UBA

Universidad de
Buenos Aires G

UMYMFOR

CONICET
i 4

Qualitative Compound Report

Analysis Info
Analysis Name

D:\Data\ggc\24-121801_P1-D-6_01_9837.d

Acquisition Date

12/23/2024 2:15:41 PM

Method Ic_ms directos tunelow300924.m Operator EB - MV
Sample Name 24-121801 Instrument  micrOTOF-Q
Comment Al
Sv: MeOH + HCOOH
Braian Siben
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 2.0 Bar
Focus Not active Set Capillary 4000 V Set Dry Heater 200 °C
Scan Begin 100 m/z Set End Plate Offset -500 V Set Dry Gas 7.0 I/min
Scan End 1000 m/z Set Collision Cell RF 250.0 Vpp Set Divert Valve Source
Intens. | +MS, 0.3-0.3min #17-19
x11025
: 376.1518

1.0+

0.84

0.6

0.4+

377.1529
0.2
378.1548
OO 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
376 377 378 379 380 381 382 m/z
Meas. m/z # lon Formula m/z err[ppm] mSigma # mSigma Score rdb e Conf N-Rule
376.1518 1 C21H23NNaO4 376.1519 0.4 271 1 100.00 10.5 even ok
printed: 12/23/2024 4:28:59 PM Page 1 of 1



UBA cone

Universidad de
Buenos Aires G

UMYMFOR

Qualitative Compound Report

Analysis Info Acquisition Date  12/23/2024 2:20:51 PM
Analysis Name  D:\Data\ggc\24-121802_P1-D-7_01_9838.d
Method Ic_ms directos tunelow300924.m Operator EB - MV
Sample Name 24-121802 Instrument  micrOTOF-Q
Comment A2
Sv: MeOH + HCOOH
Braian Siben
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 2.0 Bar
Focus Not active Set Capillary 4000 V Set Dry Heater 200 °C
Scan Begin 100 m/z Set End Plate Offset -500 V Set Dry Gas 7.0 I/min
Scan End 1000 m/z Set Collision Cell RF 250.0 Vpp Set Divert Valve Source
Intens. - +MS, 0.4-0.5min #23-27
X105
34 360.1206
2_
l_
] 361.1226
1 362.1246
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 T T T T
360 361 362 363 364 365 366 m/z
Meas. m/z # lon Formula m/z err[ppm] mSigma # mSigma Score rdb e Conf N-Rule
360.1206 1 C20H19NNaO4 360.1206 0.0 19.2 4 99.19 115 even ok

printed: 12/23/2024 4:31:24 PM Page 1 of 1



UBA

Universidad de
Buenos Aires G

CONICET
i 4

UMYMFOR

Qualitative Compound Report

Analysis Info
Analysis Name

Acquisition Date

D:\Data\ggc\24-121803_P1-D-8_01_9839.d

12/23/2024 2:26:00 PM

Method Ic_ms directos tunelow300924.m Operator EB - MV
Sample Name 24-121803 Instrument  micrOTOF-Q
Comment A3
Sv: MeOH + HCOOH
Braian Siben
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 2.0 Bar
Focus Not active Set Capillary 4000 V Set Dry Heater 200 °C
Scan Begin 100 m/z Set End Plate Offset -500 V Set Dry Gas 7.0 I/min
Scan End 1000 m/z Set Collision Cell RF 250.0 Vpp Set Divert Valve Source
Intens. | +MS, 0.5-0.6min #29-33
X105
| 448.1721
44
3]
5]
] 449.1739
1_
| 450.1767
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
448 449 450 451 452 453 m/z
Meas. m/z # lon Formula m/z err[ppm] mSigma # mSigma Score rdb e Conf N-Rule
448.1721 1 C24H27NNaO6 448.1731 2.2 13.4 1 100.00 115 even ok
printed: 12/23/2024 4:36:22 PM Page 1 of 1



