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Qualitative Compound Report

Analysis Info
Analysis Name

Acquisition Date  4/3/2024 1:45:03 PM

D:\Data\ggc\24-031512_P1-C-1_01_8809.d

Method Ic_gtof_directospos.m Operator ELB
Sample Name 24-031512 Instrument  micrOTOF-Q Il
Comment DFV-620
Sv: MeOH + HCOOH
Larghi
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, 0.5min #29
X105
208.0978
1.5+
1.0
0.5
209.1008
1 210.1037
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 T T
208.0 208.5 209.0 209.5 210.0 210.5 211.0 2115 212.0 2125 m/z
Meas. m/z # lon Formula m/z err[ppm] mSigma # mSigma Score rdb e Conf N-Rule
208.0978 1 C11H14NO3  208.0968 -4.7 2.0 1 100.00 55 even ok
printed: 4/3/2024 2:55:12 PM Page 1 of 1



UBA cone

Universidad de
Buenos Aires G

UMYMFOR

Qualitative Compound Report

Analysis Info Acquisition Date  4/3/2024 1:50:11 PM
Analysis Name  D:\Data\ggc\24-031513 P1-C-2_01_8810.d
Method Ic_gtof_directospos.m Operator ELB
Sample Name 24-031513 Instrument  micrOTOF-Q Il
Comment DFV-623
Sv: MeOH + HCOOH
Larghi
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, 1.5min #87
X104
54  314.1375
4
3
2;
1] 315.1426
316.1336 317.1596
0
314 315 316 317 318 319 320 miz
Meas. m/z # lon Formula m/z err[ppm] mSigma # mSigma Score rdb e Conf N-Rule
3141375 1 C16H21NNaO4 314.1363 -4.0 2.4 1 58.76 6.5 even ok

printed: 4/3/2024 3:11:12 PM Page 1 of 1
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D:\Data\ggc\24-031514_P1-C-3_01_8811.d

Acquisition Date

4/3/2024 1:55:20 PM

Method Ic_gtof_directospos.m Operator ELB
Sample Name 24-031514 Instrument  micrOTOF-Q Il
Comment DFV-640
Sv: MeOH + HCOOH
Larghi
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, 0.8-0.9min #49-53
x105]
1 274.1068
2.0:
1.5
1.01
0.5 275.1097
] 276.1113
OO T T T T T T T T T T T T T
274 275 276 277 278 279 m/z
Meas. m/z # lon Formula m/z err[ppm] mSigma # mSigma Score rdb e Conf N-Rule
2741068 1 CI15H16NO4 274.1074 2.2 4.7 2 100.00 8.5 even ok
printed: 4/3/2024 3:16:56 PM Page 1 of 1



UBA cone

Universidad de
Buenos Aires G

UMYMFOR

Qualitative Compound Report

Analysis Info Acquisition Date  4/3/2024 2:00:27 PM
Analysis Name  D:\Data\ggc\24-031515 P1-C-4 01_8812.d
Method Ic_gtof_directospos.m Operator ELB
Sample Name 24-031515 Instrument  micrOTOF-Q Il
Comment DFV-673A
Sv: MeOH + HCOOH
Larghi
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, 1.2min #69
x104
2440972
6_
4_
2_
i 245.1008
/\ 246.1019
O-'|""|""|""|""I""I""I""I""I' UL
244.0 2445 245.0 2455 246.0 246.5 247.0 247.5 248.0 248.5 m/z
Meas. m/z # lon Formula m/z err[ppm] mSigma # mSigma Score rdb e Conf N-Rule
244.0972 1 C14H14NO3  244.0968 -1.6 6.0 1 100.00 8.5 even ok
printed: 4/3/2024 3:32:08 PM Page 1 of 1



UBA cone

Universidad de
Buenos Aires G

UMYMFOR

Qualitative Compound Report

Analysis Info
Analysis Name

Acquisition Date  4/3/2024 2:05:34 PM
D:\Data\ggc\24-031516_P1-C-5_01_8813.d

Method Ic_gtof_directospos.m Operator ELB
Sample Name 24-031516 Instrument  micrOTOF-Q Il
Comment DFV-678
Sv: MeOH + HCOOH
Larghi
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, 0.4min #25
X106
1 2461124
1.5
1.0
0.5
1 247.1145
i 248.1169
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 T T T T T T T T T T T T T T T T T T
246.0 246.5 247.0 247.5 248.0 248.5 249.0 249.5 250.0 250.5 m/z
Meas. m/z # lon Formula m/z err[ppm] mSigma # mSigma Score rdb e Conf N-Rule
246.1124 1 C14H16NO3  246.1125 0.5 6.0 1 10000 7.5 even ok

printed: 4/3/2024 3:37:24 PM Page 1 of 1



UBA

CONICET
i 4

Universidad de
Buenos Aires G

UMYMFOR

Qualitative Compound Report

Analysis Info

Analysis Name

D:\Data\ggc\24-031517_P1-C-6_01_8814.d

Acquisition Date

4/3/2024 2:10:42 PM

Method Ic_gtof_directospos.m Operator ELB
Sample Name 24-031517 Instrument  micrOTOF-Q Il
Comment DFV-711B
Sv: MeOH + HCOOH
Larghi
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, 1.5-1.6min #89-93
X105
1 228.1025
1.5+
1.0
0.5
i 229.1060
. 230.1090
0.0 T T T T T T T T T T T T
228 229 230 231 232 233 m/z
Meas. m/z # lon Formula m/z err[ppm] mSigma # mSigma Score rdb e Conf N-Rule
228.1025 1 C14H14NO2  228.1019 -2.8 16.3 1 100.00 8.5 even ok
printed: 4/3/2024 3:41:59 PM Page 1 of 1



