
m/z
308 310 312 314 316 318 320 322 324 326 328 330 332 334 336

%

0

100
 SP-1 18 (0.321) AM (Cen,4, 80.00, Ht,10000.0,0.00,0.00); Cm (18:23)  TOF MS ES+ 

 1.48e7317.0854

313.2723309.2020 311.1925 316.0767

318.0880

319.0840

320.0848 331.2845321.0879
327.2198325.2711 329.0857 336.2214333.0814
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m/z
445 450 455 460 465 470 475 480 485 490 495 500 505

%

0

100
 SP-2 20 (0.355) AM (Cen,4, 80.00, Ht,10000.0,0.00,0.00); Cm (20:25)  TOF MS ES+ 

 2.25e5474.9042

468.3891

467.4079

451.3604

445.2892
446.2725

447.3337

457.1346

453.3949

455.3399

457.3478

458.1376 463.3411

460.3295

472.9060
476.9021

496.4235

495.4415

495.3901

479.3938

489.3186

480.3978 485.3561
483.3681

493.4253

497.4260

501.3772

502.3805
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Analysis Info 7/30/2019 5:58:26 PMAcquisition Date
Analysis Name D:\Data\JULY-19\rm-pp-01-52.d

Tune_pos_1000a_NAF-05-07-2019.m PG OUTOperatorMethod
Sample Name maXis impact 282001.00081rm-pp-01-52 Instrument

lrmsComment

Acquisition Parameter
Set NebulizerSource Type ESI Positive Ion Polarity 0.4 Bar

4000 VFocus Active Set Dry Heater 180 °CSet Capillary
4.0 l/minSet Dry GasSet End Plate Offset -500 VScan Begin 50 m/z

Set Divert ValveSet Charging Voltage 2000 V1000 m/z Source Scan End
0 °CSet APCI Heater0 nASet Corona

DEPARTMENT OF CHEMISTRY,I.I.T.(B)

rm-pp-01-52.d
PG OUT Page Bruker Compass DataAnalysis 4.1 1 of 1by:7/30/2019 6:06:13 PMprinted:
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Analysis Info 8/13/2019 3:57:57 PMAcquisition Date
Analysis Name D:\Data\AUG-19\RM-PP-04.d

Tune_pos_1000a_NAF-05-07-2019.m Operator INN outMethod
RM-PP-04Sample Name Instrument 282001.00081maXis impact

Comment C32H24N4S

Acquisition Parameter
Ion Polarity Set Nebulizer 0.4 BarESI Positive Source Type
Set Capillary 4000 VFocus Set Dry HeaterActive 180 °C

-500 V Set Dry Gas 4.0 l/minSet End Plate OffsetScan Begin 50 m/z
1200.0 VppSet Collision Cell RFScan End 700 m/z Source Set Divert Valve

Meas. m/z # Ion Formula m/z err [ppm] mSigma # Sigma Score rdb e¯ Conf N-Rule
497.1795 1 C32H25N4S 497.1794 0.0 22.4 1 100.00 22.5 even ok

DEPARTMENT OF CHEMISTRY, I.I.T.(B)

1 of 1Page 8/19/2019 8:18:32 PMBruker Compass DataAnalysis 4.1 INN INby:printed:
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m/z
516 518 520 522 524 526 528 530 532 534 536 538 540 542 544 546 548 550 552

%

0

100
 CURAJ-RSJ-SP-12 18 (0.321) AM (Cen,4, 80.00, Ht,10000.0,0.00,0.00); Cm (18:27)  TOF MS ES+ 

 1.30e6529.1692

517.3679 523.4197521.1995 524.4239

530.1722

540.4464
531.1711

539.4158

533.3450
534.3495

541.4504
545.1644

546.1677 551.5034
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m/z
588 590 592 594 596 598 600 602 604 606 608 610 612 614 616 618 620 622 624

