz
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DEPT NMR, acetone-ds, 101 MHz
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'"H NMR, acetone-ds, 400 MHz
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13C{IH NMR, acetone-dg, 101 MHz
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DEPT NMR, acetone-ds, 101 MHz
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'"H NMR, CDCL, 400 MHz
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BC{'H} NMR, CDClL, 101 MHz
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'"H NMR, CDCL, 400 MHz
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BC{'H} NMR, CDClL, 101 MHz
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'"H NMR, acetone-ds, 400 MHz
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DEPT NMR, CDC}, 101 MHz
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BC{'H! NMR, CD;CN, 101 MHz
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DEPT NMR, CD3CN, 101 MHz
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'"H NMR, acetone-ds, 500 MHz
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BC{'H} NMR, acetone-d, 125 MHz
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DEPT NMR, CD;CN, 101 MHz
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DEPT NMR, acetone-ds, 101 MHz
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'"H NMR, acetone-ds, 400 MHz
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BC{'H} NMR, acetone-ds, 101 MHz
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DEPT NMR, acetone-ds, 101 MHz
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'"H NMR, acetone-ds, 400 MHz
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DEPT NMR, acetone-ds, 101 MHz
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Bc{|H} NMR, acetone-ds, 101 MHz
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DEPT NMR, acetone-ds, 101 MHz
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DEPT NMR, acetone-ds, 101 MHz
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'"H NMR, acetone-ds, 400 MHz
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BC{'H} NMR, acetone-ds, 101 MHz
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DEPT NMR, acetone-ds, 101 MHz SRR SRS S
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DEPT NMR, acetone-ds, 101 MHz
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BC{'H} NMR, CDCl, 125 MHz Only signals from CO ligands and from carbon atoms bonded to hydroggn atoms can be detected by BC{'H} NMR.
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'"H NMR, acetone-ds, 400 MHz
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BC{'H} NMR, acetone-ds, 101 MHz

ouexay

ouexdY

585 —

T'T9~_
919"

§6L~

18—

9'T0T~_
101"

§'00c—

asealb
ouexay

200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10
ppm

210

S63



0,
80
0T,
HHN\.
L
91 N.\u
'L
p-wJojololyd 9L
WL
182

"H NMR, CDCl, 400 MHz

Ohde

Co(C Ol

€60

10T
86°0

VL e |
W

-1.0

40 35 30 25 20 15 10 05 0.0 -05

4.5

11.0 105 100 95 90 85 80 75 70 65 6.0 55 50

11.5

ppm

S64



DEPT NMR, CDCL, 101 MHz
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HSQC NMR, CDCl, 400 MHz, 101 MHz
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COSY NMR, CDCl, 400 MHz
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NOESY NMR, CDCL, 400 MHz
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Mass Spectrum Report

Analysis Info

Analysis Name D:\Data\2018\may\17\DNA450.d

Acquisition Date

17.05.2018 16:03:25

Method tune_low.m Operator Bruker Customer
Sample Name DNA450 Instrument / Ser# micrOTOF 10223
Comment MeOH
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Not active Set Dry Heater 180 °C
Scan Begin 50 m/z Set Capillary 4500 V Set Dry Gas 4.0 I/min
Scan End 3000 m/z Set End Plate Offset -500 V Set Divert Valve Source
Intens. 333.0562 +MS, 0.0-0.5min #(2-28)
x104
COOMe
7 %o
6_
+
\ _/ Na
—
S
|
4- .
Chemical Formula: CygH{4NaO3S*
Exact Mass: 333,0556
2_
33 4.9594
318.3005 335.0644  340.2824
349.0358 365.0979
330.3364
324.9877 j 346.3313 J l 362.3264 A 368.3130 ., oo
ol b da 0 x, “ NN Y. . W 1. A M,.AIAJ.J\AIA A d  Kp A 0 h
310 320 330 340 350 360 370 m/z
Bruker Compass DataAnalysis 4.0 printed: 17.05.2018 16:05:27 Page 1 of 1
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Instrument Name: Shimadzu Nexera X2 LCMS-9030

Sample Name: EKh_79
Acquired: 30/05/2022

Interface: ESI

Nebulizing Gas Flow: 3,0 L/min
Heating Gas: On

Heating Gas Flow: 10,0 L/min

MASS SPECTRUM REPORT

Interface heater: Off

Interface Temperature: 45 C

Drying Gas:

Drying Gas Flow: 10,0 L/min
DL Temperature: 120 C
Heat Block: 120 C

Saint-Petersburg
State
University

Research Park

1:MS(+) RT:[0.687-0.692]-[0.170-0.372]

