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7.629
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Current Data Parameters

NAME Jully-17-2008
EXPNO 39
PROCNO 1
Solvent: CDCl, i

F2 - Acquisition Parameters
Date_ 20080717
Time 16.43
INSTRUM av300
PROBHD 5 mm PABBO BB-
PULPROG zg30
TD 65536
SOLVENT CDC13
NS 8
DS 2
SWH 6172.839 Hz
FIDRES 0.094190 Hz
AQ 5.3084660 sec
RG 114
DW 81.000 usec
DE 6.00 usec
TE 300.0 K
D1 1.00000000 sec
TDO 1
======== CHANNEL fl =s==s====
NUC1 1H
Pl 11.00 usec
PLl -1.00 dB
SFO1 300.1318534 MHz
F2 - Processing parameters
SI 32768
SF 300.1300084 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0

U BC 1.00

T T | RS | T T T T T T
10 9 6 5 4 3 1 0 ppm
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OBn
OBz
BnO NHTs
BnO
NHTs
14
Eiiéﬁffﬁiﬂgzﬁﬁﬁﬂﬂﬁ B3R mRIy 2 " Current Data Parameters
SIIRLDEACAANSAREER  SpppEndefns 3 an NAE  Jully-08-2008
EXPHD 26
SN N oo ;
FZ - hequisitlon Parameters
Date_ 20080708
Time 12.52
Solvent: CDCls e < o EABE B0
PULEROG 2qpa3l
D 65336
SOLVENT CpCl3
NS 1024
os 4
SHH 17585.611 He
FIDRES 0.274439 Hz
A 1.8215508 sec
B 32768
oW 27.600 yaec
DE 6.00 usec
TE 300.0 K
oL 2.00000000 sec
dll Q03000000 sac
DELTA 1.899595998 sec
TOD 1
mmmmmae CHANNEL ] =ssssss=
HUCL 130
Fl B.00 usec
FL1 -3.00 db
SF01 T5.4752953 MHz
sszzzsze (HANNEL [ ssszsmam
CFDFRGE waltzlé
Wuc2 1K
PCED2 80,00 usee
PL2 =1.00 4B
FL1Z 16.23 dB
BL13 20.23 dB
SFO2 300.1312005 MHz
F2 = Processing parameters
51 32768
F 5. 467TTH90 Mz
WO EN
55R 1]
LB 1.00 Hz
T . T " T d T T " T T T * T T T gg 1_‘3
200 180 160 140 120 100 80 60 20 0 ppm
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Bn
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15

Solvent: CDCl;

F

g

Current Data Paremeters
HAFE fr—

=i ]
FROCHD

an
176
1

F2 = hoquisition Parameters

I0RZ021S
11.35

=2.00 dB
J00. 13185 MHE

Fi - Processing parameters

12TEA

300, 1300066 Mz
EN

]

0.30 Hz

o
1.00
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%
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e N NS

I
|

e §1.51
e 4708

Solvent: CDCl;

RN

R R=]

1.8219508 &

32768

27.800 usec
6.00 usec

i

F 1

i 115,00 usec
i -2.00 de
18 18.50 dp
18 22.50 dB

! 300.1312005 MHz

F2 - Processing parameters
51 32768

PO T Ty T S—
1 75.4677490 MHz
WDW EM
538 0
LB 1.00 Hz
" T w T T 1 T T 1 : 128 . &
180 160 140 120 100 80 80 40 20 ppn--w o
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OBn
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7.883%
7861

7857
7.633
T.606
TAMD
74635
7.441

7346
I
7.295
7.280
1217
T.051

024

6.0
6,157
6133
5.262
5245

4618
4.580
4563
4524
4476
4435

4,403
4.391

4.349
4012
4098
4067
4053

Solvent:
CDCI; + DMSO-dg

3927
3908
3892
3.860

ig42
3.332
314
3.802
R
3.7a8
3.657
3638
3621
2277
2.138
1.142

H

T\ N Uttt

Current Data Parametara

HAME
EXERO
PROCHG

Oerober-25=2010-11td

a4

F2 - hoquisition Pacameters

Date_ 2010102%
Tima 21.50
INETEUM av3id
FROEHD 5 mm PAEBO BB-
FULEROG 230
T [4:1% 1
SOLVENT [ el
HE 16
oS L]
SHH G17Z.839 Hz
FIORES 0.0941230 Hz
RO %, I0B46E0 pec
RiE 1oL, €
o 81.000 usac
DE E.00 wusac
TE 309.0
o1 1.00000000 sec
TOD 1
mmmmmmms CHRNNEL [] =====ee=
o L[t} 1H
Pl 10.70 usec
PL1 -2.04 dB
ZFol 300,1318534 HHz
F2 - Procesaing parameters
51 12768
5F 300. 1300000 mz
WD EM
558 a
LB 0.30 Hz
GB 1]
FC L.o0
j"l—’L"_—__
e T T ey T e T T BERASELS
L] N i
11 10 9 8 7 [ 5 4 3 2 1
0 -1 ppm
) o
AN 3 (B |28k 8%
o] | 1 = = oo [ LG
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Solvent:
CDC I3 + DMSO-dg

I T

oyt

Current Data Parameters

HNAME October-25-2010-iitd
EXFRO 56
PROCHO 1

F2 - Acquisition Parameters
Date_ 20101025
Time 22.24
IHSTRUM aviog
FROBHD 5 mm PABEO BE-
PULEROG 2gpg3l

