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PLZ -4, 00 dB
PL12 13.72 4B
PL13 13.72 dB
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WDW M
SSB o
LE 1.50 Hez
GE o]
PC 1.40
- il i i}
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AQ 0.B552948 sec
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oW 26.100 usec
DE .50 usec
TE 300.0 K
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D1 ., 1.50000000 sec
Dz 0.00344828 sec
D12 0.00002000 sec

P TOO 10
smeswses= CHANNEL fl s=cc====
NuCl 138
Pl 2.10 usecg
P2 18.20 usec
PL1 4.00 dB
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===z===== CHRNNEL f2 ========
CPDPRG2 waltzls
NUCz iH
i, 17,50 uses
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PCED2 100.00 usec
PL2 -4.,00 dB
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SFC2 400.1320007 MHz
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WO EM
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LB 1.50 H=z
=B o
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BB

189.23

—154.54

—145.21

—130.48
—126.43
—121.35

—mreldge (3
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21.07
18.07

EXPNO
BROCNG
Date
Time
INSTRM
PROEHD
PULPROG
D
SCLVENT
NS

Ds

SWH
FIDRES
AQ

RG

D1l
Too

NIC1
Pl
PL1
PLLW
o] 1 eh |

CPOPRGE
RUC2
FCPD2
PLZ
PL1Z
PL13
PLZW
PL1ZW
! . BL13W
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51
5F
WowW
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1
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I
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o
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[}
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5 mm BEEQ ER-1H
Zgpg

32768

o] o B

16384

2
18028.B46 Hz
0.550197 Hz
0.9088159 sec
25.4
27.733 usec
6.50 useg
300.0 ¥
1.50000000 sec
0.03000000 sec
16

CHANNEL f1
13C
11.00 usec
0.00 de
28 . BBEE9395 W
75,476427E MHz

CHANNEL £
waltzlg
1H
80.00 usec
120.00 dB
17.00 dB
17.00 dB
0.00000000 W
0.26262212 W
0.26262212 W
300.1315007 MHez
16394
T5.4677518 MH=
EM
[4}
1.00 Hz
[}
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==mssses CHANNEL fl ssss====
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FL1 0.00 dBe
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by e -,.”Ihrzzmﬁ_ hm A
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NUCZ 1H
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b4 24 .00 vsec
PCPD2 80.00 usec
PLZ 0.00 de
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57 16384
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W EM
S55B i
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By T _ B T T i e 0
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h__q FIDRES 0.182959 Hz
—{ AD 2.7329011 sec
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oW 83.400 usec
DE 6.50 usec
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Dl 2.00000000 sec
oo 1
s======= CHANNEL £l ========
NUC1 1H
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SFOL 300.1324010 MHz
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WDW EM
B5R ]
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MARIA/DR._FATIMA/SA-26FL/CDCL3

e | LAB k0: 108

T - - o oy
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Time
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BROBHD 5 mm DUL
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SOLVENT
[
D5 2
SWH 1B115.941 Hz
FIDRES 0.552E55 Hz
RO 0.9044468 sec
R 11535.2
oW 27,600 usec
DE 6_50 usec
TE 295.6 K
ol 1.50000000 sec
b1l 0.03000000 sec
gali] 15
rumesans CHANNEL fl ==c==cew
NUC1 13¢
Pl 9,20 usec
PL1 4.00 dB
s5F01 T5.4764278 MHz
=mmmmmee CHANNEL £2 ========
CFOPRGE waltzlb
NUCE 14
_ POPD2 #0.00 usec
PLE 5.00 dB
PL1Z 20.52 de
PL13 19.00 de
2F02 300.1%1A008 MHz
51 32768
SF T5.4677511 MH:z
olsiy EM
558 v
LB 1.00 Hz
GE ]
BC 1.40
ﬁ _ I T WP, L
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foe i i |
10240
2
15060.241 Hz
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I.0879476 sec
46341
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TE 297.1 K

CH3TZ 145 0000000

o1 1.50000000 sec

b2 0.00344828 sec

D12 000002000 sec

TG 10

|||||||| CHANHEL F1 ========

KU 13C

=5} 4.20 usec
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PL1 4.00 4B
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25.80 usec
40,00 vsec
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DE 6. 50
TE 296.8
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s=s===s= CHANNEDL F1 ====
NuC1 1H
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FL1 5.00
SFO1 300.1327012
51 32768
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WOW EM
558 a
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GB 0
| | _ pC 1.00
| |
| _ |
i __g f _ { ; h,ﬁ_ I ___ ___
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37.00