UBA

Universidad de
Buenos Aires G

CONICET
i 4

UMYMFOR

Qualitative Compound Report

Analysis Info
Analysis Name

D:\Data\ggc\24-121804_P1-D-9_01_9840.d

Acquisition Date

12/23/2024 2:31:10 PM

Method Ic_ms directos tunelow300924.m Operator EB - MV
Sample Name 24-121804 Instrument  micrOTOF-Q
Comment A4
Sv: MeOH + HCOOH
Braian Siben
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 2.0 Bar
Focus Not active Set Capillary 4000 V Set Dry Heater 200 °C
Scan Begin 100 m/z Set End Plate Offset -500 V Set Dry Gas 7.0 I/min
Scan End 1000 m/z Set Collision Cell RF 250.0 Vpp Set Divert Valve Source
Intens. +MS, 0.5-0.5min #27-31
X104 |
608.1867
6_
4_
609.1887
2_
610.1871
611.1859
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
608 609 610 611 612 613 614 m/z
Meas. m/z # lon Formula m/z err[ppm] mSigma # mSigma Score rdb e Conf N-Rule
608.1867 1 C37H31NNaO4S 608.1866 -0.2 43.5 2 100.00 225 even ok
printed: 12/23/2024 4:39:23 PM Page 1 of 1



UBA cone

Universidad de
Buenos Aires G

UMYMFOR

Qualitative Compound Report

Analysis Info

Analysis Name
Method

D:\Data\ggc\24-121805_P1-E-1_01_9841.d
Ic_ms directos tunelow300924.m

Acquisition Date  12/23/2024 2:36:17 PM

Operator EB - MV

Sample Name 24-121805 Instrument  micrOTOF-Q
Comment A5
Sv: MeOH + HCOOH
Braian Siben
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 2.0 Bar
Focus Not active Set Capillary 4000 V Set Dry Heater 200 °C
Scan Begin 100 m/z Set End Plate Offset -500 V Set Dry Gas 7.0 I/min
Scan End 1000 m/z Set Collision Cell RF 250.0 Vpp Set Divert Valve Source
Intens. | +MS, 0.8-0.9min #49-53
X104]
633.2360
1.5
1.0
634.2394
0.5
I 635.2401
OO 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
633 634 635 636 637 638 639 m/z
Meas. m/z # lon Formula m/z err[ppm] mSigma # mSigma Score rdb e Conf N-Rule
633.2360 1 C39H34N2NaO5 633.2360 -0.0 53.5 1 100.00 235 even ok

printed: 12/23/2024 4:42:08 PM

Page 1 of 1



UBA

Universidad de
Buenos Aires

(-

CONICET
i 4

UMYMFOR

Qualitative Compound Report

Analysis Info
Analysis Name

Acquisition Date

D:\Data\ggc\24-121806_P1-E-2_01_9842.d

12/23/2024 2:41:26 PM

Method Ic_ms directos tunelow300924.m Operator EB - MV
Sample Name 24-121806 Instrument  micrOTOF-Q
Comment A6
Sv: MeOH + HCOOH
Braian Siben
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 2.0 Bar
Focus Not active Set Capillary 4000 V Set Dry Heater 200 °C
Scan Begin 100 m/z Set End Plate Offset -500 V Set Dry Gas 7.0 I/min
Scan End 1000 m/z Set Collision Cell RF 250.0 Vpp Set Divert Valve Source
Intens. ] +MS, 0.7-0.7min #39-42
x10%
420.1783
2.5
2.01
1.5
1.0
05 421.1852
422.1831
OO 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
420 421 422 423 424 425 m/z
Meas. m/z # lon Formula m/z err[ppm] mSigma # mSigma Score rdb e Conf N-Rule
420.1783 1 C23H27NNaO5 420.1781 -0.3 39.1 1 100.00 10.5 even ok
printed: 12/23/2024 4:46:01 PM Page 1 of 1