TD 65536
SOLVENT ChoCLl3

KS 2004

D3 &

SWH 17985.611 Hz
FIDRES 0.274439 Hz
A 1.8219508 sec
RG 32768

D 27.800 usec
DE €.00 usec
TE 300.0 K

Dl 2.00000000 sec
dil 0.03000000 sec
DELTA 1.899939938 sec
o0 1
=zz===== CHANNEL fl sssss===
NUZ1 13C

|2} 10.10 usec
PLL -2.00 dB
SFO1 73.4752953 MHz
m——— == CHANMEL 2 ========
CPDPRGZ waltzlé

nuc2 iH
PCPDZ 115.00 usgec
FLZ =2.00 4B
PL12 19,50 dB
FL13 22.50 4B
sFO2 300.1312005 MHz

F2 - Processing parameters

I i I
200 180 160 140 120 100 80 60 40

32768
TS5, 4677728 MHz
EM
0
1.00 Hz
0

1.40
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HO O%ZNBzTs
HO
NHTSs

16
I - R R ] =T wwow e =
25=ER0BL3888588 3 2282 gg:o@ g
o e e e e L e o wrow oenen e =
=\\= | 7 )
f
Current Data Parameters
HAME July-28-2010-iitd
EXFNO 11
PROCHD 1
F2 = Requisition Parameters
Date 20100728
Time 11.14
INSTRUM avion
PROBED 5 mn PREBRO BA~-
PULEROG zg3d
™D 65536
SOLVENT [of 1k
HS 16
ns 0
SWH €172,839 Hz
FIDRES 0.094190 Hz
AD 5.3084660 sec
CDC|3+DMSO RS 161.3
oW #1.000 usec
oE 6.00 usec
TE 300.0 K
ol 1.00000000 sec
DO 1
m======= CHANHEL f] seess===
HUC1 1H
Pl 10.70 usec
PL1 =2.00 dB
5F01 300.1318534 MHz
F2 - Processing parameters
51 32768
SF 300.1299631 MHz
WOW EM
358 0
- LE 0.30 Hz
GB 1]
PC 1.00
I T I I | | T 1 I T T I
10 9 8 7 € 5 4 3 2 1 0 -1 ppm
cileillel] |+ ~| |=leila) "

S9



Electronic Supplementary Material (ESI) for Organic & Biomolecular Chemistry
This journal is © The Royal Society of Chemistry 2012

OH

HO OBz
5O NBzTs
NHTs

16

Solvent:
CDC I; + DMSO-dg

DELTA
TDO

0.274433
1.8210508

27.800
£.00

300.0
2.00000000
0

.03000000 =

NUC1
Pl
PL1
5F01

13C
10.10

-2.00
75.4752953

=== CHAWNEL £2 ====

waltzlé

22.50
300.1312005

usec

dB
MHz

usec
dB

MHZ

F2 - Processing parameters

5T
SF
WDW
55B

LB
GB
EC

T T T T T T I

T T T
200 180 160 140 120 100 80 60 40

0 ppm

32768
75.4677656
EM

o
1.00

0
1.40

MHZ

Hz

S10




Electronic Supplementary Material (ESI) for Organic & Biomolecular Chemistry
This journal is © The Royal Society of Chemistry 2012

OH
BzO

_.\OBZ

Solvent:
CDC I; + DMSO-dg

HANE Cmnenan
PN 21
FROCHC 1
Fi - loquisition Pacemeters
Pt _ 20110718
Time 16. 04
[ Calun]
FREHD 5 am PABBO BB-
R frgla]
™ 65536
SOLVENT [=e k]
] 16
b5 g
= 172839 Hr
FIDRES 0094190 Hx
] 5. 3004680 seo
[ 128
o 81.000 wec
BE &, 00
TE J00.0 K
<4 1, KGO0 per
™o 1
meesmees CHEMEL 1] ==eeeees
WKL i
Fl 10,70 wmec
Ll =2, 00 4B
- g 300. 1318534 HHz
F2 - Frobedding parasttacs
21 IETEE
=¥ 300, 1300000 19t
MY m;m
== Q
LB 0.3 B
o2 2
PC 1.00
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OH
BzO, wOBz
N
Ts |
NHTs
18
S0 3SNNERTRRAETR2E U o o Current Data Parameters
e i pa b Sadiba b b e < 3820 9 o 5 Q&
98 FESANHARANRENRGS EREEEE X U8 &R Xm0 Ty
VS NI I PR :
Fi - hequisition Parameters
Date 20110715
Time 18.12
INSTRIM av300
Solvent: PROBHD 5 mw PABBO BB-
PULPROG zopea0
CDC |3 + DMSO‘d5 ™ 65536
SOLVENT cnela
s 788
D 4
SUH 17985. 611 Hz
FIDRES 0.274439 Hz
a0 1.6219508 see
RS 32768
ol 27.600 usec
DE 6.00 usec
by 300.0 K
D1 2.00000000 sec
dr1 0.03000000 sec
DELTA 1.89999998 sec
™ 1
EEEEE.- mmL :l UL L L L
NUC1 13C
Pl 10.10 usec)
PL1 -2.00 dB
SF01 75.4752953 MHz
EEEEE.- mmL :2 UL L L L L
CPDFPRGZ wmltzlé
NUCZ 1H
PCPDZ 115.00 usec)
PLZ -2.00 dB
PL1Z 15.50 48
PL13 22.50 dB
3F0E 300.1312005 MHz
F2 - Processing parameters
31 32768
T T I I 1 I | 1 1 I I o) 75.4677573 MHz
WO En
200 180 160 140 120 100 80 60 40 20 0 ppms=: 0
LB 1.00 Hz
GB 1]
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HO,