£
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TOO 35

======== CHANNEL fl ==smsmmw=
NUC1 13¢

Pl 4.20 usec
PL1 4.00 d2
5rol 5. 4704278 MHz
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5.00 dB
.92 aB
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MARIADR FATIMASA-10-24/CDCL3
DEPT 135

AVANCE AV-300
LAB NO: 108

- 122092
12063
37984
a7 00
— 340
2926
2884
_—2217
2147
17.02
16.43

_——125.21

A

RUM
PROBHD 5 mm DUL
L] deprlis
32768
CoCL3
1093
b
L5060.241
0.459602
1.0879476
46341
33.200 usec
6.50 usec
286.0 K
145.0000000
1.50000000 sec
0.00344828 sec

000002000 sec
10
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IMSTRUM spect
PROEBHD 5 mm DUL . 13C-:
PULPROG ZgRE
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SOLVENT cocll
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SWH 24154 , 53
FIDRES 0, 737144
Fle] 0.67834T
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DE 6.5
TE 300.1
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DLl 0. 03000001
DO 1t
=======ss CHANNEL fl ==:
Hucl i
b1 2.1(
PL1 4.0¢
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=m=z====== CHANNEL f2 =e-
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PL2 -4 M
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GB i
c 1.4



Supplementary Information (SI)

MARIA A.KHAN/DR.FATIMA/SA-28F1/CDCL3/

DEPT135

—— 1377 23
— 123,03
—115.

e
-

o EE.00
—&.72
—33.67

180

160

—

140

120

100

80

60

40

20

ppm

HAME
EXPND
PROCHO
Date_
Time
THETRUM
PROHHD
FULPROG
T
SOLVENT
HS

Ds

SWH
FIDRES
File]

RG

oW

DE

TE
CHSTZ2
D1

Dz

Dz

TDO

mmmsmeEE

HUICL
Pl

octl!

e

2011101¢

1-5¢

Spect

5 mm DUL 13C-
deptlii

32781

<Dl

10241

19157. 08¢
0584621
0.B552948
32764
26,100

&5

3001
145.000000(
1.5000000(
0,00344828
0.0000200(
1t

CHANHEL f1 ==:
13t

9.1

ig.2(

4.00
1906223270

CHANNEL

400.132000°
32760
100.612780C
Et

i

1.5¢

L3

1.4

75



Supplementary Information (SI)

[ B oA T~ L B N e IR » o R TR A T T g = sl o Al Yy e
UYEeMmeuouw = d,m A 00 Mel oWy
fos (= i W T e B B e e B o B B e e T I E T B s L R o B I I VR
Ay T el AV b BT R e D B N R e R LT
[l ool ol et st el St A O B N G o R oV R oA oA o B Tt B R o R R o B B o

L

%

MARTA/DR.FATIMA/SA . 27.2

2.138

HAME
EXFNO
PROCNG
Date_
Time
THNSTRUM
PROBHD
FULPROG
D
SCLVENT
ws

Ds

SWH
FIDRES
AQ

RG

oW

I MO AN IO OO
FUMAEO S A0V AR N DM DM -
WP WL UM NNS~OO00 0 o™

o . e R e M e i el
o o e B B O o IO O B O T T e R O O R R T B ]

0
e B
: 5
R+

Eeh0%

2

1

20110205
1Z.43
apect

5 mm DOUL 13C-1
2530

32768
COoCl3

123

Q

5995.204
0.182959
2.7329011
574.7
B3.400
6.50

00,0
200000000

-3.00
3001324010
16384
300.1300119
EM

a

0.30

il

1.00

Hz

76



Supplementary Information (SI)

-1

mid

Q¥

L
L

oE”

L

weid

ZLEYS/WWILYS  dad/YIMYW

—T7.487
—Fd53
—7.439

— 7240

7.164
<2157

——7.152
Tho7.143

h\f‘\;’.

