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1 Data File Name D:/Rearranged Folders e e ——
{Research Related)/ IISER,
Bhopal/ Work done/
Spiroselen/ Analysis Data/
NMR/ Original/
Iodobenzamides/ Sangit-RVK-

Expt-11 {in DMSO)/ 1/ fid

2.46

2 Title Sangit-RVK-Expt-11 {in DMSO)
3 Comment PROTONRO DMSO / opt/
topspin/ nmrsu/ Sangit/ -
DEC15 nmrsu

4 Origin Bruker BioSpin GmbH

5 Owner nmrsu

6 Site

7 Spectrometer spect

8 Author

9 Solvent DMSO

10 Temperature 300.3

11 Pulse Sequence zg30

12 Number of Scans 16

13 Receiver Gain 101

14 Relaxation Delay 1.0000

15 Pulse Width 12,5000

16 Acquisition Time 3.9977

17 Acquisition Date 2015-12-05T13:04:01

18 Modification Date 2015-12-05T13:04:02

19 Spectrometer 400,13 A

Frequency

20 Spectral Width 8196.7

21 Lowest Frequency -1713.7

22 Nudeus 1H

23 Acquired Size 32768

24 Spectral Size 65536
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13C NMR of 31
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Parameter [ value VN NN s
1 Data File Name D:/Rearranged Folders
(Research Related)/ IISER,
Bhopal/ Work done/
Spiroselen/ Analysis Data/ o)
NMR/ Original/
Todobenzamides/ Sangit-RVK-
Expt-11 (in DMSO)/ 2/ fid >
2 Title Sangit-RVK-Expt-11 {in DMSO) T
3 Comment Sangit-RVK-Expt-11 -
C13CPD DMSO / opt/ topspin/
nmrsu/ Sangit/ DEC15 nmrsu
4 Origin Bruker BioSpin GmbH
5 Owner nmrsu
6 Site
7 Spectrometer spect
8 Author
9 Solvent DMSO
10 Temperature 301.1
11 Pulse Sequence 2gpg30
12 Number of Scans 512
13 Receiver Gain 203
14 Relaxation Delay 2.0000
15 Pulse Width 8.5000
16 Acquisition Time 1.3631
17 Acquisition Date 2015-12-06T15:53:43
18 Modification Date 2015-12-06T15:53:44
19 Spectrometer 100.61
Frequency
20 Spectral Width 24038.5
21 Lowest Frequency -1958.9
22 Nudeus 13C
23 Acquired Size 32768
24 Spectral Size 65536
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'H NMR of 32
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1 Data File Name D:/Rearranged Folders i
(Research Related)/ IISER,
Bhopal/ Work done/
Spiroselen/ Analysis Data/
NMR/ Original/
Iodobenzamides/ Sangit-RVK-
Expt-30/ 1/ fid O
2 Title Sangit-RVK-Expt-30
3 Comment Sangit-RVK-Expt-30 prd
PROTONRO DMSO / opt/ T
topspin/ nmrsu/ Sangit/ -
DEC15 nmrsu o)
4 Origin Bruker BioSpin GmbH m
5 Owner nmrsu
6 Site
7 Specitrometer spect
8 Author
9 Solvent DMSO
10 Temperature 298.2
11 Pulse Sequence 2930
12 Number of Scans 16
13 Receiver Gain 128
14 Relaxation Delay 4.0000
15 Pulse Width 12,5000
16 Acquisition Time 3.9977
17 Acquisition Date 2015-12-30T10:32:15
18 Modification Date 2015-12-30T10:32: 16
19 Spectrometer 400.13
Frequency
20 Spectral Width 8196.7
21 Lowest Frequency  -1713.7
22 Nucleus H
23 Acquired Size 32768
24 Spectral Size 65536
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13C NMR of 32
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Parameter Value
1 Data File Name D:/ Rearranged Folders
{Research Related)/ TISER, o
Bhopal/ Work done/
Sproselen/ Analysis Data/
NVIR/ Original/
Iodobenzamides/ Sangit- W
RVK-Expt-30/ 2/ fid M
2 Title Sangit-RVK-Expt-30 o
3 Comment Sangit-RVK-Expt-30 [0)
C13CPD DMSO / opt/ =
topspin/ nmrsu/ Sangit/
DEC15 nmrsu
4 Origin Bruker BioSpin GmbH
5 Owner nnrsu
6 Site
7 Spectrometer spect
8 Author
9 Solvent DMSO
10 Temperature 298.2
11 Pulse Sequence 2gpg30
12 Number of Scans 512
13 Receiver Gain 203 t
14 Relaxation Delay  2,0000
15 Pulse Width 8.9000
16 Acquisition Time 1.3631
17 Acquisition Date 2015-12-30T21;18:15
18 Modification Date  2015-12-30T21:18:16
19 Spectrometer 100,61
Frequency
20 Spectral Width 249038.5
21 Lowest Frequency -1958.9
22 Nudeus 15
23 Acquired Size 32768
24 Spectral Size 65536 * k
I v T Y v T T T v T ¥ T 4 T v T T T v T T T T T v T T T T
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f1 (ppm)
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Parameter Value oF o 00 CONT S o o 2]
1 DataFile Name  D:/Rearranged Folders R RS R T T i
{Research Related)/ “ f/\ e | |
IISER, Bhopal/ Work done/
Spiroselen/ Analysis Data/
NMR/ Original/
Iodobenzamides/ Sangit-
RVK-Expt-30/ 3/ fid O
2 Title Sangit-RVK-Expt-30
3 Comment Sangit-RVK-Expt-30 zZ
C13DEPT135DMSO / opt/ T
topspin/ nmrsu/ Sangit/ -
DEC15 nmrsu (@)
4 Origin Bruker BioSpin GmbH m
5 Owner nmrsu
6 Site
7 Spectrometer spect
8 Author
9 Solvent DMSO

10 Temperature 298.3

11 Pulse Sequence  deptsp135

12 Number of Scans 512

13 Receiver Gain 203

14 Relaxation Delay  2.0000

15 Pulse Width 8.9000

16 Acquisition Time  1.3631

17 Acquisiion Date  2015-12-30T21:50:43
18 Modification Date 2015-12-30T21:50:44

19 Spectrometer 100,61
Frequency | 1%

20 Spectral Width 24038.5
21 Lowest Frequency -1958.9
22 Nudeus 13C

23 Acquired Size 32768
24 Spectral Size 65536
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'H NMR of 33
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1 DataFile Name  D:/Rearranged Folders
(Research Related)/ IISER,
Bhopal/ Work done/
Spiroselen/ Analysis Data/
NMR/ Original/
Iodobenzamides/ Sangit-
RVK-Expt-48/ 1/ fid
2 Title Sangit-RVK-Expt-48
3 Comment PROTONRO CDCI3 / opt/
topspin/ nmrsu/ Sangit/ @)
FEB16 nmrsu
4 Origin Bruker BioSpin GmbH
5 Owner nmrsu W
6. Site —_ @)
[}
7 Spectrometer spect s
8 Author
9 Solvent CDCI3
10 Temperature 298.2
11 Pulse Sequence 230 /
12 Number of Scans 16
13 Receiver Gain 181 T
14 Relaxation Delay  1.0000 _
15 Pulse Width 12,5000 {
16 Acquisition Time  3.9977 ‘ \
17 Acquisition Date  2016-02-03T16:23:11
18 Modification Date  2016-02-03T16:23:12 & \
19 Spectrometer 400.13
Frequency
20 Spectral Width 8196.7
21 Lowest Frequency -1713.7
22 Nudeus H
23 Acquired Size 32768
24 Spectral Size 65536
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13C NMR of 33
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Parameter Value
1 DataFileName  D:/Rearranged Folders
{Research Related)/ IISER, e
Bhopal/ Work done/
Spiroselen/ Analysis Data/
NMR/ Original/ —
Iodobenzamides/ Sangit- T
RVK-Expt-48/ 2/ fid N o
2 Title Sangit-RVK-Expt-48 [0}
3 Comment Sangit-RVK-Expt-43 =
C13CPD CDCI3 / opt/
topspin/ nmrsu/ Sangit/
FEB16 nmrsu
4 Origin Bruker BioSpin GmbH
5 Owner nmrsu
6 Site
7 Spectrometer spect
8 Author
9 Solvent cDCl3
10 Temperature 298.1
11 Pulse Sequence  zgpg30
12 Number of Scans 512
13 Receiver Gain 203
14 Relaxation Delay  1.0000
15 Pulse Width 8.9000
16 Acquisiton Tme  1.3631
17 Acquisition Date  2016-02-03723:47:32
18 Modification Date  2016-02-03T23:47:34
19 Spectrometer 100.61
Frequency
20 Spectral Width 24038.5
21 Lowest Frequency -1958.9
22 Nudeus 13C
23 Acquired Size 32768
| 24 Spectral Size 65536 F
gt ipod Vst e sem by wmAn it Ve i LE FRL g 4
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DEPT-135 of 33
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Parameter Value S Wi« =i =)
S — XX ~o g X
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1 Data File Name D:/Rearranged Folders e e ey =t emrets wn
(Research Related)/ IISER, [ N 7\
Bhopal/ Work done/
Spiroselen/ Analysis Data/
NMR/ Original/
Iodobenzamides/ Sangit- O
RVK-Expt-48/ 3/ fid
2 Title Sangit-RVK-Expt-48 -
3 Comment Sangit-RVK-Expt-48 T
C13DEPT135 CDCI3 [ opt/ — e}
topspin/ nmrsu/ Sangit/ o)
FEB16 nmrsu S
4 Origin Bruker BioSpin GmbH
5 Owner nmrsu
6 Site
7 Spectrometer spect
8 Author
9 Solvent CDCI3
10 Temperature 298.2

11 Pulse Sequence deptsp135
12 Number of Scans 256

13 Receiver Gain 203
14 Relaxation Delay ~ 2.0000
15 Pulse Width 8.9000

16 Acquisition Time 1.3631
17 Acquisition Date 2016-02-04T00:05:31
18 Modification Date  2016-02-04T00:05:32
19 Spectrometer 100.61

20 Spectral Width 24038.5
21 Lowest Frequency -1958.9

22 Nudeus 13C
23 Acquired Size 32768
| 24 Spectral Size 65536
r T L T T T —T T T T | S I — — T T T —T R R4 T S T T T T v T T 1
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'H NMR of 34

Parameter

1 Data File Name

Value

D:/Rearranged Folders
(Research Related)/
IISER, Bhopal/ Work
done/ Spiroselen/ Analysis
Data/ NMR/ Original/
Iodobenzamides/ Sangit-
RVK-Expt-27/ 1/ fid

7.89
7.87
7.54
7.52
7.51
7.50
7.49
7.48
7.42
7.42
7.40
7.38
7.24

1

1

|

|

|

1

9l
6,89
3.80

2 Title Sangit-RVK-Expt-27
3 Comment PROTONRO CDCI3 / opt/
topspin/ nmrsu/ Sangit/
DEC15 nmrsu
4 Origin Bruker BioSpin GmbH o
5 Owner nmrsu W..
6 Site NI©| 2
7 Spectrometer spect T
8 Author -
9 Solvent CDCI3
10 Temperature 298.3
11 Pulse Sequence  zg30 f
12 Number of Scans 16
13 Receiver Gain 203
14 Relaxation Delay  1.0000
15 Pulse Width 12,5000
16 Acquisition Time ~ 3.9977 “
17 Acquisition Date  2015-12-21T716:20:59
18 Modification Date 2015-12-21T16:21:00 \ _ ¥ \
19 Spectrometer 400.13
Frequency
20 Spectral Width  8196.7
21 Lowest -1713.7
Frequency
22 Nudeus iH
23 Acquired Size 32768
24 Spectral Size 65536
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13C NMR of 34
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Parameter Value
1 Data File Name D:/Rearanged Folders
(Research Related)/ IISER,
Bhopal/ Work done/
Spiroselen/ Analysis Data/ @)
NMR/ Original/ )
Iodobenzamides/ Sangit-RVK- >
Expt-27/ 1/ fid = (@)
2 Title Sangit-RVK-Expt-27 I
3 Comment PROTONRO CDCI3 [ opt/
topspin/nmrsu/ Sangit/
DEC15 rmrsu
4 Origin Bruker BioSpin GmbH
5 Owner nmrsu
6 Site
7 Spectrometer spect
8 Author
9 Solvent CDCI3
10 Temperature 298.3
11 Pulse Sequence zg30
12 Number of Scans 16
13 Receiver Gain 203
14 Relaxation Delay 1.0000
15 Pulse Width 12,5000
16 Acquisition Time 3.9977
17 Acquisition Date 2015-12-21T16:20:59
18 Modification Date 2015-12-21T16:21:00
19 Spectrometer 400.13
Frequency
20 Spectral Width 8196.7
21 Lowest Frequency  -1713.7
22 Nudeus 1H
23 Acquired Size 32768
24 Spectral Size 65536 — L! _ _
T T v T T T 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 20 80 70 60 50 40 30 20 10
f1 (ppm)
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DEPT-135 of 34

o T 08 o
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Parameter Value m “ m m o M 0
1 DataFile Name  D:/Rearranged Folders _ bk _
(Research Related)/
IISER, Bhopal/ Work
done/ Spiroselen/ Analysis
Data/ NMR/ Original/
Iodobenzamides/ Sangit- @)
RVKExpt-27/ 1/ fid o
2 Title Sangit-RVK-Expt-27 =
3 Comment PROTONRO CDCI3 / opt/ Z O
topspin/ nmrsu/ Sangit/ N T
DEC15 nmrsu
4 Origin Bruker BioSpin GmbH
5 Owner nmrsu
6 Site
7 Spectrometer spect
8 Author
9 Solvent CDCI3
10 Temperature 298.3
11 Pulse Sequence  zg30
12 Number of Scans 16
13 Receiver Gain 203
14 Relaxation Delay  1.0000
15 Pulse Width 12,5000
16 Acquisition Time  3.9877
17 Acquisition Date  2015-12-21T716:20:59
18 Modification Date 2015-12-21T16:21:00
19 Spectrometer 400.13
" Frequency oS
"0 Spectral wiath B 106.7
21 Lowest -1713.7
Frequency
22 Nudeus 1H
23 Acquired Size 32768
24 Spectral Size 65536
r T T v T M T v T v T ¥ T T T v T v T T T T T v T T T T
200 190 180 170 160 150 140 130 120 110 100 20 80 70 60 50 40 30 10
f1 (ppm)
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'H NMR of 35
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Parameter Value = 00 00 06 Fw t~ = = = fn tn fu f= 0= 0= 0 0 02 o o (n 0 P
B
1 Data File Name D:/Rearranged Folders _ v
(Research Related)/ TISER,
Bhopal/ Work done/
Spiroselen/ Analysis Data/
NMR/ Original/
Iodobenzamides/ Sangit-
RVK-Expt-92/ 3/ fid
2 Title Sangit-RVK-Expt-92
3 Comment Sangit-RVK-Expt-92
C13DEPT135 DMSO / opt/ O
topspin/ nmrsu/ Sangit/
APR 16 nmrsu
4 Origin Bruker BioSpin GmbH Z
I
5 Owner nmrsu —_
7 Spectrometer spect
8 Author
9 Salvent DMSC
10 Temperature 298.2 f
11 Pulse Sequence deptsp135
12 Number of Scans 256
13 Receiver Gain 203
14 Relaxation Delay ~ 2.0000
15 Pulse Width 8.9000
16 Acquisition Time 1,3631 ‘
17 Acquisition Date 2016-04-25T22:25:41 ‘ |
18 Modification Date ~ 2016-04-26T05:16:46
19 Spectrometer 100.61
Frequency
20 Spectral Width 24038.5
21 Lowest Frequency -1958.9
22 Nucleus 13C
23 Acquired Size 32768
24 Spectral Size 65536
. ; . " Y
{ b e
o —mOT QNN
= cocecoocec.
— — O ot et ot T et
v T o T v v T T T v T M T v T \f T v T v T v T 8 T \) T L T v T T T T < T T T T T T T T T
13.5 125 115 11.0 105 95 90 835 80 75 70 65 60 35 50 45 40 335 30 25 20 15 190 05 900
£l (ppm)
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13C NMR of 35
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Parameter | Value
1 Data File Name D:/Rearranged Folders
{Research Related)/ IISER,
Bhopal/ Work done/
Spiroselen/ Analysis Data/
NMR/ Original/ o
Iodobenzamides/ Sangit-
RVK-Expt-92/ 3/ fid
2 Title Sangit-RVK-Expt-92 =
3 Comment Sangit-RVK-Expt-22 I
C13DEPT135 DMSO / opt/ -
topspin/ nmrsu/ Sangit/
APR 16 nmrsu
4 Origin Bruker BioSpin GmbH
5 Owner nmrsu
6 Site
7 Spectrometer spect
8 Author
9 Solvent DMSO
10 Temperature 298.2
11 Pulse Sequence deptsp135
12 Number of Scans 256
13 Receiver Gain 203
14 Relaxation Delay 2.0000
15 Pulse Width 8.9000
16 Acquisition Time 1,3631
17 Acquisition Date 2016-04-25T22:25:41
18 Modification Date ~ 2016-04-26T05:16:46
19 Spectrometer 100.61
Frequency
20 Spectral Width 24038.5
21 Lowest Frequency -1958.9
22 Nudeus 13C
23 Acquired Size 32768
24 Spectral Size 65536 i _
| LU _
r T T v T A T 4 T v T ¥ T \4 T v T v T v T 4 T T T T M T v T T T
200 190 180 170 160 150 140 130 120 110 100 80 70 60 50 40 30 20 10
f1 (ppm)
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DEPT-135 of 35
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Parameter Value EnRRRELELRA
1 DataFileName  D:/Rearranged Folders | =N =
{Research Related)/ IISER,
Bhopal/ Work done/
Spiroselen/ Analysis Data/ @)
NMR/ Original/
Todobenzamides/ Sangit-
RVK-Expt-92/ 3/ fid
2 Title Sangit-RVK-Expt-92 W
3 Comment Sangit-RVK-Expt-92 -
C13DEPT135 DMSO / opt/
topspin/ nmrsu/ Sangit/
APR 16 nmrsu
4 Origin Bruker BioSpin GmbH
5 Owner nmrsu
6 Site
7 Spectrometer spect
8 Author
9 Solvent DMSO
10 Temperature 288.2
11 Pulse Sequence  deptsp135
12 Number of Scans 256
13 Receiver Gain 203
14 Relaxation Delay  2.0000
15 Pulse Width 8.8000
16 Acquisition Time 1,3631
17 Acquisiion Date  2016-04-25T22:25:41
18 Modification Date  2016-04-26T05:16:46
19 Spectrometer 100.61
Freguency. 1 AL A A
20 Spectral Width 24038.5
21 Lowest Frequency -1558.9
22 Nudeus 13C
23 Acquired Size 32768
| 24 Spectral Size 65536
L T v T A T 4 T b T ¥ T \4 T v T v T T T T T T T T T T
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7.36
7.54

i

7.15
7.14

7.14
7.13

7.13
7.13

7.12
712
7.10
7.10
7.03
7.02
7.01
7.00
—5.76

—3.35
5
5
5

Parameters i
Parameter Value
1 Data File I:f 28ff 1H/
Mame fid ror
2 Titl 28ff H _
3 Origin Bruker _
BioSpin p r 7 r
GmbH _ _ 7 _
4 Owner nmrsu _ g _ _
5 Solvent DMSO ey
& Temperature 298.0
7 Pulse zg30
Sequence
8 Mumberof 15
Scans
9  Acguisiion  2017-06-12T
Date 17:55:21 m
10 Medification  2017-06-17T o
Date 17:55:22 o
11 Spectrometer 500.13
Frequency
12 Spectral 10000.0 Z.
Width 9 jant
13 Lowest -1911.5 m
Freguency
14 Nudeus H
15 Acguired Size 32768
16 Spectral Size 65536
o |
o — - - B | UV —.LL..| B Y P
[T
O Hp i i
e = [ T | -+
o QoA ol
> — TR I
N T T T T | T T T T T T T T T T T T
T 16 15 14 13 12 11 10 9 8 7 6 3 2 1 -1 -2 -3
-~

f1 (ppm)