UBA

Universidad de
Buenos Aires G

CONICET
i 4

UMYMFOR

Qualitative Compound Report

Analysis Info
Analysis Name

Acquisition Date

D:\Data\ggc\24-121807_P1-E-3_01_9843.d

12/23/2024 2:46:33 PM

Method Ic_ms directos tunelow300924.m Operator EB - MV
Sample Name 24-121807 Instrument  micrOTOF-Q
Comment A7
Sv: MeOH + HCOOH
Braian Siben
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 2.0 Bar
Focus Not active Set Capillary 4000 V Set Dry Heater 200 °C
Scan Begin 100 m/z Set End Plate Offset -500 V Set Dry Gas 7.0 I/min
Scan End 1000 m/z Set Collision Cell RF 250.0 Vpp Set Divert Valve Source
Intens. | +MS, 0.3-0.3min #18-20

x105]

1.254 334.1044

1.00

0.751

0.501

0.25- 335.1095

] 336.1118
OOO 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 T T
334 335 336 337 338 339 340 m/z
Meas. m/z # lon Formula m/z err[ppm] mSigma # mSigma Score rdb e Conf N-Rule
334.1044 1 C18H17NNaO4 334.1050 1.9 25.9 1 100.00 10.5 even ok
printed: 12/23/2024 4:48:56 PM Page 1 of 1



UBA

Universidad de
Buenos Aires G

CONICET
i 4

UMYMFOR

Qualitative Compound Report

Analysis Info
Analysis Name

Acquisition Date

D:\Data\ggc\24-121808_P1-E-4_01_9844.d

12/23/2024 2:51:40 PM

Method Ic_ms directos tunelow300924.m Operator EB - MV
Sample Name 24-121808 Instrument  micrOTOF-Q
Comment A8
Sv: MeOH + HCOOH
Braian Siben
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 2.0 Bar
Focus Not active Set Capillary 4000 V Set Dry Heater 200 °C
Scan Begin 100 m/z Set End Plate Offset -500 V Set Dry Gas 7.0 I/min
Scan End 1000 m/z Set Collision Cell RF 250.0 Vpp Set Divert Valve Source
Intens. | +MS, 0.6-0.6min #34-37
x104]
1 4341572
5
4
3
2;
1 435.1599
436.1625
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
434 435 436 437 438 439 440 m/z
Meas. m/z # lon Formula m/z err[ppm] mSigma # mSigma Score rdb e Conf N-Rule
434.1572 1 C23H25NNaO6 434.1574 0.5 46.1 1 100.00 115 even ok
printed: 12/23/2024 4:52:07 PM Page 1 of 1



UBA cone

Universidad de
Buenos Aires G

UMYMFOR

Qualitative Compound Report

Analysis Info Acquisition Date  12/23/2024 2:56:51 PM
Analysis Name  D:\Data\ggc\24-121809_P1-E-5_01_9845.d
Method Ic_ms directos tunelow300924.m Operator EB - MV
Sample Name 24-121809 Instrument  micrOTOF-Q
Comment A9
Sv: MeOH + HCOOH
Braian Siben
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 2.0 Bar
Focus Not active Set Capillary 4000 V Set Dry Heater 200 °C
Scan Begin 100 m/z Set End Plate Offset -500 V Set Dry Gas 7.0 I/min
Scan End 1000 m/z Set Collision Cell RF 250.0 Vpp Set Divert Valve Source
Intens. +MS, 0.3-0.3min #18-19
x10°]
549.2002

