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Experiment Date/Time: 10/27/2016 12:22:30 PM Acq. Data Name: 331 STA-2400 BODBENZOCH3 Operator Name: Carmen Gacia-Javier Perez: AccuTOF
Creation Parameters: Average(MS[1] Time:0.81..0.84) lonization Mode:DART + : Instrument: JEOL The AccuTOF: JMS-T100LC

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

Intensity (%)

100 — 335

90 |

80 |

70 |

60 |

50 |

355

40 |

30 |

334"

20 |

10 |

S5



(wdd) 14

0'6

S8
1

0’8

S'9 0L

09

oY Sy 0'S

S'€
1

x4
I

ST O;Z

0T

S0
1

00
1

1.00 1

1.05

1 4.15\I

3.11\I
1.04 =

12.027

2.07

2.16 7

2157

8¢

LT'OT'STETCYTT'OT'L'9

se'1e

ve'ee

(014

12O

\92——0
Y

|

ce—12
ve——gz

/
A\

8¢—¢¢

62y

-

S6

4.09
44.08

4.06

3.46
43.44

3.42

2.17
2.10
2.09
2.09
2.08
2.08
2.07
\ 2.06
| 2.06
L.2.05
| 2.04
| 2.04
| 2.02
| 2.01
| 2.01
| 2.00
| 1.99
11.98
11.97
l1.97




(wdd) 14

O‘.IEI OS?I O{T 02}1 0(?13

O?T

—.190.8

[T

S7

= - 8
S
/ \
\_7

= o= 164.1
= _b/ /\w /’:136 2
8 131.9
B // \\w z/ [131.4

B / [130.9
=R [120.0

= \ [120.8
= - ;128.6
= 5 [ 127.5
= ) \ [ 127.3
= & 127.2
= e 126.7
= - g D\ l ;125.9
= 3 EXe) J 1251
= = e | 3 £125.0
= 3 4 1249
= 2Ny Y1248
ks [, ¥
= N 1233
E N 8 _ 1147

B |
X
BYe)

= 3 _68.1

= - _331

29.0

= 5e Zog1



Qualitative Analysis Report

Data Filename Dr RIBERA2 .d Sample Name Py1GOHO
Sample Type Sample Position P1-C2
Instrument Name LC QTOF_LANCIC User Name
Acqg Method iny dir.m Acquired Time  3/22/2018 1:20:37 PM
IRM Calibration Status _DA Method carmenl.m
Comment
Sample Group Info.
Stream Name Lc1 Acquisition SW 6200 series TOF/6500 series
Version Q-TOF B.06.01 (B6172 SP1)
User Spectra
Spectrum Source Fragmentor Voltage Collision Energy lonization Mode
Peak (1) in "+ TIC Scan - Dr RIBERA2 .d" 240 50 ESI
5 : -
©10 +ESI Scan (rt: 2.1-2.3 min, 10 scans) Frag=240.0V CID@50.0 Dr RIBE...
4] 215.00
3
2
1
37816 1005.71
0 wlady | (. e .
200 400 600 800 106)0 1200 1400 1600
Counts vs. Mass-to-Charge (m/z)
Peak List
m/z z JAbund
172.86 17778.46
189.07 1 |24365.61
202.08 1 ]|18246.88
215.09 1 |382522.03
216.09 1 |73669.32
228.09 13284.12
257.13 1 |30722.55
378.16 1 |27877.57
433.09 1 |27795.62
434.09 1 |14255.7

-- End Of Report -

Agilent Technologies
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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 _DA Method carmenl.m
Comment

Sample Group Info.

Stream Name LC1

Acquisition SW

Version 6200 series TOF/6500 series

Q-TOF B.06.01 (B6172 SP1)

User Spectra

Spectrum Source

+TIC Scan

+ESI Scan (rt: 1.7-1.9 min, 17 scans) Frag=240.0V CID@50.0 Dr RIBE...
x10 5 257.13
1
0.5
779.31
O ulllu’_ l\nll“ ‘“L " ST Jl.‘l m ‘ ; ‘ ‘
200 400 600 800 1000 1200 1400 1600
Counts vs. Mass-to-é)harge m/z)
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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Registro BODPyGo 180517-ext-01 STA 2851