77



Supplementary Information (SI)

—,
— —
B ] C:_.L‘-' —
H st W
s —
.-—:'- -
] ! b
] TR =
e e
o 3 1.03 C__S}\
1 e 30
il | o i
|
i
| |
i
4 |
| |
ba
g |
3 \__I‘Q_‘z
! . —
g =
ra ey - 3
= e "\——_E
n ] | - e
] i) |
. | i
(5] |
o

b ;
(== 1
] |
] |
- (
w | I
!
e ] |
' 1
= |
3 |
T f
] {
e ool
}2:530
e
o i
i |
i |
] |
T
T R R
D.34
o T
T
=

ETLZ US/YWILYA ¥/ WIHTKW

_—2.982
2,938
—2.916
——2.893
~—2.870
_—~2.814
—2.805
e T
2,762

/2,543
2.533
it oo
e B

N~2.487
\2,478

_~2.329
R ol
_—2.784
—— 061
-——z.239
T2.220
—2.180

=2



Supplementary Information (SI)

,|'_ &t §
=

et S = & —1.232
y ,_44II (fc—___,_,E_ 5 B“- —_—1.213
i | | i X —1.191

L = y = —1.170
rr_ IM‘A“?——:- %

. - —1.120
L P i__Lg—;?— e B'.]" —1.098
' | )i 5 = —1.077

k= e » ey —1.062
0.54 oy = i ——1.5097
. =N b —1.018
&l ——0.987
(2% —0.973 @
| |

o I,

& i

2 | [

A= [

G

1 .

] |
. [

] |
o |

| |

1. ]

i
=
- @
2o
a7

1

.|
-
iy |
" |
i .'l'_ | I|I

ﬁ"‘l ———— e T —D0.260

e - —0.237

weld
L
;




Supplementary Information (SI)

AVANCE Av-300]

Mari Dr. Fatima SAL27:2 B TR
m.m a / / 1 AR Zﬁ, __m
. Es0l o O MO o 1Y )
r~ o M oy o= [t e o 0 SO+ R B s W ' S 2 W M s Y o
. . [ s 2w R A e S -~ O dAr-Mr SO oS
o ol o I
Liv] wy = o= o\ B AV [~ [ [~ O M 0o = O W HAME mayl3
— P =l [l e 0 e e S (= 0 B o T 0 B B o BV A o B R B RS Y 1
[ e . BROCNO 1
| W A N TSR\ R 20120503
Time 13- 2
INSTRUM Spect
FROBHD % mm BBD BB-1H
FULPROG zZgpg
TD 327638
SOLVENT cocla
MS 18432
D3 2
SWH 1B028.B46 H=z
FIDRES 0.550197 H=
B G3.90B8159 sec
RBG 25.4
oW 2T7.733 usec
DE 6.50 usec
TE 00.0 K
D1 1.50000000 sec
D11 0.03000000 sec
o0 118
‘. ======== CHRNNEL fl ========
NUC1 13c
Pl 11.00 usec
PL1 0.00 dB
FLLW Z8.B86069395 W
5F01 75.4764278 MEz
======== CHAENNEL f2 ========
CPDPRGZ waltzlb
nuc2 1
POPLE 80.00 usec
PL2 120.00 dB
PLLZ 17.04 dB
PL13 17.00 dB
0.00000000 W
0.26262212 W
0.26262212 W
300.1315007 MHz
16384
15.4677497 MHz
EM
| 0
| [ 1 A A 200 sz
T T I T T I T 1 I T
200 180 160 140 120 100 80 60 40 20 ppm

80



Supplementary Information (SI)

-

Maria / Dr. Fatima / SA.27.2

i———)
[AVANCE AV-300}

: _ 40
DEPT135 i : A7
——— | B
ASARL — e = M e Oy WD 0
2 oE OO~ MM e O
E e = BN e A Gl A3 g 03 W tme 4
o o oo Tite s U ot TR W v B L o B e NAME LY
o R4 RE A B A T it T eV oV B o I o It M R | mxﬂ.ﬂo :L.__.Dw
V17 SN\ e H
i - Date 20120504
Time 6.05%
INSTRIH Spect
FROEHD 5 mm BBO BE-1H
FULPROG dept135
T 327448
SCLVENT COC13
_ [ 4272
Ds 2
SWH 14367.816 Hz
FIDRES 0,438471 Hz
AQ 1.1403764 sec
RG 203
oW 34.800 usec
DE 6.50 usec
TE 300.0 K
CNST2 145.0000000
bl 1.30000000 sec
D2 0.00344828 sec
Dbl2 D.000020D0 sec
OO 10
- b o +* 4 L vy ======== CHANNEL fl sss=====
HUC] 13c
Bl 11.00 usec
Pz 22X
PL1 o
ELLW 28 2868659385 W
SEQ1 T5.4749189 MUz
CHANNEL 2 ========
walbzlg
1H
12.00 usec
24.00 usec
80.00 usec
0.00 dB
17.00 dB
13.16228485 W
0.26262212 W
300.1315007 MH=z
1e384
97 MHz
EM
Q
1.00 Hz
m _ T T _ _ T T a
180 16 140 120 100 g0 60 10 20 el

