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S.1 Nuclear magnetic resonance spectra
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——9.4334

OMe
MeO

CHO

——7.2601
——6.6582

~OMe

SH-aldehido
CDC13

.1808
3.8261
3.8165

4

1.0000

1.0869

1.1276

NAME
EXPNO
PROCNO
Date_

2.3747
2.3708

INSTRUM
PROBHD
PULPROG

~

™
| SOLVENT
NS

DS
SWH
FIDRES
AQ

RG

.1624

3.5411
3.3666
0.5963
3.3688
2.1940

1

93.3925

OMe
MeO

CHO

——145.7655

~OMe

7.0 6.

38.7747

.0

5.5 5.0 4.5

SH-aldehido
CDC13

77.3193

5.3731
74.6096

ppm

NAME
EXPNO
PROCNO
Date_
Time
INSTRUM
PROBHD
PULPROG

58.7538
56.9476
22.7756

_—
\

TD
SOLVENT
NS

DS
SWH
FIDRES
20

RG

CPDPRG2
NUC2
PCPD2

T T T T T T
210 200 190 180 170 160

T
150

T T
140 130

T
120

T T
110 100 90

ppm

CHANNEL f1

CHANNEL f1

CHANNEL f2 =

30f26

Santiago Hernandez
14

20150508
10.11
spect
1H-BB
2930
32768
cpel3
8

5 mm BBI

0
8012.820
0.244532

2.0447731
71.8
62.400
6.00

296.2
1.00000000

.00
400.1338012

16384
400.1300089
no

0

0.00

0

1.00

20150512

23980.814
0.731836
0.6832628
574.7
20.850
6.00

296.2
2.00000000
0.03000000

3c
14.00

-6.0
100.6242995

waltzl6
1H
85.00
6.00
23.00

00 di

23.
400.1316005
32768
100.6127804
El
1.00

1.4

Hz
Hz
sec

usec

usec
dB
MHz

MHz

Santiago Hernandez
23

Hz
Hz
sec

usec
usec

=

sec
sec

usec
dB
MHz

usec
dB
dB
MHz

MHz

Hz



Compound 13
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M. Cuellar
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SH-N42

Compound 17 CDC13
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o & = N ®onronmTmooa oA M = o ot o oo ~ ExeNo
s & o B R N L L R GO ® o 5o 0 S N
. . . . . ™Mo \O ™~ N ~ oo ™ PROCNO
< o v Fdor AT Soa®n S 9o o . oate
o = ° h o TT IMONMOANNN NN o =G ~ oo 0 _
— — A A A A A A A A A A A A A A ~~ e [Nt Te] o~ Time
INSTRUM
PROBHD
PULPROG
SOLVENT
o %
| |
|
|
|
|
|
|
! |
|
(Il
T T T T T T T T T T T T T T T T T
190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 ppm

11 of 26

Cuellar
311

1
20170705
5.07

293.
1.00000000
1

CHANNEL f1

18

6.50
0.00
400.1338012

usec
dB
MHz

400.1300094
no

0

0.00

0

MHz

1.00

CHANNEL f£1

14.00
-6.00
100.6242995

CHANNEL £2

85.00 usec
6.00 dB
23.00 dB
23.00 dB
400.1316005 MHz
32768
100.6127764 MHz
EM
0
1.00 Hz
0
1.40



