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Compound 2a

Current Data Parameters

NAME I-CGF-29 R
EXPNO 1
PROCNO 1

F2 - Acquisition Parameter
Date 20190516
Time 11.10 h
INSTRUM spect
PROBHD 723756_0157 (5
PULPROG zg30

TD 65536
SOLVENT CDC13

NS 16

DS 0

SWH 8012.820 Hz
FIDRES 0.244532 Hz
AQ 4.0894465 sec
RG 175.09

DW 62.400 usec
DE 10.00 usec
TE 298.1 K

D1 1.00000000 sec
TDO 1

SFOlL 400.1324708 MH:
NUC1 1H

Pl 11.42 usec
PLW1 11.19999981 W
F2 - Processing parameters
ST 65536

SF 400.1300094 MHz
WDW EM

SSB 0

LB 0.30 Hz
GB 0

PC 1.00
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Current Data Parameters

NAME I-CGF-29.1I1I
EXPNO 2
PROCNO 1

F2 - Acquisition Parameter
Date_ 20181003
Time 18.08 h
INSTRUM spect
PROBHD Z23756_0157 (5
PULPROG zgpg30

TD 32768
SOLVENT CDC13

NS 167

DS 0

SWH 25252.525 Hz
FIDRES 1.541292 Hz
AQ 0.6488064 sec
RG 197.86

DW 19.800 usec
DE 10.00 usec
TE 300.7 K

D1 2.00000000 sec
D11 0.03000000 sec
TDO 1

SFO1 100.6198125 MH:
NUC1 13C

P1 13.25 usec
PLW1 17.98900032 W
SFO2 400.1116004 MH:
NUC2 1H
CPDPRG[2 waltzl6
PCPD2 90.00 usec
PLW2 11.19999981 W
PLW12 0.19090000 w
PLW13 0.09602200 W
F2 - Processing parameters
SI 32768

SF 100.6077179 MHz
WDW EM

SSB

LB 1.00 Hz
GB

PC 1.40
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Compound 2a

Central de Andlises - UCS

Espectrometria de massas de alta resolucdo

(Bruker micrOTOF-QJl)
Dados da amostra

Cdédigo da amostra: I-CGF-29

Responsdvel pela amostra: Carolina Furst — UFMG (Prof. Eduardo Alberto)
e-mail do responsdvel: carolfurstg@gmail.com
Amostra submetida em: 28-jun-19

Aquisicao e analise: 17-jul-19

Férmula molecular: CgH;Br;O Inserir abaixo a estrutura molecular (imagem do ChemDraw)
Massa exata calculada:  [M]*369.802124
(massa mais abundante) [M+H]* 370.809949
1 Br Br
lons observados: M my*
L] [M+H]* o
(1 outros: Br
Erro experimental <5ppm
Observagdes:

Pardmetros de Aquisigdo

Source Type APCI lon Polarity Positive Set Nebulizer 1.5 Bar
Focus Not active Set Capillary 4000 V Set Dry Heater 200 °C
Scan Begin 50 m/z Set End Plate Offset  -500 V Set Dry Gas 1.5 I/min
Scan End 1500 m/z Set Collision Cell RF  150.0 Vpp Set Divert Valve Source
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Compound 2a

Central de Andlises - UCS

1.

Espectro Obtido

Intens.
[%]
x109

124.0865

197.1152

200

291.8918

300

369.8029

I-CGF-29.d: +MS, 0.0-0.6min #2-38
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Compound 2a

Central de Andlises - UCS

2. Expansao do espectro obtido incluindo os espectros simulados

Espectro obtido
(expansdo na regido
de m/z do ion de
interesse)

Espectro simulado:
fon [M]*

Intens. 4
[%]]
X109 ]

= n N
3 o )
NI AR AR SRR B A

-
o

o
)

367.8053

368.8082
Al

369.8029

\

370.8059

L.

371

.8013

\ 372.8037

373,7992

374.8013
AN

+MS, 0.0-0.6min #2-38

379.0263
FAN

E3

2000

1500

1+
367.8042

1+
368.8075
A

1+

369.8021

1+
370.8055

371

1+
.8001

|

1+
373.7982

1+
372.8035 1+

374.8014
A

CoH;Brs0, M, 367.8042
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Compound 2b

Current Data Parameters

NAME I-CGF-34 C
EXPNO 1
PROCNO 1

F2 - Acquisition Parameter
Date 20190524
Time 16.45 h
INSTRUM spect
PROBHD 23756_0157 (5
PULPROG zg30

TD 65536
SOLVENT CDC13

NS 16

DS 0

SWH 8012.820 Hz
FIDRES 0.244532 Hz
AQ 4.0894465 sec
RG 110.48

DW 62.400 usec
DE 10.00 usec
TE 300.1 K

D1 1.00000000 sec
TDO 1

SFOlL 400.1324708 MH:
NUC1 1H

P1 11.42 usec
PLW1 11.19999981 W
F2 - Processing parameters
ST 65536

SF 400.1300115 MHz
WDW EM

SSB 0

LB 0.30 Hz
GB 0

PC 1.00
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Compound 2b
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Current Data Parameters

NAME I-CGF-34 C
EXPNO 2
PROCNO 1

F2 - Acquisition Parameter
Date 20190524
Time 16.53 h
INSTRUM spect
PROBHD Z23756_0157 (5
PULPROG zgpg30