S16



o r~ TOoOWoW;me oo
o Rk M o0 flon M~ P T - )
g o oO@ T o T oM T [ B B B A
[xe] ] TN AS b 00 oo g g
— — L e B I B B B I | T3} = T T MM
I A0 VSUTS e 2
Parameters
Parameter Value
1 Data File Name I:f 28ff 13C/
fid
2 Tite 28ff 13C
3 Origin Bruker BioSpin
GmbH
4 Owner nmrsu
5 Solvent DMSO [
& Temperature 293.0 nMu
7 Pulse z0pg30
Sequence O
8 Mumber of 512
Scans z
9 Acguisition 2017-06-13T0 jan)
Date 5:59:49 &
10 Medification  2017-06-13T0
Date 6:59:50
11 Spectrometer 125,77
Frequency
12 Spectral Width 29761.9
13 Lowest -2306.2
Freguency
14 Mudeus 13C
15 Acguired Size 32768
16 Spectral Size 65536
™ " /
[T
(@)
o
N T T T T T T T T L L T T T T T T T T T T T T
me 210 200 190 180 170 160 150 140 130 120 110 . “m._u_a | a0 80 70 60 50 40 30 20 10 -10
1 (ppm
-
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'H NMR of 24

144 N =00 —-—CAOVTONNOR D -
Parameter value S MmRITITYSYSSMaaaMm o =0 of: "
1 Data File Name D:/Rearranged Folders | 7r.,rrﬂ.7 R ?_ k?tn“#ll\.rl.? pCinA e T i
{Research Related)/IISER,
Bhopal/ Work done/ Spiroselen/
Analysis Data/ NMR/ Criginal /
Monoselenides {Amide)/ N-Ph/
Sangit-RVK-expt-20- T
residue(500MHz)/ 3/ fid zZ
2 Title Sangit-RVK-expt-20-
residue({500MHz) \
3 Comment Sangit-RVK-expt-20- \\\O
residue(500MHz) %uv
C13CPD DMSO / opt/ topspin/ X
sangit nmrsu 9 \
2 =T -0
4 Origin Bruker BioSpin GmbH
5 Owner nmrsu
: Z
6 Site T
7 Spectrometer spect
8 Author
9 Solvent DMSO
10 Temperature 298.0
11 Pulse Sequence zgpg30
12 Number of Scans 512
13 Receiver Gain 203
14 Relaxation Delay 2.0000
15 Pulse Width 39,0000
16 Acquisition Time 1.1010
17 Acquisition Date 2015-12-11T722:53:490 b
18 Modification Date 2015-12-11T22:53:40 7
19 Spectrometer 125.76
Frequency
20 Spectral Width 29761.9
21 Lowest Frequency -2306.2
22 Nudleus 13C
23 Acquired Size 32768
24 Spectral Size 65538
| J J
i I
—- QND D
> ceoC
— oo en —
] T b T v T T M T L T v T Al T A T v T v T T T v T b T v T v T T T T T T T T T T T T 1
13.5 1235 11.5 11.0 105 95 90 85 80 735 7 635 60 55 50 435 40 35 25 20 15 10 05 00
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13C NMR of 24
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Parameter ﬂ Value |../l/ l/lf.,l M.x\l.\v_l.\u. TIX .,.kz,um,luﬂ
1 Data File Name D:/Rearranged Folders
(Research Related)/ IISER,
Bhopal/ Work done/
Spiroselen/ Analysis Data/ T
NMR/ Original/ Monoselenides =
(Amide)/ N-Ph/ Sangit-RVK-
expt-20-residue(500MHz)/ 3/ \
fid o)
2 Title Sangit-RVK-expt-20- 0
residue(500MHz) Sa
3 Comment Sangit-RVK-expt-20- \
residue(500MHz) -0
C13CPD DMSO / opt/ topspin/
sangit nmrsu 9 =~
4 Origin Bruker BioSpin GmbH T
5 Owner nmrsu
6 Site
7 Spectrometer spect
8 Author
39 Solvent DMSO
10 Temperature 298.0
11 Pulse Sequence zgpg30
12 Number of Scans 512
13 Receiver Gain 203
14 Relaxation Delay 2.0000
15 Pulse Width 9,0000
16 Acquisition Time 1.1010
17 Acquisition Date 2015-12-11T22:53:40
18 Modification Date 2015-12-11722:53:40
19 Specitrometer 125.76
Frequency
20 Spectral Width 29761.9
21 Lowest Frequency -2306.2
22 Nudeus 13C
23 Acquired Size 32768
24 Spectral Size 65536 _ _
hac. 4
I v T Y T T T v T T 4 T v T v T T T T T T T T T T T
200 190 180 170 160 150 140 130 120 110 100 20 80 70 60 50 40 30 20 10
f1 (ppm)
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DEPT-135 of 24

Parameter Value ARIKRBRE
T —O LTS
1 Data File Name D:/Rearranged Folders g o B0 0 S M
(Research Related)/ IISER, NSNS\~ 7
Bhopal/ Work done/ Spiroselen/
Analysis Data/ NMR/ Original/
Monoselenides (Amide)/ N-Ph/
Sangit-RVK-expt-20- T
residue(500MHz)/ 3/ fid >
2 Tite Sangit-RVK-expt-20-
residue(500MHz) \
3 Comment Sangit-RVK-expt-20- 0O
residue{500MHz) o-”
C13CPD DMSO [ opt/ topspin/ Sz
sangit nmrsu 9 /
4 Origin Bruker BioSpin GmbH -0
5 Owner nmrsu
6 Site Z
I
7 Spectrometer spect
8 Author
9 Solvent DMSC
10 Temperature 298.0
11 Pulse Sequence 2gpg30
12 Number of Scans 512
13 Receiver Gain 203
14 Relaxation Delay 2.0000
15 Pulse Width $,0000
16 Acquisition Time 1.1010
17 Acquisition Date 2015-12-11T22:53:40
18 Modification Date 2015-12-11722:53:40
19 Spectrometer 125.76
LGNSO A
20 Spectral Width 25761.9
21 Lowest Frequency -2306.2
22 Nudleus 13C
23 Acquired Size 32768
24 Spectral Size 65536
r T T v T T T T y T T T T T T T T T T T T T T T
00 190 180 170 160 150 140 130 120 110 100 80 70 60 50 40 30 20 10
£l (ppm)

S20



Se NMR of 24

Parameter Value W
1 Title Sangit-RVK-Expt-3-A T
2 Comment Sangit-RVK-Expt-9-A
SE77ZG DMSO [ opt/
topspin/ nmrsu/ Sangit/
OCT15 nmrsu
3 Origin Bruker BioSpin GmbH
4 Owner nmrsu
5 Site
6 Spectrometer spect
7 Author T
8 Solvent DMSO Z
9 Temperature 298.2
10 Pulse Sequence zg .0
11 Number of Scans 512
12 Receiver Gain 203
13 Relaxation Delay 4.0000
14 Pulse Width 5.0000
15 Acquisition Time  0.5243
16 Acquisition Date 2015-10-26T718:12:31
17 Modification Date 2015-10-26T18:12:32
18 Spectrometer 76.31
Frequency
19 Spectral Width ~ 62500.0
20 Lowest -4541.2
Frequency
21 Nudeus
22 Acquired Size 32768
23 Spectral Size 65536
T v T T T T T T T T T T T T T T T T T T
75 700 650 600 550 500 450 400 350 300 250 200 150 100 50 -30
f1 (ppm)
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'H NMR of 37

NN N YOYEOTT MM —— O O — OO
Parameter Value Nerr OGO TFTaqmmeemo G o & & e e
o0 00 00 7777?77777”\4\7.../.,.0.(.0_n.u..d.).‘.u.,ﬁ,.
1 Data File Name D:/Rearranged Folders SNV Nt
(Research Related)/ IISER,
Bhopal/ Work done/
Spiroselen/ Analysis Data/
NMR/ Original/ Monoselenides
(Amide)/ 2-OMe/ Sangit-RVK-
Expt-424/ 3/ fid m
2 Title Sangit-RVK-Expt-424 @)
3 Comment Sangit-RVK-Expt-42A
C13DEPT135 CDCI3 / opt/ T
topspin/ nmrsu/ Sangit/ Z
JAN16 nmrsu
4 Origin Bruker BioSpin GmbH \ o)
5 Owner nmrsu o’
6 Site Sa
\
\
7 Spectrometer spect _0O
8 Author
9 Solvent cDCl3 Z
10 Temperature 298.3 I
11 Pulse Sequence deptsp135
12 Number of Scans 256 w
13 Receiver Gain 203 > _
14 Relaxation Delay 2.0000 V
15 Pulse Width 8.9000
16 Acquisition Time 1.3631 { ( ‘ (
17 Acquisition Date 2016-01-30T07:14:33 | M _ \
18 Modification Date 2016-01-30T07:14:34 J ‘ [ I
19 Spectrometer 100.81
Frequency
20 Spectral Width 24038.5
21 Lowest Frequency  -3971.2
22 Nudleus 13C
23 Acquired Size 32768
24 Spectral Size 65536
ﬂr» - E/I[|’
A i L T
02 T O LS T M %)
o< cocooceC 2
—_— RO T NN 2
/DL SO AL S SN LU L (B Y A, DO U S L O LA L T L S A A R T 7 1 T T 17
13.5 1235 11.5 11.0 105 95 90 85 80 73 70 63 60 33 50 45 40 3 25 20 15 10 05 00
fl (ppm)
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13C NMR of 37

% o SO0 =0 — M0 O~ X
[} = WRAITNHNNEY B o — O o
i of e e B e = > - b g s
= X apggaddaes o S q
] | SSSSNFAAS T P |
Parameter Value
1 Data File Name D:/Rearranged Folders
(Research Related)/ IISER, [0}
Bhopal/ Work done/ =S
Spiroselen/ Analysis Data/ @)
NMR/ Original /
Monoselenides (Amide)/ 2- T
OMe/ Sangit-RVK-Expt-42A/ =
3/ fid
2 Title Sangit-RVK-Expt-42A /
3 Comment Sangit-RVK-Expt-42A O
C13DEPT135 CDCI3 / opt/ o pad
topspin/ nmrsu/ Sangit/ %)
JAN16 nmrsu /
4 Origi Bruker BioSpin GmbH P
igin ioSpin Gm _0O
5 Owner nmrsu
6 Site
Z
7 Spectrometer spect I
8 Author
9 Solvent coci3 @)
10 Temperature 298.3 W..
11 Pulse Sequence deptsp135
12 Number of Scans 256
13 Receiver Gain 203
14 Relaxation Delay ~ 2.0000
15 Pulse Width 8.9000
16 Acquisition Time 1.3631
17 Acquisition Date 2016-01-30T07:14:33
18 Modificaton Date ~ 2016-01-30T07:14:34
19 Specirometer 100.61
Frequency
20 Spectral Width 24038.5
21 Lowest Frequency -3971.2
22 Nudeus 13C
23 Acquired Size 32768
24 Spectral Size 65536
——— A A Jd A " L
T v T v T v T v T T M T L4 T T T v T v T T T T Y T T v T T T T
200 190 180 170 160 150 140 130 120 110 100 20 80 70 60 50 40 20 10
f1 {(ppm)
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DEPT-135 of 37

00OV e~ -
[ B e ) % o
F = 0=t C oo (o) o
Parameter Value SRR R R A =3 o
1 DataFileName  D:/Rearranged Folders NNy Y |
(Research Related)/ IISER,
Bhopal/ Work done/
Spiroselen/ Analysis Data/ ©
NMR/ Original/ s
Monoselenides (Amide)/ 2- O
OMe/ Sangit-RVK-Expt-424/ |
3/ fid T
2 Title Sangit-RVK-Expt-42A =z
3 Comment Sangit-RVK-Expt-42A
C13DEPT135 CDCI3 [ opt/ /
topspin/ nmrsu/ Sangit/ ,O
JAN16 nmrsu -’
4 Origin Bruker BioSpin GmbH 12N
5 Owner nmrsu /
6 Site 20
7 Spectrometer spect
8 Auth Z
uthor T
9 Solvent CcDCI3
10 Temperature 298.3 o
11 Pulse Sequence  deptsp135 )
12 Number of Scans 256 =
13 Receiver Gain 203
14 Relaxation Delay  2.0000
15 Pulse Width 8.9000
16 Acquisition Time 1,3631
17 Acquisition Date 2016-01-30T07:14:33
18 Modification Date. 2016-01-30707:14:34
19 Spectrometer 100.61
Frequency ki
20 Spectral Width 24038.5
21 Lowest Frequency -3971.2
22 Nudleus 13C
23 Acquired Size 32768
124 Spectral Size 65536
— —————— 71— — —— - i
190 180 170 160 150 130 120 110

S24



Parameter

1 Data File Name

2 Title
3 Comment

Origin
Owner
Site

Spectrometer
Author

o 0N O s

Solvent

10 Temperature

11 Pulse Sequence
12 Number of Scans
13 Receiver Gain

14 Relaxation Delay
15 Pulse Width

16 Acquisition Time
17 Acquisition Date
18 Modification Date

Value

D:/Rearranged Folders
(Research Related)/ IISER,
Bhopal/ Work done/
Spiroselen/ Analysis Data/
NMR/ Original/ Monoselenides
{Amide)/ 2-OMe/ Sangit-RVK-
Expt-42A/ 3/ fid

Sangit-RVK-Expt-424

Sangit-RVK-Expt-42A
C13DEPT135 CDCI3 / opt/
topspin/ nmrsu/ Sangit/ JAN16
nmrsu

Bruker BioSpin GmbH
nmrsu

spect

CDCl3

298.3

deptsp135

256

203

2,0000

8.5000

1.3631
2016-01-30T07: 14:33
2016-01-30707:14:34

42711

OMe

/Se

MeO, HN—{

19 Spectrometer 100.61
Frequency
20 Spectral Width 24038.5
21 Lowest Frequency -3971,2
Qﬂtgi S v ROy i T PRI e AN S b At
ucleus
N~ 23 Acquired Size 32768
™ 24 Spectral Size 65536
— |
o
o
>
N MR ORI TS Y D S ) N - L AR I L Y S L A O L, SV S L A AR SR T T S DL ) T 7 5 31 T T
[<5] 950 900 850 800 750 700 650 600 550 500 450 400 350 300 250 200 150 100 50 -30 -150 -250 -350
D f1 (ppm)
~

S25



'H NMR of 38

= QA DO ON = O N0 MN— QM T T T — — 00
Parameter Value O 30 NG A N NI o8O = e OO0 00\ 0N D o QN
87777777777777.._/77.66666G o o
1 DataFile Name  D:/Rearranged Folders e o | e el — Y
(Research Related)/ IISER,
Bhopal/ Work done/
Spiroselen/ Analysis Data/
NMR/ Original/
Monoselenides (Amide)/
Sangit-RVK-Expt-55/ 2/ fid T
2 Title Sangit-RVK-Expt-55 Z
3 Comment Sangit-RVK-Expt-55
C13CPD CDCI3 / opt/ \ o) o)
topspin/ nmrsu/ Sangit/ o o )
FEB16 nmrsu 1% s
4 Origin Bruker BioSpin GmbH \
\
5 Owner nmrsu \O ©
6 Site
=
7 Spectrometer spect =z (@]
8 Author T
9 Solvent coCl3
10 Temperature 2%.4
11 Pulse Sequence  zgpg30
12 Number of Scans. 512
13 Receiver Gain 203 ¢
14 Relaxation Delay  2.0000 ﬁ
15 Pulse Width 8.9000
16 Acquisiion Tme ~ 1.3631 _ ( _ __
17 Acquisition Date  2016-02-19T01:45:56 _ _ _ ‘ _
18 Modification Date  2016-02-19701:45:56 J J J
19 Spectrometer 100.61
Frequency
20 Spectral Width 24038.5
21 Lowest Frequency -1958.9
22 Nudleus 13
23 Acquired Size 32768
24 Spectral Size 65536
_ -
. B s L R T
- e o0 000 —_
o oo adc =
S = —=aaNo-— s
v T bOEL) Al T & T M T T T T T v T v T A\ | 4 T T  § T T b T T ) T T T T T v T v T M v T
135 125 11.5 11.0 105 95 90 85 80 73 70 635 60 35 50 45 40 3. 235
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13C NMR of 38

o = o O 00000 o n o
- S WHLIT=NE S —nn % o )
g (=3 o€ o= T S 08 o0 oo e} o 0w
B B R g a g s Bkl =S & A 22
[ S 7\ ~ | N
Parameter Value
1 Data File Name D:/Rearranged Folders
{Research Related)/ IISER,,
Bhopal/ Work done/
Spiroselen/ Analysis Data/ I
NMR/ Original/ Monoselenides Z
{Amide)/ Sangit-RVK-Expt-55/
2/ fid \
2 Title Sangit-RVK-Expt-55 e\\\o w
3 Comment Sangit-RVK-Expt-55 %) >
C13CPD CDCI3 / opt/ topspin/ /
nmrsu/ Sangit/ FEB 16 nmrsu \¢O
4 Origin Bruker BioSpin GmbH [
5 Owner nmrsy =
] pd @)
6 Site T
7 Spectrometer spect
8 Author
9 Solvent CDCI3
10 Temperature 298.4
11 Pulse Sequence 2gpg30
12 Number of Scans 512
13 Receiver Gain 203
14 Relaxation Delay 2.0000
15 Pulse Width 8.9000
16 Acquisition Time 1,3631
17 Acquisition Date 2016-02-19T01:45:56
18 Modification Date 2016-02-19T701:45:56
19 Spectrometer 100.61
Frequency
20 Spectral Width 24038.5
21 Lowest Frequency -1958,9
22 Nudeus 13C
23 Acquired Size 32768
24 Spectral Size 65536
T T T T T T T T T T L A R — | T T T T T T —T T T
200 190 180 170 160 150 140 130 120 110 100 20 80 70 60 50 40 30 20 10
f1 (ppm)