Matriz DIT 2/5

Labhoratorios de Servicios Analiticos
Instituto de Quimica UNAM

5
o, 598.165
]
c
]
£1500
1250
1000
750
500
250
0 -
200 300 400 500 600 700 800 900 1000 1100 120[|l'nfz
Acquisition Parameter
Date of acquisition 2018-05-24712:23:03.671-05:00
Acquisifion method nams Dinethods\lexControlMethods L NM_UNAMRP_Pephix par
Aquisition operation made Reflector
Volfage polarity POS
Number of shofs 150
Name of spectum usad for califiration
Calibration referance fist nsed
Instrument Info
User UNAM
Instrument FLEX-PC
Instrument type microflex
D:\data\LSA\BODPyGo 180517-ext-01\0_DA3
Bruker Daltonics flexAnalysis printed:  5/24/2018  12:26:14 PM
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Registro ~ BODPyGo 180517-ext-01 STA 2851

Laboratorios de Servicios Analiticos

Matriz DIT 2/5 Instituto de Quimica UNAM
El
= 598.165
2
o
c
~—1500
599.159
1000
579.073
597.158
580.065
600.164
500
578.069
581.002
0
580 585 590 595 600
miz
Acguisition Parameter
Dafe of acquisifiarn 2018-05-24T12:23:03.671-05:00
Acquisiion methad name DilsthodsiflexControlMethods 'L Nk _UNAMRP_Pephix. par
Aquisition operation mode Reflector
Voltage polarify POS
Nurnber of shols 150
Name of specirum used for calibration
Calibration reference list used
Instrument Info
User UNAM
Irstrument FLEX-PC
Instrument fype microflex
D:\data\LSA\BODPyGo 180517-ext-01\0_D4\3
Bruker Daltonics flexAnalysis printed:  5/24/2018 12:28:09 PM
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Registro  Py2G1BOD Laboratorios de Servicios Analiticos

Matriz DHB 2/5 180424-ext-01 STA 2824 Instituto de Quimica UNAM
E 955.442
$1200
o
£
1000 956.431
74.41
800 Seale
Padidos 957.441
600
975.401

973.426 976.359

400
200
958.603
953.381 977.402
0
955 960 965 970 975
m/z
Acguisition Parameter
Date of acquisifion 2018-04-25T13:27:51.250-05:00
Acquiztion method name D iMethodsiflexControldethods LN _UNAMRP_Pephdix. par
Aquisition operation mode Reflector
Voftage polarity POS
Number of shots 74
Name of spectrum used for calibrafion
Calibration reference list used
Instrument Info
User UNAM
Instrument FLEX-PC
instrument fype microflex
D:\data\LSA\Py2G1BOD\0_D10\1
Bruker Daltonics flexAnalysis printed:  4/25/2018  3.04:54 PM

S18



Registro Py2G1BOD

Matriz DHB 2/5 180424-ext-01 STA 2824

120

Intens. [a.u.]

100

80

60

40

20

1582 1584

Laboratorios de Servicios Analiticos

1589.576

1590.476

1591.522

1588.483

1586 1588 1590 1592 1594 1596

Instituto de Quimica UNAM

1598 1600
miz

Acquisition Parameter

Dafe of acquisition
Acquisifion meathod name

Aquisition aperation mode

Woltage polarily

Number of shats

MName of spectrum used for calibration
Cafibration referance fist used

Instrument Info
User

Instrument
Instrument type

2018-04-25T13:27:51 250-05:00
DivlethodsflexControlethods)LNW_UNAMRE_Pephdix par

Reflector
POS
74

UNAM
FLEX-PC
microflex

D:\data\LSA\Py2G1BODW_D10\

Bruker Daltonics flexAnalysis

printed:

4/25/2018  3:06:22 PM
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Normalized Absorption
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Figure S1: absorption (black line) and emission (red line) spectra of compound 1

Normalized Fluorescence Emission
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Normalized Absorption
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Figure S2: absorption (black line) and emission (red line) spectra of compound 3

Normalized Fluorescence Emission
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Normalized Absorption
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Figure S3: absorption (black line) and emission (red line) spectra of compound 6
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Normalized Absorption

1 A F 1
0.8 A - 0.8
0.6 A - 0.6
0.4 - - 0.4
0.2 - \ - 0.2

W :
‘ v. 'V'V"WVAVA»W ,,/"'/ a
0 T T = T T S 0
300 350 400 450 500 550

Wavelength (nm)

Figure S4: absorption (black line) and excitation (red line) spectra of compound 4

Normalized Fluorescence Excitation
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Normalized Absorption
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Figure S5: absorption (black line) and excitation (red line) spectra of compound 7

Normalized Fluorescence Excitation
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