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Supplementary Figure 1. 1H, 13C, 13C DEPT-135 spectra of compound 1.
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Supplementary Figure 2. 13C DEPT-90 spectra of compound 1.
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Supplementary Figure 3. Gs-2D Heteronuclear Single Quantum Coherence (HSQC) spectra of compound 1.
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Supplementary Figure 4. Gs-2D  Heteronuclear Multiple Bond Correlation (HMBC) spectra of compound 1.
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Supplementary Figure 5. High resolution mass spectra of compound 1.
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Supplementary Figure 6. Fourier transform infrared (FT-IR) spectra of compound 1.
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Supplementary Figure 7. 1H, 13C, 13C DEPT-135 spectra of compound 2.
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Supplementary Figure 8. Gs-2D Heteronuclear Single Quantum Coherence (HSQC) spectra of compound 2.
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Supplementary Figure 9. Gs-2D  Heteronuclear Multiple Bond Correlation (HMBC) spectra of compound 2.
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Supplementary Figure 10. High resolution mass spectra of compound 2.
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Supplementary Figure 11. Fourier transform infrared (FT-IR) spectra of compound 2.
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Supplementary Figure 12. 1H spectra of compound 3C.
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Supplementary Figure 13. 13C spectra of compound 3C.
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Supplementary Figure 14. Fourier transform infrared (FT-IR) spectra of compound 3C.
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Supplementary Figure 15. 1H spectra of compound 4C.
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Supplementary Figure 16. 13C spectra of compound 4C.
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Supplementary Figure 17. Fourier transform infrared (FT-IR) spectra of compound 4C.
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Supplementary Figure 18. 1H spectra of compound 5C.
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Supplementary Figure 19. 13C spectra of compound 5C.
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Supplementary Figure 20. 13C DEPT-135 spectra of compound 5C.
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Supplementary Figure 21. Gs-2D Heteronuclear Single Quantum Coherence (HSQC) spectra of compound 5C.
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Supplementary Figure 22. Gs-2D  Heteronuclear Multiple Bond Correlation (HMBC) spectra of compound 5C.
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Supplementary Figure 23. Fourier transform infrared (FT-IR) spectra of compound 5C.
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Supplementary Figure 24. 1H spectra of compound 3.

[image: ]
Supplementary Figure 25. 13C spectra of compound 3.
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Supplementary Figure 26. 1H spectra of compound 4.
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Supplementary Figure 27. 13C spectra of compound 4.
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Supplementary Figure 28. 1H spectra of compound 5.
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Supplementary Figure 29. 13C spectra of compound 5.
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Supplementary Figure 30. 13C DEPT-135 of compound 5.
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Supplementary Figure 31. Gs-2D  Heteronuclear Multiple Bond Correlation (HMBC) spectra of compound 5.
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Supplementary Figure 32. Gs-2D Heteronuclear Single Quantum Coherence (HSQC) spectra of compound 5.
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Supplementary Figure 33. Diagram of the study.
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D:\Tunes\2017\Mayo\08.05.17\THYD1 05/08/17 08:36:49

THYD1 #1 RT:0.01 AV:1 NL:1.46E9

T:FTMS - p ESI Full ms [186.0000-386.0000]
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42.27 56.06 78.82 93.95 94.75

114.53 115.35 115.50 118.20

4 5 6 7 8 9 10 11 12 ppm

2.7653 2.7723 3.2369 3.2684 3.2798 3.3113 3.8151 5.4335 5.4405 5.4646 5.4718 6.1075 6.1192 6.1243 6.7835 6.9179 9.1443

12.1455

1.0172 0.8845 3.1907 0.8485 0.2127 1.9796 2.1109 0.8168 1.4734 1.0000

50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 ppm
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102.70 114.44 115.42 118.10 129.36 145.27 145.83 162.90 163.27 167.51 197.02
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D:\Tunes\2017\Mayo\08.05.17\THYD2 05/08/17 08:46:28