81



Supplementary Information (SI)

MARIA/DR.FATIMA/SAISEL

HAME
EXFND
BROCHO
Date_
Time
[HETREUM
FROBHD
PULPROG
TD
SOLVENT
M5

a3

SWH
FIDRES

RG

20120213

10.05
spect

L mm BBO BB-1H
zgid
32768
chCl3

128

(4]

5895204
0.182958
Z.7328011
256

83,400
.50

300.0
1.50000000

-3.00
100.1324010
16384

3040, 1300119
BM

0

Q.30 H

0
0.50

82



Supplementary Information (SI)

TA6EYS /YWUIIVA "/ IUTH

T.287
7.241
O e

I
7,188
—7.187

—6.705
—6.678

83



Supplementary Information (SI)

I

o

=

I6EYS/HHAILIYI "Hd /Y147

|

g

=

fo R L S R R = =

e N

/A

— 3784

.849
832
.828
802
792
783
). 758
753
744
.268
260
.24%
220

. LTG
. 710
. 688
.668
.849
. 627
L6l3
Wil
.h6a
.520
L3089
L4735
.464
434
.430
. 424
.242
] )
L1714
093

058

L044
012
B B

.301
.279



Supplementary Information (SI)

wdd
|
vy
by

TAGERS /WHILY HO/¥IEYM

J/rz.azg
z2.802
:iiz,?gz
<2783
3\\\-2,753
\2.T53
2.744

J/fz.zes
/-2.260
—2Z.248
2220

2.200
Sz176

S
.eBg
. 668
. 649
oy
sBl3
i B
e 1
—1,520
™—1.509
“\“\—1‘4?5

1.464

1.434

1.430

1.424

D

—1.242
—1.21%



Supplementary Information (SI)

RIA/DR.FATIMA/SA3SF1/CDCL3

3
“J. H-D._-.um-. Lt R = — Ll ) el -
. iy 3 - oW W =1 O
= s a5 e N @ e rd e
i - — - [ 1 i 1 o i
| ! P Ly i febls
g1 2 AV TV .
I | b _ | i .,_ FROCHD 1
Date 20120215
Tame 15027
INSTRUM Spect
PROBHD 5 mm DOL 13C-1
PULPROG EXeyuly]
T 32768
SOLVERT cocls
Hs 1E432
DS 2
SWH 18115.941 H=
FIDRES 0,552855 Hz
A 0,%044468 =ec
R Li1585_2
it} 27.600 usec
OE 6.50 usec
TE 298.8 K
ol 1.50000000 =zec
rll G, 03000000 sec
TDO 1B
m=m===== CHANNEL {1l =sz=====
NOC1 13C
Pl 9, 20 usec
PLE 1.00 4B
5FO01 T5.4764278 MHz
CHAKNEL f2 ========
waltzl8
14
_ EO.00 usec
| | 5.00 dB
20.92 dB
15.00 dB
| 300.1318004 MHz
32768
T5.46774%0 HMH2
GEB
BC
I ] |
e
== ] : . I B . I f I

i : _ i . _
220 200 180 160 140 120 100 80 60 40 20 ppm

86



Supplementary Information (SI)

| AVANGE AV-300

MARIA/DR.FATIMA/SA3SF1/CDCL3

|_LAB NO: 108 _

/Dept-135
= @ mo
Wl o u — o ra oy D Onoae
= no= & Srnet ey
b= P2 i R R NP NAME febls
' - — w Ll B EXENC 4
| i \.._ \_ FROCHD L
| I | Date 20120216
Time 1. 08
IKNSTRUM spech
3 mm UL 13C-1
doptl35
32768
CDCL3
182
2
15080,341 Hz
0.45%602 Haz
1. 0878476 sec
46341
33,200 uses
6,50 usec
iy 293.0 X
CHETZ 145, 000G000
Dl 1.50000000 sec
b2 0.003499828 see
oLz 0.00002000 sec
iyl §
smmmmee= CHANNEL 1 ========
HuCl lic
el 9.20 usec
B2 18.40 usaec
PL1 4.00 dB
5001 75.4752203 MHz
. | mmmmmm== CHANNEL f2 ========
! CPDPRGE waltzlf
Huc2 1H
12.80 usec
25 60 wseac
BO.C0 usec
5.00 dB
20.92 dB
00, 1315007 MHz
32768
VI AETV4% MHz
EM
0
1.00 Ez
0
1.20
I I ; 1 & l T | I ] I T
180 160 140 120 100 80 60 40 20 ppm