Solvent:
CDC I; + DMSO-dg

1 10 9 8

PROBHD 5 mm PABBO BB-
PULPROG zg30

65536

PL1 -2.00 de
SFO1 300.1318534 MHz

F2 - Processing parameters
32768

SF 300.1299946 MHz
WOW EM
8SB 0

LB 0.30 Hz
GB o

PC 1.00
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OBz
HO. wOBz
N "’|
IS NHTs
19
aaaaﬁﬁﬁaaﬁﬂaaaﬁﬁgag YEKIEE & 8=4 Current Data Parameters
D g i e 3 ey g 5 o o] SRR €5 NAME Ga
BIISARORARAANRNALK FEEEEE I F9RAG  mA NAIE uesan
SN\ VI WY S
F2 - Acemisition Parameters
Date_ 20110805
Time 20,23
IN3TRM e300
. FROBHD 5 mm PABBC EE-
Solvent: PULERCG 2opea0
CDC I3 + DMSO-dg o 65536
SOLVENT ChCL3
NS 1085
i1 4
SWH 17955.611 Hz
FIDRES 0.274439 Hz
jl] 1.8219508 sec
G 32768
il 27.6800 usec
DE 6.00 usec
TE 300.0 K
ik 2.00000000 ==
dll 0.03000000 s=c
DELTA 1.89900008 ==
™o 1
smunssss CHINNEL ] =essssss
NUC1 13C
F1 10.10 usec
PL1 =2.00 dB
5FOL 75.4752953 MHz
EmEnmEnm CHmL :2 =n snwwew
CPIPRG Wl ZlE
NUCz 1H
PCPD2 115.00 usec
PLZ =2.00 dB
PL1Z 18.50 dB
PL13 22.50 dB
SFO2 300.1312005 MHz
F2 - Processing parameters
3l 32768
T T T T T T T T T T T aF 75.4677490 MHz
l T l T I T l T l T T e £l
200 180 160 140 120 100 80 60 40 20 0 ppmsse 0
LB 1.00 Hz
GH 1}
P 1.40
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HO WOH
NT
Ts |
NHTs
20
R ] =1 L O R O 6O B 0700 T O W e I W O
283IN838 2 ERSBIZBCREIRSERSRE
[l el ol el el R T W e B T e R T et Bt o Bt o o
N \W ‘ L&ﬂ\&d ’%//‘/7/ Curcent Data Pacametecs
HARE Ganssan
EXPNG 180
PROCNG 1
FZ - koquisition Perameters
Date_ 20120405
Time 11.51
Solvent: NSTRIN avano
PRCEHD S mm PABBO BE-
CDC I; + DMSO-ds FULFROG 2g30
i 65536
SOLVENT ChC13
i 16
s 2
SWH 6172.839 Hz
FIDRES 0.094190 Hz
] 5.30B4680 s=c
PG 256
o §1.000 wsec
LE 5.00 usec
TE 300.0 K
I 1.00000000 sac
TD0 1
======== CHmN'EL : ========
HUC1 1H
F1 10.70 usec
FL1 -2.00 dB
SFOL 300.1318534 MHz
FZ - Processing paraweters
21 32768
sF 300.1300480 MHz
L) EX
238 o
L LE 0.30 Hz
GB o]
PC 1.00
A
11 10 9 b 7 6 5 ) 3 1 -1 ppm
= | — i == =i [ =i |2
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OH
HO WOH
N
T8 e
20
i v = vy o oo
pgTanena QREYRALANTERINAL IS purrent Data Parameners
SYASRARS EERCeEsRIoRRRAREEARR e 184
NN AN\
F2 - Azguisition Parsmeters
Date 20120405
Time 13.19
INSTRUM w300
PROBHD 5 o PABBO EBE-
Solvent: PULPROG zgpgl0
™ 65536
CDC I; + DMSO-dg SOLVENT encls
NS 2076
75 4
SWH 17985. 611 He
FIDRES 0.274439 Hz
A 1.8219508 sec
B 32768
W 27.800 usec
DE 6.00 usec
TE 300.0 K
n 2.00000000 ==c
di1 0.03000000 s=c
DELTA 1.69999998 =s=c
O 1
ssssss=s CHINNEL f1 ==sssss=
c1 13C
P1 10.10 usec
PL1 -2.00 dB
sFoL 75.4752953 MHz
======== CHANNEL {2 ===——-=
CPDPRGE valtzlé
ez 1H
PCPDZ 115.00 usec
PLZ -2.00 dB
PL12 18.50 oB
PL13 22.50 dB
SFOR 300.1312005 MHz
FZ - Processing paraneters
1 32768
'I'I'I'I‘I’I'I’]'I']['i};v ”5-"'”7723“3"‘
200 180 160 140 120 100 80 60 40 20 0 ppmsss 0
LB 1.00 Hz
GB 0
PC 1.40
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BzONT
BzO S
/

i

Solvent:
CDC I; + DMSO-dg

OO — MV VTN TOVONUSAN = — O —FTANDOTE N — €000 00O T O —rmaN N OO
l\voov‘.m—cwt\-nmmowl\ml\vw—-ooN@c\ol\l\mgow—cwovxmv JF RO
@oo\oxoo\bmwnnmwvqummmmmmN—oommmwwwoowmmmvm AN AN OO
L e e e e e e N T S S S g g T N e T e e W e B e W s SRS SR R IR IR AP N R

B N

Current Data Parameters

NAME September-23-2010-1ij
EXPNO 7
PROCNO 1

F2 - Acquisition Parameters
Date_ 20100923

Time 11.34
INSTRUM av300
PROBHD 5 mm PABBO BB-
PULPROG 2g30

D 65536
SOLVENT CcDC13

NS 13

DS 0

SWH 6172.839 Hz
FIDRES 0.094190 Hz
AQ 5.3084660 sec
RG 45.3

oW 81.000 usec
DE 6.00 usec
TE 300.0 K

D1 1.00000000 sec
TDO 1

F2 - Processing parameters

ST
SF
WDW
SSB
LB
GB
BPC

10

e

o B e

-]

= CHANNEL f1 =

1H

10.70

-2.00
300.1318534

32768
300.1299722 MHz
EM
0
0.30 Hz
0

1.00
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BzO

BzO
NTs
)