THYD2 #1 RT:0.01 AV:1 NL:5.63E6

T:FTMS - p ESI Full ms [201.0000-401.0000]

280 282 284 286 288 290 292 294 296 298 300 302 304 306 308 310 312 314 316 318 320
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3.4820 3.5234 3.5343 3.5433 5.1871 5.2777 5.2834 5.2972 6.2667 6.2724 6.3091 6.3147 7.1672 7.1882 7.1954 7.1992 7.2171 7.2206 7.2601 7.5081 7.5107 7.7204 7.7592 7.8238 7.8380 7.8769
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3.5222 3.5379 3.8181 3.5717 2.4426 4.6823 2.5026 1.1316 1.2107 2.5428 1.2461 1.1939 1.1756 1.0000

NAME     Mauricio Osorio

EXPNO               523

PROCNO                1

Date_          20140227

Time               9.57

INSTRUM           spect

PROBHD   5 mm BBI 1H-BB

PULPROG            zg30

TD                32768

SOLVENT           CDCl3

NS                    8

DS                    0

SWH            8012.820 Hz

FIDRES         0.244532 Hz

AQ            2.0447731 sec

RG                574.7

DW               62.400 usec

DE                 6.00 usec

TE                294.2 K

D1           1.00000000 sec

TD0                   1

======== CHANNEL f1 ========

NUC1                 1H

P1                 6.50 usec

PL1                0.00 dB

SFO1        400.1338012 MHz

SI                16384

SF          400.1300094 MHz

WDW                  no

SSB                   0

LB                 0.00 Hz

GB                    0

PC                 1.00

Col. 3,4-OMOM 24/01/2014

CDCl3
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NAME     Mauricio Osorio

EXPNO               524

PROCNO                1

Date_          20140227

Time              10.24

INSTRUM           spect

PROBHD   5 mm BBI 1H-BB

PULPROG          zgpg30

TD                32768

SOLVENT           CDCl3

NS                  512

DS                    0

SWH           23980.814 Hz

FIDRES         0.731836 Hz

AQ            0.6832628 sec

RG                  512

DW               20.850 usec

DE                 6.00 usec

TE                295.2 K

D1           2.00000000 sec

D11          0.03000000 sec

TD0                   1

======== CHANNEL f1 ========

NUC1                13C

P1                14.00 usec

PL1               -6.00 dB

SFO1        100.6242995 MHz

======== CHANNEL f2 ========

CPDPRG2         waltz16

NUC2                 1H

PCPD2             85.00 usec

PL2                6.00 dB

PL12              23.00 dB

PL13              23.00 dB

SFO2        400.1316005 MHz

SI                32768

SF          100.6127720 MHz

WDW                  no

SSB                   0

LB                 0.00 Hz

GB                    0

PC                 1.40

Col. 3,4-OMOM 24/01/2014

CDCl3
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2 3 4 5 6 7 8 9 10 11 12 13 14 ppm

2.1694 3.4823 3.5235 3.5378 3.9281 5.1881 5.2823 6.2199 6.2253 6.3150 6.3202 7.1477 7.1833 7.2599 7.7343 7.7731 7.8310 7.8698

13.8900

2.0001 3.3535 3.2964 3.2669 3.3589 2.2498 4.4789 1.1268 1.0957 1.1235 2.2174 1.1209 1.0966 1.0000

NAME     Mauricio Osorio

EXPNO               787

PROCNO                1

Date_          20150330

Time               9.42

INSTRUM           spect

PROBHD   5 mm BBI 1H-BB

PULPROG            zg30

TD                32768

SOLVENT           CDCl3

NS                    8

DS                    0

SWH            8012.820 Hz

FIDRES         0.244532 Hz

AQ            2.0447731 sec

RG                574.7

DW               62.400 usec

DE                 6.00 usec

TE                293.2 K

D1           1.00000000 sec

TD0                   1

======== CHANNEL f1 ========

NUC1                 1H

P1                 6.50 usec

PL1                0.00 dB

SFO1        400.1338012 MHz

SI                16384

SF          400.1300094 MHz

WDW                  no

SSB                   0

LB                 0.00 Hz

GB                    0

PC                 1.00

F16-47 Chalcona 24/03/15

CDCl3
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NAME     Mauricio Osorio