UBA cone

Universidad de
Buenos Aires G

UMYMFOR

Qualitative Compound Report

Analysis Info
Analysis Name

Acquisition Date  4/3/2024 2:15:49 PM
D:\Data\ggc\24-031518 P1-C-7_01_8815.d

Method Ic_gtof_directospos.m Operator ELB
Sample Name 24-031518 Instrument  micrOTOF-Q Il
Comment DFV-722
Sv: MeOH + HCOOH
Larghi
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, 0.2-0.3min #13-17
x1067
230.1166
1.5
1.0-
i 231.1215
0.5:
i 232.1230
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 T T T T T T T T T T T T T T T T T
230.0 230.5 231.0 2315 232.0 2325 233.0 2335 234.0 2345 m/z
Meas. m/z # lon Formula m/z err[ppm] mSigma # mSigma Score rdb e Conf N-Rule
230.1166 1 C14H16NO2  230.1176 4.2 165.8 1 10000 7.5 -even ok

printed: 4/3/2024 3:46:40 PM Page 1 of 1



UBA cone

Universidad de
Buenos Aires G

UMYMFOR

Qualitative Compound Report

Analysis Info Acquisition Date  4/3/2024 2:20:56 PM
Analysis Name  D:\Data\ggc\24-031519 P1-C-8 01_8816.d
Method Ic_gtof_directospos.m Operator ELB
Sample Name 24-031519 Instrument  micrOTOF-Q Il
Comment DFV-754
Sv: MeOH + HCOOH
Larghi
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, 3.5min #207,
x1041
1 272.0885
57
4]
3
2
17 273.0903
274.1027
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 T T T T T T T T T T T T
272.0 2725 273.0 2735 274.0 2745 275.0 275.5 276.0 m/z
Meas. m/z # lon Formula m/z err[ppm] mSigma # mSigma Score rdb e Conf N-Rule
272.0885 1 C13H15NNaO4 272.0893 3.0 111 1 100.00 6.5 -even ok

printed: 4/3/2024 3:53:28 PM Page 1 of 1
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D:\Data\ggc\24-031520_P1-C-9_01_8817.d

Acquisition Date

4/3/2024 2:26:03 PM

Method Ic_gtof_directospos.m Operator ELB
Sample Name 24-031520 Instrument  micrOTOF-Q Il
Comment DFV-759A
Sv: MeOH + HCOOH
Larghi
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, 0.8-0.9min #49-53
x105]
. 292.1372
3]
5]
11
] 293.1390
1 294.1358
O T T T T T T T T T T T /\' T T T T T T T T T T T
292 293 294 295 296 297 m/z
Meas. m/z # lon Formula m/z err[ppm] mSigma # mSigma Score rdb e Conf N-Rule
292.1372 1 C16H22NO2S 292.1366 -2.2 9.0 1 100.00 6.5 even ok
printed: 4/3/2024 3:57:47 PM Page 1 of 1



UBA cone

Universidad de
Buenos Aires G

UMYMFOR

Qualitative Compound Report

Analysis Info Acquisition Date  4/3/2024 2:31:09 PM
Analysis Name  D:\Data\ggc\24-031521 P1-D-1_01_8818.d
Method Ic_gtof_directospos.m Operator ELB
Sample Name 24-031521 Instrument  micrOTOF-Q Il
Comment DFV-759B
Sv: MeOH + HCOOH
Larghi
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, 0.8-0.9min #48-53
X105]
5] 216.1019
4
3
21
1] 217.1057
1 218.1079
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 T T T T T T
216.0 216.5 217.0 2175 218.0 218.5 219.0 2195 m/z
Meas. m/z # lon Formula m/z err[ppm] mSigma # mSigma Score rdb e Conf N-Rule
216.1019 1 C13H14NO2  216.1019 -0.1 28.4 1 100.00 7.5 even ok

printed: 4/4/2024 9:53:10 AM Page 1 of 1
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i 4

Qualitative Compound Report

Analysis Info

Analysis Name  D:\Data\ggc\24-031522_P1-D-2_01_8819.d

Acquisition Date  4/3/2024 2:36:15 PM

Method Ic_gtof_directospos.m Operator ELB
Sample Name 24-031522 Instrument  micrOTOF-Q Il
Comment SF-016
Sv: MeOH + HCOOH
Larghi
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, 0.4min #25|
X105/
1 2221135
3_
2_
l_
| 223.1155
. 224.1175
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
222.0 2225 223.0 2235 224.0 2245 225.0 2255 226.0 m/z
Meas. m/z # lon Formula m/z err[ppm] mSigma # mSigma Score rdb e Conf N-Rule
2221135 1 CI12H16NO3  222.1125 -4.7 35 1 100.00 55 even ok

printed:

4/4/2024 9:57:28 AM Page 1 of 1
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