TD 65536
SOLVENT CDC13

NS 128

DS 2

SWH 26041.666 Hz
FIDRES 0.794729 Hz
AQ 1.2582912 sec
RG 197.86

DW 19.200 usec
DE 10.00 usec
TE 300.1 K

D1 2.00000000 sec
D11 0.03000000 sec
TDO 1

SFO1 100.6238359 MH:
NUC1 13C

P1 13.25 usec
PLW1 17.98900032 W
SFO2 400.1316005 MH:
NUC2 1H
CPDPRG[2 waltz1l6
PCPD2 90.00 usec
PLW2 11.19999981 W
PLW12 0.18032999 W
PLW13 0.09070400 w
F2 - Processing parameters
SI 32768

SF 100.6127685 MHz
WDW EM

SSB 0

LB 1.00 Hz

GB 0
PC 1.40
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Compound 2b

Central de Andlises - UCS

Espectrometria de massas de alta resolucdo

(Bruker micrOTOF-QJl)
Dados da amostra

Cdédigo da amostra: I-CGF-34

Responsdvel pela amostra: Carolina Furst — UFMG (Prof. Eduardo Alberto)
e-mail do responsdvel: carolfurstg@gmail.com
Amostra submetida em: 28-jun-19

Aquisicao e analise: 17-jul-19

Férmula molecular: C43H4¢Br,0 Inserir abaixo a estrutura molecular (imagem do ChemDraw)
Massa exata calculada: [M]*347.954244
(massa mais abundante) [M+H]* 348.962069
fons observados: M [m]* Br
L] [M+H]* o
[ outros: Br
Erro experimental <5ppm
Observagdes:

Pardmetros de Aquisigdo

Source Type APCI lon Polarity Positive Set Nebulizer 1.5 Bar
Focus Not active Set Capillary 4000 V Set Dry Heater 200 °C
Scan Begin 50 m/z Set End Plate Offset  -500 V Set Dry Gas 1.5 I/min
Scan End 1500 m/z Set Collision Cell RF  150.0 Vpp Set Divert Valve Source
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Comp

ound 2b

Central de Andlises - UCS

1.

Espectro Obtido

Intens. |
[%]
x106

1.0 5

0.8 1

0.6

0.4

0.2

124.0868

0.0 -

100

200

305.9052

300

347.9562

I-CGF-34.d: +MS, 0.1-0.4min #3-25
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Compound 2b

Central de Analises - UCS
2. Expansao do espectro obtido incluindo os espectros simulados
Espectro obtido Intens. +MS, 0.1-0.4min #3-25
0,
(expansdo na regido Mg_ 347.9562
de m/z do ion de x10
interesse) 7]
0.8
0.6
345.9580 349.9542
0.4
0.2 348.9595
] 346.9610 L 350.9580
Espectro simulado: ?%)] - 1+ CisH16Br20, M, 345.9562
ii + ] 347.9542
lon [M] 2000
1500
] 3451&;562 o
1000 - [ 349.9523
500 e
| 1+ 348.9576 14
| 346.9596 350.9556
O T T T T T T 1 T
344 346 348 350 352 354  miz
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Compound 2c

Current Data Parameters

NAME I-CGF-54 C
EXPNO 1
PROCNO 1
F2 - Acquisition Parameter
Date 20190524
Time 16.23 h
INSTRUM spect
PROBHD 723756_0157 (5
PULPROG zg30
TD 65536
SOLVENT CDC13
NS 16
DS 0
SWH 8012.820 Hz
FIDRES 0.244532 Hz
AQ 4.0894465 sec
RG 125.16
DW 62.400 usec
DE 10.00 usec
TE 300.3 K
D1 1.00000000 sec
TDO 1
SFOlL 400.1324708 MH:
NUC1 1H
Pl 11.42 usec
PLW1 11.19999981 W
F2 - Processing parameters
ST 65536
SF 400.1300125 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
L
""""" IR R
3 2 1 ppm
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Compound 2c
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Current Data Parameters
NAME I-CGF-54 C
EXPNO 2
PROCNO 1
F2 - Acquisition Parameter
Date 20190524
Time 16.34 h
INSTRUM spect
PROBHD 23756_0157 (5
PULPROG zgpg30
D 65536
SOLVENT CDC13
NS 128
DS 2
SWH 26041.666 Hz
FIDRES 0.794729 Hz
AQ 1.2582912 sec
RG 197.86
DW 19.200 usec
DE 10.00 usec
TE 300.1 K
D1 2.00000000 sec
D11 0.03000000 sec
TDO 1
SFO1L 100.6238359 MH:
NUC1 13C
P1 13.25 usec
PLW1 17.98900032 W
SFO2 400.1316005 MH:
NUC2 1H
CPDPRG[2 waltz1l6
PCPD2 90.00 use
PLW2 11.19999981 W
PLW12 0.18032999 w
PLW13 0.09070400 W
F2 - Processing parameters
ST 32768
SF 100.6127685 MHz
WDW EM
SSB
LB 1.00 Hz
GB
PC 1.40
I I I I I I j I I
180 160 120 80 60 40 20 ppm


Eduardo Alberto
Compound 2c


Compound 2c

Central de Andlises - UCS

Espectrometria de massas de alta resolucdo

(Bruker micrOTOF-QJl)
Dados da amostra

Cdédigo da amostra: I-CGF-54

Responsdvel pela amostra: Carolina Furst — UFMG (Prof. Eduardo Alberto)
e-mail do responsdvel: carolfurstg@gmail.com
Amostra submetida em: 28-jun-19

Aquisicao e analise: 17-jul-19

Férmula molecular: C4gH4oBr,O Inserir abaixo a estrutura molecular (imagem do ChemDraw)
Massa exata calculada: ~ [M]*305.907275
(massa mais abundante) [M+H]* 306.915100
fons observados: M [m]* Br Br
L1 [(M+H]* o
[ outros:
Erro experimental <5ppm
Observagdes:

Pardmetros de Aquisigdo

Source Type APCI lon Polarity Positive Set Nebulizer 1.5 Bar
Focus Not active Set Capillary 4000 V Set Dry Heater 200 °C
Scan Begin 50 m/z Set End Plate Offset  -500 V Set Dry Gas 1.5 I/min
Scan End 1500 m/z Set Collision Cell RF  150.0 Vpp Set Divert Valve Source
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Compound 2c

Central de Andlises - UCS

1.

