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Figure S1: IR (KBr) Spectrum of Compound 3a



1U.IAL K252 E.ILHAN B29 H1
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Relax. delay 1.000 sec
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Figure S2: *H-NMR (500 MHz, DMSO-ds) Spectrum of Compound 3a
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Figure S3: IR (KBr) Spectrum of Compound 3b
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Figure S4: *H-NMR (500 MHz, DMSO-ds) Spectrum of Compound 3b
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Figure S5: IR (KBr) Spectrum of Compound 3c
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Figure S6: *H-NMR (500 MHz, DMSO-ds) Spectrum of Compound 3¢



IU.IAL K252 E.TLHAN B33 APT

Archive directory: /export/home/vamrl/vnmrsys/date
Sample directory: E.ILHAN B33_APT 26Aug2005
File: APT

Pulse Sequence: APT

Ns
Solvent: mMSo o} )\/
Temp. 30.0 C / 303.1 K
User: 1-14-87

INOVA-500 “defne”

Relax. delay 1.000 sec

1st pulse 90.0 degrees

2nd pulse 135.0 degrees
Acq. time 1.300 sec

Width 31421.8 Hz

2048 repetitions
OBSERVE C13, 125.6825085 MHz
DECOUPLE H1, 499.8332349 MHsz
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Total time 1 hr, 19 min, 40 sec
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Figure S7: **C-NMR (125.6 MHz, APT (decoupled)) Spectrum of Compound 3c
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Figure S8: MS-APCI(-) (150 eV, m/z, %) Spectrum of Compound 3c
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Figure S9: IR (KBr) Spectrum of Compound 3d
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Figure S10: *H-NMR (500 MHz, DMSO-ds) Spectrum of Compound 3d
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Figure S11: IR (KBr) Spectrum of Compound 3e
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Figure S12: *H-NMR (500 MHz, DMSO-ds) Spectrum of Compound 3e
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Archive directory: /export/home/vnmrl/vnmrsys/data
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Figure S13: **C-NMR (125.6 MHz, APT (decoupled)) Spectrum of Compound 3e

16



050819-B4-1-Eser llhan #4131-4165 RT: 63.23-63.64 AV: 35 NL: 8.92E5 OH
T: - c APCl corona Full ms2 419.10@28.00 [ 250.00-500.00]

40

10

5 O o
el fealee

N

©
|

325.01 345.04

|

Ol g
N.

271.28

268.99 ; 384.99
|
29892 34310 |327.16 | 361.05 37489 | 40105

T
260

T = R K T U B g e A R e | L | [ Tl

FREE) T T =] I
280 300 320 340 360 380 400 420 440 460 480 500
m/z

Figure S14: MS-APCI(-) (150 eV, m/z, %) Spectrum of Compound 3e
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Figure S15: IR (KBr) Spectrum of Compound 3f
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Figure S16: *H-NMR (500 MHz, DMSO-ds) Spectrum of Compound 3f
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Figure S17: **C-NMR (125.6 MHz, APT (decoupled)) Spectrum of Compound 3f
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Figure S18: IR (KBr) Spectrum of Compound 3g
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Figure S19: *H-NMR (500 MHz, DMSO-ds) Spectrum of Compound 3g
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Figure S20: IR (KBr) Spectrum of Compound 3h
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Figure S21: *H-NMR (500 MHz, DMSO-ds) Spectrum of Compound 3h
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Figure S22: IR (KBr) Spectrum of Compound 3i
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Figure S23: *H-NMR (500 MHz, DMSO-ds) Spectrum of Compound 3i
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Figure S24: IR (KBr) Spectrum of Compound 3j

27



947_B13 3k

Sample Name 947_B13_3k
Date collected  2019-05-06

Pulse sequence PROTON
Solvent

Tempsrature 25 Study o\m‘e; ;nmri
Spectrometerdefnlstanbul.edur-inova%00 Operafor vimrt
947_B13_3k COOCH;
1 O PH p
! N
{ \N s
/ O (or e
| o
|
|
~ i ; -
| M
8 Ah\, l — 4‘ J JL_; e
e o i e e 5 [ [ o 7 T 5075 o ] ) [
14 13 12 11 10 9 8 7 6 5 4 3 2 1 0 -1 ppm
e S L (YN o
H e 3 3 ar 8 &
. R - ae s a

Figure S25: *H-NMR (500 MHz, DMSO-ds) Spectrum of Compound 3;j
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Figure S26: IR (KBr) Spectrum of Compound 3k
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Figure S27: *H-NMR (500 MHz, DMSO-ds) Spectrum of Compound 3k
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NO,