Solvent:
CDC I3 + DMSO-dg

W

ﬂ J | F2 - Processing parameters
- l I a1 32768
ufanny N 75.4677490 Mz

27.800 usec
DB ©6.00 usec
TE 300.0 K
D1 2.00000000 sec
dll 0.03000000 sec
DELTA 1.89999998 sec
Do 1

13c

10.10 usec
-2.00 dB

353 Hiz

SEUL 75.475

CPDPRG2 waltzlé
NUC2 11
PCED2 115,00 usec
PL2 =2.,00 dB
PL12 18.50 dB
PL13 22.50 4B
SF02 300.1312005 MHz

HDW EM
SSB 0
B 1.00 Hz
T | T T T T — T T T ' g
BC 1.40
200 180 160 140 120 100 60 40 20 0 ppm
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21 Solvent: CDC |5

| H3, H3
i“'. Iilz I_}: Hjb Hin Héa
Ju o e MM Jn__ JL'E _ ppm
J = Laz
Hla —— | g |
J v
='| 0 |
Hea =1 g 3 - 3.6

m ~ 3.8
% @ e

ju ]
P
L -\.J“l.__-'
[—a v}
22

Heh ——=
] - 4.2
H4 == -@ a -4
J -4.8
H2 — | § @ o 63 Fso
| - 5.2
H3, HS -

j # a ﬂﬂ 5.4

e R B e e o R T = = - —— e ————— - — |

54 52 50 48 4§ 44 42 40 38 36 34 ppm
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21

Solvent; CDC I3

H3, HS

Ll

Hlb Héa

gz H4 H& | HIa
i nl

Hla

-
- e

Hlh Hea 3
H&k

H4 —
Hi —

H3, HS —

-l
-

8.5

a.0

7.5

F.O

55 &0

55 50

4.5

4.4

3.5
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Z.5

2.0

=
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= X
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[ X
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21 Solvent: CDC I3
H3 Y Hz Ha Heh HIb Hea 112
nl N A 1 M ppm
40
e ' 45
— i
C1 ' ‘ 50
55
2 —— ] ]
o u— [ [] &
&5
C5 — i 0 o
cs—|_@ L] o [ ] »s
———— |
-]
a5
58 54 52 5.0 4.8 4.8 4.4 4.2 4.0 3.8 14 az ppm
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HO

HO NTs
)

Solvent:
CDC I; + DMSO-dg

FEEREE R R ]
IR R =] G\Dt“h'O-—'WMDU\t"‘-mg a\logr‘”:r
i st R —omeegt— oo 02wy VY ~—
[l ol el ol ol oo e e R e R N N R T Ee E e S P

S\

_:‘
T T T T T T T T T
10 9 8 5 4 3 2 1 ppm
s
|| el m|=||—|a| ol |

Current Data Parsmeters

NAME Ganesan
EXFNOD 1
PROCIND 1

F2 - Azeuisition Parsmeters
Dare 20101112
Time 20,44
INSTRIM av3 00
PROBHD 5 »m PABEO EB-
PULPROG noennl

™ E5536
SOLVENT CpC13

s a8

i) a

SE 6172.639 Hz
FIDRES 0.094150 Hz
AQ 5.3084660 sec
RG 114

o a1, OCD usec
LE usec
TE Z]ED D E
o1 5.00000000 sec
dii 0.03000000 sec
diz 0.00002000 sec
D20 0.02000000 sec
L4 50

™o 1
======== CHINMEL f1 ========
Nic1 1H

Pl 10.70 usec
FL1 =2.00
3F0d 300.1315010 MHz
-------- CHANNEL fI ===s=s===
Wz 1H

FLZ 120.00 dB
PL1% 55.00 dB
SFoe 300.1314540 Mz
Fi - Processing parsmeters
s3I 32768

SF 300.1299675 MHz
oW EX

258 0

LE 0.30 Hz
GH a

PC 1.00
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HONTs
HO
/

Solvent:
CDC I; + DMSO-dg

o Lo Ll e

2BENEE

HeRo=og

Pl

sFo1

PEES = CHANNEL f? s=====m==
P waltzlié

1H

T oo ony o

i i
| i _,
i 1. I
| 1. | SF
i il wDw o
—"““““-‘*SB 0
S LB 1.00 Hz
T L S R T T 7 T T T T
200 180 160 140 120 100 80 60 40 20 )9 ppm
Y
i -
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23
LAl Bl e a s e = R B B = B e B T o W e B |
CEFAESRECRRLIILERNRER
VVQ‘WQ‘M"'!“MMMMMHMMMMMN
%‘W Current Data Parsmeters
NAME Ganssan
EXPNO 145
PROCHO 1
Solvent: D,O F2 - hoquisition Parameters
Date 20111027
Time™ 22.52
IN3TEM Ew3Ion
PROBHD S mm PAEBO BB-
PULPROG zg3l
™ 65536
SOLVENT CDCLY
= 16
s 0
SWH 6172.839 Hz
FIDRES 0.094150 Hz
fls] 5.3084660 sec
RG 90.5
o 81.000 usec
DE 6.00 usec
TE 300.0 K
D1 1.00000000 sec
DO 1
======== CHINNEL £1 ========
NUC1 iH
Pl 10.70 usec
PL1 -2.00 dB
SFoL 300.1318534 MHz
F2 - Processing paraweters
SI 32768
ar 300.1300000 MH=z
oW EN
S5E 0
LE 0.30 Hz
5B u}
_J PC 1.00
k. ll
10 9 8 7 ] 2 1 il ppm
B
-3
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HO
H 23
Current Data Parsmeters
98392 38 HANE Ganesan
2uld i 3z EXFNO 147
W e '
F2 - Aequisition Parameters
Date 20111027
Solvent: D,O Time 23,11
INSTRIM avioo
FROBHD 5 mm PABBEO EB-
PULPROG Zgpel0
1Y 65536
SOLVENT CDCl3
NS 680
D3 4
SWH 17985, 611 Hz
FIDRES 0.274439 Hz
A 1.8219508 sec
Rz 32768
oir 27.800 usec
DE 6.00 usec
TE 300.0 K
ol 2.00000000 sec
dil 0, 03000000 sec
DELTA 1,89999998 sec
DO L
======== CHJNNEL f1l ========
NUci 13¢C
Pl 10.10 usec
PL1 -2.00 dB
SFo1 75.4752953 MHz
=msms=sn CHANNEL £ ====ss=s
CPDPRG2 waltzlé
NuUcz 1H
PCPD2 115,00 usee
PLZ =-2,00 dB
PL1Z 18.50 dB
i " — PL13 22,50 dB
o i SFoe 300.1312005 MH=z
Fi - Processing paranmeters
SI 32768
T T T T T T T T T T T T T T T T T T T T T T T =1 75.4677450 MH=z
W EN
200 180 160 140 120 100 80 60 40 20 0 ppmsss o
LE 1.00 Hz
GH u]
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OBn
OTBS
B NHTs
NHTs
30