Espectro Obtido

Intens.
[%]

x1q§_

124.0866

197.1154

100 200

305.9087

338.9059

300

I-CGF-54.d: +MS, 0.1-2.3min #4-110

500 600
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Compound 2c

Central de Andlises - UCS

2. Expansao do espectro obtido incluindo os espectros simulados

Espectro obtido Intens. | +MS, 0.1-2.3min #4-110
0,
(expansdo na regido (%] 305.9087
de m/z do ion de X105
interesse)
6 -
303.9103 307.9067
4 -
2 -
_ 306.9113
304.9138 308.9096
Espectro simulado: ] " CroHhoBr20, M, 303.9093
i + 1 305.9073
lon [M] 2000
1500
: 1+ 1+
1000 ] 303.9093 307.9053
500
b 1+
1 1+ 306.9106 1+
1 304.9127 308.9086
0 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
302 303 304 305 306 307 308 309 310 311 miz
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Compound 2d

Current Data Parameters

NAME I-CGF-92
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date_ 20190822
Time 17.37 h
INSTRUM spect
PROBHD 73756_0157 (5
PULPROG zg30

TD 65536
SOLVENT CDC13

NS 16

DS 0

SWH 8012.820 Hz
FIDRES 0.244532 Hz
AQ 4.0894465 sec
RG 197.86

DW 62.400 usec
DE 10.00 usec
TE 300.0 K
D1 1.00000000 sec
TDO 1
SFO1 400.1324708 MHz
NUC1 1H

P1 11.34 usec
PLW1 11.19999981 W
F2 - Processing parameters
ST 65536

SF 400.1300095 MHz
WDW EM

SSB 0

LB 0.30 Hz
GB 0

PC 1.00
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Compound 2d
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Current Data Parameters

NAME I-CGF-92
EXPNO 2
PROCNO 1
F2 - Acquisition Parameters
Date_ 20190822
Time 17.57 h
INSTRUM spect
PROBHD 73756_0157 (5
PULPROG zgpg30
TD 65536
SOLVENT CDC13
NS 256
DS 2
SWH 26041.666 Hz
FIDRES 0.794729 Hz
AQ 1.2582912 sec
RG 197.86
DW 19.200 usec
DE 10.00 usec
TE 300.2 K
D1 2.00000000 sec
D11 0.03000000 sec
TDO 1
SFO1 100.6238359 MHz
NUC1 13C
P1 13.25 usec
PLW1 17.98900032 W
SFO2 400.1316005 MHz
NUC2 1H
CPDPRG[2 waltzl6
PCPD2 90.00 usec
PLW2 11.19999981 W
PLW12 0.17781000 W
PLW13 0.08943800 W
F2 - Processing parameters
ST 32768
SF 100.6127685 MHz
EM

1.00 Hz

PC 1.40

T ' T ' T ' T
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Compound 2d

Central de Andlises - UCS

Espectrometria de massas de alta resolucdo

(Bruker micrOTOF-QIl)
Dados da amostra

Cddigo da amostra: I-CGF-95

Responsdvel pela amostra: Prof. Eduardo E Alberto - UFMG
e-mail do responsdvel: albertoee.ufmg@gmail.com
Amostra submetida em: 6-jan-20

Aquisicdo e anadlise: 22-jan-20

Férmula molecular: C44H3BrO, Inserir abaixo a estrutura molecular (imagem do ChemDraw)

Massa exata calculada:  [M]*256.009343
(para o pico de maior intensidade) [M+H]+ 257.017168

’ B
lons observados: M M]* r
L] [(m+H]* o

O

l:‘ outros >

Erro experimental <5ppm

Observagdes:
Pardmetros de Aquisigdo

Source Type APCI lon Polarity Positive Set Nebulizer 2.0 Bar
Focus Not active Set Capillary 4000 V Set Dry Heater 180 °C
Scan Begin 50 m/z Set End Plate Offset  -500 V Set Dry Gas 2.0 I/min
Scan End 1500 m/z Set Collision Cell RF  150.0 Vpp Set Divert Valve Source
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Compound 2d


Compound 2d

Central de Andlises - UCS

1. Espectro Obtido

Intens.-| I-CGF-97b.d: +MS, 0.1-2.2min #5-133

5 1+
x10 256.0092

5+
353.9526

473.3988
428.3289

176.0817

100 200 300 400 500 600 700 800 900 m'z
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Compound 2d


Compound 2d

Central de Andlises - UCS

2. Expansao do espectro obtido incluindo os espectros simulados

Espectro obtido Intens. 1 +MS, 0.1-2.2min #5-133
X104 256.0092 1
: 258.0074
6 -
4 -
2+ 1+
1+
257.0117 259 0116
254.9999
Espectro simulado 1 1+ Cui3BrO,, M, 256.0093
i 1 1+
lon [M]* 2000} 256.0093 258.0074
1500
1000 -
500
E 1+ 1+
_ 257.0127 259.0107
. J .
T T T T T
254 256 258 260 262 mz
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Compound 2d