Figure S28: IR (KBr) Spectrum of Compound 3l

31



948 B43_3m
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Figure S29: *H-NMR (500 MHz, DMSO-ds) Spectrum of Compound 3l
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Figure S30: IR (KBr) Spectrum of Compound 3m
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949_B37_3n
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Figure S31: *H-NMR (500 MHz, DMSO-ds) Spectrum of Compound 3m

34



Figure S32: IR (KBr) Spectrum of Compound 3n
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Figure S34: IR (KBr) Spectrum of Compound 30
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Figure S35: *H-NMR (500 MHz, DMSO-ds) Spectrum of Compound 30
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Figure S36: IR (KBr) Spectrum of Compound 3p
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Figure S37: *H-NMR (500 MHz, DMSO-ds) Spectrum of Compound 3p
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Figure S38: IR (KBr) Spectrum of Compound 4a
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Figure S39: *H-NMR (500 MHz, DMSO-ds) Spectrum of Compound 4a
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Figure S40: IR (KBr) Spectrum of Compound 4b
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Sample directory: E.ILHAN B32 H1 26Aug2005
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Pulse Sequence:

Solvent:
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Figure S41:

'H-NMR (500 MHz, DMSO-ds) Spectrum of Compound 4b
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Figure S42: IR (KBr) Spectrum of Compound 4c
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Figure S43: *H-NMR (500 MHz, DMSO-ds) Spectrum of Compound 4c
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Figure S44: IR (KBr) Spectrum of Compound 4d
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Figure S45: *H-NMR (500 MHz, DMSO-ds) Spectrum of Compound 4d



OH

Figure S46: IR (KBr) Spectrum of Compound 4e
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IU.IAL K252 E.ILHAN B42 H1
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Figure S47: *H-NMR (500 MHz, DMSO-ds) Spectrum of Compound 4e
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Figure S48: IR (KBr) Spectrum of Compound 4f
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Figure S49: *H-NMR (500 MHz, DMSO-ds) Spectrum of Compound 4f
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Figure S50: IR (KBr) Spectrum of Compound 4g
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'H-NMR (500 MHz, DMSO-ds) Spectrum of Compound 4g
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Figure S52: IR (KBr) Spectrum of Compound 4h
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947_B13 3k

Sample Name 947_B13_3k
Date collected  2019-05-06

Pulse sequence PROTON
Solvent

Tempsrature 25 Study o\m‘e; ;nmri
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Figure S53: *H-NMR (500 MHz, DMSO-ds) Spectrum of Compound 4h
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Figure S54: IR (KBr) Spectrum of Compound 4i
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Figure S55

: 'TH-NMR (500 MHz, DMSO-dg) Spectrum of Compound 4i
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Figure S56: IR (KBr) Spectrum of Compound 4;j
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957_B50_4j

Sample Name 967_BS0_4j
Date collected 2019-08-06

Pulse sequence PROTON
Solvert dmso

Tempersture 25 Study owner  vnmel
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Figure S57: *H-NMR (500 MHz, DMSO-ds) Spectrum of Compound 4;j
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COOCH;

Figure S58: IR (KBr) Spectrum of Compound 4k
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E.ILHAN B16_H1

Archive directory: /ewport/home/vnmrl/vimrsys/data
sample directory: E.ILHAN B16 _H1 30Jun2005 {

File: PROTON

Pulse Sequence: s2pul
Solvent: DNMSO

Temp. 30.0 C / 303.1 K
INOVA-500 “defne"

Relax. delay 1.000 sec
Pulse 45.0 degrees

Acq. time 1.892 sec

width 7997.6 Hz

32 repetitions

OBSERVE  H1, 499.8307357 MHz
DATA PROCESSING

7
COOCH,

FT size 32768
Total time 1 min, 32 sec
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Figure S59: IR (KBr) Spectrum of Compound 4k

62



Figure S60: IR (KBr) Spectrum of Compound 4l
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959_B35_4l

Sample Name 959_B36_al Pulse saquence  PROTON Temperature 25 Study owner vmrt
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Figure S61: *H-NMR (500 MHz, DMSO-ds) Spectrum of Compound 4l
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Figure S62: IR (KBr) Spectrum of Compound 4m

NO,
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960_B44_4m

Sample Name  960_B44_ém

Date collected  2019-05-06

Pulse sequence  PROTON

Solvent dmso

Temperature 25
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Figure S63: *H-NMR (500 MHz, DMSO-ds) Spectrum of Compound 4m
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NO,

