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UMYMFOR

Qualitative Compound Report

Analysis Info
Analysis Name
Method
Sample Name
Comment

D:\Data\ggc\24-052412_P1-B-1_01_9216.d
Ic_gtof_directospos.m

24-052412

Acrilico

Sv: MeOH + HCOOH

Manuela Garcia - UNC

Acquisition Parameter

Acquisition Date

Operator MV
Instrument

micrOTOF-Q Il

6/5/2024 11:49:52 AM

Source Type ESI lon Polarity Positive Set Nebulizer 3.5 Bar
Focus Not active Set Capillary 4000 V Set Dry Heater 200 °C
Scan Begin 70 m/z Set End Plate Offset -500 V Set Dry Gas 7.0 I/min
Scan End 1000 m/z Set Collision Cell RF  300.0 Vpp Set Divert Valve Source
Intens. | +MS, 0.3-0.4min #19-23
X109
467.3632
6_
4_
485.3739
468.3666
2_
486.3769
469.3724 483.3563
0 A A
468 470 472 474 476 478 480 482 486 m/z
Meas. m/z # lon Formula m/z err[ppm] mSigma # mSigma Score rdb e Conf N-Rule
467.3632 1 C30H47N202 467.3632 0.1 4.2 1 100.00 85 even ok
485.3739 1 C30H49N203 485.3738 -0.2 18.7 1 100.00 7.5 even ok
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UBA cone

Universidad de
Buenos Aires G

UMYMFOR

Qualitative Compound Report

Analysis Info Acquisition Date  6/5/2024 11:55:02 AM
Analysis Name  D:\Data\ggc\24-052413_P1-B-2_01_9217.d

Method Ic_gtof_directospos.m Operator MV

Sample Name 24-052413 Instrument  micrOTOF-Q Il

Comment Butanoico

Sv: MeOH + HCOOH
Manuela Garcia - UNC

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 3.5 Bar
Focus Not active Set Capillary 4000 V Set Dry Heater 200 °C
Scan Begin 70 m/z Set End Plate Offset -500 V Set Dry Gas 7.0 I/min
Scan End 1000 m/z Set Collision Cell RF  300.0 Vpp Set Divert Valve Source
Intens. 1 +MS, 0.7min #42)
X105
] 479.3623
5
=
3 497.3733
27 480.3646
11 498.3766
481.3666 495.3569 499.3765
O T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T A' T T T T T T T T T T T T
480.0 482.5 485.0 487.5 490.0 492.5 495.0 497.5 500.0 m/z
Meas. m/z # lon Formula m/z err[ppm] mSigma # mSigma Score rdb e Conf N-Rule
479.3623 1 C31H47N202 479.3632 1.9 8.3 1 100.00 9.5 even ok
497.3733 1 C31H49N203 497.3738 0.9 19.6 1 100.00 8.5 even ok
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Qualitative Compound Report

Analysis Info
Analysis Name

Acquisition Date  6/5/2024 12:00:08 PM

D:\Data\ggc\24-052414_P1-B-3_01_9218.d

Method Ic_gtof_directospos.m Operator MV
Sample Name 24-052414 Instrument  micrOTOF-Q Il
Comment a-cloro
Sv: MeOH + HCOOH
Manuela Garcia - UNC
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 3.5 Bar
Focus Not active Set Capillary 4000 V Set Dry Heater 200 °C
Scan Begin 70 m/z Set End Plate Offset -500 V Set Dry Gas 7.0 I/min
Scan End 1000 m/z Set Collision Cell RF  300.0 Vpp Set Divert Valve Source
Intens. +MS, 1.2-1.3min #74-77
X109 |
489.3245
0.84
0.6
507.3335
0.4+ 491.3201
0.2 509.3313
i 492.3248 510.3380
493.3326 501.3549 503.3549 °05-3204 .
O'O- T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T
490.0 492.5 495.0 497.5 500.0 502.5 505.0 507.5 510.0 m/z
Meas. m/z # lon Formula m/z err[ppm] mSigma # mSigma Score rdb e Conf N-Rule
489.3245 1 C29H46CIN202 489.3242 -0.5 6.0 1 10000 7.5 even ok
507.3335 1 C29H48CIN203 507.3348 25 225 1 100.00 6.5 even ok
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UBA cone

Universidad de
Buenos Aires G

UMYMFOR

Qualitative Compound Report

Analysis Info Acquisition Date  6/5/2024 12:05:20 PM
Analysis Name  D:\Data\ggc\24-052415_P1-B-4_01_9219.d

Method Ic_gtof_directospos.m Operator MV

Sample Name 24-052415 Instrument  micrOTOF-Q Il

Comment AR-35F6

Sv: MeOH + HCOOH
Manuela Garcia - UNC

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 3.5 Bar
Focus Not active Set Capillary 4000 V Set Dry Heater 200 °C
Scan Begin 70 m/z Set End Plate Offset -500 V Set Dry Gas 7.0 I/min
Scan End 1000 m/z Set Collision Cell RF  300.0 Vpp Set Divert Valve Source
Intens +MS, 1.1min #68
x104]
] 284.1244
2.0:
157
262.1439
1.0:
0.5 285.1257
263.1455 969.1207
] I 267.1414 69'A 07 2711311 273.1656 2751526 277.1538 279-1566 2811493 283.1470
0.0- L e e e N =t
265 270 275 280 285 m/z
Meas. m/z # lon Formula m/z err[ppm] mSigma # mSigma Score rdb e Conf N-Rule
262.1439 1 C15H20NO3 262.1438 -0.5 79.5 1 100.00 6.5 even ok
284.1244 1 C15H19NNaO3 284.1257 4.6 97.6 1 100.00 6.5 even ok
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