Compound 2e

Current Data Parameters
NAME I-CGF-46
EXPNO 1
PROCNO 1
F2 - Acquisition Parameter
Date_ 20181207
Time 13.58 h
INSTRUM spect
PROBHD 728057_0014 (5
PULPROG zg30
D 65536
SOLVENT CDC13
NS 16
DS 0
SWH 8012.820 Hz
FIDRES 0.244532 Hz
AQ 4.0894465 sec
RG 87.25
DW 62.400 usec
DE 6.50 usec
TE 300.2 K
D1 1.00000000 sec
TDO 1
SFO1 400.1324708 MH:
NUC1 1H
P1 7.73 usec
PLW1 14.00000000 W
F2 - Processing parameters
ST 65536
SF 400.1300161 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
MJ bt U
""""" IR R R D D U R L B
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Compound 2e

139.8
136.3
130.2
128.8
127.6
127.2
126.8
122.9
81.8

—156.0

7
\

—102.7
_—— 35.4

T340

Current Data Parameters

NAME I-CGF-46
EXPNO 2
PROCNO 1

F2 - Acquisition Parameter
Date_ 20181207
Time 14.05 h
INSTRUM spect
PROBHD Z8057_0014 (5
PULPROG zgpg30

TD 65536
SOLVENT CDC13

NS 128

DS 0

SWH 26041.666 Hz
FIDRES 0.794729 Hz
AQ 1.2582912 sec
RG 197.86

DW 19.200 usec
DE 6.50 usec
TE 300.3 K

D1 2.00000000 sec
D11 0.03000000 sec
TDO 1

SFO1 100.6248421 MH:
NUC1 13C

P1 15.60 usec
PLW1 120.00000000 w
SFO2 400.1316005 MH:
NUC2 1H
CPDPRG[2 waltzl6
PCPD2 90.00 usec
PLW2 14.00000000 W
PLW12 0.10062000 W
PLW13 0.05061200 W
F2 - Processing parameters
SI 32768

SF 100.6127685 MHz

WDW EM
SSB 0

LB 1.00 Hz
GB 0
PC 1.40

T
180
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Compound 2e


Compound 2e

Central de Andlises - UCS

Espectrometria de massas de alta resolucdo

(Bruker micrOTOF-QJl)
Dados da amostra

Cdédigo da amostra: I-CGF-46

Responsdvel pela amostra: Carolina Furst — UFMG (Prof. Eduardo Alberto)
e-mail do responsdvel: carolfurstg@gmail.com
Amostra submetida em: 28-jun-19

Aquisicao e analise: 17-jul-19

Férmula molecular: C45H45,Br,0 Inserir abaixo a estrutura molecular (imagem do ChemDraw)
Massa exata calculada: [M]"367.922957
(massa mais abundante) [M+H]* 368.930782
fons observados: M [m]* ‘ Br
o

L1 v+H] O G

L] outros: Br
Erro experimental <5ppm
Observagdes:

Pardmetros de Aquisigdo

Source Type APCI lon Polarity Positive Set Nebulizer 1.5 Bar
Focus Not active Set Capillary 4000 V Set Dry Heater 200 °C
Scan Begin 50 m/z Set End Plate Offset  -500 V Set Dry Gas 1.5 I/min
Scan End 1500 m/z Set Collision Cell RF  150.0 Vpp Set Divert Valve Source

1/3
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Compound 2e

Central de Andlises - UCS

1. Espectro Obtido

Intens. I-CGF-46.d: +MS, 0.1-1.9min #3-79

0,
[%] ] 124.0863
x109

367.9241

288.0144
236.1486

100 200 300 400 500 600 700 800 m'z
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Compound 2e


Compound 2e

Central de Andlises - UCS

2. Expansao do espectro obtido incluindo os espectros simulados

Espectro obtido
(expansdo na regido
de m/z do ion de
interesse)

Espectro simulado:
fon [M]*

Intens. ]
[%] 4
x109

2.5

2.0

154

365.9259

366.9288

367.9241

L

368.9269

369.9218

370.9255

N _

+MS, 0.1-1.9min #3-79

2000

1500

1+
365.9249

1+
366.9283

1+
367.9230

1+
368.9263

1+
369.9211

1+
370.9243

CisH12Br,0, M, 365.9249

T T
366

e
367

3/3
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Compound 2e


Compound 2f

Current Data Parameters

NAME IT-CGF-05 ALIX
EXPNO 1
PROCNO 1

F2 - Acquisition Parameter
Date_ 20200312
Time 11.55 h
INSTRUM spect
PROBHD 23756_0157 (5
PULPROG zg30

TD 65536
SOLVENT CDC13

NS 16

DS 0

SWH 8012.820 Hz
FIDRES 0.244532 Hz
AQ 4.0894465 sec
RG 197.86

DW 62.400 usec
DE 10.00 usec
TE 298.2 K

D1 1.00000000 sec
TDO 1

SFOlL 400.1324708 MH:
NUC1 1H

Pl 11.34 usec
PLW1 11.19999981 W
F2 - Processing parameters
ST 65536

SF 400.1300076 MHz
WDW EM

SSB 0

LB 0.30 Hz
GB 0

PC 1.00
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Compound 2f

g g 88 -~ 89 o 3

- - v ~‘- w T ?i;o BRUKER
Current Data Parameters
NAME II-CGF-05
EXPNO 2
PROCNO 1
F2 - Acquisition Parameter
Date 20191204
Time 12.31 h
INSTRUM spect
PROBHD 23756_0157 (5
PULPROG zgpg30
D 65536
SOLVENT CDC13
NS 128
DS 2
SWH 26041.666 Hz
FIDRES 0.794729 Hz
AQ 1.2582912 sec
RG 197.86
DW 19.200 usec
DE 10.00 usec
TE 300.2 K
D1 2.00000000 sec
D11 0.03000000 sec
TDO 1
SFO1L 100.6238359 MH:
NUC1 13C
P1 13.25 usec
PLW1 17.98900032 W
SFO2 400.1316005 MH:
NUC2 1H
CPDPRG[2 waltz1l6
PCPD2 90.00 use
PLW2 11.19999981 W
PLW12 0.17781000 W
PLW13 0.08943800 W
F2 - Processing parameters
ST 32768
SF 100.6127685 MHz
WDW EM
SSB
LB 1.00 Hz
GB
PC 1.40