S27



DEPT-135 of 38

— =300 00 w0 wn o
gI8ag =85 = 38
Parameter Value m m m m m m m. m «JJ 2 v,u,
1 Data File Name D:/Rearranged Folders il i, 0 (A _ o
(Research Related)/ IISER,
Bhopal/ Work done/ Spiroselen/
Analysis Data/ NMR/ Original/
Monoselenides {Amide)/ Sangit- T
RVK-Expt-55/ 2/ fid pd
2 Title Sangit-RVK-Expt-55
3 Comment Sangit-RVK-Expt-55 / o) o)
C13CPD.CDCI3 / opt/ topspin/ Jad o)
nmrsu/ Sangit/ FEB16 nmrsu % S
4 Origin Bruker BioSpin GmbH AN
\
5 Owner nmrsu -0 ©
6 Site
=
7 Spectrometer spect Z O
8 Author I
9 Solvent CcDCI3
10 Temperature 298.4
11 Pulse Sequence zgpg30
12 Number of Scans 512
13 Receiver Gain 203
14 Relaxation Delay 2.0000
15 Pulse Width 8.9000
16 Acquisition Time 1.3631
17 Acquisition Date 2016-02-19T01:45:56
18 Modification Date 2016-02-19T01:45:56
19 Spectrometer 100.61
| Frequency s -
M Specta Vidth 240585 e y
21 Lowest Frequency -1958.9
22 Nudleus 13C
23 Acquired Size 32768
| 24 Spectral Size 65536
T M T T T T v T T T v T T 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 20 80 70 60 30 40 30 20 10
f1 (ppm)
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"Se NMR of 38

<
Q9
Parameter Value S
1 Data File Name D:/ Rearranged Folders ~
{Research Related)/ 1ISER,
Bhopal/ Work done/
Spiroselen/ Analysis Data/
NMR/ Original/
Monoselenides (Amide)/
Sangit-RVK-Expt-55/ 2/ fid T
2 Title Sangit-RVK-Expt-55 Z
3 Comment Sangit-RVK-Expt-55
C13CPD CDCI3 [ opt/ / le)
topspin/ nmrsu/ Sangit/ o ag
FEB16 nmrsu N
4 Origin Bruker BioSpin GmbH AN
5 Owner nmrsu \NU
" (0]
6 Site
=
7 Spectrometer spect W @)
8 Author
9 Solvent CcDClI3
10 Temperature 298.4
11 Pulse Sequence 2gpg30
12 Number of Scans. 512
13 Receiver Gain 203
14 Relaxation Delay 2.0000
15 Pulse Width 8.9000
16 Acquisition Time 1.3631
17 Acquisition Date 2016-02-19T01:45:56

18 Modification Date
19 Spectrometer

2016-02-19701:45:56
100.61

MeO

| 20 Spectral Wi K

21 Lowest Frequency -1958.9

22 Nudeus 13C

23 Acquired Size 32768

24 Spectral Size 65536

T v T v T T T T T T T v T T T T T T T T v T T T T T
750 700 630 600 550 500 450 400 350 300 250 200 150 100 50 -30

f1 (ppm)
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'H NMR of 39

-
Parameter Value 2 GURARSBEATINRELE S E® 3
— [ e e S o S o N S e S o S oS N N Y0 B Y0 oo o™
1 DataFile Name  D:/Rearranged Folders Fﬁ#ﬁn&\\\pll ﬂ\ |
(Research Related)/
1ISER, Bhopal/ Work
done/ Spiroselen/ Analysis
Data/ NMR/ Original/
Monoselenides (Amide)/ )
Sangit-RVK-Expt-41/ 1/ fid T S
2 Title Sangit-RVK-Expt-41 pd (@)
3 Comment AB-SC-04-203
PROTONRO DMSO [ opt/ \
topspin/ nmrsu/ Sangit/ \\O
JAN16 nmrsu %\
4 Origin Bruker BioSpin GmbH \
5 Owner nmrsu Y
@)
6 Site —
7 Spectrometer spect zZ
8 Author T
9 Solvent DMSO o
10 Temperature 298.3 )
11 Pulse Sequence  zg30 = f
12 Number of Scans - 16 \
13 Receiver Gain 144 / {
14 Relaxation Delay 4.0000 _ ‘
15 Pulse Width 12,5000 \
16 Acquisition Time  3.9977 ﬂ\ [
17 Acquisition Date  2016-01-28T17:20:56 ; » _
18 Modification Date 2016-01-28T17:20:56 J /
19 Spectrometer 400.13
Frequency
20 Spectral Width ~ 8196.7
21 Lowest -1713.7
Frequency
22 Nudeus 1H
23 Acquired Size 32768
24 Spectral Size 65536
L_E ﬁ A
) o g e o
= coa 9 =t
5 N T %o
v T bOEL) v v T M T T T T T v T A\ | T  § T T b T T ) T T T T T M T v T T T ¥y T T T
135 125 11.5 11.0 105 95 90 85 80 73 70 635 60 355 50 435 40 35 25 20 13 10 035 00
f1 (ppm)
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13C NMR of 39

o oy MO N0 O YT vy
[} s CAVT—NnW0No o~
el \g T ool — e — -
| | NSNA24&— 7 |
Parameter Value
1 DataFileName  D:/Rearranged Folders
{Research Related)/
1ISER, Bhopal/ Work done/
Spiroselen/ Analysis Data/ ()
NMR/ Original/ T =
Monoselenides (amide)/ pd (@]

2 Title
3 Comment

Origin

Owner

Site
Spectrometer
Author

Lo R - B I - A ¢ Y

Solvent

10 Temperature

11 Pulse Sequence
12 Number of Scans
13 Receiver Gain

14 Relaxation Delay
15 Pulse Width

16 Acquisition Time
17 Acquisition Date
18 Modification Date

19 Spectrometer
Frequency

20 Spectral Width

21 Lowest Frequency -1713.7

22 Nudeus
23 Acquired Size
24 Spectral Size

Sangit-RVK-Expt-41/ 1/ fid
Sangit-RVK-Expt-41 \
AB-5C-04-203 -’
PROTONRO DMSO / opt/ %)
topspin/ nmrsu/ Sangit/ \
JAN16 nmrsu

Bruker BioSpin GmbH
nmrsu

HN—Q\

spect

MeO

DMSO

298.3

2g30

16

144

4.0000

12,5000

3.9977
2016-01-28T17:20:56
2016-01-28T17:20:56
400.13

8196.7

H
32768
65536 _

—55.66

el — B OO0 -
O g s N
oC o [

T T T T ™ T T T T T T T T

200 190 180 170 160 150 140 130 120 110

T
100
f1 (ppm)
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DEPT-135 of 39

O~ o0 T v
R LR ] 8
Parameter Value mmRaa X b
lllll = rel
1 Data File Name D:/Rearranged Folders FOLE Y _
(Research Related)/ IISER,
Bhopal/ Work done/
Spiroselen/ Analysis Data/
NMR/ Original/ [}
Monoselenides (Amide)/ I =
Sangit-RVKExpt-41/ 1/ fid P O
2 Title Sangit-RVK-Expt-41
3 Comment AB-5C-04-203 /O
PROTONRO DMSO / opt/ o’
topspin/ nmrsu/ Sangit/ (%)
JAN16 nmrsu AN
4 Origin Bruker BioSpin GmbH \U
5 Owner nmrsu
6 Site =
T
7 Spectrometer spect
8 Author
(@)
9 Solvent DMSO [}
10 Temperature 298.3 =
11 Pulse Sequence zg30
12 Number of Scans. 16
13 Receiver Gain 144
14 Relaxation Delay  4.0000
15 Pulse Width 12,5000
16 Acquisition Time 3.9977
17 Acquisition Date 2016-01-28T17:20:56
18 Modification Date  2016-01-28T17:20:56
19 Spectrometer 400.13
Frequency — o
20 Spectral Width 8196.7
21 Lowest Frequency -1713.7
22 Nudeus 1H
23 Acquired Size 32768
24 Spectral Size 65536
I T T T Y T v T A T T T v T v T M T T T T v T T T T T
200 190 180 170 160 150 140 130 120 110 100 20 80 60 30 40 30 20 10
f1 (ppm)
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7Se NMR of 39

o)
Parameter Value =
o
1 Data File Name D:/Rearranged Folders 3+
(Research Related)/ IISER, _
Bhopal/ Work done/ Spiroselen/
Analysis Data/ NMR/ Original/
Monoselenides {Amide)/ Sangit-
RVK-Expt-41/ 1/ fid °
2 Tite Sangit-RVK-Expt-41 T s
3 Comment AB-SC-04-203 prd o
PROTONRO DMSO / opt/
topspin/ nmrsu/ Sangit/ JAN16 \
nmrsu O
4
4 Origin Bruker BioSpin GmbH (O3
(7]
5 Owner nmrsu /
6 Site v
i _O
7 Spectrometer spect
8 Author Z
9 Solvent DMSO T
10 Temperature 298.3 o
11 Pulse Sequence zg30 [
12 Number of Scans 16 =
13 Receiver Gain 144
14 Relaxation Delay 4,0000
15 Pulse Width 12,5000
16 Acquisition Time 3.9977
17 Acquisition Date 2016-01-28T17:20:56
18 Modification Date 2016-01-28T17:20:56
19 Spectrometer 400.13
Frequency
20 Spectral Width 8196.7
21 Lowest Frequency -1713.7
22 Nudeus iH
23 Acquired Size 32768
24 Spectral Size 65536
v T v T T 4 T v T v T v T v T T T v T v T v T T T T T T T T v T T T
950 200 850 800 750 700 650 600 350 500 450 400 350 300 250 200 150 100 50 -30 -100  -150 200 -250
f1 (ppm)
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'H NMR of 40

Parameter

1 Title
2 Comment

Origin

Owner

Site
Spectrometer
Author

Solvent
Temperature
10 Pulse Sequence

11 Number of
Scans

12 Receiver Gain

13 Relaxation
Delay

14 Pulse Width

o N s W

Value

Sangit-RVK-Expt-94-Rel

Sangit-RVK-Expt-94-Re
SE772G DMSO [ opt/
topspin/ nmrsu/ Sangit/
MAY 16 nmrsu

Bruker BioSpin GmbH
nmrsu

spect

DMSO
298.2
g
1024

203
2.0000

5.0000

15 Acquisition Time 0.4719
16 Acquisition Date 2016-05-04T718:41:24

=~

= NN =AW OO & o=
=] cCocoaxm Ny T T T b
.._u B e o L L S S S o S L o

O FH
Z
\/\O\@
e\

S’

\

-0

m@ \“

17 Modification 2016-05-04T18:41:26
Date
18 Spectrometer  76.31 \
Frequency { |
19 Spectral Width  69444.4 .\\ ‘% \ \
20 Lowest 382.4 4
Frequency
21 Nudeus
22 Acquired Size 32768
23 Spectral Size 65536 %
A Eh —
oy e
% S0 S
o5 =T Qo
— o T 0N —
ORIV L L S .UM AU, L O A IOV AN SO ML VO Y VU A O A, VR /. O AN U VRN SO O ST SO A0, O L VR 20
135 125 11.5 11.0 105 95 90 85 80 735 70 635 60 35 50 45 40 35 30 25 20 15 10 05 o090
f1 (ppm)
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S35

39.66

\

3945
39.24

U TV 0N SO0V S O —
Parameter Value = DO GT NG Yt QNSO S 208
8 AT T ool — 00000000 e OO0 ADAT W eden iy g
1 Title SangitRVK- £ senEaaoanansnoa N 8999
gl Rl G TYSrangRnar :
Expt-94 | B Sy
2 Comment PROTONROC
DMSO [ opt/f
topspin/ nmrsu/
Sangit/ MAY 16
nmrsu
3 Origin Bruker BioSpin
GmbH
4 Owner nmesu
5 Site
6 Spectrometer spect W
7 Author
8 Solvent DMSO \ o
9 Temperature  298.2 o’
10 Pulse Sequence zg30 0,
11 Number of 16 \
Scans -0
12 Receiver Gain 64
13 Relaxation 1.0000 Z
Delay T
14 Pulse Width 12,5000
15 Acquisition Time 3.9977
16 Acquisition Date 2016-05-02T14%:
40:46
17 Modification 2016-05-02T14:
Date 40:46
18 Spectrometer  400.13
Frequency
19 Spectral Width  8196.7
20 Lowest -1713.7
Frequency
21 Nudeus H
22 Acquired Size 32768
|23 Spectral Size 65536

13C NMR of 40

190 180




Parameter

1 Title
2 Comment

Origin

Owner

Site
Spectrometer
Author

Solvent
Temperature

10 Pulse Sequence
11 Number of Scans
12 Receiver Gain

O o NNy bW

13 Relaxation Delay
14 Pulse Width

15 Acquisition Time
16 Acquisition Date

Value

Sangit-RVK-Expt-94
PROTONRO DMSO / opt/
topspin/ nmrsu/ Sangit/
MAY 16 nmrsu

Bruker BioSpin GmbH
nmrsu

spect

DMsO

298.2

2g30

16

64

1.0000

12,5000

3.9977
2016-05-02T14:40:46

S36

DEPT-135 of 40

17 Modification Date 2016-05-02T14:40:46
18 Spectrometer 400.13
Frequency
18 Spectral Width 8196.7
20 Lowest Frequency -1713.7
21 Nudleus H
22 Acquired Size 32768
| 23 Spectral Size 65536
i a |
T T T T 7 T v LA | T T— T T 7 T T LU, O
210 200 190 180 170 160 150 140 130 120 110 100
f1 (ppm)



Se NMR of 40

Parameter Value M
1 Title SangitRVK-Expt-94 g
2 Comment Sangit-RVK-Expt-94
C13DEPT135DMSO /
opt/ topspin/ nmrsu/
Sangit/ MAY 16 nmrsu
3 Origin Bruker BioSpin GmbH
4 Owner nmrsu
5 Site
6 Spectrometer spect T
7 Author pa
8 Solvent DMSO \
9 Temperature  298.2 \\O
10 Pulse Sequence deptsp135 % <
11 Number of 256 AN
Scans M
. ) .0
12 Receiver Gain® 203
13 Relaxation 2.0000
Delay P
T
14 Pulse Width 8.5000
15 Acquisition 1.3631
Time
16 Acquisition 2016-05-03T22:23:56
Date
17 Modification 2016-05-03722:23:56
Date
18 Spectrometer 100.51
Frequency
19 Spectral Width 24038.5
20 Lowest -1958.9
Frequency
21 Nudeus 13C
22 Acquired Size 32768
23 Spectral Size 65536
T v T T T T Y T v T T T T T T T T T T T v T T T T
200 850 800 750 700 650 600 550 500 450 400 50 250 200 150 100 50
f1 (ppm)
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HR-MS of 40

Display Report

Analysis Info
Analysis Name

Method hrlems_pos_low_tunemix.m
Sample Name Dr.S.kumar-RVK-EXPT-94
Comment

Acquisition Date
D:\Dataluser data\2016\August 2016\08-08-2016\Dr.S.kumar-RVK-EXPT-94_1-A,3_01_7109.d
Operator

Instrument

8/8/2016 2:00:49 PM

DIMPLE
micrOTOF-Q Il 10330

Acquisition Parameter
Source Type ESI
Focus Active
Scan Begin 50 m/z
Scan End 3000 m/iz

lon Polarity

Set Capillary

Set End Plate Offset
Set Collision Cell RF

Positive
4500 V
-500 V
130.0 Vpp

Set Nebulizer
Set Dry Heater
Set Dry Gas
Set Divert Valve

1.0 Bar
250 °C
7.0 l/min
Waste

Intens. |
x105

Dr.S kumar-RVK-EXPT-94_1-A,3_01_7109.d: TIC +All M§|

200 220 240 260 280

300 320

o
o

340

Time [min]

3(I50 ‘Wavelength [nm]

Intens ]
[mAU]

507

UV, 4.2-4 3min #2458-2570),

Intens.
x104
1254

1.0
0.5
0.04=— r

2742715
1730790} .o, w0

573.1079

1 675.6726

+MS, 4.2-4.3min #(248-258)

764.9467 846.3585

100 200 300 400

"500

" 7600 700

800 900 " miz

Intens
x104
1.5

1.0

0.5
0032

571.1081

570.1087 572.1130
A A

573.1079

L 574.1083
A

+MS, 4.2-4.3min #(248-258)

575.1062
576.1095

20004

571.1085
10004
570.1110

5721117
A

573.1078

574.1109

C34H24N202Se, M+nH ,573.11

575.1079

576.1111
A T

b . —
570 571 572

573 574

" 575 " 576 "miz

Bruker Compass DataAnalysis 4.0 printed:

8/8/2016 2:53:45 PM

Page 1 of 1
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S39

'H NMR of 41

M SO OCDnNNT T o0d Do oMo S ool T OGP
Parameters O oMM NN S OO CoCQoQ@pmpnnio o o
— il - M s A 8 B R I s R i
Parameter Vale | =/ L et
1 DataFile Name I:f 39/ 1h/ fid
2 Title 38/ 1h ¢
3 Origin Bruker BioSpin
GmbH
4 Owner nmrsu / [
5 Solvent DMSO _
& Temperature 298.0 _ 7
7 Pulse Seguence zg30 r [
8 Mumber of 16 _ __
Scans | |
I i J
9 Acqguisiion Date 2017-07-13T12 _
4400
10 Modification 2017-07-13T712
Date 4400
11 Spectrometer  500.13
Frequency
12 Spectral Width  10000.0
13 Lowest -1911.5
Freguency
14 Mudeus H
15 Acquired Size 32758
16 Spectral Size 65536
A ?:..L WL _e_.rL_r " _LLk
0l L i
o — W0 Do M
= o—@oam ol
— [ IR I B M
T T T T | T T T T T T T T T T T T T T
16 15 14 13 12 11 10 9 8 7 6 4 3 2 1 0 -1 -2 -3



13C NMR of 41

[t} =] WM DwWw o oMo
o 2 B30 S8z @D dg Mo g
Parameters W oo oo g OO M o W M0
Parameter Value A = RFRU R L S s s % %%%n%%%
1 DataFile Name I:/ 39/ 13C/ fid ! | NOAONSNEAY T
2 Tite 39/ 13C
3 Origin Bruker BicSpin
GmbH
4 Owner nmrsu
5 Solvent DMs0
& Temperature 298.0
7 Pulse Sequence zgpg30
8 Mumber of 1024
Scans
9 Acguisition 20170713122
Date 157136
10 Modification 2017-07-13T722
Date 15736
11 Spectrometer 125.77
Frequency
12 Spectral Width 29761.9
13 Lowest -2308.2
Freguency
14 Mudeus 13C
15 Acquired Size 32768
16 Spectral Size 65536
_ 7 ; ;.. .7 _ 7 7 L 1
T T T T T T T T L L T T T T T T T T T T T T
210 200 190 180 170 160 150 140 130 120 110 100 a0 80 70 60 50 40 30 20 10 -10

f1 (ppm)

sS40



"Se NMR of 41

oo LY I (RN, QR R U R (X Y

-
-

12

Parameters

Parameter

Value

Data File Name I:/ 39/ 775e/ fid

Title

Qrigin
Cwner
Solvent
Temperature

Pulze
Seguence

Mumber of
Scans

Acguisition
Date

Modification
Date

Spectrometer
Frequency

Spectral Width
Lowest
Freguency
Mudeus
Acquired Size
Spactral Size

39/ 775

Bruker BioSpin GmbH
nmrsu

DMS0

299.0

g

3000
2017-08-03T04:26:31
2017-08-03T04: 26:32
95.43

56818.2
19282.1

775e
32768
65536

—354.21

730

700

T
630

600

230

T
300
f1 (ppm)

430

400

350

300

250

S41



HRMS of 41

Display Report

Analysis Info

Analysis Mame

Method

Sample Mame
Comment

Acquisition Date 37372016 4:02:05 PM
Do\Data'wser data'2018IMARCH 2016\03-03-2016\Dr.5_ Kumar-RVE-EXP-52.d
twne_wide _APCI_23.08.m Cperator

RVK-EXP-52 Instrument

Y

DIMFLE
micrOTOF-Q 11 10330

7

Acquisition Parameter

Source Type

Focus

Scan Bagin

Scan End

2.5 Bar
200 °C
4.0 Vrmin
Waste

Nebadizer

Diry Heater
Set Dry Gas
Set Divert Valve

APC lon Polarity
Mot active Set Capillary 4000

50 miz St End Pime T aggv  HN
3000 m'z Set Collision Cell RF /i 08 Viep

Puositive N

4 7

Intens
Faligd

A\Y
— "O Dr.5. Kumar-RVE-EXP-52.d: TIC +All MS
I"
S

e

H‘\x_ _/'..l._\ \
\ X {0
o

HN

£31.0801

“aln 500 800 700 800 800 me

Intens.
w104

+ME,_ 0.8mn #34)
531.0801
5200812

s27.0618 28 0625 || |
| 5
I I\ Il I I i I ke

C2BH22M204 5e, M+nH ,531.08

520.0827 ‘

5270844 S528.0852 |

5260877 | | || | i .l ! |

528 528 =40 532 =34 538 miz

Bruker Compass Datafnalysis 4.0

printed: 3132016 8:36:30 PM Page 1af 1
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Parameters

Parameter Value EEEEEESS e e RER

1 DataFile I:f 43/ 1H/ fid

Mame r
2 Title 43f 1H _
3 Qrigin Bruker 7
BioSpin GmbH ,
4 Owner Amrsu _ _
5 Solvent DMSO __
& Temperature 298.0 f [ __ _ I
7 Pulse zg30 _ f _ [ L
Sequence _ [ ___ o
8 Number of 16 o o
Scans
9 Acquisition 2017-04-13T
Date 12:53:51
10 Modification  2018-11-22T
Date 06:13:32
11 Spectrometer 500.13
Freguency
12 Spectral 10000.0
Width
13 Lowest -1911.5
Freguency
14 Nudeus H

15 Acquired Size 32763
16 Spectral Size 65536

2,51
2,51
2,51
1.25
1.24
543

200

¢
.

'H NMR of 45

JL BLVIN. &

P o S B

o m ™ O v (M LW

=R oo oo

— — L IO T T o
T T T I T T T T T T T T T
15 14 13 12 11 10 9 8 7 ] 5 4 3

f1 (ppm}



""Se NMR of 45

Parameters
Parameter Value

1 Data File Name L./ 43f 77sef 1f fid
2 Tite 775e.1.fid
3 Origin Bruker BioSpin GmbH
4 Owner Mmirsy
5 Solvent DMS0
6  Temperature 298.0
7 Pulse Seguence g
8 Mumber of Scans 1076
9 Acquisition Date 2017-04-18T08: 29: 24

10 Modification Date

11 Spectrometer Frequency

12 Spectral Width

13 Lowest Frequency

14 Nudeus
15 Acguired Size
16 Spectral Size

2018-11-27T06:13:28
95,44

48075.9

33190.9

775e

32763

65536

I
O

424,91

800

730

700

630

T
600
f1 (ppm)

230

300

430

400

33
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HRMS of 45

Display Report

Analysis Info

Acquisition Date  3/3/2016 3:59:26 PM
Analysis Name  D-\Data\user data\2016\MARGH 2016\03-03-2016\Dr.S Kumar-RVK-EXP-61.d
Method tune_wide APCI_23.06.m

Operator DIMPLE
Sample Name RVK-EXP-61 Instrument micrOTOF-Q 11 10330
Comment
Acquisition Parameter
Source Type APCI lon Polarity Positive Set Nebulizer 25Bar
Focus Not active Set Capillary 4000V Set Dry Heater 200 *C
Scan Begin 50 mfz Set End Plate Offset -500 v SetDry Gas 4.0 lmin
Scan End 3000 miz Set Collision Cell RF 600.0 Vpp Set Divert Valve ‘Waste
Inteﬂss-. Dr.5 Kumar-RVK-EXP-61.d: TIC +All MS
x*10H
j - -
. P ~
3, //
T di
: // \ ) / \-.__I.
] — N Y
2] N /
] A
17
S0 T T oz T 07 08 | Time[mn
Intenr:i: +MS, 0.5-0.5min #(27-28)
o 396.0184
3]
2]
1] 505.0660
o] 36372 | 4100308 439379647324 sg7 4079 BT .L‘h 5234729
360 380 400 420 44D 460 480 500 820 5d0mk
lmens:i' +MS, 0.5-0.5min #(27-28)|
x10% 505.0660
0.8 ‘
0.6+ h
0.4] 5[13.10686
] | | 506.0692
0.2 501.0692 50206959 | 504.0700 | ||| 507.0680
] | | |||k A f i I 508.0698
0.0 JAN \ i AN N L AN A
] C26H20N2045e, M+nH 505.07
] 505.0663
20004 r
15007 "
] 503.0670
1000 ﬁ |
] 506.0695
J 502.0695 | ‘ ] 507.0664
5[]0E 501.?68& || |L 504.0703 | | ||| ,". I
N N1 ¥ A Y | Y WY | G A G i N
501 502 503 504 505 506 507 508 509 miz
Bruker Compass DataAnalysis 4.0 printed:  3/3/2016 6:38:08 PM Page 1 0of 1
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M o owmouooUuMmMoOOmMN—— oo TAHA O W
Parameters o @MmOMMMMA-—-0000000M powmpWmimn oo
_ Ol L T el ol giecd el S
Parameter Value | e e
1 DataFile Name I:f 44/ 1H/ fid
2 Title 44/ 1H P
3 Origin Bruker BioSpin
GmbH
4 Owner nmrsu
5 Solvent DMSO
& Temperature 298.2 [ ( _7 7
7 Pulse Sequence zg30 _ 7 7 7 7
8 Mumber of Scans 16 _ _
9 Acquisition Date  2017-08-08T16: | _ || __7
28:44 Z
10 Modification Date 2017-08-08T16: T
28:4
11 Spectrometer 500.13
Frequency
12 Spectral width 10000.0 o)
13 Lowest -1911.5 T
Freguency
14 Nudeus H
15 Acquired Size 32768
16 Spectral Size 65536
g . g, e oL L/
[T
o iy e L
R = a o~~~ o0
o @ rhm oA a o
> — o R R =]
N T T T T T T T T T T T T T T
T 16 15 14 13 10 9 8 7 6 5 3 2 -1 -2 -3
3 f1 (ppm)

546



- — Loy I s T O S R T
ol =] om— OO A M QM Ip QT M
Parameters I ™ S g g OO oL oM A 00D T
Parameter Value & A LIRU R RRL RL R L %%%n%%%
1 Data File Name I:/ 44/ 13¢/ NOLONSH A T
fid
2 Tite 44/ 13C
3 Origin Bruker BioSpin
GmbH
4  Owner nmrsu
5 Solvent DMSO
& Temperature 298.0
7 Pulse zgpg30
Sequence
8 MNumber of 512
Scans =
9 Acqguisition 2017-08-07T2 T
Date 2:135:04
10 Modification 2017-08-07T2
Date 2:35:04
11 Spectrometer 125.77
Freguency O
12 Spectral Width 297518 I
13 Lowest -2306.2
Frequency
14 Mudeus 13C
15 Acquired Size 32763
16 Spectral Size 65536
(o)
< "
Y v iy
(@)
o
N T T T T T T T T L L T T T T T T T
me 210 200 190 180 170 160 150 140 130 120 110 100 a0 80 70 50 40 30
-

f1 (ppm)
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""Se NMR of 46

Parameters
Parameter Vaue

1 Data File Name I/ 44/ 775e/
fid

2 Title 44 7T5e
3 Origin Bruker BioSpin
GmbH

4 Owner nmrsu

5 Solvent DMSO

& Temperature 293.0

7 Pulse Seguence zg

8 Mumber of 4000
Scans

9 Acquisition 2017-08-08T0
Date 2:08:33

10 Modification 2017-08-08T0
Date 2:08:34

11 Spectrometer 95.42
Freguency

12 Spectral Width 28846.2

13 Lowest 15960.8
Frequency

14 Mudeus T75e

15 Acquired Size 32763
16 Spectral Size 65536

(i)
M
e}
[
45}

00 490 480 470 460 450 440 430 420 410 400

390

T
380

370

360

T T T T T T T T T
350 340 330 320 310 300 290 280 270
f1 (ppm)

260

250 240 230

220

210

20

S48



HRMS of 46

Display Report

Analysis Info

Analysis Mame

Meathod

Sample Mame

Comment

Acquisition Date 37372016 3:50:10 PM
D:\Datawser data\20168\MARCH 2016'03-03-2016\Dr.5 Kumar-RVE-EXP-85-VE d
tune_wide _APC|_23.06.m Operator

RVEK-EXP-85-VE Instrument

DIMPLE
micrOTOF-G 1l 10330

Acquisition Parameter

Source Typs
Focus
Secan Begin

Scan End

2.5 Bar
200+°C
4.0 Vmin
Waste

APC

Mot active
50 miz
3000 miz

Set Nebadizer
St Dy Heater
Set Dry Gas
Set Divert Valve

lon Polarity

Set Capillary

Set End Plate Offset
Set Collision Cell RF

Megative
000V
-500 v
8000 Vpp

Intens.

D 5 Kumar-RVE-EXP-85-VE d: TIC -All M5

04 0z 05 06  Time [min]

TS, 0. Tmn #4]

423.1250 503.0428

200,083 4732745

3830705 4350207

4513187
|

e

Al IIIL I
400

Ill' 1 I.:lll.l TN N

420

440 460 480 500 ' 520 miz

0.8

0.6

0.4

0.24

S, 0imin#i4)
503.0428

501.0445

504.0452
505.0460

502.0457

| 306.04%2 507 n7m2
M,

0.0

L o )1 o09.08c2

. + T T t T T
502 A04 506

Fue
T ¥ T

510

508

Bruker Compass DataAnalysis 4.0

printed: 32018 6:48:47 PM Page 1 of 1
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'H NMR of 14

Parameter Value NN —— —OUTM—NNTENONNT RO —
Meamm aommanLeEYY oI IIaNaN
1 Data File Name D:/Rearranged Folders 00 00 00 00  ®= £n £ B2 £ 02 £n 02 Bn 02 0o 0 02 02 02 0 0 0
(Research Related); TISER, e e
Bhopal/ Work done/
Spiroselen/ Analysis Data/
NMR/ Original/ Spiroselen/
b n A SeEa 58 2395 93I9Y 239 & §845
Re(500MHz)/ 2/ fid % % o o S Sers Reae SeR & e
2 Tite Sangit-RVK-Expt-46-49- o Y A4 S = NI/ I 1+
Re(500MHz)
3 Comment 1H_with saturation
4 Origin Bruker BioSpin GmbH =
”
5 Owner nmrsu ~ \
6 Site ‘o
(9]
7 Spectrometer spect /
8 Author Zz
.\‘ b e
9 Solvent coci3 o) o I e s
10 Temperature 298.0
11 Pulse Sequence zgpr
12 Number of Scans 16 } | |
13Receiver Gain 114 L«T
o Lel o o0
14 Relaxation Delay  2.0000 m = w W
15 Pulse Width 10.7800 e iy ! N q_ T el e
16 Acquisiton Tme  1,0923 84 83 82 8.1 80 9 7.3 74 73 72
17 Acquisition Date 2016-02-04T16:38:02
18 Modification Date  2016-02-04T16:38:04 |
19 Spectrometer 500.13
Frequency
20 Spectral Width 15000.0
21 Lowest Frequency -7451.2
22 Nudeus 1H
23 Acquired Size 16384
24 Spectral Size 32768
> % "
o™ D Nen 00
S ©@aQC g
— - —_n O
I 1 I 1 v T L] T Y T I 1 % 1 v T . T Y 1 1 1 1 Ll 1 LI ] . 1 1 1 1 Lk 1 v T I 1 1 1
135 125 115 110 105 95 90 835 80 75 wﬁoA a.vm 60 55 50 45 40 35 30 25 20 15 10 05 00
ppm
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13C NMR of 14

c — N =t T T 0N
] N 8o o T om TRO
= S VNV VM B B
o N RN NN 0 10 gl B
_ | I —— 3
Parameter Value
1 Data File Name D:/Rearranged Folders
(Research Related)/ IISER, IR % on &
Bhopal/ Work done/ Spiroselen/ ) & = o m % v} T o o
Analysis Data/ NMR/ Original/ = g e e - o un 4]
Spiroselen/ Sangit-RVK- b e o o by a2t o T
Expt-46-498/ 2/ fid SNET N/ I _
2 Title Sangit-RVK-Expt-46-498 O
3 Comment Sangit-RVK-Expt-46-49B
C13CPD CDCI3 / opt/ topspin/
nmrsu/ Sangit/ FEB 16 nmrsu - P
4 Origin Bruker BioSpin GmbH \\‘e\
5 Owner nmrsu N
6 Site \
Z
7 Spectrometer spect
8 Author
(@)
9 Solvent CDCI3
10 Temperature 298.2
11 Pulse Sequence zgpg30
12 Number of Scans 512 i
13 Receiver Gain 203 ———
14 Relaxation Delay 2.0000 140 138 136 134 132 130 128 126 124
15 Pulse Width 8.9000 fl (ppm)
16 Acquisition Time 1.3631
17 Acquisition Date 2016-02-03722:50:08
18 Modification Date 2016-02-03722:50:08
19 Spectrometer 100.61
Frequency
20 Spectral Width 24038.5
21 Lowest Frequency -1958.9
22 Nudleus 13C
23 Acquired Size 32768
24 Spectral Size 65536
I |l N | I v. ! Y 1 1 1 1 ! 1 4 I 1 v T 1 v T 1 v T 1 v ] |l
210 200 190 180 170 160 150 140 130 120 110 100 20 80 70 60 50 40 30 20 10 0
f1 (ppm)
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DEPT-135 of 14

Parameter

1 Data File Name

2 Title
3 Comment

Origin

Owner

Site
Spectrometer
Author

o 0N O b

Solvent

10 Temperature

11 Pulse Sequence
12 Number of Scans
13 Receiver Gain

14 Relaxation Delay
15 Pulse Width

16 Acquisition Time
17 Acquisition Date
18 Modification Date

Value

D:/Rearranged Folders
(Research Related)/ IISER,
Bhopal/ Work done/
Spiroselen/ Analysis Data/
NMR/ Original/ Spiroselen/
Sangit-RVK-Expt-46-498/
3/ fid
Sangit-RVK-Expt-46-498