Solvent: CDCl3

i Wﬁ%ﬁ Current Data Parameters
Jan -06-2012

6.26 — .

EKWO 16
PROCNO 1
F2 - locuisition Parameters
Date 20120106
Time 12,31
THNETRIM 300
FROEHD 5 mm PABBO BE-
PULPROG zg30
el 65536
SOLVENT CDCL3
M= =]
Ve F]
EWH 6172.839 Hz
FIDRES 0.094130 Hz
L2 5.3084660 s=c
Rz 228.1
ol 81.000 usec
LE 6,00 usec
TE J00.0 K
i 1. 00000000 ==c
OO 1
ssmsss=s CHANNEL f1 ssssssss
NUC1 1H
Pl 10,70 usecy
FL1 -2.00 dB
=100 § 300.1318534 MH=z
FZ - Processing parameters
2I 32768
=13 300.1300073 MHz
WD EN
5B u]
LB 0.30 Hz
GE u]
RC 1.00

T

ppm
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OBn
OTBS
B NHTs
NHTs
30

Solvent: CDCl;

17985.611 Hz

1.8B219508 sec

RG 32768

oW 27.800 usec
DE 6.00 usec
B 300.0 K

DL 2.00000000 sec

d11 0.03000000 sec

DELTA 1.89999998 sec

TDO 1

CPDPRG2 waltzlé
NUCZ 1H
PCPD2 115.00 usec
PL2 -2.00 @B
II PL12 18.50 dB
PL13 22.50 dB
sroz 300.1312005 MHz
FZ - Processing parameters
S1
F 75.4677490 MHz
WOW EM
558 0
LB 2.00 Hz
T T GB
I T T N T T T T T BC 1. qg

I I T T
200 180 160 140 120 100 80 60 40 20 0 ppm
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R SES
EREERAR gE=
S A a9

— 5768
— 5.533
3997
3.984
3810
3795
3.666
3647
3607
3478
3320
2.960
2423

<
X

Solvent: CDCl,

e

11 10 9 8 7 6 5 4 3 2 0
e b EeEdME g

Current Data Parameters
HAME Jan -25-2012

EZPNC
PROCHD

F2
Date_
Time
INSTRUM
PROBHD
PULPROG

SOLVENT

FZ = Processing parsmeters

31
5F
WD
53B
LE
GB
29

— Actuisicion Parameters

5 mm PAEBO BB-

G2
1

20120125
16.11
aw3D0

@30
E553&
CDC13

32768
300.1300053 MHz
EM
1}
0.30 Hz
o
1.00
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OH

OTBS
G NHTSs

NHTs

31
38828888 mooMmM~O © ~ BV on "N
aoddasng NEE R T M ERAAA 28 Current Data Parameters
I¥ncqaaa SER2RR%g 4 2 PR ~ii ] ta NAME June-14-2010-iitd
EXPNO 39
NV NZANER/ARE !
F2 - Acquisition Parameters
Date_ 20100614
Time 16.26
Solvent: CDC|3 INSTRUM av300
PROBHD 5 mm PABBO BB-
PULPROG 2gpg30
D 65536
SOLVENT CDC13
NS 737
DS 4
SWH 17985.611 Hz
FIDRES 0.274439 Hz
AQ 1.8219508 sec
RG 32768
DW 27.800 usec
DE 6.00 usec
TE 300.0 K
D1 2.00000000 sec
dil 0.03000000 sec
DELTA 1.89999998 sec
TDO 1
= CHANNEL fl ========
13c
8.00 usec
-3.00 dB
75.4752953 MHz
CHANNEL £2 =
CPDPRG2 waltzlé
NUC2 1H
PCPD2 80.00 usec
PL2 -1.00 dB
PL12 16.23 dB
PL13 20.23 dB
SFO2 300.1312005 MHz
F2 - Processing parameters
SI 32768
SF . 75.4677558 MHz
WDW EM
SSB 0
- LB 1.00 Hz
GB 0
T T Nl T T T T T | T I T T ) T T PC 1.40
200 180 160 140 120 100 80 60 40 20 )0 ppm
N
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HO. WOH
N~ ™ I
13 :
Current Data Parsmeters
Solvent: D,O NAME Ganesan
EXPNO 155
PROCHD i |
FZ - hequisition Parameters
Date 20111028
Time 21.21
INSTRIM avioo
PROBHD 5 mm PARBO BE-
PULFROG 230
™ 65536
SOLVENT Dzo
N3 16
DS 0
SWH 6172.839 Hz
FIDRES 0.054190 Hez
jla] 5.3084660 szec
RG 20.2
o 81.000 usec
IE 6.00 usec
TE 300.0 E
Dl 1.00000000 sec
TDO 1
e cﬁmh :l mERwmw=
1 1H
Pl 10.70 usec
PL1 =2.00 dB
SFoL 300.1318534 MHz
F2 = Processing parameters
ST 32768
gF 300.1300000 MHz
g En
55B ]
LE 0.30 Hz
GB 0
J PC 1.00
11 10 ] 2 T ] 5 i k] 2 1 1 ppm
EliaeEe
a1 0] =
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HO WOH
L]
"’I
NH,
Current Data Parameters
ERE = 8RR NAME Ganesan
8wl b= N EXPNO 152
Vi e '
F2 - hequisicion Parameters
Date 20111028
Time 11.21
Solvent: D,O INSTRIM av300
PROBHD 5 mm PABRO BE-
PULPROG zgpg30
o] 65536
SOLVENT 2o
NS 1024
] 4
SWH 17985, 611 Hz
FIDRES 0.274439 Hz
I i} 1.8219508 =sec
RG 32768
bl 27.800 usec
IE 6.00 usec
TE 300.0 K
D1 2.00000000 sec
di1 0.03000000 sec
DELTA 1,895959998 sec
DO 1
emmmemes CHANNEL £1 =e=sss==
NUCL 13C
P1 10.10 usec
PL1 -2.00 4B
SFOL 75.4752953 MHz
snsmssss CHANNEL f2 esssssss
CPDPRGZ waltzlé
Nucz 1H
PCPD2 115.00 usec
PL2 -2.00 4B
PL12 18.50 4B
PL13 22.50 dB
SFCe 300,1312005 MHz
F2 = Processing paramsters
3I 32768
I T I T I T T T T T SF 75.4677490 MHz
WDW EN
200 180 160 140 120 100 80 60 4 20 ppmsss 0
LB 1.00 Hz
GH o
PC 1.40
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OH
HO WOH