2.5

2.01

1.5

1'02 550.2032

0.5

551.2068
OO 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
549 550 551 552 553 554 m/z
Meas. m/z # lon Formula m/z err[ppm] mSigma # mSigma Score rdb e Conf N-Rule
549.2002 1 C31H30N2NaO6 549.1996 -1.1 26.3 1 100.00 17.5 even ok

printed: 12/23/2024 5:00:42 PM Page 1 of 1



UBA

Universidad de
Buenos Aires G

UMYMFOR

CONICET
i 4

Qualitative Compound Report

Analysis Info
Analysis Name

D:\Data\ggc\24-121810_P1-E-6_01_9846.d

Acquisition Date

12/23/2024 3:02:01 PM

Method Ic_ms directos tunelow300924.m Operator EB - MV
Sample Name 24-121810 Instrument  micrOTOF-Q
Comment A10
Sv: MeOH + HCOOH
Braian Siben
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 2.0 Bar
Focus Not active Set Capillary 4000 V Set Dry Heater 200 °C
Scan Begin 100 m/z Set End Plate Offset -500 V Set Dry Gas 7.0 I/min
Scan End 1000 m/z Set Collision Cell RF 250.0 Vpp Set Divert Valve Source
Intens. | +MS, 0.4min #25
X105
491.2176
6_
4
492.2210
2_
493.2209
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
491 492 493 494 495 496 497 m/z
Meas. m/z # lon Formula m/z err[ppm] mSigma # mSigma Score rdb e Conf N-Rule

491.2176 1 C26H32N2NaO6

491.2153 -4.8

7.0 1

47.45 115 even

ok

printed:

12/23/2024 5:04:48 PM

Page 1 of 1



UBA ey

Universidad de
Buenos Aires G

UMYMFOR

Mass Spectrum List Report

Analysis Info Acquisition Date  12/23/2024 3:07:11 PM
Analysis Name  D:\Data\ggc\24-121811 P1-E-7_01_9847.d
Method Ic_ms directos tunelow300924.m Operator EB - MV
Sample Name 24-121811 Instrument / Ser# micrOTOF-Q
Comment Bl

Sv: MeOH + HCOOH

Braian Siben

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 2.0 Bar
Focus Not active Set Capillary 4000 V Set Dry Heater 200 °C
Scan Begin 100 m/z Set End Plate Offset -500 V Set Dry Gas 7.0 I/min
Scan End 1000 m/z Set Collision Cell RF 250.0 Vpp Set Divert Valve Source
Intens. +MS, 0.3-0.4min #19-21
X109
685.3794
4
3
663.3967
2
1 449.3224
0 274“2506 318.2728 3812644 o 551.2860 607.3368 | | ‘
300 350 400 450 500 550 600 650 700 m/z
# m/z | 1 %
1 172.1554 6129 15
2 230.2273 4207 1.0
3 274.2506 25793 6.2
4 275.2529 4175 1.0
5 318.2728 14895 3.6
6 340.2502 3417 0.8
7 348.1886 12618 3.0
8 349.1842 3313 0.8
9 353.2337 5939 14
10 381.2644 7922 1.9
11  413.2348 3734 0.9
12 437.1597 9595 2.3
13 441.2595 17157 4.1
14  442.2659 4469 11
15 449.3224 63478 15.3
16 450.3233 17874 43
17 551.2860 7235 17
18 607.3368 8821 2.1
19 608.3456 4230 1.0
20 619.4719 4691 11
21 647.5024 4628 11
22 663.3967 33845 8.1
23  664.4045 12733 3.1
24 685.3794 416184 100.0
25 686.3838 193239 46.4
26 687.3869 34372 8.3
27 688.3906 3468 0.8
28 708.4580 5926 14
29  709.4509 3503 0.8
30 736.4791 4561 11