I I I I I I j I j I j I j I I
180 160 140 120 100 80 60 40 20  ppm
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Compound 2f

Central de Andlises - UCS

Espectrometria de massas de alta resolucdo

(Bruker micrOTOF-QIl)
Dados da amostra

Cddigo da amostra: [I-CGF-05

Responsdvel pela amostra: Prof. Eduardo E Alberto - UFMG
e-mail do responsdvel: albertoee.ufmg@gmail.com
Amostra submetida em: 6-jan-20

Aquisicdo e anadlise: 22-jan-20

Férmula molecular: C4oH7BroNO Inserir abaixo a estrutura molecular (imagem do ChemDraw)

Massa exata calculada: [M]*316.886874
[M+H]* 317.894700

. NC
lons observados: M m)* Br
M [M+H]* (0]

L] outros Br

Erro experimental <5ppm

Observagdes:
Pardmetros de Aquisigcdo

Source Type APCI lon Polarity Positive Set Nebulizer 2.0 Bar
Focus Not active Set Capillary 4000 V Set Dry Heater 180 °C
Scan Begin 50 m/z Set End Plate Offset  -500 V Set Dry Gas 2.0 I/min
Scan End 1500 m/z Set Collision Cell RF  150.0 Vpp Set Divert Valve Source

1/3
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Compound 2f


Compound 2f

Central de Andlises - UCS

1. Espectro Obtido

Intens.
x106-

2.0+

1.0 H

0.0

1+

124.0871

1+
165.1249

1+
197.1149

100

200

1+
316.8867

300

398.9391

11-CGF-05.d: +MS, 1.8-4.9min #108-243

400 500 600
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Compound 2f


Compound 2f

Central de Andlises - UCS

2. Expansao do espectro obtido incluindo os espectros simulados

Espectro obtido

Espectro simulado
fon [M]*

Espectro simulado
fon [M+H]*

Intens. { +MS, 1.8-4.9min #108-243
x1067 I+
] 316.8867
1.5 1+ 1+
i 314.8888 318.8856
E 1+
1.0 317.8925
i 1+ 1+
0.5 315.8944 319.8901
0.0 4 J
. 1+ CroH7BrzNO, M, 314.8889
] 316.8869
2000 .
1500 -
] I 1+
10001 314.8889 318.8849
500 1+
] 1+ 317.8900 1+
] 315.8921 319.8880
0] N N
] 14 CroH;Br2NO, M+nH, 315.8967
] 317.8947
2000
1500 -
] 1+ 1+
1000 E 315.8967 319.8927
500 1+
] 1+ 318.8979 1+
] 316.8999 320.8959
0] AN A
T T T T T T T T T T T
313 314 315 316 317 318 319 320 321 322 mz
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Compound 2g

Current Data Parameters

NAME I-CGF-97 solido
EXPNO 1
PROCNO 1

F2 - Acquisition Parameter
Date_ 20190930
Time 16.10 h
INSTRUM spect
PROBHD 23756_0157 (5
PULPROG zg30

TD 65536
SOLVENT CDC13

NS 4

DS 0

SWH 8012.820 Hz
FIDRES 0.244532 Hz
AQ 4.0894465 sec
RG 197.86

DW 62.400 usec
DE 10.00 usec
TE 300.1 K

D1 1.00000000 sec
TDO 1

SFOlL 400.1324708 MH:
NUC1 1H

P1 11.34 usec
PLW1 11.19999981 W
F2 - Processing parameters
ST 65536

SF 400.1300092 MHz
WDW EM

SSB 0

LB 0.30 Hz
GB 0

PC 1.00

&
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Compound 2g


Compound 2g

S M © N Qa © S

™ o g o ¥ o O — er~o @
o N~ o] < oOAN N — — <t AN O o
Al — — — - — -~ N~ OMOAN N

Current Data Parameters

NAME 11080_c97s
EXPNO 2
PROCNO 1
F2 - Acquisition Parameter
Date_ 20191003
Time 22.11 h
INSTRUM spect
PROBHD 723750_0125 (5
PULPROG zgpg30
D 65536
SOLVENT CDC13
NS 8192
DS 0
SWH 26041.666 Hz
FIDRES 0.794729 Hz
AQ 1.2582912 sec
RG 204.69
DW 19.200 usec
DE 12.00 usec
TE 300.1 K
D1 2.00000000 sec
D11 0.03000000 sec
TDO 1
SFO1L 100.6374161 MH:
NUC1 13C
P1 13.00 usec
PLW1 70.00000000 W
SFO2 400.1816007 MH:
ucz 1H
CPDPRG[2 waltz1l6
PCPD2 90.00 use
PLW2 10.47099972 W
PLWL2 0.06889100 W
PLWL3 0.03465200 W