—c\uvmhqm\uhmhmm\nmmg

ChDD O R O 00 00 WY D [ D00 S O W D

e g it A A Rt e, K el My I

b R A e M Wl M B B Mo M a l o B B RE

\&F\N}%ﬂ/ Current Data Parameters
HNAME Ganesan
EXPNO 167
PROCNO 1

Solvent: D,O
F2 - Accuimition Parasmeters
Date 20111216
Time 13.15
INSTEIH e300
FROBHD 5 mm PABBO BE=-
PULPROG gl
™ 6553 6
SOLVENT Dzo
NS 16
s o
SWH 6172.839 Hz
FILRES 0.034190 Hz
hQ 5.3084660 s=c
RG 71.8
oW 81.000 usec
DE 6,00 usec
TE 300.0 K
o1 1.00000000 =ec
O 1
snssssss CHANNEL f]1 sessssss
NUC1 1H
Fl 10.70 usec
FL1 -Z.00 dB
SFOL 300.1318534 MH=z
F2 - Processing parameters
8T 32768
5F 300.1300000 MH=z
WD EN
258 a
LE 0,30 Hz
GB o
PC 1.00
L“-__.h..-,_.—.__.__
I I | T I I I | | I T I I
1 10 9 g 7 [ 5 L] 3 2z 1 ] ppm
== === =
i | i 091 | | =i )
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O
Al

HO WOH
N7
5 NHAC
La)
2 (QEE F‘q R 53 z Eﬁtnﬁ Data Pnr:i::;
o @"6@ pa & & EXPNO 168
VIL I Fre :
F2 - Aoquisition Parameters
Date_ 20111216
Time 13.19
INSTRIM e300
PROBHD 5 nmn PABBO EB-
PULFROG Zgpad
- ™ 55536
Solvent: D,O W an
NS 607
i) 4
SWH 17985.611 Hz
FIDRES 0.274439 Hz
A 1.6219508 s=c
) 32768
i) 27.800 usec
DE 6.00 usec
TE 300.0 K
ol 2. 00000000 =ec
dil 0.03000000 s=c
DELTA 1.69999998 ss&c
TDOD 1
======== CHANNEL £l ========
NUC1 13C
Pl 10,10 usec
FL1 -2.00 dB
SF01 75.4752953 MHz
======== CHANNEL f2 ========
CPDPRGE wvaltzle
NUC2 1H
PCPD2 115.00 usec
PL2 -2.00 dB
PL12 18.50 dB
13 22.50 dB
SFoe 300.1312005 MHz
Fi - Processing paramstsrs
=8 32768
T v T T T T T T T T T T T T T T T T T T u SF 75.4677450 MHz
WD EX
200 180 160 140 120 100 80 60 40 20 0  ppmess 0
LB 1.00 Hz
GB o
BC 1.40
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Energy values obtained from AML1 calculations for compound 18.

4C, conformation

HyperChem

Single Point, SemiEmpirical, molecule = compound 18 4C1 conformation
AM1

Convergence limit = 0.0100000 Iteration limit = 50

Accelerate convergence = YES

RHF Calculation:

Singlet state calculation

Number of electrons = 246

Number of Double Occupied Levels = 123
Charge on the System =0

Total Orbitals = 222

Starting AM1 calculation with 222 orbitals

Iteration = 1 Difference = 43026.92948
Iteration = 2 Difference = 835.24005
Iteration = 3 Difference = 311.20153
Iteration = 4 Difference = 60.77617
Iteration = 5 Difference = 5.77144
Iteration = 6 Difference = 0.94989
Iteration = 7 Difference = 0.36973
Iteration = 8 Difference = 0.15674
Iteration = 9 Difference = 0.01750
Iteration = 10 Difference = 0.00211
Energy=-8715.174040 kcal/mol Gradient=0.010078 Symmetry=C1

ENERGIES AND GRADIENT

Total Energy =-196163.9297082 (kcal/mol)
Total Energy = -312.607081781 (a.u.)