Bruker Compass DataAnalysis 4.2 printed: 12/26/2024 7:49:00 AM Page 1 of 1



UBA

Universidad de
Buenos Aires

(-

CONICET
i 4

UMYMFOR

Mass Spectrum List Report

Analysis Info
Analysis Name
Method
Sample Name
Comment

D:\Data\ggc\24-121812_P1-E-8_01_9848.d
Ic_ms directos tunelow300924.m
24-121812

B2

Sv: MeOH + HCOOH

Braian Siben

Acquisition Date  12/23/2024 3:12:20 PM

Operator EB - MV
Instrument / Ser# micrOTOF-Q

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 2.0 Bar
Focus Not active Set Capillary 4000 V Set Dry Heater 200 °C
Scan Begin 100 m/z Set End Plate Offset -500 V Set Dry Gas 7.0 I/min
Scan End 1000 m/z Set Collision Cell RF 250.0 Vpp Set Divert Valve Source
Intens. +MS, 0.3-0.4min #19-25
x106
306.1708
1.00
0.75 328.1528
0.50
0.25
205.0507 633.3126
0.00+ . ‘ | . |,
200 250 300 350 400 450 500 550 600 m/z
# m/z | | %
1 162.0325 6751 0.6
2 173.0592 6087 0.5
3 174.0640 4256 0.4
4 175.0410 5054 0.5
5 177.0720 3961 0.4
6 190.0256 28830 2.6
7 191.0325 9363 0.8
8 192.0402 5354 0.5
9 201.0544 2644 0.2
10 202.0594 14600 1.3
11  203.0637 2907 0.3
12 205.0507 77915 7.0
13 206.0545 7883 0.7
14 216.9224 5056 0.5
15 218.0593 2649 0.2
16 226.9526 11238 1.0
17 233.0798 39835 3.6
18 234.0823 5085 0.5
19 260.8701 2920 0.3
20 262.8713 2401 0.2
21 276.1271 5367 0.5
22 291.1481 6668 0.6
23 306.1708 1111048 100.0
24 307.1737 207948 18.7
25 308.1760 18576 1.7
26 328.1528 134344 121
27 329.1551 17884 1.6
28 633.3126 46578 4.2
29 634.3172 14907 1.3
30 635.3219 2650 0.2
Bruker Compass DataAnalysis 4.2 printed: 12/26/2024 7:50:44 AM Page 1 of 1



UBA cone

Universidad de
Buenos Aires G

UMYMFOR

Qualitative Compound Report

Analysis Info Acquisition Date  12/23/2024 3:17:26 PM
Analysis Name  D:\Data\ggc\24-121813_P1-E-9 01 9849.d
Method Ic_ms directos tunelow300924.m Operator EB - MV
Sample Name 24-121813 Instrument  micrOTOF-Q
Comment B3
Sv: MeOH + HCOOH
Braian Siben
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 2.0 Bar
Focus Not active Set Capillary 4000 V Set Dry Heater 200 °C
Scan Begin 100 m/z Set End Plate Offset -500 V Set Dry Gas 7.0 I/min
Scan End 1000 m/z Set Collision Cell RF 250.0 Vpp Set Divert Valve Source
Intens. +MS, 0.7-0.7min #40-41
X109
81  376.2486
6_
4_
2 377.2505
378.2543
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
376 377 378 379 380 381 m/z
Meas. m/z # lon Formula m/z err[ppm] mSigma # mSigma Score rdb e Conf N-Rule
376.2486 1 C22H34NO4  376.2482 -1.0 145 2 100.00 6.5 -even ok

