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Experiment Date/Time: 10/27/2016 12:22:30 PM 
Creation Parameters: Average(MS[1] Time:0.81..0.84) 

Acq. Data Name: 331 STA-2400 BODBENZOCH3 
Ionization Mode:DART + : 

Operator Name: Carmen Gacia-Javier Perez: AccuTOF 
Instrument: JEOL The AccuTOF: JMS-T100LC 

Dr Pasquale Porcu/ Operador:Carmen Garcia-Javier Perez Instituto de Quimica-UNAM: 
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Qualitative Analysis Report 

Data Filename Dr RIBERA2 .d Sample Name Py1G0HO 
Sample Type Sample Position P1-C2 
Instrument Name LC QTOF_LANCIC User Name 
Acq Method iny dir.m Acquired Time 3/22/2018 1:20:37 PM 
IRM Calibration Status Success DA Method carmen1.m 
Comment 

Sample Group 
Stream Name LC 1 

Info. 
Acquisition SW 
Version 

 
 

6200 series TOF/6500 series 
Q-TOF B.06.01 (B6172 SP1) 

 
 
 

User Spectra 
Spectrum Source 
Peak (1) in "+ TIC Scan - Dr RIBERA2 .d" 

 

 
Fragmentor Voltage 

240 

 

 
Collision Energy 

50 

 

 
Ionization Mode 

ESI 

 

 
Peak List 
m/ z z 
172.86 
189.07 1 
202.08 1 
215.09 1 
216.09 1 
228.09 
257.13 1 
378.16 1 
433.09 1 
434.09 1 

 
Abund 
17778.46 
24365.61 
18246.88 
382522.03 
73669.32 
13284.12 
30722.55 
27877.57 
27795.62 
14255.7 

 
--- End Of Report --- 

Page 1 of 1 Printed at: 1:17 PM on: 4/2/2018 
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Qualitative Analysis Report 

Data Filename Dr RIBERA3 .d Sample Name Py1G1HO 

Sample Type Sample Position P1-C3 

Instrument Name LC QTOF_LANCIC User Name 

Acq Method iny dir.m Acquired Time 3/22/2018 1:27:39 PM 

IRM Calibration Status Success DA Method carmen1.m 

Comment 
Sample Group 

Stream Name LC 1 

Info. 
Acquisition SW 
Version 

 
 

6200 series TOF/6500 series 
Q-TOF B.06.01 (B6172 SP1) 

 
 
 

User Spectra 

Spectrum Source 

+ TIC Scan 

 

 
 
 
 
 
 
 
 
 
 
 
 
 

Peak List 
m/ z z Abund 
147.07 1 26323.41 
215.09 1 91808.67 
221.08 1 33339.86 
255.12  33034.48 
257.13 1 134774.97 
258.14 1 28120.25 
267 1 18441.18 
281.05 1 36439.58 
341.02 1 23973.43 
355.07 1 23757.11 
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Figure S1: absorption (black line) and emission (red line) spectra of compound 1 
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Figure S2: absorption (black line) and emission (red line) spectra of compound 3 
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Figure S3: absorption (black line) and emission (red line) spectra of compound 6 
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Figure S4: absorption (black line) and excitation (red line) spectra of compound 4 
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Figure S5: absorption (black line) and excitation (red line) spectra of compound 7 
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