87



[ o B e B B B oW e S o B B T BN B Lo o S o Ao Y B e T o Nt B T N R Rt B = i i TS = T B B R = = = = 0 M A S

MO GO e O MO PO =TT B OO AN M AW E S Mo W~ O oo

P oD 0 00 S0 CD 03 00 [~ [ (= [ [ w R s w1 O o e WD AD O D U W e e T N e e el 2D OO0 o) ]
G Gt BE B 8% BD 40 W N W G WE len o P S B : .

- O0WWWOMAI N NN NN NN NN A A A A A A A A A A A A A A A OO

rlrlﬁf rﬁy ,/_\ ..%m..nn_ MW« 3

88

Supplementary Information (SI)

HAME aprav
EXDPHO 1
PROCHO 1
Date_ 20110427
MARIA/DR.FATIMA/ SAZ9FL Time 12.11
INSTRUM spect
PROBHD S wm DUL 13C-1
FULFROG zg30
™ 12768
MeO SOLVENT cogls
\__ RN HS 128
ol 2
=, SWH 5995,204 Hz
M FIDRES 0_182558 Hz
A 2.73259011 sec
RG 162
o B1.400 usec
DE §.50 usec
TE 100.0 K
ol 2.00000000 sec
TDO 1
======== CHANMNEL f]l mssss===
HUC1 1H
Fl 10.00 usec
PL1 -3.00 dB
SFO1 3100.1324010 MHz
51 16384
’ F 100.1300119 Mz
WO EM
558 o
LB 0.30 Hz
GE 0
\ BT 1.00
_
|
_
- __ A .,_:‘_., o . _.r _
T
(a] _.3 -
— (= | Lot
i : |
T atxy . T | st -y
9 8 ! ) =] Bpm



Supplementary Information (SI)

L

'
Jt
[2%]

_H

oL

CRRAC G SR G 8 MGl SR

wdd go

R

TIGEYS /YWILYI " da/YIHYW

— 57

—7.428

—7.240_@

——6.888
——5.880

_—6.838
=B B25
—6.810
TEeagg0l

&9



Supplementary Information (SI)

) .
! \
! = ]
f
NN
.24 m—
- e q'\\\
L
L i
d |
I |
|
|
it
B |
A
=F (0
3 ?}a
R i T
¢
H
= |l b
£ z |
. = 11 N
e T
o
P {%
v =
N g?% .
i S —
.16 —_—
G II"___ - T

L
j
!
|
) |
. ‘;
!
8 I&\—==——_
2,0 — i
. e = e
B
2 i

ABZHS/YWI LY 90/ dTaYH

T

—3.797

_—0.284
—0.262

90



Supplementary Information (SI)

MARIA/DR.FATIMA/SAR-29F1/CDCL3
/BB

- woow
= [=) -
= r- on
& u =

220 200 180 160

. AVANCE AV-300
LAB NO: 108

I g

D A D o o STt W m D

i e e R i o B - - e e ry

oo o R e e P s e o fanin

R - R Rt R - e

ik b Dt Rl L R R R R B R — q

VEY | NN\ _
I By

PULPROG
TD
SOLVEKRT
HS

0_55ZB55 X
AQ 0_904ddEE sac
BG I15R5.2
oW 27,600 usec
DE 6.50 usec
TE 288,686 K
ol L.50000000 =ec
D11 0.03000000 =zec
TOU 17

4.00 dB
TH.ATB42TE MEz

= CHAWNEL {2 sssasww=

= T e e

140 120 100 80 60 40 20  ppm

91



Supplementary Information (SI)

-

MARIA/DR. FATIMA/SA-29F1/CDCL3

/Dept-135

180

160

AVANCE AV-300
LAB NO: 108

140

._ NN Y
I T il [ I
120 100 80 60 40 20 ppm

e

z
15060.2491 Ha
0.459602 Hz
1.0879476 sec

297.5 K
145, 0000000
1. 20000000 gec

D 344924 sec
0.00002000 sec
12

T5.4T62203 MHz

CHANNEL {3 mmemamee
walbzlé
18

1Z.ED usec

29,60 usec

60,00 uses

92



Supplementary Information (SI)