T ' T ' T ' T ' T ' T '
200 180 160 140 120 100 80 60 40 20

- Processing parameters

65536
100.6253400 MHz
EM
1.00 Hz
1.40
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Compound 2g

Central de Andlises - UCS

Espectrometria de massas de alta resolucdo
(Bruker micrOTOF-QIl)
Dados da amostra

Cddigo da amostra: I-CGF-97

Responsdvel pela amostra: Prof. Eduardo E Alberto - UFMG
e-mail do responsdvel: albertoee.ufmg@gmail.com
Amostra submetida em: 6-jan-20

Aquisicdo e anadlise: 22-jan-20

Férmula molecular: C43H5BrO,4 Inserir abaixo a estrutura molecular (imagem do ChemDraw)

Massa exata calculada: [M]*314.014822
(para o pico de maior intensidade) [M+H]+ 315.022648
[M-H]* 313.006997

fons observados: O My

] [M+H]*

M outros [M-H]*
Erro experimental <5 ppm

Observacgées: A formagao do ion [M-H]+ quando adquirido no modo de ionizagdo positivo ndo é comum.

Pardmetros de Aquisicdo

Source Type APCI lon Polarity Positive Set Nebulizer 2.0 Bar
Focus Not active Set Capillary 4000 V Set Dry Heater 180 °C
Scan Begin 50 m/z Set End Plate Offset  -500 V Set Dry Gas 2.0 I/min
Scan End 1500 m/z Set Collision Cell RF  150.0 Vpp Set Divert Valve Source

1/4
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Compound 2g


Compound 2g

Central de Andlises - UCS

1.

Espectro Obtido

Intens.
x106-

1+
7 256.0081

0.0 . . | ‘.“ AR ERITR Iu '
100 200

1+
313.0078

300

1+
394.9315

I-CGF-97.d: +MS, 0.1-0.9min #3-55

400 500 600
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Compound 2g


Compound 2g

Central de Andlises - UCS

2.

Expansao do espectro obtido

Intens. I-CGF-97.d: +MS, 0.1-0.9min #3-55
x1067] 1+
313.0078
1.5 1
1+
1.0 334.9155
1+
J 394.9315
0.5 1 1+
353.9516
1+
k 256.0081
1 I l 270.9944
0.0 ‘..:..l.n l Llu... “L..L.I.lLll.uuk?ha..ﬂxluulm N unl.;h..u a llkllhuhln'lll l * l llh...th.lhlntll L l L“I .n....ﬂ.:l.‘u....“l“.. wa s ‘ l kmlu N “JI‘.L.L.“ M
260 280 300 320 340 360 380 400 mz
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Compound 2g

Central de Andlises - UCS

3. Expansao do espectro obtido incluindo os espectros simulados

Espectro obtido

Espectro simulado
fon [M-H]*

Intens. | +MS, 0.1-0.9min #3-55
x109 ] 31315078 1+
] 1 315.0058
1.5
1.04
0-5__ 1+ 1+
] 314.0103 316.0082
| J 317.8942 319.8925
0.0 | e A
T 1 Cy3H15BrO4, M-nH, 313.0070
+ 1+
2000_' 313.0070 315.0051
1500
1000
500__ 1+ 1+
i 314.0104 316.0084
0 | _J J N
T T T T T T T T T T T T T T T
308 310 312 314 316 318 320 322 324 m/z
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Compound 3

Current Data Parameters

NAME I-CGF-75 6-6
EXPNO 1
PROCNO 1

F2 - Acquisition Parameter
Date_ 20190606
Time 9.07 h
INSTRUM spect
PROBHD 23756_0157 (5
PULPROG zg30

TD 65536
SOLVENT CDC13

NS 16

DS 0

SWH 8012.820 Hz
FIDRES 0.244532 Hz
AQ 4.0894465 sec
RG 197.86

DW 62.400 usec
DE 10.00 usec
TE 295.7 K

D1 1.00000000 sec
TDO 1

SFOlL 400.1324708 MH:
NUC1 1H

Pl 11.42 usec
PLW1 11.19999981 W
F2 - Processing parameters
ST 65536

SF 400.1300089 MHz
WDW GM

SSB 0

LB -0.30 Hz
GB 0.2

PC 1.00

i " A T \ L U A
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Compound 3

—158.3

T~111.0

—81.7
—77.0

LB
GB 0
PC 1.40

© 0
3 BRUKER
[ap Mep]

Current Data Parameters

NAME I-CGF-75
EXPNO 4
PROCNO 1
F2 - Acquisition Parameters
Date_ 20190502
Time 18.21 h
INSTRUM spect
PROBHD 73756_0157 (5
PULPROG zgpg30
TD 65536
SOLVENT CDC13
NS 128
DS 2
SWH 26041.666 Hz
FIDRES 0.794729 Hz
AQ 1.2582912 sec
RG 197.86
DW 19.200 usec
DE 10.00 usec
TE 298.2 K
D1 2.00000000 sec
D11 0.03000000 sec
TDO 1
SFO1 100.6238359 MHz
NUC1 13C
P1 13.25 usec
PLW1 17.98900032 W
SFO2 400.1316005 MHz
NUC2 1H
CPDPRG[2 waltzl6
PCPD2 90.00 usec
PLW2 11.19999981 W
PLW12 0.18032999 W
PLW13 0.09070400 W
F2 - Processing parameters
ST 32768
SF 100.6127685 MHz
WDW EM
SSB 0