printed: 12/26/2024 7:55:47 AM Page 1 of 1



UBA cone

Universidad de
Buenos Aires G

UMYMFOR

Qualitative Compound Report

Analysis Info Acquisition Date  12/23/2024 3:22:33 PM
Analysis Name  D:\Data\ggc\24-121814 P1-F-1_01_9850.d
Method Ic_ms directos tunelow300924.m Operator EB - MV
Sample Name 24-121814 Instrument  micrOTOF-Q
Comment B4
Sv: MeOH + HCOOH
Braian Siben
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 2.0 Bar
Focus Not active Set Capillary 4000 V Set Dry Heater 200 °C
Scan Begin 100 m/z Set End Plate Offset -500 V Set Dry Gas 7.0 I/min
Scan End 1000 m/z Set Collision Cell RF 250.0 Vpp Set Divert Valve Source
Intens. +MS, 1.4-1.4min #83-84/
x104]
1 304.1544
1.0+
0.84
0.6
0.4+
0.2 305.1610
0.0 304.8913 306.1637 306.8823
3040 3045 3050 3055 3060 30865  307.0 3075 3080  3085miz
Meas. m/z # lon Formula m/z err[ppm] mSigma # mSigma Score rdb e Conf N-Rule
304.1544 1 C17H22NO4  304.1543 -0.1 14.2 1 100.00 7.5 even ok

printed: 12/26/2024 7:59:01 AM Page 1 of 1



UBA

Universidad de
Buenos Aires G

CONICET
i 4

UMYMFOR

Qualitative Compound Report

Analysis Info
Analysis Name

D:\Data\ggc\24-121815_P1-F-2_01_9851.d

Acquisition Date

12/23/2024 3:27:42 PM

Method Ic_ms directos tunelow300924.m Operator EB - MV
Sample Name 24-121815 Instrument  micrOTOF-Q
Comment B5
Sv: MeOH + HCOOH
Braian Siben
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 2.0 Bar
Focus Not active Set Capillary 4000 V Set Dry Heater 200 °C
Scan Begin 100 m/z Set End Plate Offset -500 V Set Dry Gas 7.0 I/min
Scan End 1000 m/z Set Collision Cell RF 250.0 Vpp Set Divert Valve Source
Intens. | +MS, 0.4-0.5min #25-28
x106
1.2
374.2321
1.0+
0.84
0.6
0.4+
375.2349
0.2
376.2354
OO T T T T T T T T T T T T
374 375 376 377 378 m/z
Meas. m/z # lon Formula m/z err[ppm] mSigma # mSigma Score rdb e Conf N-Rule
374.2321 1 C22H32NO4  374.2326 1.3 10.6 3 100.00 7.5 even ok
printed: 12/26/2024 8:07:42 AM Page 1 of 1



UBA

Universidad de
Buenos Aires

(-

CONICET
i 4

UMYMFOR

Qualitative Compound Report

Analysis Info
Analysis Name

Acquisition Date

D:\Data\ggc\24-121816_P1-F-3_01_9852.d

12/23/2024 3:32:51 PM

Method Ic_ms directos tunelow300924.m Operator EB - MV
Sample Name 24-121816 Instrument  micrOTOF-Q
Comment B6
Sv: MeOH + HCOOH
Braian Siben
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 2.0 Bar
Focus Not active Set Capillary 4000 V Set Dry Heater 200 °C
Scan Begin 100 m/z Set End Plate Offset -500 V Set Dry Gas 7.0 I/min
Scan End 1000 m/z Set Collision Cell RF 250.0 Vpp Set Divert Valve Source
Intens. +MS, 0.9-1.0min #54-58
X105
] 290.1398
2.0]
1.5
1.01
0.5
i 291.1443
. 292.1460
OO 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
290.0 290.5 291.0 291.5 292.0 2925 293.0 293.5 294.0 m/z
Meas. m/z # lon Formula m/z err[ppm] mSigma # mSigma Score rdb e Conf N-Rule
290.1398 1 C16H20NO4  290.1387 -3.7 18.1 1 8776 7.5 even ok
printed: 12/26/2024 8:10:03 AM Page 1 of 1