MWARCE s
W
ey g

HAME aprz7
EXPHO z
PROCHO 1
Date 20110427
MARIA/DR.FATIMA/SASF1 Time 12.24
INSTRUM spect
PROBHD 5 mm DUL 13C-1
PULPROG 2930
D 32768
\ NC SOLVENT coCl3
] 128
Ds 2
| SWH 5995.204 He
i FIDRES 0.182959 Hz
N RO 2.732%011 sec
_— RG a812.7
DwW B3.400 usec
DE &.50 usec
TE 300.0 K
o1 2,00000000 sec
TDO 1
======== CHANMNEL fl1 ========
HUC1 1H
Pl 10.00 usec
PL1 -31.00 4B
SFO 300.1324010 MHz
_ 51 16384
| SF 100.1300119 MHzZ
WD EM
_ S8E 0
LB 0.30 Hz
GB o
7 P 1.00
]
A __ I
NI
S, 7 |
| ?_— ; P MJ—.__ M_?.
e ‘_ [
k_ bL P R P LU LSO L) L

93



Supplementary Information (SI)

|
|
g ]
-
e
I
@ g
- '.
- L
%)
=1 i
K3
o 3
]
e |
(53] _';
]
]
S
iy I
o] /
/
T
= -
s ] A Sd
L
V=
W]

4 '-__
1052
to 1 -

R o
1 O d3
W oEST
S
= ]
|
i
5] _l
|
(=) '}
|
o
o]
o
o
=t I /
| ===
| e
B
1 \
| L]
' _: II
| |
1 |-
| 6.50
e
w3 i
1 pes
# ] l,l’
o ;
L1 =75
ey e &
a3 -]
g 1
3 1

TASYE /YWHILYA ¥/ IHYR

2.874
¥ 7 He
s B TR
e a3l

2.822

—2.370
—2.3586
——2334
2310
—_—2278

—— a3
—2.198



Supplementary Information (SI)

5.0

[§5]

L=

widd

SRR LI,

i

N
e :\

e T,

e

TAEYS /YWILE A/ FTHYH

—1.227
—1.204

—1.,152
—1. 131
L L)

_~1.055
—1.046
Sse, Q9
——1.000
-—0.987

——0.955 @

0942

_~0.904
~-0.888
~—0.882
TD.866

—0.258
—0.236

95



Supplementary Information (SI)

MARRIA/DR.FATIMA/SASFL/CDCL3

/BB

'y =] Oh D O

o o [Tl it s SN ]

A : F o o

= ah ™ oD O oY

P fs} <r 0o

et — e oot i R

[ T

| .

o5 58

ExEHO

Tima

INSTRUM

PROBHD £

FULPROG

TD

SOLVENT

NS5

D &

SWH 18115.941 Hz
FICRES 0.552855 Hz
aQ 0.9044468 sec
R 11585,2

oW 27,600 usec
OE 6.50 usec
TE 296.1 K
Dl S0000000 sec
D1l LD3G00000 sec
TCO 16
======== CHANNEL f1

Noc1

Pl G9.20 usec
PL1 4.00 dB
5FOl TR_4TEAZ76 MHz

o
Lo
—
[se
{
[
{531
fan]

[
s
Lot
[
o=

DEm

96



Supplementary Information (SI)

MARIA/DR.FATIMA/SASFL/CDCL:
/Dept-135

o

(]
o

_%znm AV-300

= (e o
(e B o
) Lu] o |
e (9] o
— — —
|
| | |
YAy L "
—_ o r
[ ; ;

: ]

febld
5
20120215
2
I spect
BROBHKD 5 mm DUL 13C-1
PULPRCE dept135
™ 32788
SOLVENT CDCcl3
Mg 8192
ns 2
SWH 15060.241 Hz
FIDRES 0.459602 Hz
e} 1.0B72476 sec
RG 46341
b 33.200 usec
LE £.50 usec
TE 297.8 K
CNST2 145. 0000000
01 1.50000000 sec
oz 0.00344828 sec
D12 0.00002000 sec
T 00 ]
NUC1
Fl usec
B2 usec
PL1 dB
5F01 MHz
usec
usec
usec
4B
4B
3C0.1315007 MH=z
32788
T5,467748% MHz
EM
Q
1.00 Hz
L4}
s Eored 1

97



1/V(mM/L/Min)-1

Supplementary Information (SI)