RVK-Expt-46-498
C13DEPT135 CDCI3 / opt/
topspin/ nmrsu/ Sangit/
FEB16 nmrsu

Bruker BioSpin GmbH
nmrsu

spect

CDCI3

298.3

deptsp135

256

203

2.0000

8.9000

1.3631
2016-02-03723:08:05
2016-02-03723:08:06

Frequency

20 Spectral Width 24038.5

21 Lowest Frequency -1958.9

22 Nudeus 13C

23 Acquired Size 32768

24 Spectral Size 65536

Y T v T T T T T
210 200 190 180 170

1 1 % ] & I I

160 150 140 130 120

S52



Se NMR of 14

Parameter Value i
=
1 Data File Name D:/Rearranged Folders =
(Research Related)/ TISER, &
Bhopal/ Work done/ _
Spiroselen/ Analysis Data/
NMR/ Original/ Spiroselen/
Sangit-RVK-Expt-46/ 3/ fid
2 Title Sangit-RVK-Expt-46 2
3 Comment Sangit-RVK-Expt-46 m
SE77ZG CDCI3 / opt/ O _
topspin/ nmrsu/ Sangit/
JAN16 nmrsu
4 Origin Bruker BioSpin GmbH . Z
-
5 Owner nmrsu \‘e\
6 Site S/
7 Spectrometer spect prd
8 Author
9 Solvent CDal3 (@)
10 Temperature 298.2
11 Pulse Sequence zg -
12 Number of Scans 512
13 Receiver Gain 203
14 Relaxation Delay  1.0000
15 Pulse Width 5.0000
o RES T T T T T Y T T 1 T ¢ 1
Hiatiaime:  Saa 595 590 585 580 575 570 565 560 555 550
17 Acquisition Date 2016-01-29T06:26:54 f1 (ppm)
18 Modification Date ~ 2016-01-29T06:26:56
19 Spectrometer 76.31
Frequency
20 Spectral Width 92592.6
21 Lowest Frequency -19587.5
22 Nudeus
23 Acquired Size 32768
24 Spectral Size 65536
I v I Y T v T v T 4 1 T I I I ] ] T T ] 1 1 L] ] 1 1 1 1 1
950 900 850 300 750 700 650 600 550 500 450 400 i wmo ) 00 250 200 150 100 50 0 -50 -100 -150 200 -250
ppm
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'H NMR of 15

Parameter

1 Data File Name

2 Title
Comment

w

Origin

Owner

Site
Spectrometer
Author

o 0N O b

Solvent

10 Temperature

11 Pulse Sequence
12 Number of Scans
13 Receiver Gain

14 Relaxation Delay
15 Pulse Width

16 Acquisition Time
17 Acquisition Date
18 Modification Date

Value

D:/Rearranged Folders
(Research Related)/ IISER,
Bhopal/ Work done/ Spiroselen/
Analysis Data/ NMR/ Original/
Spiroselen/ Sangit-RVK-Expt-70/
1/ fid

Sangit-RVK-Expt-70

PROTONRO CDCI3 / opt/
topspin/ nmrsu/ Sangit/ MAR 16
nmrsu

Bruker BioSpin GmbH
nmrsu

spect

CDCI3

298.2

2g30

16

128

1.0000

12,5000

3.9977
2016-03-09T12:05:52
2016-03-09T12:05:54

59
8.51
8.51
8.51
8.50
8.50

[

49
—8.00
765
—7.51
725
7.20
7.06
7.04
7.03
7.02
7.0l
687
683

MeO

[...

383
3.80
376

s,

19 Spectrometer 400.13
Frequency

20 Spectral Width 8196.7

21 Lowest Frequency -1713.7

22 Nudeus 1H

23 Acquired Size 32768

24 Spectral Size 65536
o —
G e~
o

1 ¥ T Ll T v T 5/ 1} I T T " T T I 1 \/ I T X T T T 1 1 T
135 125 115 110 105 9.5 60 55 50 45 40 35 30 25 20 15 10 05 00

S54



13C NMR of 15

Z8 § 8§ SAn8R&IZAE ®oT S3
g e M XY TN O—C NO PR Pt
S ot R 1o R Rl e e 5 3 (S e e AN bARA
Parameter wel TT T TT ==4ane NI & %
1 DataFile Name  D:/Rearranged Folders
(Research Related)/
1ISER, Bhopal/ Work done/
Spiroselen/ Analysis Data/
NMR/ Original/ Spiroselen/ o
Sangit-RVK-Expt-70/ 2/ fid s
2 Title Sangit-RVK-Expt-70 o O
3 Comment Sangit-RVK-Expt-70
C13CPD CDCI3 / opt/f
topspin/ nmrsu/ Sangit/ / zZ
MAR 16 nmrsu Z \
4 Origin Bruker BioSpin GmbH ‘o
5 Owner nmrsu S/
6 Site zZ
7 Spectrometer spect
8 Author O e)
9 Solvent cocl3 2

10 Temperature 298.2

11 Pulse Sequence  zgpg30

12 Number of Scans 512

13 Receiver Gain 203

14 Relaxation Delay  2.0000

15 Pulse Width 8.9000

16 Acquisition Time  1.3631

17 Acquisition Date  2016-03-10T08:09:31
18 Modification Date 2016-03-10T08:09:32

19 Spectrometer 100.61
Frequency

20 Spectral Width 24038.5
21 Lowest Frequency -1958.9
22 Nudeus 13C

23 Acquired Size 32768
24 Spectral Size 65536

Y :____;i_ __ _ -

S55

I | R | B S E— T 1 | E—— | — T 1 | B — | — T
210 200 190 180 170 160 150 140 130 120 110 100 20 80 70 60 50 40 30 20
f1 (ppm)



DEPT-135 of 15

Parameter Value NN - NSO NTT O e
—SNNNTI-—NONOINS & 23
1 DataFile Name D:/Rearranged Folders Lt w0 R W (2 i e = = R W= ,o\oJ %
(Research Related)/ e e (7 17 R
TISER, Bhopal/ Work s Ve Y Y
done/ Spiroselen/
Analysis Data/ NMR/
Original/ Spiroselen/
Sangit-RVK-Expt-70/ 3/ m
fid
2 Title Sangit-RVK-Expt-70 O o
3 Comment Sangit-RVK-Expt-70
C13DEPT135 CDCI3 / b
opt/ topspin/ nmrsu/ Z \
Sangit/ MAR 16 nmrsu \\e
4 Origin Bruker BioSpin GmbH ()
5 Owner nmrsu /
6 Site Z
7 Spectrometer spect O
8 Author (@)
[}
9 Solvent cpcl3 =
10 Temperature 298.2
11 Pulse Sequence deptsp135
12 Number of Scans 256
13 Receiver Gain 203
14 Relaxation Delay 2.0000
15 Pulse Width 8.9000
16 Acquisition Time  1.3631
17 Acquisition Date  2016-03-10T08:27:27
18 Modification 2016-03-10T08:27:28
Date
19 Spectrometer 100.61
Frequency
20 Spectral Width  24038.5 = _LE : i
21 Lowest -1958.9 L L | G
Frequency
22 Nudeus 13C
23 Acquired Size 32768
24 Spectral Size 65536
I 1 Lt T 1 * T 1 1 1 1 L) T 1 T 1 1 1 1 L] T 1 ] 1 I 1
210 200 190 180 170 160 150 140 130 120 110 i Moo ) 20 80 70 60 50 40 30 20 10
ppm
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Se NMR of 15

Parameter

1 Data File Name

2 Title
Comment

w

Origin

Owner

Site
Spectrometer
Author

o N a b

Solvent

10 Temperature

11 Pulse Sequence
12 Number of Scans
13 Receiver Gain

14 Relaxation Delay
15 Pulse Width

16 Acquisition Time
17 Acquisition Date
18 Modification Date

19 Spectrometer
Frequency

20 Spectral Width
21 Lowest Frequency
22 Nudeus

23 Acquired Size
24 Spectral Size

Value

D:/Rearranged Folders
(Research Related)/ IISER,
Bhopal/ Work done/
Spiroselen/ Analysis Data/
NMR/ Original/ Spiroselen/
Sangit-RVK-Expt-70/ 4/ fid
Sangit-RVK-Expt-70
Sangit-RVK-Expt-70

SE77ZG CDCI3 / opt/ topspin/
nmrsu/ Sangit/ MAR 16 nmrsu

Bruker BioSpin GmbH
nmrsu

spect

CDCI3

298.3

9

512

203

1.0000

5.0000

0.4325
2016-03-10T08:42:09
2016-03-10708:42: 10
76.31

75757.6
4092.2

32768
65536

—592.33

\‘\\\

~N
(Nj
—592.33

MeO

T d T . T T v T ¥ T v T v T
610 605 600 595 590 585 580 575
fl (ppm)

1000 950

T X 1 ¥ 1 N I y 1 ) 1 L 1 ¥ 1 1 ] I y I ' 1 ] 1

200 850 800 750 700 650 600 550 500 450 400 350 300 250 200 150 100

f1 (ppm)
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'H NMR of 17

- = NN [l e S T TN e
s Es Ry U= e op
00 00 00 O N R I Y. o
Parameter Value ] NS E
1 DataFileName  D:/Rearranged Folders
(Research Related)/
IISER, Bhopal/ Work
done/ Spiroselen/ Analysis o OYF Qs o mOacs N oW T o+ T
Data/ NMR/ Original/ SRR By WK 88 W TIITAN ==~ oo e
Spiroselen/ Sangit-RVK- oﬁ_@o ..ﬂv/ ...;/7_ .._; 7/7—,\,.1 7/7_, .ﬂ\”k?\.w; v} [6f \6\6
Expt-71/ 1/ fid m
2 Title Sangit-RVK-Expt-71 (@) o)
3 Comment PROTONRO CDCI3 / o /
topspin/ nmrsu/ Sangi
MAR 16 nmrsu A Z
-
4 Origin Bruker BioSpin GmbH ~ \
(0]
5 Owner nmrsu N
6 Site \
— pd
7 Spectrometer spect
8 Author /
9 Solvent CDCI3 \\
10 Temperature 298.2
11 Pulse Sequence  zg30
12 Number of Scans 16
13 Receiver Gain 203
14 Relaxation Delay  1.0000
15 Pulse Width 12,5000 %u
16 Acquisition Time  3.9977 . . .._ —l _. = h ; .._ ————— .0._ -
17 Acquisition Date  2016-03-09T12:01:52 83 8.1 79 % 7 L : TT_ — 73 71 6.9 6.7
18 Modification Date 2016-03-09T12:01:52 f1 (ppm)
19 Spectrometer 400.13
Frequency
20 Spectral Width 8196.7
21 Lowest -1713.7
Frequency
22 Nudeus 1H
23 Acquired Size 32768
24 Spectral Size 65536
J. P 1 | A i
P _
o NS 0O [y
S Tecoooad <
—_— ———— O D ¢ ]
1 I 1 X 1 ) I v T |l 1 1 L T X | X 1 1 1 1 L ] I 1 1 1 1 . 1 ] 1 1 ! 1
135 125 115 110 105 95 90 85 80 75 70 65 60 55 50 45 40 35 30 25 20 15 10 05 o090
f1 (ppm)
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13C NMR of 17

Parameter

1 Data File Name

2 Title
3 Comment

Origin

Owner

Site
Spectrometer
Author

0 0N O b

Solvent

10 Temperature

11 Pulse Sequence
12 Number of Scans
13 Receiver Gain

14 Relaxation Delay
15 Pulse Width

16 Acquisition Time
17 Acquisition Date
18 Modification Date

19 Spectrometer
Frequency

20 Spectral Width

21 Lowest Frequency
22 Nudeus

23 Acquired Size

24 Spectral Size

Value

D:/Rearranged Folders
(Research Related)/ IISER,
Bhopal/ Work done/
Spiroselen/ Analysis Data/
NMR/ Criginal/ Spiroselen/
Sangit-RVK-Expt-71/ 2/ fid
Sangit-RVK-Expt-71
Sangit-RVK-Expt-71
C13CPD CDCI3 / opt/
topspin/ nmrsu/ Sangit/
MAR 16 nmrsu

Bruker BioSpin GmbH

nmrsu

spect

CDCI3

298.3

zgpg30

512

203

2.0000

8.9000

1.3631
2016-03-10T07:04:13
2016-03-10T07:04: 14
100.61

24038.5
-1958.9
13C
32768
65536

64,61
—160.52

—141.74

26.47
—11541
—110.71
10926

L

OMe

(@]
9]
=

7735
o
7671

\

—55.40

1 J T

210 200

1 1 ) T

190 180 170

160

150

]

140

130

120 110 100 90 80
fl (ppm)

-10
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DEPT-135 of 17

Parameter

-

Data File Name

2 Tite
3 Comment

Origin

Owner

Site
Spectrometer
Author

w 0N O b

Solvent

10 Temperature

11 Pulse Sequence
12 Number of Scans
13 Receiver Gain

14 Relaxation Delay
15 Pulse Width

16 Acquisition Time
17 Acquisition Date
18 Modification Date

20 Spectral Width

21 Lowest Frequency
22 Nudeus

23 Acquired Size

24 Spectral Size

Value

D:/Rearranged Folders
(Research Related)/ IISER,
Bhopal/ Work done/
Spiroselen/ Analysis Data/
NMR/ Original/ Spiroselen/
Sangit-RVK-Expt-71/ 3/ fid
Sangit-RVK-Expt-71

Sangit-RVK-Expt-71
C13DEPT135 CDCI3 / opt/
topspin/ nmrsu/ Sangit/
MAR 16 nmrsu

Bruker BioSpin GmbH
nmrsu

spect

cDcCl3

298.3

deptsp135

256

203

2.0000

8.9000

1.3631
2016-03-10T07:22:11
2016-03-10T07:22:12

24038.5
-1958.9
13C
32768
65536

OMe

MeO

—115.41
—110.71
10925

55.40

Y, T ] T

210 200

T J T L) T

190 180 170

150

y T

140 130

120

T

11

0
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Parameter Value @
~
1 Data File Name D:/Rearranged Folders =
(Research Related)/ TISER, A
Bhopal/ Work done/ _
Spiroselen/ Analysis Data/
NMR/ Original/ Spiroselen/
Sangit-RVK-Expt-71/ Sangit-
RVK-Expt-71-Re/ 1 (Double
Scan)/ fid 4
2 Title Sangit-RVK-Expt-71-Re m 5
3 Comment Sangit-RVK-Expt-71-Re O @) _
SE77ZG CDCI3 / opt{ topspin/
nmrsu/ Sangit/ MAR 16 nmrsu
4 Origin Bruker BioSpin GmbH . £
5 Owner nmrsu \\\e\
6 Site ()]
7 Spectrometer spect /N
8 Author
9 Solvent coai3 O 3
10 Temperature 298.2 S
11 Pulse Sequence bds)
12 Number of Scans 1024
13 Receiver Gain 203
14 Relaxation Delay 1.0000
15 Puise Width 5.0000 gi%%&;\;% igg%%c
16 Acquisition Time 0.4325
oy v 1 ) T T L 1 b 1 T v 1 X T b T y I v 1
17 >Bm.m.ao.: Date 2016-03-10T19:19:56 584 582 580 578 576 574 572 570 568 566 564
18 Modification Date 2016-03-10T19:19:56 f1 (ppm)
19 Spectrometer 76.31
Frequency
20 Spectral Width 75757.6
21 Lowest Frequency 4092.2
22 Nudeus
23 Acquired Size 32768
24 Spectral Size 65536

"Se NMR of 17

S61

I L] I v I v 1 T X 1 ¥ 1 N I 1 ) 1 L 1 ¥ 1 1 ] I y I ' 1 ] 1
1000 950 200 850 800 750 700 650 600 " Mmo ) 500 450 400 350 300 250 200 150 100
ppm



'H NMR of 42

Parameter Value Y an o
_ y -_ e 58y aa o 3
1 Data File Name D:/Rearranged Folders Ko ~ems OO e ofi o
(Research Related)/ IISER, ~N =V
Bhopal/ Work done/
Spiroselen/ Analysis Data/
NMR/ Original/ Spiroselen/
Sangit-RVK-Expt-72/ 1/ fid e 00 \D-01- s O 000040 =
2 Tite Sangit-RVK-Expt-72 B AEnnSnEgd R
3 Comment PROTONRO DMSO / opt/ /w =SSN \/
topspin/ nmrsu/ Sangit/
MAR 16 nmrsu o
4 Origin Bruker BioSpin GmbH @) s
5 Owner nmrsu & O
6 Site
J Z
7 Spectrometer spect % \
8 Author ‘O
(]
9 Solvent DMSO / \
10 Temperature 298.1 P
11 Pulse Sequence 2g30 Iul.ﬁ w
12 Number of Scans 16 O s
13 Receiver Gain 64
14 Relaxation Delay 1.0000
15 Pulse Width 12,5000 :;
16 Acquisition Time 3.9977 —
17 Acquisition Date 2016-03-09T03:21:40
" : SR I T AR, LTI 5 BORRLE 1 v T T T T S = B
18 Modification Date 2016-03-09T03:21:42 81 80 79 7 771 16 15 74 73 72 71 70 69
19 Spectrometer 400.13 S A gy T T
Frequency \\
20 Spectral Width 8196.7
21 Lowest Frequency -1713.7
22 Nudeus 1H
23 Acquired Size 32768
24 Spectral Size 65536
) ) —
S ¢ o n
S o S S
—_— (o] ™
1 I T L] T Y T ] I 1 1 % 1 v T . T ) 1 1 1 1 1 ] . 1 1 1 v 1 Lk 1 T I 1 1 1
135 125 115 110 105 95 90 85 80 75 70 65 60 55 350 45 40 35 30 25 20 15 10 05 0.0
f1 (ppm)
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13C NMR of 42