UBA cone

Universidad de
Buenos Aires G

UMYMFOR

Qualitative Compound Report

Analysis Info Acquisition Date  12/23/2024 3:37:59 PM
Analysis Name  D:\Data\ggc\24-121817_P1-F-4_01_9853.d
Method Ic_ms directos tunelow300924.m Operator EB - MV
Sample Name 24-121817 Instrument  micrOTOF-Q
Comment B7
Sv: MeOH + HCOOH
Braian Siben
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 2.0 Bar
Focus Not active Set Capillary 4000 V Set Dry Heater 200 °C
Scan Begin 100 m/z Set End Plate Offset -500 V Set Dry Gas 7.0 I/min
Scan End 1000 m/z Set Collision Cell RF 250.0 Vpp Set Divert Valve Source
Intens. +MS, 1.0-1.0min #58-59
X105
304.1543
0.8
0.6
0.4+
0.21 305.1585
306.1574
0.0
304 305 306 307 308 m/z
Meas. m/z # lon Formula m/z err[ppm] mSigma # mSigma Score rdb e Conf N-Rule
304.1543 1 C17H22NO4  304.1543 0.1 17.7 1 10000 7.5 -even ok

printed: 12/26/2024 8:13:50 AM Page 1 of 1



UBA ey

Universidad de
Buenos Aires G

UMYMFOR

Mass Spectrum List Report

Analysis Info
Analysis Name  D:\Data\ggc\24-121818 P1-F-5_01_9854.d

Method Ic_ms directos tunelow300924.m
Sample Name 24-121818
Comment B8

Sv: MeOH + HCOOH

Braian Siben

Acquisition Date

Operator

12/23/2024 3:43:07 PM

EB - MV

Instrument / Ser# micrOTOF-Q

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 2.0 Bar
Focus Not active Set Capillary 4000 V Set Dry Heater 200 °C
Scan Begin 100 m/z Set End Plate Offset -500 V Set Dry Gas 7.0 I/min
Scan End 1000 m/z Set Collision Cell RF 250.0 Vpp Set Divert Valve Source
Intens. +MS, 0.3-0.4min #18-23
x104
941.7189
6
413.2692
4 685.4457 983.7226
2 325.2321
233.1658
176.1434
L ‘ ‘J Ll i | |
0 T I R L T TR I T T T T e (e Vo o
200 300 400 500 600 700 800 900 m/z
# m/z | | %
1 176.1434 6541 10.5
2 193.0513 6486 104
3 233.1658 11776  18.9
4 2742770 11469 18.4
5 301.1452 9840 158
6 325.2321 15440 248
7 340.2852 10275 16.5
8 413.2692 50297  80.7
9 4142735 8688  13.9
10 453.2449 6507 104
11 663.4619 6938 11.1
12 685.4457 36622  58.8
13 686.4449 17569  28.2
14 885.7308 6404 10.3
15 913.7513 6742 10.8
16 927.7328 31862 51.1
17 928.7366 14284 229
18 941.7189 62307 100.0
19 942.7257 29182  46.8
20 943.7181 9089 14.6
21 955.7421 15966  25.6
22 956.7413 8529 13.7
23 969.7480 34570 55.5
24 970.7509 16455 26.4
25 983.7226 39251 63.0
26 984.7294 20532  33.0
27 985.7401 6687 10.7
28 997.7116 33852 543
29 998.7162 17019 27.3
30 999.7025 7354 11.8
Bruker Compass DataAnalysis 4.2 printed: 12/26/2024 8:35:48 AM Page 1 of 1




UBA cone

Universidad de
Buenos Aires G

UMYMFOR

Qualitative Compound Report

Analysis Info Acquisition Date  12/23/2024 3:48:18 PM
Analysis Name  D:\Data\ggc\24-121819 P1-F-6_01_9855.d
Method Ic_ms directos tunelow300924.m Operator EB - MV
Sample Name 24-121819 Instrument  micrOTOF-Q
Comment B9
Sv: MeOH + HCOOH
Braian Siben
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 2.0 Bar
Focus Not active Set Capillary 4000 V Set Dry Heater 200 °C
Scan Begin 100 m/z Set End Plate Offset -500 V Set Dry Gas 7.0 I/min
Scan End 1000 m/z Set Collision Cell RF 250.0 Vpp Set Divert Valve Source
Intens. +MS, 1.2-1.3min #73-75
x10%
360.2154
6_
4_
2_
361.2194
362.2195
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
360 361 362 363 364 365 m/z
Meas. m/z # lon Formula m/z err[ppm] mSigma # mSigma Score rdb e Conf N-Rule
360.2154 1 C21H30NO4  360.2169 4.2 31.8 4 4111 75 even ok