Binding Energy = -8715.1740402 (kcal/mol)
Isolated Atomic Energy = -187448.7556680 (kcal/mol)
Electronic Energy =-2048766.1025866 (kcal/mol)
Core-Core Interaction = 1852602.1728784 (kcal/mol)
Heat of Formation = -238.6150402 (kcal/mol)
Gradient = 0.0100781 (kcal/mol/Ang)
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Energy values obtained from AM1 calculations for compound 18.

¢, conformation

HyperChem

Single Point, SemiEmpirical, molecule = Compound 18 1C4conformation
AM1

Convergence limit = 0.0100000 lIteration limit = 50

Accelerate convergence = YES

RHF Calculation:

Singlet state calculation

Number of electrons = 246

Number of Double Occupied Levels = 123
Charge on the System =0

Total Orbitals = 222

Starting AML1 calculation with 222 orbitals

Iteration = 1 Difference = 42965.74988
Iteration = 2 Difference = 739.56074
Iteration = 3 Difference = 483.93724
Iteration = 4 Difference = 37.20935
Iteration = 5 Difference = 31.04263
Iteration = 6 Difference = 12.07024
Iteration = 7 Difference = 0.49754
Iteration = 8 Difference = 0.10846
Iteration = 9 Difference = 0.03581
Iteration = 10 Difference = 0.00509
Energy=-8710.354647 kcal/mol Gradient=0.011840 Symmetry=C1

ENERGIES AND GRADIENT

Total Energy =-196159.1103152 (kcal/mol)
Total Energy = -312.599401590 (a.u.)

Binding Energy = -8710.3546472 (kcal/mol)
Isolated Atomic Energy =-187448.7556680 (kcal/mol)
Electronic Energy =-2075762.5924566 (kcal/mol)
Core-Core Interaction = 1879603.4821414 (kcal/mol)
Heat of Formation = -233.7956472 (kcal/mol)
Gradient = 0.0118404 (kcal/mol/Ang)
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Energy values obtained from AM1 calculations for compound 32.

4C, conformation

Single Point, SemiEmpirical, molecule = Compound 32 4C1 conformation
Convergence limit = 0.0100000 Iteration limit = 50

Accelerate convergence = YES

RHF Calculation:

Singlet state calculation

Number of electrons = 212

Number of Double Occupied Levels = 106
Charge on the System =0

Total Orbitals = 192

Starting AM1 calculation with 192 orbitals

Iteration = 1 Difference = 36057.82216
Iteration = 2 Difference = 16180.24218
Iteration = 3 Difference = 233468.93302
Iteration = 4 Difference = 29013.66024
Iteration = 5 Difference = 22409.35142
Iteration = 6 Difference = 20729.57217
Iteration = 7 Difference = 18638.80718
Iteration = 8 Difference = 17267.76299
Iteration = 9 Difference = 17629.67606
Iteration = 10 Difference = 13519.35793
Iteration = 11 Difference = 13210.18953
Iteration = 12 Difference = 14745.32072
Iteration = 13 Difference = 10454.82766
Iteration = 14 Difference = 10506.87059
Iteration = 15 Difference = 10499.39503
Iteration = 16 Difference = 7818.42915
Iteration = 17 Difference = 7640.62574
Iteration = 18 Difference = 9127.54071
Iteration = 19 Difference = 1875.64288
Iteration = 20 Difference = 3848.72792
Iteration = 21 Difference = 3831.27258
Iteration = 22 Difference = 764.00322
Iteration = 23 Difference = 9557.30537
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Iteration = 24 Difference = 7872.61831
Iteration = 25 Difference = 3515.24517
Iteration = 26 Difference = 716.52752
Iteration = 27 Difference = 2488.58444
Iteration = 28 Difference = 763.24803
Iteration = 29 Difference = 523.72090
Iteration = 30 Difference = 697.58419
Iteration = 31 Difference = 300.77296
Iteration = 32 Difference = 315.70935
Iteration = 33 Difference = 280.81333
Iteration = 34 Difference = 25.36051
Iteration = 35 Difference = 63.24076
Iteration = 36 Difference = 59.32193
Iteration = 37 Difference = 63.56930
Iteration = 38 Difference = 51.28497
Iteration = 39 Difference = 46.34042
Iteration = 40 Difference = 46.32716
Iteration = 41 Difference = 24.47290
Iteration = 42 Difference = 0.25808
Iteration = 43 Difference = 0.03340
Iteration = 44 Difference = 0.01278
Iteration = 45 Difference = 0.00102
Energy=-7706.619235 kcal/mol Gradient=0.010289 Symmetry=C1

ENERGIES AND GRADIENT

Total Energy =-161685.7925528 (kcal/mol)
Total Energy = -257.662679630 (a.u.)

Binding Energy = -7706.6192348 (kcal/mol)
Isolated Atomic Energy =-153979.1733180 (kcal/mol)
Electronic Energy =-1669983.9726826 (kcal/mol)
Core-Core Interaction = 1508298.1801298 (kcal/mol)
Heat of Formation = -295.2962348 (kcal/mol)
Gradient = 0.0102894 (kcal/mol/Ang)
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Energy values obtained from AM1 calculations for compound 32.