EXPNO               794

PROCNO                1

Date_          20150402

Time              15.19

INSTRUM           spect

PROBHD   5 mm BBI 1H-BB

PULPROG          zgpg30

TD                32768

SOLVENT           CDCl3

NS                 1024

DS                    0

SWH           23980.814 Hz

FIDRES         0.731836 Hz

AQ            0.6832628 sec

RG               1149.4

DW               20.850 usec

DE                 6.00 usec

TE                297.2 K

D1           2.00000000 sec

D11          0.03000000 sec

TD0                   1

======== CHANNEL f1 ========

NUC1                13C

P1                14.00 usec

PL1               -6.00 dB

SFO1        100.6242995 MHz

======== CHANNEL f2 ========

CPDPRG2         waltz16

NUC2                 1H

PCPD2             85.00 usec

PL2                6.00 dB

PL12              23.00 dB

PL13              23.00 dB

SFO2        400.1316005 MHz

SI                32768

SF          100.6127704 MHz

WDW                  EM

SSB                   0
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GB                    0

PC                 1.40

F16-47 Chalcona 24/03/15

CDCl3
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3 4 5 6 7 8 9 10 11 12 13 14 15 ppm
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13.9213
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NAME     Mauricio Osorio

EXPNO              1101

PROCNO                1

Date_          20170110

Time              14.14

INSTRUM           spect

PROBHD   5 mm BBI 1H-BB

PULPROG            zg30

TD                32768

SOLVENT           CDCl3

NS                    8

DS                    0

SWH            8012.820 Hz

FIDRES         0.244532 Hz

AQ            2.0447731 sec

RG                645.1

DW               62.400 usec

DE                 6.00 usec

TE                297.2 K

D1           1.00000000 sec

TD0                   1

======== CHANNEL f1 ========

NUC1                 1H

P1                 6.50 usec

PL1                0.00 dB

SFO1        400.1338012 MHz

SI                16384

SF          400.1300094 MHz

WDW                  no

SSB                   0

LB                 0.00 Hz

GB                    0

PC                 1.00

Patron CH

Rxn 26-12-16

CDCl3
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55.3915 56.4490 56.8593 76.6820 76.9997 77.3176 94.0638 94.7708 95.1793 97.5420
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NAME     Mauricio Osorio