5570
5536
40.59
4038
0.18
39.97
3976
39.55
3934

Parameter Value ® o S o
1 DataFileName D:/Rearranged Folders | ¢ e 522 a2
(Research Related)/ o \n it et Hlout o 2ot Bl s Bl =
IISER, Bhopal/ Work | | | |
done/ Spiroselen/
Analysis Data/ NMR/
Original/ Spiroselen/
Sangit-RVK-Expt-72/ 2/
fid
2 Title Sangit-RVK-Expt-72
3 Comment Sangit-RVK-Expt-72
C13CPD DMSO / opt/
topspin/ nmrsu/ Sangit/
MAR 16 nmrsu
4 Origin Bruker BioSpin GmbH
5 Owner nmrsu )
6 Site =
7 Spectrometer  spect \ /i O
8 Author I >
9 Solvent DMSO o \
10 Temperature 298.2 c
11 Pulse Sequence zgpg30
12 Number of 512 —
Scans
: / / @]
13 Receiver Gain 203 / [
14 Relaxation 1.0000 =
Delay
15 Pulse Width 8.9000
16 Acquisition Time 1.3631
17 Acquisition Date 2016-03-09T03:44:45
18 Modification 2016-03-09T03:44:46
Date
19 Spectrometer 100.61
Frequency
20 Spectral Width  24038.5
21 Lowest -1958.9
Frequency
22 Nudeus 13C
23 Acquired Size 32768
24 Spectral Size 65536
I 1 1 ' § 1 1
210 200 190 180 170 140 110 100
f1 (ppm)
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DEPT-135 of 42

Parameter Value T &
SC Cov o n 2
1 Data File Name D:/Rearranged Folders In e = .M
(ResearchRelated)/IISER, | —T— —75 7T b bl
Bhopal/ Work done/ 51 | |
Spiroselen/ Analysis Data/
NMR/ Original/ Spiroselen/
Sangit-RVK-Expt-72/ 3/ fid
2 Title Sangit-RVK-Expt-72
3 Comment Sangit-RVK-Expt-72 [
C13DEPT 135 DMSO / opt/ (@) S
topspin/ nmrsu/ Sangit/ @)
MAR 16 nmrsu
4 Origin Bruker BioSpin GmbH / Z
5 Owner nmrsu \\n \
6 Site %)
7 Spectrometer spect /
8 Author <
O
9 Solvent DMSO o m
10 Temperature 298.2
11 Pulse Sequence deptsp135
12 Number of Scans 256
13 Receiver Gain 203
14 Relaxation Delay ~ 2.0000
15 Pulse Width 8.9000
16 Acquisition Time 1.3631
17 Acquisition Date 2016-03-09T04:02:41
18 Modification Date ~ 2016-03-09T04:02:42
19 Spectrometer 100.61
Frequency .
20 Spectral Width 24038.5
21 Lowest Frequency -1958.9
22 Nudeus 13C
23 Acquired Size 32768
24 Spectral Size 65536
I T T T T T T T T T T T T T T T T T T T T T T T T T 1
210 200 190 180 170 160 150 140 130 120 110 " Moo ) 20 80 70 60 50 40 30 20 10
ppm
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Se NMR of 42

Parameter

1 Data File Name

2 Title
3 Comment

Origin

Owner

Site
Spectrometer
Author

o 0N O b

Solvent

10 Temperature

11 Pulse Sequence
12 Number of Scans
13 Receiver Gain

14 Relaxation Delay
15 Pulse Width

16 Acquisition Time
17 Acquisition Date
18 Modification Date

19 Spectrometer
Frequency

20 Spectral Width
21 Lowest Frequency
22 Nudeus

23 Acquired Size
24 Spectral Size

Value

D:/Rearranged Folders
(Research Related)/ IISER,
Bhopal/ Work done/
Spiroselen/ Analysis Data/
NMR/ Original/ Spiroselen/
Sangit-RVK-Expt-72/ 4af
fid

Sangit-RVK-Expt-72
Sangit-RVK-Expt-72-Re
SE77ZG DMSO / opt/f
topspin/ nmrsu/ Sangit/
MAR 16 nmrsu

Bruker BioSpin GmbH @)

nmrsu Q \@\
spect Z “

DMSO S/

298.1 =

zg

512 O

203

2.0000

5.0000

0.4325
2016-03-10T06:29:12
2016-03-10T06:29:12
76.31

~—584.24

OMe

MeO

75757.6
4092.2

32768
65536

1000 950 200 850 800 750 700 650 600

T
550
fl (ppm)

500

1

450

400

1

350

2

3

00

250

200

1

150

1

100
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HRMS of 42

Display Report

Analysis Info

Acquisition Date  3/3/2016 4:08:05 PM
Analysis Name

D:\Dataluser data\2016\MARCH 2016\03-03-2016\Dr.S. Kumar-RVK-EXP-52.d

Method tune_wide _APCI_23.06.m Operator DIMPLE
Sample Name RVK-EXP-52 Instrument micrOTOF-Q Il 10330
Comment

Acquisition Parameter

Source Type APCI lon Polarity Positive Set Nebulizer 2.5 Bar
Focus Not active Set Capillary 4000 V Set Dry Heater 200°C
Scan Begin 50 m/z Set End Plate Offset -500 V Set Dry Gas 4.0 I/min
Scan End 3000 m/z Set Collision Cell RF 600.0 Vpp Set Divert Valve Waste
Intensé' Dr.S Kumar-RVK-EXP-52.d: TIC +All MS|
x10
1.5
\‘\\\
1.0 /Se\
o N N 0
0.5 /
< \
0.0 T T X - T T
01 03 7‘4‘.4’ “?r?( 06 Time [min]
Intens. MeOU Ulvie +MS, 0.6min #(34))
x10 531.0801
6_
4.
2<
408.0153
338.3406 l 663.4482
0 T b 7 T +— 2 T T T
100 200 400 500 600 700 800 900 m/z
Intens4. +MS, 0.6min #(34)
x10 531.0801
6-
4.
529.0812
2 532.0823
527.0818 528.0828 5300808 533.0815
A 534.0816
A
0 C28H22N204Se, M+nH ,531.08|
531.0819
20004
15004
529.0827
1000+
532.0851
500 527.0844 528.0852 5300859 33,0820
5 525.0877 A 554,0093
524 526 528 530 532 534 536 miz
Bruker Compass DataAnalysis 4.0 printed: 3/3/2016 6:36:30 PM Page 1 of 1
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'H NMR of 43

-0.5

Parameter Value R CGOSE ORNDGY
MEmeaaNeg hn o
1 Data File Name D:/Rearranged Folders 00 00 00 00 00 OO~ = = o
(Research Related)/ e
IISER, Bhopal/ Work done/
Spiroselen/ Analysis Data/
NMR/ Original/ Spiroselen/
Sangit-RVK-
Expt-103(500MHz)/ 1/ fid
2 Tite Sangit-RVK- O
Expt-103(500MHz)
3 Comment Sangit-RVK- >
Expt-103(500MHz) A
PROTONRO CDCI3 / opt/ ~ \
topspin/ sangit nmrsu 8 %)
4 Origin Bruker BioSpin GmbH \
5 Owner nmrsu Z
6 Site
7 Spectrometer  spect O
8 Author
9 Solvent CDCI3
10 Temperature 297.9
11 Pulse Sequence  zg30
12 Number of Scans 16
13 Receiver Gain 81
14 Relaxation Delay  1.0000
15 Pulse Width 10.7800 [ ’
16 Acquisition Time  3.2768
17 Acquisition Date  2016-06-03T12:42:53 “ f
18 Modification Date  2016-06-03T12:42:54 J 3
19 Spectrometer 500.13
Frequency
20 Spectral Width 10000.0
21 Lowest Frequency -1911.5
22 Nudeus 1H
23 Acquired Size 32768
24 Spectral Size 65536
| J.fﬁF
- oQooo
S 989
o o — — N
I 1 I 1 v T L] T i/ T I 1 1 % 1 T . T 1 1 1 1 1 ] 1 1 1 1 T I 1 1 1 1
13.5 125 115 110 105 95 90 85 0 75 70 65 60 55 350 45 40 35 25 20 15 10 05 00
f1 (ppm)
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13C NMR of 43

Parameter Value N D000 6 NN G0 T
N—=NOCHLANT T IO oo
1 Data File Name D:/ Rearranged Folders uied od GOl o g g g ed 2
(ResearchRelated)/IISER, | T TT T TT T 775317715 Ll
Bhopal/ Work done/ B ~
Spiroselen/ Analysis Data/
NMR/ Original/ Spiroselen/
Sangit-RVK-
Expt-103(500MHz)/ 2/ fid
2 Title Sangit-RVK-Expt-103(500MHz)
3 Comment Sangit-RVK-Expt-103(500MHz)
C13CPD CDCI3 / opt{ topspin/
sangit nmrsu 8 e)
4 Origin Bruker BioSpin GmbH
5 Owner nmrsu
6 site /| =z O
7 Spectrometer spect \\e\
8 Author S/
9 Solvent CDCI3 Z Q
10 Temperature 298.0
11 Pulse Sequence zgpg30 e)
12 Number of Scans 554
13 Receiver Gain 203
14 Relaxation Delay 2.0000
15 Pulse Width 9.0000
16 Acquisition Time 1.1010
17 Acquisition Date 2016-06-03T17:07:01
18 Modification Date 2016-06-03T17:29:00
19 Spectrometer 125.76
Frequency
20 Spectral Width 29761.9
21 Lowest Frequency -2306.2
22 Nudeus 13C
23 Acquired Size 32768
24 Spectral Size 65536
o . ———— W
T T T T v T T T T T T T T T T T T v T T T T T T T T
210 200 190 180 170 160 150 140 130 120 110 Qmoo ) 20 80 70 60 50 40 30 20 10 -10
ppm
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DEPT-135 of 43

Parameter Value T —
Nocangs e
1 Data File Name D:/Rearranged Folders D OS0e0 00w
(Research Related)/ IISER, NN ranitnaa
Bhopal/ Work done/ B N
Spiroselen/ Analysis Data/
NMR/ Criginal/ Spiroselen/
Sangit-RVK- (@)
Expt-103(500MHz)/ 3/ fid
2 Title Sangit-RVK-
Expt-103(500MHz) =
”
3 Comment Sangit-RVK- ~ \
Expt-103(500MHz) ‘O
C13DEPT135 CDCI3 / opt/ N
topspin/ sangit nmrsu 8 /
4 Origin Bruker BioSpin GmbH Z
5 Owner nmrsu
6 Site (@]
7 Spectrometer spect
8 Author
9 Solvent CDCl3
10 Temperature 298.0
11 Pulse Sequence deptsp135
12 Number of Scans 420
13 Receiver Gain 203
14 Relaxation Delay ~ 2.0000
15 Pulse Width 9.0000
16 Acquisition Time 1,1010
17 Acquisition Date 2016-06-03T17:53:42
18 Modification Date ~ 2016-06-03T17:53:42
19 Spectrometer 125.76
Frequency _
20 Spectral Width 29761.9 . P
21 Lowest Frequency -2306.2
22 Nudeus 13C
23 Acquired Size 32768
24 Spectral Size 65536
% 1 I 1 T v ' L) T 1 1 1 1 1 T L T 1 |l 1 1 1 ] T 1 I
210 200 190 180 170 160 150 140 130 120 110 " ASo ) 20 80 70 60 50 40 30 20 10 -10
ppm
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Se NMR of 43

Parameter

1 Data File Name

Value

D:/Rearranged Folders
(Research Related)/ IISER,
Bhopal/ Work done/
Spiroselen/ Analysis Data/
NMR/ Original/ Spiroselen/
Sangit-RVK-Expt-103/ 2/ fid

571827

2 Title Sangit-RVK-Expt-103
3 Comment Sangit-Rvk-Expt-103
SE772G CDCI3 [ opt/ &
topspin/ nmrsu/ Sangit/ (@] m
JUN16 nmrsu _
4 Origin Bruker BioSpin GmbH Q
5 Owner nmrsu \\\ \N
6 Site % o
7 Spectrometer spect S/
8 Author zZ
9 Solvent CDCI3
10 Temperature 298.1
11 Pulse Sequence zg
12 Number of Scans 5000
13 Receiver Gain 203
14 Relaxation Delay 2.0000
15 Pulse Width 5.0000
16 Acquisition Time 0.3015
17 Acquisition Date 2016-06-06T23:21:36
18 Modificaton Date ~ 2016-06-06T23:21:38
19 Spectrometer 76.31 .%;%%
Frequency
20 Spectral Width 108695.6 LU R T | S S i
Siiowestfrequency 0008 630 620 610 600 3590 380 570 560 550 540
22 Nudeus f1 (ppm)
23 Acquired Size 32768
24 Spectral Size 65536
1 5 1 T L3 1 T X 1 T 1 ", 1 1 T 1 T ¢ I T v 1 ] N 1 T I ] 1 ] . 1 T I T
1450 1350 1250 1150 1050 950 900 mmonwoo v.Jo 700 650 600 550 500 450 400 350 300 250 200 150 100
ppm
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HRMS of 43

Display Report

Analysis Info
Analysis Name

Method hrlems_pos_low_tunemix.m
Sample Name Dr.S kumar-RVK-EXPT-103
Comment

Acquisition Date  8/8/2016 2:08:58 PM

D:\Dataluser data\2016\August 2016\08-08-2016\Dr.S kumar-RVK-EXPT-103_1-A,4_01_7110.d

DIMPLE
micrOTOF-Q Il 10330

Operator
Instrument

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 1.0 Bar
Focus Active Set Capillary 4500 V Set Dry Heater 250°C
Scan Begin 50 m/z Set End Plate Offset -500 vV Set Dry Gas 7.0 I/min
Scan End 3000 m/z Set Collision Cell RF 130.0 Vpp Set Divert Valve Waste
Intenss. Dr.S.kumar-RVK-EXPT-103_1-A,4_01_7110.d: TIC +All M§]
x10
4]
2]
"t \
Inteng. Se‘ Dr.S kumar-RVK-EXPT-103_1-A,4_01_7110.d: UV Chromatogram, 200-400 nm|
[MAUK P
x104 N N
0 W
_g V- ’a S
Inten 7 / /’d \ = N Dr.S kumar-RVK-EXPT-103_1-A,4_01_7110.d: EIC 571.0988+0.2 +All MS
x104] ,
1] S A =

O ——r—r—r——r—r——

] A e T
200 220 240 260 280 300 320 340 360 Wavelength [nm]
Intens.J UV, 4.0-4.0min #(2363-2390),
[mAU]
04
-259
Intensd_ +MS, 4.0-4.0min #(239-240))
x10 571.0902
1.09
0.57 2481051
ol 278 L] el A
100 200 300 400 500 600 700 800 900 1000 miz
|ntens4,_ +MS, 4.0-4.0min #(239-240))
x10 571.0902
1.09
569.0908
053 567.0944 568.0938 570.0924 20955 573.0955
A A A 574.0961
0.0 A
CB34H22N2025e, M+nH 571.09)
20001 571.0922
1000 S 572.0953
567.0946 568.0954 570.0961 ' 573.0923
A A 5740955
567 568 569 570 571 572 573 574 miz
Bruker Compass DataAnalysis 4.0 printed: 8/8/2016 2:52:12 PM Page 1 of 1
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'H NMR of 44

P~ L0 0 W0 S 00 [ w0 W L 00D L 1 oo T
e T o L oo
Parameters L e e e A N e e rdoed el — o
Parameter Value rlrlrlrlrr_.rlf.._mr.__ knﬁlnrln_lLlLlL r.;.r..nTL _ _
1 DataFile Name I:f42f 1H/ 1/
fid
2 Title 1H.1.fid
3 Qrigin Bruker BioSpin
GmbH _
4 Owner nmrsu
5 Solvent DMSO 7
6 Temperature  298.7 tl
7 Pulse Sequence zg30 % 7
.
8  MNumber of 16 w _ __
Scans
9  Acguisiion Date 2017-07-29T13
15727
10 Modification 2017-07-29T13
Date 19728
11 Spectrometer  500.13
Frequency
12 Spectral Width 100000
13 Lowest -1911.5
Frequency
14 Nudeus 1H
15 Acquired Size 32768
16 Spectral Size 65538
L . i
= Moo o =)
oo oooo =
o~ 0~ m
T T T T | L T T T T T T T
15 14 13 12 11 10 9 8 7 i 4 3 1 -1

f1 (ppm)
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13C NMR of 44

oo L I I B e B o Yo
1 0l [ e i S S I TR I o Ty Ty ]
Parameters o oo g F T O MRS SRR
Parameter Value s LI RS BE S R R % %%%n%%%
1 DataFile Name I:/ 42/ 13¢/ fid N e A aral R s
2 Tite 42/ 13C
3 Origin Bruker BioSpin
GmbH
4 Owner nmrsu
5 Solvent DMS0
& Temperature 298.9
7 Pulse Sequence zgpg30
8 Number of 512
Scans
9 Acqguisition 2017-08-02T0
Date 5:16:43 %
.
10 Medification 2017-08-02T0 W
Date 5:16:44
11 Spectrometer 12577
Freguency
12 Spectral Width 297619
13 Lowest -2308.2
Freguency
14 Nudeus 13C
15 Acquired Size 32758
16 Spectral Size 65536
e L P g e g L g it
T T T T T T T T L L L L T T T T T T T T T T
210 200 190 180 170 160 150 140 130 120 110 100 a0 80 70 il 50 40 30 20 10 -10

f1 (ppm)
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M L0 — 10w~ 000 M LU LW 6D LN 14 == o T
i T T R N o L 1w un LR
Parameters S S L ol el e S el el el — O
Parameter Value rlrlrlrlf»l..ﬁf-ﬁl k.-ﬁlnrlulLlllL rf{lL _ _
1 DataFile Name I:f42/ 1H/ 1/
fid
2 Title 1H. 1.fid
3 Origin Bruker BioSpin
GmbH _
4  Owner nmrsu _
5 Solvent DMSO
Z Z o
& Temperature 298.7 e) / \ O [ |
7 Pulse Sequence zg30 [0} : __
8 Mumber of 16 41,.8 _ _ _ __
Scans bt
9 Acqguisiion Date 2017-07-29T13
15727
10 Modification 2017-07-29T13 (@] ®)
Date :57:23 \ |
11 Spectrometer  500.13
Freguency
12 Spectral Width  10000.0
13 Lowest -1911.5
Frequency
14 Mudeus H
15 Acquired Size 32768
16 Spectral Size 65536
3
o
o R i
M o Moo o o
oo oooo o
=z ISR I o I M
feb) T T T T | L T T T T I T
_M\u 15 14 13 12 11 10 9 8 7 6 4 3 1 -1
N~

f1 (ppm)
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'H NMR of 29

Param
Parameter

1 DataFile
Mame

Title
3 Origin

%]