¢, conformation

HyperChem

Single Point, SemiEmpirical, molecule = Compound 32 1C4 conformation
AM1

Convergence limit = 0.0100000 lIteration limit = 50

Accelerate convergence = YES

RHF Calculation:

Singlet state calculation

Number of electrons = 212

Number of Double Occupied Levels = 106
Charge on the System =0

Total Orbitals = 192

Starting AM1 calculation with 192 orbitals

Iteration = 1 Difference = 35882.05626
Iteration = 2 Difference = 47896.12031
Iteration = 3 Difference = 246674.74739
Iteration = 4 Difference = 39465.29020
Iteration = 5 Difference = 24757.16130
Iteration = 6 Difference = 23356.55910
Iteration = 7 Difference = 21230.43919
Iteration = 8 Difference = 20233.28452
Iteration = 9 Difference = 19015.86260
Iteration = 10 Difference = 17722.81406
Iteration = 11 Difference = 15976.78819
Iteration = 12 Difference = 15122.48442
Iteration = 13 Difference = 13740.20199
Iteration = 14 Difference = 12094.50406
Iteration = 15 Difference = 11561.74809
Iteration = 16 Difference = 8861.09109
Iteration = 17 Difference = 8733.14379
Iteration = 18 Difference = 11577.03369
Iteration = 19 Difference = 835.28683
Iteration = 20 Difference = 3373.33826
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Iteration = 21 Difference = 3708.87434
Iteration = 22 Difference = 81.68277
Iteration = 23 Difference = 11249.76007
Iteration = 24 Difference = 6180.56858
Iteration = 25 Difference = 862.55992
Iteration = 26 Difference = 1596.83757
Iteration = 27 Difference = 1080.21784
Iteration = 28 Difference = 1190.50429
Iteration = 29 Difference = 1356.58515
Iteration = 30 Difference = 1157.46406
Iteration = 31 Difference = 409.89978
Iteration = 32 Difference = 379.20132
Iteration = 33 Difference = 274.51429
Iteration = 34 Difference = 86.31133
Iteration = 35 Difference = 116.91906
Iteration = 36 Difference = 124.88352
Iteration = 37 Difference = 54.36405
Iteration = 38 Difference = 31.71172
Iteration = 39 Difference = 33.62510
Iteration = 40 Difference = 35.59051
Iteration = 41 Difference = 10.33701
Iteration = 42 Difference = 0.03794
Iteration = 43 Difference = 0.00527

Energy=-7704.457007 kcal/mol Gradient=0.009610 Symmetry=C1

ENERGIES AND GRADIENT

Total Energy =-161683.6303251 (kcal/mol)
Total Energy = -257.659233901 (a.u.)

Binding Energy = -7704.4570071 (kcal/mol)
Isolated Atomic Energy =-153979.1733180 (kcal/mol)
Electronic Energy =-1618148.0199115 (kcal/mol)
Core-Core Interaction = 1456464.3895864 (kcal/mol)
Heat of Formation = -293.1340071 (kcal/mol)
Gradient =  0.0096105 (kcal/mol/Ang)
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Energy values obtained from AM1 calculations for compound 32.

¢, conformation

HyperChem

Single Point, SemiEmpirical, molecule = Compound 32 1S5 conformation
AM1

Convergence limit = 0.0100000 lIteration limit = 50

Accelerate convergence = YES

RHF Calculation:

Singlet state calculation

Number of electrons = 212

Number of Double Occupied Levels = 106
Charge on the System =0

Total Orbitals = 192

Starting AML1 calculation with 192 orbitals

Iteration = 1 Difference = 36036.24087
Iteration = 2 Difference = 15196.74687
Iteration = 3 Difference = 228154.36856
Iteration = 4 Difference = 31195.69228
Iteration = 5 Difference = 21004.10664
Iteration = 6 Difference = 20305.40910
Iteration = 7 Difference = 17397.18187
Iteration = 8 Difference = 17217.51135
Iteration = 9 Difference = 15731.90189
Iteration = 10 Difference = 13930.39957
Iteration = 11 Difference = 13765.70601
Iteration = 12 Difference = 12991.99102
Iteration = 13 Difference = 12058.45547
Iteration = 14 Difference = 9964.73229
Iteration = 15 Difference = 11701.03463
Iteration = 16 Difference = 5801.40067
Iteration = 17 Difference = 6427.89381
Iteration = 18 Difference = 5363.22110
Iteration = 19 Difference = 3179.34864
Iteration = 20 Difference = 2146.67160
Iteration = 21 Difference = 5262.96960

S41



Electronic Supplementary Material (ESI) for Organic & Biomolecular Chemistry
This journal is © The Royal Society of Chemistry 2012

Iteration = 22 Difference = 1276.17816
Iteration = 23 Difference = 9562.13163
Iteration = 24 Difference = 5946.92328
Iteration = 25 Difference = 1812.61608
Iteration = 26 Difference = 999.28003
Iteration = 27 Difference = 726.59633
Iteration = 28 Difference = 233.16549
Iteration = 29 Difference = 535.17397
Iteration = 30 Difference = 525.38228
Iteration = 31 Difference = 136.27437
Iteration = 32 Difference = 241.47407
Iteration = 33 Difference = 246.71677
Iteration = 34 Difference = 88.53233
Iteration = 35 Difference = 112.14821
Iteration = 36 Difference = 96.98164
Iteration = 37 Difference = 62.83556
Iteration = 38 Difference = 62.03685
Iteration = 39 Difference = 81.80112
Iteration = 40 Difference = 13.57128
Iteration = 41 Difference = 3.02493
Iteration = 42 Difference = 0.02673
Iteration = 43 Difference = 0.00615
Energy=-7709.077550 kcal/mol Gradient=0.011053 Symmetry=C1

ENERGIES AND GRADIENT

Total Energy =-161688.2508683 (kcal/mol)
Total Energy = -257.666597205 (a.u.)

Binding Energy = -7709.0775503 (kcal/mol)
Isolated Atomic Energy =-153979.1733180 (kcal/mol)
Electronic Energy =-1670049.1733703 (kcal/mol)
Core-Core Interaction = 1508360.9225020 (kcal/mol)
Heat of Formation = -297.7545503 (kcal/mol)
Gradient =  0.0110525 (kcal/mol/Ang)
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