EXPNO              1103

PROCNO                1

Date_          20170111

Time              15.58

INSTRUM           spect

PROBHD   5 mm BBI 1H-BB

PULPROG          zgpg30

TD                32768

SOLVENT           CDCl3

NS                  512

DS                    0

SWH           23980.814 Hz

FIDRES         0.731836 Hz

AQ            0.6832628 sec

RG                574.7

DW               20.850 usec

DE                 6.00 usec

TE                297.2 K

D1           2.00000000 sec

D11          0.03000000 sec

TD0                   1

======== CHANNEL f1 ========

NUC1                13C

P1                14.00 usec

PL1               -6.00 dB

SFO1        100.6242995 MHz

======== CHANNEL f2 ========

CPDPRG2         waltz16

NUC2                 1H

PCPD2             85.00 usec

PL2                6.00 dB

PL12              23.00 dB

PL13              23.00 dB

SFO2        400.1316005 MHz

SI                32768

SF          100.6127705 MHz

WDW                  EM

SSB                   0

LB                 1.00 Hz

GB                    0

PC                 1.40

Patron CH

Rx 26-12-2016

CDCl3
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10.7472 12.1310

0.6483 1.0377 1.2018 1.0247 1.9932 2.0210 1.0003 1.6282 0.6738 1.0000

NAME     Mauricio Osorio

EXPNO               831

PROCNO                1

Date_          20150512

Time              17.11

INSTRUM           spect

PROBHD   5 mm BBI 1H-BB

PULPROG            zg30

TD                32768

SOLVENT            DMSO

NS                    8

DS                    0

SWH            8012.820 Hz

FIDRES         0.244532 Hz

AQ            2.0447731 sec

RG                574.7

DW               62.400 usec

DE                 6.00 usec

TE                296.2 K

D1           1.00000000 sec

TD0                   1

======== CHANNEL f1 ========

NUC1                 1H

P1                 6.50 usec

PL1                0.00 dB

SFO1        400.1338012 MHz

SI                16384

SF          400.1300071 MHz

WDW                  no

SSB                   0

LB                 0.00 Hz

GB                    0

PC                 1.00

F1-22  HID. 05/05/15

DMSO
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NAME     Mauricio Osorio

EXPNO               852

PROCNO                1

Date_          20150528

Time              14.24

INSTRUM           spect

PROBHD   5 mm BBI 1H-BB

PULPROG          zgpg30

TD                32768

SOLVENT            DMSO

NS                 1536

DS                    0

SWH           23980.814 Hz

FIDRES         0.731836 Hz

AQ            0.6832628 sec

RG                  512

DW               20.850 usec

DE                 6.00 usec

TE                295.2 K

D1           2.00000000 sec

D11          0.03000000 sec

TD0                   1

======== CHANNEL f1 ========

NUC1                13C

P1                14.00 usec

PL1               -6.00 dB

SFO1        100.6242995 MHz

======== CHANNEL f2 ========

CPDPRG2         waltz16

NUC2                 1H

PCPD2             85.00 usec

PL2                6.00 dB

PL12              23.00 dB

PL13              23.00 dB

SFO2        400.1316005 MHz

SI                32768

SF          100.6128177 MHz

WDW                  EM

SSB                   0

LB                 1.00 Hz

GB                    0

PC                 1.40

F1-22 HID 05/05/15

DMSO
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2.0718 2.4897 2.6422 2.6490 2.6851 2.6917 3.2739 3.3064 3.3169 3.3491 3.7740 5.3936 5.3996 5.4255 5.4317 5.8724 5.8793 6.7674 6.7878 6.8819 6.9023 7.0808 9.1561

10.7618 12.1466

0.3282 1.0497 2.2985 3.1203 1.0356 1.8763 1.0222 1.0255 1.0218 0.8397 0.6580 1.0000

NAME     Mauricio Osorio

EXPNO               857

PROCNO                1

Date_          20150528

Time              16.47

INSTRUM           spect

PROBHD   5 mm BBI 1H-BB

PULPROG            zg30

TD                32768

SOLVENT            DMSO

NS                    8

DS                    0

SWH            8012.820 Hz

FIDRES         0.244532 Hz

AQ            2.0447731 sec

RG                456.1

DW               62.400 usec

DE                 6.00 usec

TE                296.2 K

D1           1.00000000 sec

TD0                   1

======== CHANNEL f1 ========

NUC1                 1H

P1                 6.50 usec

PL1                0.00 dB

SFO1        400.1338012 MHz

SI                16384

SF          400.1300066 MHz

WDW                  no

SSB                   0

LB                 0.00 Hz

GB                    0

PC                 1.00

F5-14 HID 06/05/15

DMSO
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38.8725 39.0810 39.2897 39.4985 39.7068 39.9154 40.1248 42.0901 55.6847 78.6923 94.9880 95.8017

101.7195 111.1683 115.1635 119.6717 129.3893 146.9576 147.5378 162.9161 163.4756 166.6935 196.3744