4 Owner

5 Solvent

& Temperatur
e

7 Pulse
Sequence

8 Number of
Scans

9  Acqguisition
Date

eters
Value

I:f 33/ 1h2f
fid

33/ 1h2
Bruker
BioSpin
GmbH
FImrsy
DMS0
2958.0

zg30
16

2017-05-23
Tin02:42

10 Modification 2017-05-23

Date
1

-

Tin02:44

Spectromete 500,13

r Frequency

12 Spectral
Width

13 Lowest
Freguency

14 Nudeus

15 Acguired
Size

10000.0

-1911.5

1H
32768

16 Spectral Size 65536

8.10
8.09
8.05
8.05
777
7.76
7.74
7.73
771
7.70
7.14
7.12
711
6,98
5.92
£.90
£5.89
—5.76
3.35
3.35

L

l
|

S

251
251
2.51
1\‘LE.DE\
1.24
0.88
0.87
0.86
0.85

%

16 15

14
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ol — e B e T o @ 70O
Parameters [Ty} rd [~ = (0 [0 Q00 00 [~ w0 O P st @ 00D T
0 n 000 e e e e e e B [ [t Weil el
Parameter  Value i R T Y T ] ..-M_.u.nnnwbu
1 DataFile I:f33/13C == N
Name 1/ fid
2 Title 33/13C1
3 Qrigin Bruker
BioSpin
GmbH
4 Owner nmrsu
5 Solvent DMSO
& Temperatur 298.0
e
7 Pulse zgpg30
Sequence
8 MNumber of 1024
Scans
9  Acguisiion 2017-05-1
Date 8T15:03:2 T
g (@)
10 Modificatio 2017-05-1 ©)
n Date &T15:36:0 T
5}
Z Z
11 Spectromet 125.77 (@)
er O /e\
Frequency 5 wn
12 Spectral 297519 \
Width
13 Lowest -2308.2
Frequency
14 Nudeus 13C
15 Acquired 32758
Size
16 Spectral 65536
Size
N 1 iii%
— il
o
o
N T T T T T T T T L L L L T T T T T T T T T T
me 210 200 190 180 170 160 150 140 130 120 110 f “m.a_u_ ) a0 80 70 il 50 40 30 20 10 -10
1 (ppm
—
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"Se NMR of 29

Parameters
Parameter Value
1 DataFile 1./ 33) 775e/
MName fid
2 Title 33/ 775e
3 Qrigin Bruker BioSpin
GmbH
4  Owner nmrsu
5 Solvent DM
6 Temperature 293.0
7 Pulse bds|
Seguence
8 Number of 4200
Scans
9 Acqguisition 2017-04-23T0
Date 6r16:42
10 Modification  2017-04-24T1
Date 9:25:02
11 Spectrometer 95.43
Freguency
12 Spectral Width 56818.2
13 Lowest 19221
Frequency
14 Nudeus T
15 Acquired Size 3278
16 Spectral Size 65536

—B596.04

730

700

630

600

250

T
300
f1 (ppm)

430

400

330

300

230
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HRMS of 29

Display

Analysis Info

Analysis Name

Method Pos_HIGH_tunemix.m
Sample Name HH-01-18-1

Comment

Acquisition Parameter
Source Type ESI
Focus Active
Scan Begin 50 m/z
Scan End 3000 m/z

lon Polarity

Set Capillary

Set End Plate Offset
Set Collision Cell RF

Report

Acquisition Date

D:\Data\user data\2017\APRIL 2017\19 aprih\Dr S Kumar-HH-01-18-1.d

Operator
Instrument

Positive
4500 V
-500 V
1000.0 Vpp

Set Nebulizer
Set Dry Heater
Set Dry Gas
Set Divert Valve

4/19/2017 10:30:47 AM

RUCHI SHRIVASTAVA
micrOTOF-Q Il 10330

0.3 Bar
200 °C
4.0 I/min
Waste

Intens.]
x106

e

N\

Dr S Kumar-HH-01-18-1.d: TIC +All MS

I /@

OH

0.1 02

03 04

D

05 A6 07

08 Time [min]

Intens.
x104
1.251

1.00
503.0521
0.751
0.501

0.251

0.00-

500 520

525.0347

540.5349

In A‘LLIL A .,

563.5500
do Loy

610.1852

596.2473

ol

“ \ 631.11585
Wl

+MS, 0.8min #48|

540 560

580 600 620

640 m/z

Intens.
x104]

0.5

521.0377 522.0355

0.0

/\ 522.6009

523.0349
524.0413
1N

525.0347

527.0423

526.0392
526.4105

+MS, 0.8min #48|

528.0457
A

25004
20004
1500
10004

5001

521.0351 522.0358

523.0333

524.0365
A

C26H18N204Se, M+nNa ,525.03

525.0326

526.0357

527.0327

521 522

Bruker Compass DataAnalysis 4.0

523 524

printed:

T

525 526

4/19/2017 10:33:47 AM

527

528.0359
528

m/z

Page 1 of 1
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L=
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o SA@ T HNOOUTETOMN O I} I e e R =T
Parameters [ roMmMmn A 0000000 @ i oo
— o S Tl Sl S S Y IV Y R o] cicirici el —
Parameter Value et | e e 7

Data File I/ 34/ 1H/ fid
Mame
Title 34/ 1H |
QOrigin Bruker BioSpin

GmbH
Owner nmrsu _ .
Solvent DMSQ _ __ [
Temperature  298.0 7 _
Pulse zg30 _ 7
Sequence __ _
Number of 16 _ !
Scans
Acquisition 2017-08-07T1
Date 2:26:43
Modification  2017-08-07T1 Z Z o
Date 2:26:44 o N
Spectrometer 500,13 w %
Frequency W
Spectral Width 10000.0
Lowest -1911.5
Frequency o O
Nudeus H T I
Acquired Size 32763
Spectral Size 65536

b

| e e O T L
[ B e T

TR

1.00—=

'H NMR of 30

15 14 13 12 11 10 9 8 7 6
f1 (ppm)
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13C NMR of 30

By TUERERELYQ o %o comeansa
] M o0 00 od M OO P P e M — 0o mM
5 4 SIS s B s ~ER FEFHAAM
NSNS 4 e
Parameters
Parameter Value
1 Data File Name E:f MANCIIT/ Sangit-
MB-02-63-C(500MHz)/ 3/ fid
2 Title Sangit-MB-02-68-C({500MHz).
3.fid
3 Origin Bruker BioSpin GmbH
4  Owner nmrsu
5 Solvent CDCI3
6 Temperature 298.0
7 Pulse Sequence zgpg30
8 Mumber of Scans 512
9  Acquisition Date 2019-01-01T01:20:08
10 Modification Date 2019-01-01711:29:22
11 Spectrometer 125.77
Freguency
12 Spectral Width 29761.9
13 Lowest Frequency  -2306.2
14 Nudeus 13C
15 Acquired Size 32768
16 Spectral Size 65536
Vo ot AT Nt bl v g Mty il
T T T T T T J L T T T T T T T T T T T T T
210 200 190 180 170 160 150 140 130 120 110 f WE_H_ ) a0 80 70 i) 50 40 30 20 10 -10
ppm
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7Se NMR of 30

)
a
_m.m Parameters
n Parameter Value
1 DataFile Name I:f 34/ 775ef 1/ fid
2 Title 775e.1.fid
3 Origin Bruker BioSpin GmbH
4 Owner nmrsy
5 Solvent DMS0
6 Temperature  299.7 = = o
7 FPulse Sequence zg O / \
8 Mumber of 3000 ._%
Scans W
9 Acquisition 2017-08-03T02: 10:53
Date
10 Modification 2017-08-03T02: 10: 54
Date o %
T
11 Spectrometer 95,43
Freguency
12 Spectral Width 9566.3
13 Lowest 47677.2
Freguency
14 Nudeus 775e

15 Acguired Size 32768
15 Spectral Size 65536

T T T T T T T T T N T T T T T T T T T T T T
295 390 285 280 373 370 363 360 335 m_.mﬁm_u_ ) 3 40 333 230 325 320 213 310 303 o
ppm
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HRMS of 30

Display Report

Analysis Info Acquistion Date  8/24/2017 3:38:42 PM
Analysis Mame  Dr\Datsluser datz 20 TALGUST 201704 Aug 17\0r. 5 Kumar-HH-01-43-1.d
Methad Pos_Mid_turiermi:m Operator RUCHI SHRIVASTAVA
Sample Mame  HH-01-43-1 Instrurment micrOTOF-Q 11 10330
Comment
Acquisition Paramister
Sours Type E=l jon Priarity Pashive Set Nabultzer 1.3 Bar
Foous Actve Set Caplliary 4500 Set Dry Hesber 200 C
Sean Begin 50 miz Set End Pisle Offset  -500V Set Dry Gas 4.0 Vmin
Sean End 3000 miz Set Collsion Cell RF 450,10 vpp Set Divert Valve Waste
Iniens. |
gk
£
4 HO 0
2 O/ﬁN/@
T T T T T T T T éIe T T T T T T
0z o4 06 08 AN 1z 14 Time [min]
[ TIC +AIME J —\ N |
N\~
I, /)~ W [ NS, 1.5-1.5min oz
il SOMISHS O =
0]
075
1 353 2658
s
025
] 7014540
um' I - P m?"'ﬂ o
" wo 0 mo 0 30000 400 500 B0 700 0 @0 0 %d 0 miz
Iniens. NS, 1.5-1.5min #0202
L SO30515
1003
0753 040527
0503 504.0543
ﬂﬂﬁé 4000522 S00.0550 5[ 0550 Il S05.0525
] I L \ | soepsis
235 TRRTENIO . e 0
20003 S03.0506
15003
— 500514
3 504.0533
sid  4sapsst SDOOSW 5050507
€I W WA N ua | I S SR
4499 500 501 sz 503 504 505 506 miz
Bruker Compass Datafnalysic 4.0 printed: 2242017 3:41:05 PM Page 1of 1
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Crystal Structure of 43

ORTEP view of 43 with 50% thermal ellipsoid probability
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Crystal data

Identification code
Empirical formula
Formula weight
Temperature/K

Crystal System

Space group

alA

b/A

c/A

a/°

pre

v/°

Volume/ A3

Z

pcalcg/Cm3

wmm:*

F(000)

Radiation

20@range for data collection/°
Index ranges

Reflections collected
Independent reflections
Data/restraints/parameters
Goodness-of-fit on F?
Final R indexes [I>=2c (1)]
Final R indexes [all data]
Largest diff. peak/hole/e A

Computing publication material:

RVK-43

C26H20N202Se>

569.49

293

Orthorhombic

Pca2;

21.073 (3)

14.264 (2)

16.949(3)

90

90

90

5094.7 (19)

8

1.485

1.51

2320

Mo Ka (A=0.71073 A)
2.4-22.09°
-14<h<17,-14<k<17,-15<1<20
18263

7747

7747/1/703

0.96

R1 =0.052, wR2>=0.0898
R1=0.0518, wR2 =0.1067
0.4 and -0.64

Olex2 (Dolomanov et al., 2009)

Atomic coordinates ( x 104) and equivalent isotropic displacement parameters (A2x 103) for AV-

567. U(eq) is defined as one third of the trace of the orthogonalized Uij tensor

Sel

Se2

N1

04

03

02

X

0.32674 (4)
0.55180 (4)
0.3600 (3)
0.5896 (3)
0.4508 (3)

0.2998 (3)

y z Uiso*/Ueq
0.60881 (6) 0.51946 (6) 0.0295 (2)
0.13265 (7) 0.47217 (6) 0.0303 (2)
0.4821 (5) 0.5546 (5) 0.029 (2)
-0.0923 (5) 0.6115 (4) 0.0361 (17)
0.3317 (5) 0.3548 (4) 0.0414 (18)
0.8277 (5) 0.3676 (4) 0.0438 (18)
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o1

N4

N2

N3

C40

C58

C59

C25

C12

C32

H32

C18

C56

H56

C67

H67

C26

H26

C44

H44

C57

C42

C33

H33

0.4263 (3)
0.5772 (3)
0.3025 (3)
0.5171 (3)
0.4480 (4)
0.5672 (4)
0.6209 (4)
0.2591 (4)
0.2267 (5)
0.3381 (4)
0.3735

0.3734 (4)
0.4988 (4)
0.5082

0.5622 (4)
0.5351

0.2063 (4)
0.1970

0.5947 (5)
0.5892

0.5246 (4)
0.5592 (5)
0.3252 (4)

0.3522

0.4172 (5)
~0.0008 (6)
0.7408 (5)
0.2621 (5)
0.1663 (7)
~0.0244 (7)
~0.0450 (7)
0.7930 (6)
0.3134 (7)
1.0252 (8)
1.0569
0.6098 (7)
0.0340 (7)
-0.0194
~0.1980 (7)
-0.1745
0.7475 (7)
0.6873
0.4760 (7)
0.5175
0.0450 (6)
0.3413 (7)
0.9375 (6)

0.9105

0.6482 (4)
0.5003 (5)
0.4831 (5)
0.4463 (5)
0.3745 (6)
0.5763 (6)
0.4483 (6)
0.5293 (7)
0.5884 (6)
0.5506 (6)
0.5316

0.4215 (6)
0.6883 (6)
0.7175

0.4528 (6)
0.4914

0.5573 (6)
0.5397

0.5272 (8)
0.5690

0.6143 (6)
0.4546 (7)
0.5254 (8)

0.4884

0.047 (2)
0.033 (2)
0.034 (2)
0.031 (2)
0.030 (3)
0.027 (2)
0.038 (3)
0.031 (2)
0.038 (3)
0.041 (3)
0.049*

0.030 (2)
0.033 (2)
0.039*

0.036 (3)
0.043*

0.037 (3)
0.044*

0.054 (3)
0.064*

0.023 (2)
0.042 (3)
0.034 (2)

0.041*
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C50

H50

C20

H20

C34

Cl1

Hi11l

C2

H2

C8

C27

H27

C43

H43

C19

H19

C53

H53

C41

Cs1

C14

H14

C52

C17

0.6215 (5)
0.5929
0.4467 (5)
0.4753
0.2731 (4)
0.2343 (5)
0.2060
0.4112 (4)
0.3883
0.3185 (4)
0.1664 (5)
0.1320
0.5523 (5)
0.5188
0.4152 (4)
0.4217
0.4717 (4)
0.4631
0.4711 (4)
0.6108 (5)
0.1668 (5)
0.1336
0.5107 (4)

0.2690 (5)

0.2861 (8)
0.2376
0.5524 (8)
0.5067
0.8849 (8)
0.2559 (7)
0.2069
0.7469 (7)
0.7940
0.4048 (7)
0.7912 (8)
0.7587
0.4019 (7)
0.3940
0.5396 (7)
0.4866
0.1972 (7)
0.2517
0.2628 (7)
0.3503 (7)
0.3572 (8)
0.3459
0.1266 (7)

0.3897 (7)

0.3382 (6)
0.3201
0.3286 (6)
0.3123
0.5522 (6)
0.5234 (8)
0.5147
0.5943 (6)
0.5691
0.5458 (6)
0.6124 (7)
0.6332
0.5159 (8)
0.5509
0.3991 (6)
0.4300
0.6041 (7)
0.5759
0.3912 (6)
0.4020 (7)
0.7041 (7)
0.7390
0.5738 (6)

0.6011 (6)

0.042 (3)
0.050*
0.041 (3)
0.049*
0.038 (3)
0.046 (3)
0.055*
0.037 (3)
0.044*
0.033 (3)
0.047 (3)
0.056*
0.048 (3)
0.058*
0.032 (3)
0.039*
0.034 (3)
0.040*
0.031 (2)
0.038 (3)
0.051 (3)
0.062*
0.029 (2)

0.033 (2)
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C60

H60

C68

C5

H5

C28

H28

C7

C1

C49

H49

C4

H4

C24

C29

C36

H36

C15

H15

C63

C64

H64

C35

C31

0.6692 (4)
0.6753
0.6106 (4)
0.4793 (4)
0.5017
0.1778 (5)
0.1499
0.4051 (5)
0.3941 (4)
0.6728 (5)
0.6795
0.4973 (5)
0.5324
0.3187 (5)
0.2315 (4)
0.4643 (4)
0.4875
0.2075 (5)
0.1999
0.6520 (5)
0.6435 (5)
0.6702
0.4820 (4)

0.2979 (5)

0.0073 (7)
0.0688
~0.1399 (7)
0.6054 (8)
0.5583
0.8805 (8)
0.9101
0.4851 (7)
0.6529 (7)
0.2961 (8)
0.2538
0.6974 (8)
0.7123
0.7606 (7)
0.9288 (7)
0.0016 (7)
-0.0475
0.4326 (8)
0.4737
~0.1769 (7)
~0.2695 (8)
-0.2937
0.0930 (7)

1.0684 (8)

0.4162 (6)
0.4329
0.4227 (6)
0.6696 (6)
0.6953
0.6353 (6)
0.6698
0.6116 (6)
0.5861 (6)
0.2914 (7)
0.2505
0.6781 (6)
0.7089
0.4065 (6)
0.6075 (6)
0.3950 (6)
0.4167
0.7160 (7)
0.7576
0.3650 (6)
0.3383 (7)
0.2997
0.4074 (6)

0.6056 (7)

0.038 (3)
0.046*
0.033 (3)
0.041 (3)
0.049*
0.041 (3)
0.049*
0.036 (3)
0.032 (3)
0.048 (3)
0.057*
0.043 (3)
0.052*
0.034 (3)
0.033 (3)
0.035 (3)
0.041*
0.055 (3)
0.066*
0.036 (3)
0.048 (3)
0.058*
0.030 (2)

0.051 (3)
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H31

Cl6

H16

C55

H55

C21

H21

C39

H39

C37

H37

C6

Cé61

H61

C30

H30

C13

H13

C22

H22

C66

H66

C23

C3

0.3073
0.2587 (5)
0.2868
0.4589 (5)
0.4406
0.4380 (5)
0.4601
0.3962 (4)
0.3737
0.4108 (4)
0.3972
0.4272 (4)
0.7090 (5)
0.7416
0.2448 (5)
0.2164
0.1762 (5)
0.1482
0.3954 (5)
0.3889
0.5542 (5)
0.5214
0.3629 (5)