Kinetic data (Steady-state inhibition) of AChE inhibitory activity
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Fig. 1 (a): The Line-Weaver Burk plot of the initial velocities versus the reciprocal of ACh,
incubated with compounds 2a at three different concentrations, such as 0.05, 0.1, and 0.2 mM.
(b-c): The 1/Vmax versus various concentrations of the inhibitors, interception to X axis shows
Ki" for the secondary re-plot of the Line-Weaver Burk plot.. The Ki = 0.065+ 0.066 and 0.29+
0.035 mM was evaluated by Dixon plot.
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b. Dixon plot c. Secondary Line-Weaver Burk plot

Fig. 3 (a): The Line-Weaver Burk plot of the initial velocities versus the reciprocal of ACh,
incubated with compound 2c¢ at three different concentrations, such as 0.05, 0.1, and 0.2 mM. (b-
c): The 1/V,,. versus various concentrations of the inhibitor, interception to X axis K;” for the
secondary re-plot of the Line-Weaver Burk plot. The K; = 0.019+ 0.012 mM was evaluated by
Dixon plot.
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Fig. 2 (a): The Line-Weaver Burk plot of the initial velocities versus the reciprocal of ACh,
incubated with compound 2b at three different concentrations, such as 0.05, 0.1, and 0.2 mM; (b-
c): The 1/V,,, versus various concentrations of the inhibitor, interception to X axis shows K;" =
0.135 mM for the secondary re-plot of the Line-Weaver Burk plot. The K; = 0.045+ 0.066 mM

was evaluated by Dixon plot.
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Fig. 4 (a): The Line-Weaver Burk plot of the initial velocities versus the reciprocal of ACh, a
substrate, incubated with compound 20 at three different concentrations, such as 0.05, 0.1, and
0.2 mM. (b-c): The K; = 0.03+ 0.014 mM was evaluated by Dixon- and secondary re-plot of the
Line-Weaver Burk plot.
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b. Dixon plot ¢. Secondary Line-Weaver Burk plot

Fig. 5 (a): The Line-Weaver Burk plot of the initial velocities versus the reciprocal of ACh,
incubated with compound 2q at three different concentrations, such as 0.05, 0.1, and 0.2 mM. (b-
c¢): The 1/Vmax versus various concentrations of the inhibitor, interception to X-axis shows Ki’
for the secondary re-plot of the Line-Weaver Burk plot. The Ki = 0.036+ 0.024 mM was
evaluated by Dixon plot.
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Kinetic data (Steady-state inhibition) of BChE inhibitory activity
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Fig. 6 (a): The Line-Weaver Burk plot of the initial velocities versus the reciprocal of BCh
incubated with compound 2a at three different concentrations, such as 0.05, 0.1, and 0.2 mM
with Km = 0.17 mM, Vmax= 4.54 mM/L/min, and slope value is 0.037. (b-c): The 1/Vmax
versus various concentrations of the inhibitor, interception to X axis Ki” for the secondary re-plot

of the Line-Weaver Burk plot. The Ki = 0.046+ 0.005mM was evaluated by Dixon plot.
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b. Dixon plot c. Secondary Line-Weaver Burk plot

Fig. 9 (a): The Line-Weaver Burk plot of the initial velocities versus the reciprocal of BCh, a
substrate, incubated with compound 2d at three different concentrations, such as 0.05, 0.1, and
0.2 mM with Km = 0.22 mM, Vmax 4.95mM/L/min, and slope value is 0.045. (b-c): The
1/Vmax versus various concentrations of the inhibitor, interception to X axis shows Ki” for the
secondary re-plot of the Line-Weaver Burk plot. The Ki = 0.026+ 0.0017 mM was evaluated by
Dixon plot.
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Fig. 8 (a): The Line-Weaver Burk plot of the initial velocities versus the reciprocal of BCh
incubated with compound 2¢ at three different concentrations, such as 0.05, 0.1, and 0.2 mM
with Km = 0.37 mM,. Vmax= 6.43 mM/L/min, and slope value is 0.057. (b-c): The 1/Vmax
versus various concentrations of the inhibitor, interception to X axis shows Ki" for the secondary

re-plot of the Line-Weaver Burk plot. The Ki = 0.043+ 0.025 mM was evaluated by Dixon plot.
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Fig. 7 (a): The Line-Weaver Burk plot of the initial velocities versus the reciprocal of BCh
incubated with compound 2b at three different concentrations, such as 0.05, 0.1, and 0.2 mM
with Km = 0.36 mM, Vmax= 12.04 mM/L/min, and slope value is 0.03. (b-c): The 1/Vmax
versus various concentrations of the inhibitor, interception to X axis shows Ki" for the secondary