printed: 12/26/2024 8:20:10 AM Page 1 of 1



UBA

Universidad de
Buenos Aires G

CONICET
i 4

UMYMFOR

Qualitative Compound Report

Analysis Info
Analysis Name

D:\Data\ggc\24-121820_P1-F-7_01_9856.d

Acquisition Date

12/23/2024 3:53:25 PM

Method Ic_ms directos tunelow300924.m Operator EB - MV
Sample Name 24-121820 Instrument  micrOTOF-Q
Comment B10
Sv: MeOH + HCOOH
Braian Siben
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 2.0 Bar
Focus Not active Set Capillary 4000 V Set Dry Heater 200 °C
Scan Begin 100 m/z Set End Plate Offset -500 V Set Dry Gas 7.0 I/min
Scan End 1000 m/z Set Collision Cell RF 250.0 Vpp Set Divert Valve Source
Intens. | +MS, 0.4-0.5min #25-27
x104
388.2485
0.8
0.6
0.4+
389.2550
0.2
390.2495 391.1556 392.1153 393.2199
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
388 389 390 391 392 393 m/z
Meas. m/z # lon Formula m/z err[ppm] mSigma # mSigma Score rdb e Conf N-Rule
388.2485 1 C23H34NO4  388.2482 -0.7 13.8 2 100.00 7.5 even ok
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UBA  CONICET
.Universid;d de S

Buenos Aires G
UMYMFOR

Mass Spectrum List Report

Analysis Info
Analysis Name

Method Ic_ms directos tunelow300924.m
Sample Name 24-121820
Comment B10

Sv: MeOH + HCOOH

Braian Siben

D:\Data\ggc\24-121820_P1-F-7_01_9856.d

Acquisition Date  12/23/2024 3:53:25 PM

Operator EB - MV
Instrument / Ser# micrOTOF-Q

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 2.0 Bar
Focus Not active Set Capillary 4000 V Set Dry Heater 200 °C
Scan Begin 100 m/z Set End Plate Offset -500 V Set Dry Gas 7.0 I/min
Scan End 1000 m/z Set Collision Cell RF 250.0 Vpp Set Divert Valve Source
Intens. +MS, 0.4-0.5min #25-27
X109
517.1893
15
1.0
0.5
193.0501 578.2800
| 2159756 277.0048 343.1525  388.2485 441.3020 L |
L ) L1 L | L Ll T L L n L L L 4
00 150 200 250 300 350 400 450 500 550 m/z
# m/z | 1 %
1 165.1399 2817 1.7
2 178.0258 6028 3.7
3 183.1548 2589 1.6
4 187.9780 4096 25
5 193.0501 23591 14.3
6 194.0540 2797 1.7
7 196.2027 3670 2.2
8 214.2165 7004 4.2
9 215.9756 7031 4.3
10 221.0312 3605 2.2
11 230.0362 6264 3.8
12 233.9850 4453 2.7
13  239.2148 2461 15
14 251.9958 2467 1.5
15 277.0048 3660 2.2
16 281.2932 2558 1.6
17 295.0109 2801 1.7
18 303.1607 2854 17
19 343.1525 7099 43
20 388.2485 8723 5.3
21 389.2550 2427 1.5
22 441.3020 2721 1.6
23 495.2068 3640 2.2
24 514.1807 2510 15
25 517.1893 164941 100.0
26 518.1919 39817 24.1
27 519.1929 6789 4.1
28 533.1601 5326 3.2
29 578.2800 19774 12.0
30 579.2809 6364 3.9
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