16e4 -]
14e4 -
1.2e4 - / /
1.0e4 - \ H*
8.0e3 -

6~083§ Chemical Formula: C51H5N20,S,*

: Exact Mass: 423,0468
4.093:
2.0e3§

14111906 4132141 4152110
00e07 4 2 N

ME2157 | 4172490

420.3009

4192614 4213030
o

4

423.0469

424.0504

425.0485

429.3182

l ,425421 51 427.2300
N

W A Y
1 2

4310982 4355399
r N

-

1.52e4

4352356

4343149 437.1942 1383791
N ok

Y

1.0e5 ;
2.0e5 -
3.0e5 é
4.0e5 é
5.0e5 é
6.0e5 é
7.0e5 -
8.0e5 é
9.0e5 é

1.0e6

1.1e6 -]

N
4260472 427.0453

425.0455

424.0497

4230468

B e
412
[C2TH14N204S2+H]+
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1.00e6


Наталья
Штамп


MASS SPECTRUM REPORT

Instrument Name: Shimadzu Nexera X2 LCMS-9030  Interface heater: Off Saint-Petersburg
Sample Name: Ekh_83 Interface Temperature: 45 C

Acquired: 12/05/2022 Drying Gas: State

Interface: ESI Drying Gas Flow: 10,0 L/min University
Nebulizing Gas Flow: 3,0 L/min DL Temperature: 120 C Research Park
Heating Gas: On Heat Block: 120 C

Heating Gas Flow: 10,0 L/min

1:MS(+) RT:[0.695-0.730]-[0.087-0.187] 7.56e3
487.1142

w
=3
@
w
'

488.1171
Chemical Formula: Co7H23N204S,*
2.0e3 .

Exact Mass: 487,1145 509.0063

10e3 e 503.1090
505.1234 510.0994
4901191 4911152 5010937 I 5061273 . 511.0968
[ ]

481.9826 485.0987\ 486.1056

0.0e0 L

\ \
491.1142
1065 490.1153

489.1141

1 4881175

8.0e5

487.1145
L e S S e S e S e e B L s e e S e B B e e S S e e B e e S e B e e e e e S S e B B S S S S B S B S S B B

465.0 4675 4700 472.5 475.0 4775 480.0 4825 485.0 4875 490.0 4925 495.0 4975 500.0 502.5 505.0 507.5 510.0 5125 m/z
[C27TH22N203S2+H]+ 1.00e6
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Display Report

Analysis Info

Analysis Name

D:\Data\Work\2018\January\24\DNA58.d

Acquisition Date

1/24/2018 1:29:20 PM

Method tune_low_pos.m Operator BDAL@DE
Sample Name DNAS5S8 Instrument maxXis 62
Comment MeOH
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 1.0 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 I/min
Scan End 1200 m/z Set Collision Cell RF 300.0 Vpp Set Divert Valve Source
Intens‘i- +MS, 0.0-0.5min #(2-30)
X104 4 613.9531
\
S / >Co(CO)
(C0O)sCo—" e
1.5 18
Chemical Formula: CogH5C0,NOgS*
Exact Mass: 613,9513
1.0+
0.57
585.9579 634.8785
0.0 l A " L I
C28H17C02N106S, M+nH ,613.95
20004 613.9513
1500+
1000+
500+
0 T T T T T T l ) T T T T T T T T
590 610 630 640 m/z
Bruker Compass DataAnalysis 4.0 printed: 1/24/2018 1:32:41 PM Page 1 of 1
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Mass Spectrum Report

Analysis Info
Analysis Name

D:\Data\2020\february\21\R90.d

Acquisition Date

21.02.2020 12:28:31

Method tune_wide.m Operator Bruker Customer
Sample Name R90 Instrument / Ser# micrOTOF 10223
Comment MeOH
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Not active Set Dry Heater 180 °C
Scan Begin 50 m/z Set Capillary 4500 V Set Dry Gas 4.0 l/min
Scan End 3000 m/z Set End Plate Offset -500 V Set Divert Valve Source
Intens. | 681.9412 +MS, 0.0-0.5min #(2-28)
X109 |
Ph +
n M+Na
}“N e OMe Na* [ ]
(o)
N Co(CO)a
+
S To(CO)s [(M-CO)+Na]
37 19 653.9462
Chemical Formula: CogHgCo;NNaOgS*
Exact Mass: 681,9388 [(M_2C0)+Na]+
+ 625.9512
21 [(M-4CO)+Na] |
+
seooe14  [(M-3CO)+Na]
719.0323
597.9563 '
[(M-5CO)+Nal*
14 .\ 6549491
[( M-6CO)+Na] 541.9659 6260538 £91.0373
513. 1708 4 598|9594 720]0355
_ 483 59%871 9:9840 5430523
I l | 759.8938
Olll |“l'l " " N ol TR - " WIS ll: \ L " n} .!n‘. .
500 550 600 650 700 750 m/z
Bruker Compass DataAnalysis 4.0 printed: 21.02.2020 12:32:40 Page 1 of 1
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