re-plot of the Line-Weaver Burk plot. The Ki = 0.106+ 0.07 mM was evaluated by Dixon plot.
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Fig. 10 (a): The Line-Weaver Burk plot of the initial velocities versus the reciprocal of BCh

incubated with compound 2g at three different concentrations, such as 0.05, 0.1, and 0.2 mM

with Km = 0.18 mM, Vmax= 3.99 mM/L/min, and slope value is 0.049. (b-c): The 1/Vmax

versus various concentrations of the inhibitor, interception to X axis shows Ki" for the secondary

re-plot of the Line-Weaver Burk plot. The Ki = 0.036+ 0.005mM was evaluated by Dixon- and

secondary re-plot
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Fig. 11 (a): The Line-Weaver Burk plot of the initial velocities versus the reciprocal of BCh
incubated with compound 2i at three different concentrations, such as 0.05, 0.1, and 0.2 mM with
Km = 0.20 mM, Vmax 7.80 mM/L/min, and slope value is 0.026. (b-c): The 1/Vmax versus
various concentrations of the inhibitor, interception to X axis shows Ki" for the secondary re-plot

of the Line-Weaver Burk plot. The Ki = 0.066+ 0.028 mM was evaluated by Dixon plot.
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Fig. 13 (a): The Line-Weaver Burk plot of the initial velocities versus the reciprocal of BCh
incubated with compound 2m at three different concentrations, such as 0.05, 0.1, and 0.2 mM
with Km = 0.23 mM, Vmax= 6.98 mM/L/min, and slope value is 0.033. (b-c): The 1/Vmax
versus various concentrations of the inhibitor, interception to X axis shows Ki” for the secondary

re-plot of the Line-Weaver Burk plot. The Ki = 0.086+ 0.011 mM was evaluated by Dixon plot.

109



Supplementary Information (SI)

7
N
21
4 -
o) -
S
= 2
E
s 7 —0— 00
- . —e— 005
. —— 01
0 T T T T T T T T 1 —— 0.2mM
40 20 0 20 40
1/BCh (mM)-1
a. Line-Weaver Burk plot
18 ] 0.22 o
1.6 0.2
7 0.18
1.4 — I ]
T - = 0.16
£ 127 2 0414
] < .
S 1 S 012
Z 08 —o— 005 £ 014 °
~ — ] —
< 06 - 01 = g'gz B
] = Y50 o
0.4 7 —m 02MmS 0.04 -
02 0.02
0 | T T T | T T T | o | T T T T T T |
0.2 0 0.2 02 0 0.2
b. Dixon plot c. Secondary Line-Weaver Burk plot

Fig. 12 (a): The Line-Weaver Burk plot of the initial velocities versus the reciprocal of BCh
incubated with compound 21 at three different concentrations, such as 0.05, 0.1, and 0.2 mM with
Km = 0.32 mM, Vmax= 4.66 mM/L/min, and slope value is 0.068. (b-c): The 1/Vmax versus
various concentrations of the inhibitor, interception to X axis shows Ki” for the secondary re-plot

of the Line-Weaver Burk plot. The Ki = 0.101+ 0.128 mM was evaluated by Dixon plot.
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Fig. 14 (a): The Line-Weaver Burk plot of the initial velocities versus the reciprocal of BCh
incubated with compound 20 at three different concentrations, such as 0.05, 0.1, and 0.2 mM
with Km = 0.38 mM, Vmax = 17.98 mM/L/min, and slope value is 0.009. (b-c): The 1/Vmax
versus various concentrations of the inhibitor, interception to X axis shows Ki" for the secondary

re-plot of the Line-Weaver Burk plot. The Ki = 0.076+ 0.016 mM was evaluated by Dixon plot.
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Fig. 15 (a): The Line-Weaver Burk plot of the initial velocities versus the reciprocal of BCh
incubated with compound 2q at three different concentrations, such as 0.05, 0.1, and 0.2 mM
with Km = 0.28 mM, Vmax= 1.86 mM/L/min, and slope value is 0.014. (b-c): The 1/Vmax
versus various concentrations of the inhibitor, interception to X axis shows Ki” for the secondary

re-plot of the Line-Weaver Burk plot. The Ki = 0.21+ 0.137 mM was evaluated by Dixon plot.
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