——9.4600

Compound 19¢

©
=
©
®
®

.3735

8

8.3614
8.3513
8.2949
8.2848

7.8518

.8381
7.8270
7.8167
7.8033
7.7860

6.5455

6

.5353

6.5217

.9885

5
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Naftoquinona 2

CDC13

Semn coo © NAME santiago Hernandez

HOOHd mow x EXPNO 37

Anomn o~ « PROCNO 1

e eSS © 20151103

SeTT mmn “ 12.29

spect

5 mm BBI 1H-BB

2930

TD
SOLVENT
NS
DS
[ SWH 8012.820 Hz
FIDRES 0.244532 Hz
AQ 2.0447731 sec
RG 1024
DH 62.400 usec
DE 6.00 usec
TE 297.2 K
D1 1.00000000 sec
TDO 1
6
.1338012 MHz
16384
F 400.1300097 MHz
WDW no
SSB 0
LB 0.00 Hz
GB 0
BC 1.00
~ o oo oo o i < oo o
o o ~|~ o o ~ R <o o
< S N m o~ o e e ol o
- I} oo o o 153 o ol o
o o Al N - o Allo oo | o
T T T T T T T T T T T T T T T T
9.0 8.5 8.0 7.5 6.5 0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 ppm
Naftoquinona 2
CDC13
~ ™ © ™ TNV AN 0N 00D
wo© o o QPO NN H® AT D TOVN® s NAME Santiago Hernandez
~ o ™ ™ HNOO®WONEOW ~OoN Mo © < EXPNO . 38
~ o= ~ o MOTAOO0OwTN HOo®@ T O own
. . . . G e e e e e e e MO woH @ @ PROCNO 1
3z 92 YrEaYaRaang QR ¥ bate_ 20151103
- o - [ UL i [N 0w Time 12.53
INSTRUM spect
‘ \ \\\’ / /// \/ \/ \/ BRoSD 5 m 5T 1homs
PULPROG 29pg30
D 32768
SOLVENT cDC13
NS 1536
DS 0
SwH 23980.814 Hz
FIDRES 31836 Hz
AQ 0.6
RG
bW
DE
TE
D1 2.00000000
D11 0.03000000
DO 1
CHANNEL f1
13C
14.00 usec
-6.00 dB
100.6242995 MHz
CHANNEL £2
CPDPRG2 waltz16
NUC2 18
PCPD2 85.00 uc
| PL2 6.00
PL12 23.00
PL13 23.00
| SFO2 400.1316005
32768
| 100.6127709 MHz
EM
0
| 1.00 Hz
0
| 1.40
\
|
T T T T T T T T T T T T
170 160 150 130 120 110 100 90 80 70 60 50 ppm
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Compound 20 SH-N41
CDC13
NAME Santi Hernandez
EXPNO 83
A A A NN O N MWW W0 W NWOWOON SO o~ PROCNO . ‘1
N0 OWTOWNODMEI— N WNIM-OMS MW O O oy Date 20160531
RS EISRIZEn s REERIRLS2e a pae e03
SR ISNN2YNEEZ SR REERRR228RRS 2 .
R I . . .. . e . . . e e e . . INSTRUM pect
©SY 0O 0O 0O 0O CO O O [~ [~ [~ [~ [~~~ 0~~~ - PROBHD 5 mm BBI 1H-BB

PULPROG zg30
SOLVENT CDC13
NS 8
0
8012.820 Hz
0.244532 Hz
2.0447731 sec
812.

295.2 K
1.00000000 sec
1
77777777 CHANNEL f1 ========
NUC1 1H
Pl
PL1 0.00
400.1338012 MHz
16384
400.1300093 MHz
no

0
0.00 Hz
0

1.00

=) ) (oo ~[o o~ =)
S e o™ = I
S < | = | < <
S Slle Qo =) )
— || o | — s
T T T T T T T T T T T T T T T
10.0 9.5 9.0 8.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 ppm
SH-N41
CDC13
NAME Santiago Hernandez
EXPNO 87
© © RN NVOoOoOWVWAMWO -
23 B N80 8s = e - FROCHO oreoer]
© = s o SOV AoOE o0 o = o © ate 20160601
™ o o= SaNobaNT®m N — o ® o Time 6.05
g 1 LaenTan . Moo o) STRUM spec
oo = [ i ) INSTRUM spect
@ w MO OMOMNNNN — —~ 9w o PROBHD 5 mm BBI 1H-BB
— — Ao A A =~~~ w0 PULPROG 0
TD
SOLVENT
N
DS
SWH
MeO
AQ
o)
D
DE
TE

o= )
Z
N/

MHz

32768
100.6127699 Mz
no

0
0.00 Hz
0

1.40

T T T T T T T T T T T T T T T T T
200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 ppm
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S.2 High resolution mass spectroscopy

D:\Tunes\2018\Junio\04.06.18\SH4 06/04/18 12:2632

SH4#1 RT:0.01 AV:1 NL: 4.11E6
T: FTMS + p ESI Full ms [102.0000-302.0000]

e
o
<]
1

2031278

©
a

OMe
MeO ~OMe

©
<]

®
a

@
<]

N
a

N
o

-}
a

CH,OH

3
<]

o
a

a
o

Compound 11

[P NN
a o &

Now
a &
2011121

N
°
199.0965

=
@
200.1043

1951380
204.1312

o
o

e s e L . e e e B e e
194 195 196 197 198 199 200 201 202 203 204 205 206 207 208 209 210 211 212 213