Figure S64: IR (KBr) Spectrum of Compound 4n
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IU.IAL K252 E.ILHAN B38 H1

/export /home/vnmrl/vonmrsys/data

Archive directory:
E.ILHAN B38_H1 26Aug2005

sample directory:
File: PROTON

Pulse Sequence: s2pul

Solvent: DMSO
Temp. 30.0 C / 303.1 K
INOVA-500 "defne”

Relax. delay 1.000 sec
Pulse 45.0 degrees
Acq. time 1.892 sec
width 7997.6 Hz

8 repetitions
OBSERVE  H1,
DATA PROCESSING
FT size 32768
Total time 0 min,

499.8307357 MEz

23 sec

=
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30.14

Figure S65: *H-NMR (500 MHz, DMSO-ds) Spectrum of Compound 4n
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IU.IAL K252 ¥.ILHAN B38 APT

Archive directorys:
sample directory:

File: APT

/export /home/vnmrl/vnmrsys/data
E.ILHAN B38 APT 25Aug2005

Pulse Sequence: APT

DHSO

Temp. 30.0 C / 303.1 K
User: 1-14-87
INOVA-500 “defne"

Relax. delay 1.000 sec
ist pulse 90.0 degrees
2nd pulse 135.0 degrees
Acg. time 1.300 sec
width 31421.8 Bz
25600 repetitions
OBSERVE €13, 125.6825085 nuz
DECOUPLE H1, 499.8332349 MHz
Power 33 4B
on during acquisition
WALTZ-16 modulated
DATA PROCESSING
Line broadening 0.5 Hz
Fr size 131072

Total time 16 hx, 32 min, 18 sec

T I e L L

(LR S 6 2 R

TITI T

220 200 180 160

140

Figure S66: *C-NMR (125.6 MHz, APT (decoupled)) Spectrum of Compound 4n
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050819-B38-Eser llhan #884-915 RT: 9.81-10.34 AV. 32 NL: 5.72E5
T: - ¢ APCl corona Full ms2 462.20@25.00 [ 150.00-500.00]
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Figure S67: MS-APCI(-) (150 eV, m/z, %) Spectrum of Compound 4n
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Figure S68: IR (KBr) Spectrum of Compound 40
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961_B64_dp

961_B64_dp
Study owner vamri

Pulse sequence PROTON Temperature 25

Sample Name 961_B64_dp
Date collected  2018-05-06 Solvent dmso
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Figure S69: *H-NMR (500 MHz, DMSO-ds) Spectrum of Compound 40
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Figure S70: IR (KBr) Spectrum of Compound 4p
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Archive directory: /export/home/vamrl/vomrsys/data
Sample directory: E.ILHAN B26 H1 242ug2005
File: PROTON

Pulse Sequence: s2pul

Solvent: DMSO
Temp. 30.0 C / 303.1 K
INOVA-500 "defne"

Relax. delay 1.000 sec
Pulse 45.0 degrees

Acq. time 1.892 sec

width 7997.6 Hz

16 repetitions

OBSERVE  H1, 499.8307357 MHz
DATA PROCESSING

FT size 32768

Total time 0 min, 46 sec

Figure S71: *H-NMR (500 MHz, DMSO-ds) Spectrum of Compound 4p

N(C
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TU.IAL K252 E.ILHAN B26 APT
Archive directory: /export/home/vnmri/vimrsys/data
Sample directory: E.ILHAN B26_APT 23Aug2005

Pulse Sequence: APT

Solvent: DMSO

Temp. 30.0 C / 303.1 K
User: 1-14-87

File: APT

INOVA-500 “defne"

Relax. delay 1.000 sec

1st pulse 90.0 degrees

2nd pulse 135.0 degrees

Acq. time 1.300 sec

vidth 31421.8 Hz

25600 repetitions

OBSERVE C13, 125.6825085 MHz
DECOUPLE H1, 499.8332349 MHz
Power 33 dB

on during acquisition
WALTZ-16 modulated
DATA PROCESSING

Line broadening 0.5 Hz
FT size 131072
Total time 16 hx,
|

i

32 min, 18 sec
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Figure S72: *C-NMR (125.6 MHz, APT (decoupled)) Spectrum of Compound 4p
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050819-B26-Eser lihan #143-164 RT: 2.75-3.20 AV: 22 NL: 2.69E5

T: - c APCl corona Full ms2 460.20@25.00 [ 150.00-500.00]
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Figure S73: MS-APCI(-) (150 eV, m/z, %) Spectrum of Compound 4p
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