NAME     Mauricio Osorio

EXPNO               858

PROCNO                1

Date_          20150528

Time              17.12

INSTRUM           spect

PROBHD   5 mm BBI 1H-BB

PULPROG          zgpg30

TD                32768

SOLVENT            DMSO

NS                  512

DS                    0

SWH           23980.814 Hz

FIDRES         0.731836 Hz

AQ            0.6832628 sec

RG                  512

DW               20.850 usec

DE                 6.00 usec

TE                296.2 K

D1           2.00000000 sec

D11          0.03000000 sec

TD0                   1

======== CHANNEL f1 ========

NUC1                13C

P1                14.00 usec

PL1               -6.00 dB

SFO1        100.6242995 MHz

======== CHANNEL f2 ========

CPDPRG2         waltz16

NUC2                 1H

PCPD2             85.00 usec

PL2                6.00 dB

PL12              23.00 dB

PL13              23.00 dB

SFO2        400.1316005 MHz

SI                32768

SF          100.6128168 MHz

WDW                  EM

SSB                   0

LB                 1.00 Hz

GB                    0

PC                 1.40

F5-14 HID 06/05/15

DMSO


image28.emf
2 3 4 5 6 7 8 9 10 11 12 ppm

2.0704 2.4814 2.4855 2.4897 2.4942 2.6776 2.6852 2.7204 2.7280 3.2266 3.2583 3.2694 3.3011 3.3859 3.7548 5.4735 5.4809 5.5051 5.5124 5.8692 5.8743 5.8803 5.8858 6.9509 6.9684 6.9727 6.9797 7.4149 7.4366

12.1245

0.9181 1.0106 1.6298 3.0605 1.0235 1.9795 2.0349 2.0000 0.9572

NAME     Mauricio Osorio

EXPNO              1113

PROCNO                1

Date_          20170224

Time              14.38

INSTRUM           spect

PROBHD   5 mm BBI 1H-BB

PULPROG            zg30

TD                32768

SOLVENT            DMSO

NS                    8

DS                    0

SWH            8012.820 Hz

FIDRES         0.244532 Hz

AQ            2.0447731 sec

RG                  256

DW               62.400 usec

DE                 6.00 usec

TE                296.2 K

D1           1.00000000 sec

TD0                   1

======== CHANNEL f1 ========

NUC1                 1H

P1                 6.50 usec

PL1                0.00 dB

SFO1        400.1338012 MHz

SI                16384

SF          400.1300069 MHz

WDW                  no

SSB                   0

LB                 0.00 Hz

GB                    0

PC                 1.00

F 1-7

col 19-1-17

CDCl3
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30.6972 38.8762 39.0849 39.2937 39.5024 39.7110 39.9198 40.1289 42.0082 55.2048 78.1963 95.0355 95.8712

101.7978 113.9057 128.2663 130.6338 159.4759 162.8574 163.5030 166.7108 196.2402

NAME     Mauricio Osorio

EXPNO              1114

PROCNO                1

Date_          20170224

Time              15.35

INSTRUM           spect

PROBHD   5 mm BBI 1H-BB

PULPROG          zgpg30

TD                32768

SOLVENT            DMSO

NS                 1024

DS                    0

SWH           23980.814 Hz

FIDRES         0.731836 Hz

AQ            0.6832628 sec

RG                456.1

DW               20.850 usec

DE                 6.00 usec

TE                297.2 K

D1           2.00000000 sec

D11          0.03000000 sec

TD0                   1

======== CHANNEL f1 ========

NUC1                13C

P1                14.00 usec

PL1               -6.00 dB

SFO1        100.6242995 MHz

======== CHANNEL f2 ========

CPDPRG2         waltz16

NUC2                 1H

PCPD2             85.00 usec

PL2                6.00 dB

PL12              23.00 dB

PL13              23.00 dB

SFO2        400.1316005 MHz

SI                32768

SF          100.6128134 MHz

WDW                  EM

SSB                   0

LB                 1.00 Hz

GB                    0
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