D:\Tunes\2018\Junio\04.06.18\SH5_2 06/04/18 12:44-22

SH5_2#1 RT:0.01 AV:1 NL:5.01E7
T: FTMS + p ESI Full ms [100.0000-300.0000]

o
o
o
1

2011121

©
@

OMe

©
o

MeO \OMe

B

N @ oW
a o

203.1277

N
o

CHO

@ 9 o
a o a

199.0965

a
o

Compound 12

PN
5
205.1070

N oW
a o

N
o

200.1043

.
@
2021154
203.0913
2041311
205.1434

.
o

201.0757




15 of 26

D:\Tunes\2018\Junio\04.06.18\106 06/04/18 12:4%1Q

106 #1 RT: 0.01 AV:1 NL: 5.06E8
T: FTMS + p ESI Full ms [143.0000-343.0000]

2431703

OMe
o MeO ~OMe

Z-Z

Compound 13

2441737

o et . . 4 L

T T T T T
233 234 235 236 237 238 239 240

D:\Tunes\2018\Junio\04.06.18\15 06/04/18 12:16:11

15#1 RT: 001 AV:1 NL: 6.93E6
T: FTMS + p ESI Full ms [298.0000-498.0000]

399.1011

* OMe
as MeO, OMe
O o™

w

60 N
50 O N(CH3)2

Compound 15

400.1942

397.1762

391.2844

o
L B o e e L e s e e LA et A
390 301 392 393 394 395 396 397 398 399 400 401 402 403 404 405 406 407 408 409 410



DA\TUNes\2018\Mayo\07.05.18\EP101

05/07/18 1611717

EP101#22 RT: 0.9

100

AV:1 NL: 8.91E7
T: FTMS + p ESI Full ms [255.0000-455.0000]
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3541337

3551369

3561484

357,514

Compound 16a

T T
310 315

T
320

DA\Tunes\2016\Mayo\20160523\)

T
325

T
330

T
335

T
340

5/23/2016 1:

J#1 RT:000 AV:1 NL:2.08E8
T: FTMS + p ESI Full ms [271.00-471.00]

200000000

190000000

180000000

170000000

160000000

150000000

140000000

130000000

120000000

1100000007

40000000

3221082

T
345

T T t T T T
375 380 sas 390 395 400

T
405

3721450

373.1478

394.1259

OMe

N
oH o H

Compound 16b




Di\Tunes\2016\Mayo\20160523\NZ

5/23/2016 1:

NZ#1 RT:0.00 AV:1 NL: 7.60E7

T: FTMS + p ESI Full ms [287.00-487.00]

75000000

700000007

65000000
60000000

55000000

50000000

45000000

35000000

30000000

250000007

20000000

15000000

322.1081

10000000

5000000
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386.1244

388.1396

OMe

MeO, OMe

OH O

NS

N
OH O

Compound 16¢

389.1429

410.1211

DATUNes\2018\Mayo\07.05.18\EP106

05/07/18 15:4512

EP106#1 RT: 0.01 AV:1 NL:9.24E7
T: FTMS + p ESI Full ms [255.0000-455.0000]

3541333

3551361

OMe

MeQ .OMe

\

O
Compound 17

3709789
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D:\Tunes\2018\Junio\04.06.18\19a 06/04/18 12:70-1/

19a#1 RT:0.01 AV:1 NL: 1.19E7
T: FTMS + p ESI Full ms [223.0000-423.0000]

3231026

Compound 19a

N
a
324.1055

318.3003

O o B N B

T T
312 313 314 315

4
L e

I —_— T T
331 332 333 334

T T T T T T T T T
316 317 318 319 320 321 322 323 324 325 326 327 328 329 330

miz

D:\Tunes\2018\Junio\04.06.18\19b 06/04/18 12:2232

19b#1 RT: 001 AV:1 NL: 1.51E7
T: FTMS + p ESI Full ms [236.0000-436.0000]

337.1183

Compound 19b

327.0741

338.1215
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D:\Tunes\2016\Mayo\20160523\NQ 5/23/2016 1:

NQ#1 RT:0.00 AV:1 NL: 3.75E8
T: FTMS + p ESI Full ms [221.00-421.00]

322.1080

360000000

340000000

32000000

300000000
280000000

26000000

240000000
220000000
2000000007

180000000

160000000

140000001

Compound 19¢

120000000

100000000

3231104

8000000

290.0816

60000000

40000000

20000000

ol ! { H

D:\Tunes\2018\Junio\04.06.18\MC 20 06/04/18 12:76°51

MC20#1 RT:0.01 AV:1 NL: 1.85E8
T: FTMS + p ESI Full ms [189.0000-389.0000]

2900810

% MeO
(0]

75 \
70 |
—
65
N

55 O
Compound 20

2910829
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S.3 Infrared spectroscopy
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—— IR 16a
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