1.00 Hz

220 200

160

140

120

80

I
60 40 20
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Compound 3

Central de Andlises - UCS

Espectrometria de massas de alta resolucdo

(Bruker micrOTOF-QJl)
Dados da amostra

Cdédigo da amostra: I-CGF-75

Responsdvel pela amostra: Carolina Furst — UFMG (Prof. Eduardo Alberto)
e-mail do responsdvel: carolfurstg@gmail.com
Amostra submetida em: 28-jun-19

Aquisicao e analise: 17-jul-19

Férmula molecular: CgHgBr,O Inserir abaixo a estrutura molecular (imagem do ChemDraw)
Massa exata calculada: [M]*291.891620
(massa mais abundante) [M+H]" 292.899445
fons observados: M [m]* Br Br
+

L] [M+H] \©fc>_/

(1 outros:
Erro experimental <5ppm
Observagdes:

Pardmetros de Aquisigdo

Source Type APCI lon Polarity Positive Set Nebulizer 1.5 Bar
Focus Not active Set Capillary 4000 V Set Dry Heater 200 °C
Scan Begin 50 m/z Set End Plate Offset  -500 V Set Dry Gas 1.5 I/min
Scan End 1500 m/z Set Collision Cell RF  150.0 Vpp Set Divert Valve Source
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Compound 3

Central de Andlises - UCS

1.

Espectro Obtido

Intens. |
[%]
x109

124.0866

197.1157

NV YN
+ ¥

100

200

291.8927

347.9552

I-CGF-75.d: +MS, 1.7-1.8min #83-89

300 400

2/3
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Compound 3

Central de Andlises - UCS

2. Expansao do espectro obtido incluindo os espectros simulados

Espectro obtido
(expansdo na regido
de m/z do ion de
interesse)

Espectro simulado:
fon [M]*

Intens. 1 +MS, 1.7-1.8min #83-89
0, .
[%] 291.8927
x105 7
3 -
2 -
i 289.8942 293.8907
1 -
i 292.8951
i 290.8974 294.8937 297 1382
A
(8] 1+ CoHsBr20, M, 289.8936
] 291.8916
2000
1500 +
: 1+ 1+
1000 289.8936 293.8897
500
: 1+
1+ 292.8950 1+
1 290.8970 294.8930
0 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
288 289 290 291 292 293 294 295 296 297 m'z
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Compound 4a

Current Data Parameters

NAME II-CGF-03
EXPNO 1
PROCNO 1

F2 - Acquisition Parameter
Date 20191122
Time 10.40 h
INSTRUM spect
PROBHD 723756_0157 (5
PULPROG zg30

TD 65536
SOLVENT CDC13

NS 4

DS 0

SWH 8012.820 Hz
FIDRES 0.244532 Hz
AQ 4.0894465 sec
RG 197.86

DW 62.400 usec
DE 10.00 usec
TE 300.2 K

D1 1.00000000 sec
TDO 1

SFOlL 400.1324708 MH:
NUC1 1H

P1 11.34 usec
PLW1 11.19999981 W
F2 - Processing parameters
ST 65536

SF 400.1300000 MHz
WDW EM

SSB 0

LB 0.30 Hz
GB 0

PC 1.00
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Compound 4a

—157.9
—150.9

—131.8
—128.4
—1220
—115.6

_—104.1
T~103.1

—141

T
180

T
160

T
140

T
120

T
100

80

60

40

20

ppm

Current Data Parameters

NAME II-CGF-03
EXPNO 2
PROCNO 1
F2 - Acquisition Parameters
Date_ 20191122
Time 10.32 h
INSTRUM spect
PROBHD 73756_0157 (5
PULPROG zgpg30
TD 65536
SOLVENT CDC13
NS 128
DS 2
SWH 26041.666 Hz
FIDRES 0.794729 Hz
AQ 1.2582912 sec
RG 197.86
DW 19.200 usec
DE 10.00 usec
TE 300.2 K
D1 2.00000000 sec
D11 0.03000000 sec
TDO 1
SFO1 100.6238359 MHz
NUC1 13C
P1 13.25 usec
PLW1 17.98900032 W
SFO2 400.1316005 MHz
NUC2 1H
CPDPRG[2 waltzl6
PCPD2 90.00 usec
PLW2 11.19999981 W
PLW12 0.17781000 W
PLW13 0.08943800 W
F2 - Processing parameters
ST 32768
SF 100.6127685 MHz
EM
0
1.00 Hz
0
1.40
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Compound 4a


Compound 4a

Central de Andlises - UCS

Espectrometria de massas de alta resolucdo

(Bruker micrOTOF-QIl)
Dados da amostra

Cddigo da amostra: II-CGF-03

Responsdvel pela amostra: Prof. Eduardo E Alberto - UFMG
e-mail do responsdvel: albertoee.ufmg@gmail.com
Amostra submetida em: 6-jan-20

Aquisicdo e anadlise: 22-jan-20

Férmula molecular: CgHgBr,O Inserir abaixo a estrutura molecular (imagem do ChemDraw)
Massa exata calculada:  [M]*289.875970
(para o pico de maior intensidade) [M+H]+ 290.883795
1 Br
lons observados: ] MJ* N\
M [M+H]* o
[ outros Br
Erro experimental <5ppm
Observagdes:
Pardmetros de Aquisigdo
Source Type APCI lon Polarity Positive Set Nebulizer 2.0 Bar
Focus Not active Set Capillary 4000 V Set Dry Heater 180 °C
Scan Begin 50 m/z Set End Plate Offset  -500 V Set Dry Gas 2.0 I/min
Scan End 1500 m/z Set Collision Cell RF  150.0 Vpp Set Divert Valve Source
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Compound 4a

