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13C{1H} NMR, CDCl3, 125 MHz Only signals from CO ligands and from carbon atoms bonded to hydrogen atoms can be detected by 13C{1H} NMR.
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Analysis Info Acquisition Date 17.05.2018 16:03:25
Analysis Name D:\Data\2018\may\17\DNA450.d

Bruker CustomerOperatortune_low.mMethod
DNA450 micrOTOF 10223Instrument / Ser#Sample Name

Comment MeOH

Acquisition Parameter
Positive Ion PolarityESI Source Type Set Nebulizer 0.4 Bar

180 °CFocus Not active Set Dry Heater
Set Dry Gas 4.0 l/min50 m/z 4500 VSet CapillaryScan Begin

-500 VSet End Plate OffsetScan End Set Divert Valve Source 3000 m/z

318.3005

324.2877
330.3364

333.0562

340.2824

346.3313

349.0358

362.3264

365.0979

368.3130
374.3610

334.0594

335.0644

+MS, 0.0-0.5min #(2-28)
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4x10
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Mass Spectrum Report
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MASS SPECTRUM REPORT 
 

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 

Interface heater: Off 
Interface Temperature: 45 C 
Drying Gas: 
Drying Gas Flow: 10,0 L/min 
DL Temperature: 120 C 
Heat Block: 120 C 
 

 1.00e6[C21H14N2O4S2+H]+

423.0468

424.0497

425.0455

426.0472 427.0453

m/z412 414 416 418 420 422 424 426 428 430 432 434 436 438
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3.0e5

4.0e5
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1.1e6

1.52e41:MS(+) RT:[0.687-0.692]-[0.170-0.372]

411.1996 413.2141
415.2110

416.2157 417.2490 419.2614
420.3009 421.3030

423.0469

424.0504

425.0485

425.2151 427.2300 429.3182 431.0982 432.2391 434.3149 435.2356
437.1942 438.3791
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MASS SPECTRUM REPORT 
 

Instrument Name: Shimadzu Nexera X2 LCMS-9030 
Sample Name: Ekh_83 
Acquired: 12/05/2022 
Interface: ESI 
Nebulizing Gas Flow: 3,0 L/min 
Heating Gas: On 
Heating Gas Flow: 10,0 L/min 

Interface heater: Off 
Interface Temperature: 45 C 
Drying Gas: 
Drying Gas Flow: 10,0 L/min 
DL Temperature: 120 C 
Heat Block: 120 C 
 

 1.00e6[C27H22N2O3S2+H]+

487.1145

488.1175

489.1141

490.1153 491.1142
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Analysis Info 1/24/2018 1:29:20 PMAcquisition Date
Analysis Name D:\Data\Work\2018\January\24\DNA58.d
Method tune_low_pos.m BDAL@DEOperator
Sample Name DNA58 maXis 62Instrument
Comment MeOH

Acquisition Parameter
ESI Set Nebulizer 1.0 BarPositive Ion PolaritySource Type

Focus Set Dry Heater 180 °C4500 VActive Set Capillary
Set End Plate Offset -500 V 4.0 l/minSet Dry GasScan Begin 50 m/z

Scan End Set Collision Cell RF1200 m/z 300.0 Vpp Set Divert Valve Source 

585.9579

613.9531

634.8785

+MS, 0.0-0.5min #(2-30)

613.9513
C28H17Co2N1O6S, M+nH ,613.95
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Display Report

1 of 1Page printed: 1/24/2018 1:32:41 PMBruker Compass DataAnalysis 4.0
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Analysis Info Acquisition Date 21.02.2020 12:28:31
Analysis Name D:\Data\2020\february\21\R90.d

Bruker CustomerOperatortune_wide.mMethod
R90 micrOTOF 10223Instrument / Ser#Sample Name

Comment MeOH

Acquisition Parameter
Positive Ion PolarityESI Source Type Set Nebulizer 0.4 Bar

180 °CFocus Not active Set Dry Heater
Set Dry Gas 4.0 l/min50 m/z 4500 VSet CapillaryScan Begin

-500 VSet End Plate OffsetScan End Set Divert Valve Source 3000 m/z

491.9871
519.9840 543.9523

569.9614

598.9594

626.9538
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681.9412

720.0355

759.8938
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+MS, 0.0-0.5min #(2-28)
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Mass Spectrum Report
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