%

0

100
 SP-4 17 (0.304) AM (Cen,4, 80.00, Ht,10000.0,0.00,0.00); Cm (17:21)  TOF MS ES+ 

 3.05e5600.4677

589.4274
590.4302

599.5038
594.2239

605.1227

601.4712

602.4738

603.5339

606.1257

611.4733
606.4240

607.5652

621.3980

613.3939
617.2559

618.2595

622.4019

624.6295
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Analysis Info 8/8/2019 1:43:35 PMAcquisition Date
Analysis Name D:\Data\AUG-19\rm-pp-07.d

Tune_pos_NAICSI-1000a.m PG SRD INOperatorMethod
Sample Name maXis impact 282001.00081rm-pp-07 Instrument

LRMSComment

Acquisition Parameter
Set NebulizerSource Type ESI Positive Ion Polarity 0.3 Bar

4500 VFocus Active Set Dry Heater 180 °CSet Capillary
4.0 l/minSet Dry GasSet End Plate Offset -500 VScan Begin 50 m/z

Set Divert ValveSet Charging Voltage 2000 V1000 m/z Source Scan End
0 °CSet APCI Heater0 nASet Corona

DEPARTMENT OF CHEMISTRY,I.I.T.(B)

rm-pp-07.d
PG SRD IN Page Bruker Compass DataAnalysis 4.1 1 of 1by:8/8/2019 1:46:06 PMprinted:
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Scanned by CamScanner
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m/z
50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950 1000

%

0

100
 CURAJ-RSJ-SP-13 19 (0.338) AM (Cen,4, 80.00, Ht,10000.0,0.00,0.00); Cm (19:26)  TOF MS ES+ 

 3.06e6497.1795

84.9470 468.3878
146.0470

407.1277363.3036

354.2777175.0065 217.0855

274.2634

498.1828

993.3815
512.4166

600.4739 644.5027

688.5316
732.5600 776.5892 903.3286

920.3281
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Analysis Info 8/6/2019 7:24:39 PMAcquisition Date
Analysis Name D:\Data\AUG-19\RM-PP-10.d

Tune_pos_1000a_NAF-05-07-2019.m PG SRD INOperatorMethod
Sample Name maXis impact 282001.00081RM-PP-10 Instrument

LRMSComment

Acquisition Parameter
Set NebulizerSource Type ESI Positive Ion Polarity 0.4 Bar

4000 VFocus Active Set Dry Heater 180 °CSet Capillary
4.0 l/minSet Dry GasSet End Plate Offset -500 VScan Begin 50 m/z

Set Divert ValveSet Charging Voltage 2000 V1000 m/z Source Scan End
0 °CSet APCI Heater0 nASet Corona

DEPARTMENT OF CHEMISTRY,I.I.T.(B)

RM-PP-10.d
PG SRD IN Page Bruker Compass DataAnalysis 4.1 1 of 1by:8/6/2019 7:26:15 PMprinted:
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m/z
100 200 300 400 500 600 700 800 900 1000 1100 1200 1300 1400

%

0

100
 CURAJ-RSJ-7 12 (0.220) AM (Cen,4, 80.00, Ht,10000.0,0.00,0.00); Cm (12:15)  TOF MS ES+ 

 2.24e6405.0057

327.0951

115.0549 259.0632

408.0063

487.2085

634.4515590.4255 678.4775
766.5297

854.5817 1045.5499906.2571 1130.3116
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m/z
500 501 502 503 504 505

%

0

100
 SP-6 15 (0.271) AM (Cen,4, 80.00, Ht,10000.0,0.00,0.00); Cm (15:22)  TOF MS ES+ 

 2.67e4501.1382

500.8264

500.1336
500.7464

501.8242

501.7545

502.1407

502.8264

502.7529

502.1806

503.0678

504.7527503.1447
503.8305

503.7564
504.0062 504.6211

504.2154

504.9295 505.0638
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