Central de Andlises - UCS

1. Espectro Obtido

Intens. i 11-CGF-03.d: +MS, 0.1-0.9min #7-51
x105 1+
. 290.8838
5_
4 -
3 -

: 1+

209.9673 L

443.0138

256.0085

100 200 300 400 500 600 700 800 900 m'z
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Compound 4a

Central de Andlises - UCS

2. Expansao do espectro obtido incluindo os espectros simulados

Espectro obtido

Espectro simulado
fon [M+H]*

Intens. 4
x1057]

w
PN TN TR T N TN T T T N T T T N T N Y O Y Y O Y T N 1

287.8777
AN

1+
288.8856

1+
289.8816

1+
290.8838

1+
291.8836

1+
292.8817

1+
293.8843

+MS, 0.1-0.9min #7-51

2000

1500

1+
288.8858

1+
289.8892

1+
290.8838

1+
291.8872

1+
292.8818

1+
293.8851

CoHeBr20, M+nH, 288.8858

T
286

T
288

T
290

3/3

T
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T
294

T
296
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Compound 5a

Current Data Parameters

NAME I-CGF-80
EXPNO 1
PROCNO 1

F2 - Acquisition Parameter
Date_ 20190610
Time 9.27 h
INSTRUM spect
PROBHD 723756_0157 (5
PULPROG zg30

TD 65536
SOLVENT CDC13

NS 16

DS 0

SWH 8012.820 Hz
FIDRES 0.244532 Hz
AQ 4.0894465 sec
RG 154.14

DW 62.400 usec
DE 10.00 usec
TE 294.0 K

D1 1.00000000 sec
TDO 1

SFOlL 400.1324708 MH:
NUC1 1H

Pl 11.42 usec
PLW1 11.19999981 W
F2 - Processing parameters
ST 65536

SF 400.1300078 MHz
WDW EM

SSB 0

LB 0.30 Hz
GB 0

PC 1.00
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Compound 5a


Compound 5a

155.9
—133.5
—129.1
—1129

T~127.0

—103.4
82.1
54.0
33.4

Current Data Parameters

M MO e AN s Y

NAME I-CGF-80
EXPNO 3
PROCNO 1
F2 - Acquisition Parameter
Date_ 20190610
Time 9.50 h
INSTRUM spect
PROBHD Z23756_0157 (5
PULPROG zgpg30

TD 65536
SOLVENT CDC13
NS 256
DS 2

SWH 26041.666 Hz
FIDRES 0.794729 Hz
AQ 1.2582912 sec
RG 197.86
DW 19.200 usec
DE 10.00 usec
TE 294.6 K
D1 2.00000000 sec
D11 0.03000000 sec
TDO 1

SFO1 100.6238359 MH:
NUC1 13C
P1 13.25 usec
PLW1 17.98900032 W
SFO2 400.1316005 MH:
NUC2 1H
CPDPRG[2 waltz1l6
PCPD2 90.00 usec
PLW2 11.19999981 W
PLW12 0.18032999 W
PLW13 0.09070400 w
F2 - Processing parameters
SI 32768

SF 100.6127685 MHz
WDW EM

SSB
LB 1.00 Hz

WA A A A
C 1.40

T T T T T
180 160 140 120 100 80

60 40 20 ppm
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Compound 5a

Central de Andlises - UCS

Espectrometria de massas de alta resolucdo
(Bruker micrOTOF-QIl)
Dados da amostra

Cddigo da amostra: I-CGF-86

Responsdvel pela amostra: Prof. Eduardo E Alberto - UFMG
e-mail do responsdvel: albertoee.ufmg@gmail.com
Amostra submetida em: 6-jan-20

Aquisicdo e anadlise: 22-jan-20

Férmula molecular: CgH;BroN;O Inserir abaixo a estrutura molecular (imagem do ChemDraw)

Massa exata calculada: [M]*332.893018
(para o pico de maior intensidade) [M+H]+ 331.885193
[M-N2+H]* 305.894695

Br Ng
fons observados: O My m
(0]
] [M+H]*

Br
M outros [M-N»+H]*

Erro experimental <5 ppm

Observacdes:

Pardmetros de Aquisicdo

Source Type APCI lon Polarity Positive Set Nebulizer 2.0 Bar
Focus Not active Set Capillary 4000 V Set Dry Heater 180 °C
Scan Begin 50 m/z Set End Plate Offset  -500 V Set Dry Gas 2.0 I/min
Scan End 1500 m/z Set Collision Cell RF  150.0 Vpp Set Divert Valve Source
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Compound 5a

Central de Andlises - UCS

1.

Espectro Obtido

Intens. -
x109

100

193.1213

1+
305.8940

1+

336.9236

256.0089

394.9348 473.3986

un‘A ..luu}..umkk

I-CGF-86.d: +MS, 0.1-1.2min #4-72

400 500 600 700
2/3
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Compound 5a

Central de Andlises - UCS

2. Expansao do espectro obtido incluindo os espectros simulados

Espectro obtido 'ntensé 1t +MS, 0.1-1.2min #4-72
x10°4 305.8940
8 -
6 1+
303.8936
| 1+
307.8930
4 4
“] 1+ 1+ 1+
| roLssss 1+ 306.8967 e 313.0068 315.0049
. 304.8955
299.2890 | L 308.8957
0 A o - )N
Espectro simulado 1 14 CsH,BrNO, M+nH, 303.8967
ii - + ] 305.8947
lon [M-N,+H] 20004
1500
T 1+ 1+
] 303.8967
1000 4 307.8927
500 -
i 1+
] 1+ 306.8978 1+
] 304.8999 L J 308.8958
0 T T T T T T T T
300 302 304 306 308 310 312 314 mz
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