0.4634 (5)

1.1278
0.4472 (7)
0.4957
0.1018 (8)
0.0930
0.6287 (8)
0.6347
0.1479 (8)
0.1968
~0.0160 (8)
~0.0774
0.5827 (7)
~0.0305 (8)
0.0061
1.0218 (7)
1.0525
0.3000 (8)
0.2507
0.6976 (7)
0.7503
~0.2862 (7)
-0.3229
0.6879 (7)

0.7680 (8)

0.6250
0.6674 (6)
0.6784
0.7199 (6)
0.7692
0.2817 (7)
0.2345
0.3276 (6)
0.3045
0.3490 (6)
0.3413
0.6223 (6)
0.3595 (7)
0.3392
0.6305 (7)
0.6636
0.6405 (8)
0.6317
0.3057 (6)
0.2744
0.4272 (7)
0.4472
0.3755 (6)

0.6411 (7)

0.061*
0.044 (3)
0.053*
0.041 (3)
0.050*
0.049 (3)
0.059*
0.038 (3)
0.045*
0.038 (3)
0.046*
0.032 (3)
0.045 (3)
0.054*
0.046 (3)
0.055*
0.049 (3)
0.059*
0.041 (3)
0.050*
0.047 (3)
0.056*
0.035 (3)

0.045 (3)
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H3

C46

C38

H38

C65

H65

C62

H62

C54

H54

C45

H45

C48

H48

C47

H47

C9

H9

C10

H10

Bond length (A) and Bond Angle

Sel—N1

Sel—N2

0.4757
0.6544 (5)
0.3781 (4)
0.3432
0.5964 (5)
0.5916
0.7018 (5)
0.7287
0.4470 (5)
0.4209
0.6449 (5)
0.6730
0.7160 (5)
0.7517
0.7062 (5)
0.7344
0.3246 (4)
0.3564
0.2825 (5)

0.2880

0.8301
0.4243 (8)
0.0565 (8)
0.0438
~0.3238 (8)
~0.3854
~0.1188 (8)
-0.1422
0.1816 (8)
0.2271
0.4869 (8)
0.5364
0.3682 (10)
0.3729
0.4319 (9)
0.4815
0.3462 (8)
0.3565
0.2707 (7)

0.2297

2.028 (7)

2.046 (8)

0.6476
0.4127 (7)
0.3151 (6)
0.2833
0.3689 (7)
0.3519
0.3330 (6)
0.2943
0.6778 (6)
0.7001
0.4757 (9)
0.4829
0.3032 (8)
0.2712
0.3614 (8)
0.3672
0.4816 (7)
0.4445
0.4727 (8)

0.4305

C43—H43

C19—H19

0.054*
0.045 (3)
0.040 (3)
0.048*
0.048 (3)
0.057*
0.042 (3)
0.050*
0.043 (3)
0.052*
0.062 (3)
0.074*
0.056 (3)
0.067*
0.056 (4)
0.067*
0.044 (3)
0.052*
0.051 (3)

0.061*

0.9300

0.9300
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Sel1—C18

Sel—C1

Se2—N4

Se2—N3

Se2—C52

Se2—C35

N1—C8

N1—C7

04—C58

03—C41

02—C24

01—C7

N4—C58

N4—C59

N2—C25

N2—C24

N3—C42

N3—C41

C40—C41

C40—C35

C40—C39

C58—C57

C59—C60

C59—C68

1.930 (10)
1.921 (9)

2.034 (8)

2.034 (8)

1.931 (9)

1.921 (9)

1.414 (11)
1.356 (12)
1.231 (10)
1.237 (11)
1.229 (11)
1.234 (11)
1.348 (12)
1.423 (11)
1.416 (12)
1.372 (12)
1.443 (12)
1.346 (11)
1.487 (13)
1.384 (12)
1.376 (13)
1.483 (12)
1.374 (12)

1.438 (13)

C53—H53

C53—C52

C53—C54

C51—C46

Cl4—H14

C14—C15

C14—C13

C17—C16

C60—H60

C60—C61

C68—C63

C5—H5

C5—C4

C5—C6

C28—H28

C28—C29

C7—C6

C1—C6

C49—H49

C49—C48

C4—H4

C4—C3

C24—C23

C29—C30

0.9300
1.396 (12)
1.372 (14)
1.411 (13)
0.9300
1.389 (14)
1.366 (15)
1.408 (13)
0.9300
1.384 (13)
1.413 (13)
0.9300
1.374 (14)
1.396 (13)
0.9300
1.407 (13)
1.479 (13)
1.366 (13)
0.9300
1.388 (15)
0.9300
1.385 (14)
1.490 (13)

1.409 (13)
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C25—C26

C25—C34

Cl2—C11

Cl12—C17

C12—C13

C32—H32

C32—C33

C32—C31

C18—C19

C18—C23

C56—H56

C56—C57

C56—C55

C67—HG67

C67—C68

C67—C66

C26—H26

C26—C27

C44—H44

C44—C43

C44—CA45

C57—C52

C42—CA43

C42—C51

1.373 (12)
1.398 (13)
1.383 (15)
1.424 (13)
1.396 (14)
0.9300

1.349 (12)
1.401 (14)
1.386 (12)
1.378 (13)
0.9300

1.375 (13)
1.389 (13)
0.9300

1.410 (12)
1.342 (13)
0.9300

1.404 (14)
0.9300

1.397 (13)
1.381 (16)
1.383 (12)
1.359 (14)

1.413 (14)

C36—H36

C36—C35

C36—C37

C15—H15

C15—C16

C63—Co64

C63—C62

C64—Ho64

C64—C65

C31—H31

C31—C30

C16—H16

C55—H55

C55—C54

C21—H21

C21—C22

C39—H39

C39—C38

C37—H37

C37—C38

C61—H61

C61—C62

C30—H30

C13—H13

0.9300
1.373 (12)
1.393 (13)
0.9300
1.373 (13)
1.406 (14)
1.443 (14)
0.9300
1.361 (14)
0.9300
1.369 (14)
0.9300
0.9300
1.365 (14)
0.9300
1.391 (14)
0.9300
1.375 (14)
0.9300
1.369 (13)
0.9300
1.346 (14)
0.9300

0.9300
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C33—H33

C33—C34

C50—H50

C50—C51

C50—C49

C20—H20

C20—C19

C20—C21

C34—C29

Cl1—H11

Cl11—C10

C2—H2

C2—C1

C2—C3

C8—C17

Cc8—C9

C27—H27

C27—C28

N1—Sel—N?2

C18—Sel—N1

C18—Sel—N2

Cl1—Sel—N1

Cl1—Sel—N2

C1—Sel—C18

0.9300
1.406 (12)
0.9300
1.434 (14)
1.350 (13)
0.9300
1.379 (13)
1.359 (15)
1.428 (13)
0.9300
1.348 (14)
0.9300
1.395 (13)
1.390 (13)
1.419 (12)
1.379 (13)
0.9300

1.352 (14)

174.2 (3)
94.7 (4)
82.1 (4)
82.2 (4)
93.5 (4)

97.3 (4)

C22—H22

C22—C23

C66—HG66

C66—C65

C3—H3

C46—C45

C46—C47

C38—H38

C65—H65

C62—H62

C54—H54

C45—H45

C48—H48

C48—C47

C47—H47

C9—H9

C9—C10

C10—H10

C67—C68—C59

C67—C68—C63

C63—C68—C59

C4—C5—H5

C4—C5—C6

C6—C5—H5

0.9300
1.374 (14)
0.9300
1.434 (14)
0.9300
1.407 (16)
1.399 (15)
0.9300
0.9300
0.9300
0.9300
0.9300
0.9300
1.356 (17)
0.9300
0.9300
1.404 (13)

0.9300

123.6 (9)
118.6 (10)
117.8 (9)
120.0
120.0 (10)

120.0
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N3—Se2—N4

C52—Se2—N4

C52—Se2—N3

C35—Se2—N4

C35—Se2—N3

C35—Se2—Ch2

C8—N1—Sel

C7—N1—Sel

C7—N1—C8

C58—N4—Se2

C58—N4—C59

C59—N4—Se2

C25—N2—Sel

C24—N2—Sel

C24—N2—C25

C42—N3—Se2

C41—N3—Se?2

C41—N3—C42

C35—C40—C41

C39—C40—C41

C39—C40—C35

04—C58—N4

04—C58—C57

N4—C58—C57

174.1 (3)
82.4 (4)
94.1 (4)
93.4 (4)
82.4 (4)
98.8 (4)
116.8 (6)
115.0 (6)
122.2 (8)
114.6 (6)
125.6 (8)
116.1 (6)
118.6 (7)
114.3 (6)
125.2 (8)
117.9 (6)
114.6 (6)
120.3 (8)
117.0 (9)
123.1(9)
119.9 (10)
126.8 (9)
123.1(9)

110.1 (9)

C27—C28—H28

C27—C28—C29

C29—C28—H28

N1—C7—C6

01—C7—N1

01—C7—C6

C2—C1—Sel

C6—C1—Sel

C6—C1—C2

C50—C49—H49

C50—C49—C48

C48—C49—H49

C5—C4—H4

C5—C4—C3

C3—C4—H4

02—C24—N2

02—C24—C23

N2—C24—C23

C28—C29—C34

C28—C29—C30

C30—C29—C34

C35—C36—H36

C35—C36—C37

C37—C36—H36

119.7
120.6 (10)
119.7
109.8 (9)
126.0 (10)
124.2 (10)
1243 (7)
113.7 (8)
121.9 (9)
119.4
121.3 (12)
119.4
119.9
120.3 (10)
119.9
126.0 (9)
123.7 (10)
110.2 (9)
119.9 (10)
121.9 (10)
118.2 (9)
120.8
118.5 (10)

120.8
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N4—C59—C68

C60—C59—N4

C60—C59—C68

C26—C25—N2

C26—C25—C34

C34—C25—N2

Cl1—Ci12—C17

Cl11—C12—C13

C13—C12—C17

C33—C32—H32

C33—C32—C31

C31—C32—H32

C19—C18—Sel

C23—C18—Sel

C23—C18—C19

C57—C56—H56

C57—C56—C55

C55—C56—H56

C68—C67—H67

C66—C67—H67

C66—C67—C68

C25—C26—H26

C25—C26—C27

C27—C26—H26

120.4 (9)
119.0 (9)
120.3 (10)
117.8 (8)
121.2 (10)
120.7 (8)
120.1 (10)
120.7 (10)
119.1 (10)
120.1
119.8 (10)
120.1
123.7 (8)
114.2 (7)
122.1 (10)
119.6
120.8 (9)
119.6
119.2
119.2
121.6 (10)
119.8
120.4 (10)

119.8

C14—C15—H15

Cl6—C15—C14

C16—C15—H15

C68—C63—C62

C64—C63—C68

C64—C63—C62

C63—C64—H64

C65—C64—C63

C65—C64—H64

C40—C35—Se2

C36—C35—Se2

C36—C35—C40

C32—C31—H31

C30—C31—Ca32

C30—C31—H31

C17—C16—H16

C15—C16—C17

C15—C16—H16

C56—C55—H55

C54—C55—C56

C54—C55—H55

C20—C21—H21

C20—C21—C22

C22—C21—H21

1195
121.0 (11)
1195
119.6 (9)
119.6 (10)
120.8 (10)
119.8
120.3 (11)
119.8
113.8 (7)
125.1 (8)
121.1 (9)
120.5
119.0 (10)
120.5
119.6
120.7 (10)
119.6
120.3
119.4 (10)
120.3
120.6
118.8 (11)

120.6
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C43—C44—Hd4a

C45—C44—Hd4

C45—C44—C43

C56—C57—C58

C56—C57—C52

C52—C57—C58

C43—C42—N3

C43—C42—Ch1

C51—C42—N3

C32—C33—H33

C32—C33—C34

C34—C33—H33

C51—C50—H50

C49—C50—H50

C49—C50—C51

C19—C20—H20

C21—C20—H20

C21—C20—C19

C25—C34—C33

C25—C34—C29

C33—C34—C29

Cl2—C11—H11

C10—C11—C12

Ci10—C11—H11

120.4
120.4
119.2 (12)
124.0 (9)
117.6 (9)
118.4 (9)
1205 (9)
120.4 (10)
118.9 (10)
1183
123.3 (10)
1183
120.0
120.0
120.0 (11)
118.4
118.4
123.2 (10)
125.1 (9)
117.7 (9)
117.2 (10)
119.9
120.2 (10)

119.9

C40—C39—H39

C38—C39—C40

C38—C39—H39

C36—C37—H37

C38—C37—C36

C38—C37—H37

C5—C6—C7

Cl1—C6—C5

C1—C6—C7

C60—C61—H61

C62—C61—C60

C62—C61—H61

C29—C30—H30

C31—C30—C29

C31—C30—H30

C12—C13—H13

Cl4—C13—C12

C14—C13—H13

C21—C22—H22

C23—C22—C21

C23—C22—H22

C67—C66—HG66

C67—C66—C65

C65—C66—HG66

120.3
119.3 (10)
120.3
119.8
120.4 (10)
119.8
122.5 (10)
119.2 (10)
118.3 (9)
119.0
121.9 (11)
119.0
118.9
122.3 (10)
118.9
119.1
121.8 (11)
119.1
119.9
120.1 (11)
119.9
120.1
119.7 (10)

120.1
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Cl—C2—H2

C3—C2—H2

Cc3—C2—C1

N1—C8—C17

C9—C8—N1

C9—C8—C17

C26—C27—H27

C28—C27—C26

C28—C27—H27

C44—C43—H43

C42—C43—C44

C42—C43—H43

C18—C19—H19

C20—C19—C18

C20—C19—H19

C52—C53—H53

C54—C53—H53

C54—C53—C52

03—C41—N3

03—C41—C40

N3—C41—C40

C42—C51—C50

C46—C51—C42

C46—C51—C50

121.0
121.0
118.0 (10)
120.2 (9)
119.9 (9)
119.9 (9)
119.9
120.2 (10)
119.9
119.4
121.2 (11)
119.4
121.7
116.6 (10)
121.7
121.9
121.9
116.2 (10)
127.0 (9)
121.8 (9)
111.1 9)
122.5 (10)
119.3 (11)

118.2 (10)

C18—C23—C24

C22—C23—C18

C22—C23—C24

C2—C3—H3

C4—C3—C2

C4—C3—H3

C45—C46—C51

C47—C46—C51

C47—C46—C45

C39—C38—H38

C37—C38—C39

C37—C38—H38

C64—C65—C66

C64—C65—H65

C66—C65—H65

C63—C62—H62

C61—C62—C63

C61—C62—H62

C53—C54—H54

C55—C54—C53

C55—C54—H54

C44—C45—C46

C44—C45—H45

C46—C45—H45

117.7 (10)
119.2 (10)
123.0 (10)
119.7
120.6 (10)
119.7
118.6 (11)
119.0 (12)
122.3 (11)
119.6
120.8 (10)
119.6
120.1 (11)
119.9
119.9
120.2
119.6 (10)
120.2
118.7
122.7 (10)
118.7
121.2 (11)
119.4

119.4
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C15—Cl14—H14

C13—C14—H14

C13—C14—C15

C57—C52—Se2

C57—C52—C53

C53—C52—Se2

C8—C17—C12

Cl6—C17—C12

Cl16—C17—C8

C59—C60—H60

C59—C60—C61

C61—C60—H60

Sel—N1—C8—C17

Sel—N1—C8—C9

Sel—N1—C7—01

Sel—N1—C7—C6

Sel—N2—C25—C26

Sel—N2—C25—C34

Sel—N2—C24—02

Sel—N2—C24—C23

Sel—C18—C19—C20

Sel—C18—C23—C24

Sel—C18—C23—C22

Sel—C1—C6—C5

120.4
120.4
119.2 (10)
112.6 (7)
123.3(9)
124.1 (8)
1185 (9)
118.0 (9)
1235 (9)
119.6
120.7 (10)
119.6
~78.7 (10)
98.7 (9)
170.8 (9)
~11.1 (10)
~43.8 (11)
129.8 (8)
166.7 (8)
~13.0 (10)
~177.6 (7)
0.6 (12)
177.7 (7)

177.2 (8)

C49—C48—H48

C47—C48—C49

C47—C48—H48

C46—C47—HA47

C48—C47—C46

C48—C47—HA47

C8—C9—H9

C8—C9—C10

C10—C9—H9

C11—C10—C9

C11—C10—H10

C9—C10—H10

Cl11—C12—C17—C8

C11—C12—C17—C16

C11—C12—C13—C14

C2—C1—C6—C5

C2—C1—C6—C7

C8—N1—C7—01

C8—N1—-C7—C6

C8—C17—C16—C15

C8—C9—C10—C11

C27—C28—C29—C34

C27—C28—C29—C30

C43—C44—C45—C46

119.9
120.1 (11)
119.9
119.4
121.3 (12)
119.4
120.3
119.5 (10)
120.3
121.9 (11)
119.1
119.1

0.0 (15)
178.9 (10)
~178.4 (11)
0.8 (15)
178.9 (9)
19.0 (15)
~162.8 (8)
175.8 (10)
2.8 (17)
2.5 (15)
~179.8 (11)

~0.6 (18)
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Sel—C1—C6—C7

Se2—N4—C58—04

Se2—N4—C58—C57

Se2—N4—C59—C60

Se2—N4—C59—C68

Se2—N3—C42—C43

Se2—N3—C42—C51

Se2—N3—C41—03

Se2—N3—C41—C40

N1—C8—C17—C12

N1—C8—C17—C16

N1—C8—C9—C10

N1—C7—C6—C5

N1—C7—C6—C1

04—C58—C57—C56

04—C58—C57—C52

02—C24—C23—C18

02—C24—C23—C22

01—C7—C6—C5

01—C7—C6—C1

N4—C58—C57—C56

N4—C58—C57—C52

N4—C59—C60—C61

N4—C59—C68—C67

~4.8 (12)
~164.3 (8)
15.1 (9)
38.0 (11)
~135.0 (8)
~106.3 (9)
68.4 (11)
~165.5 (8)
115 (9)
177.5 (8)
~1.4 (15)
~178.8 (9)
~171.4 (9)
10.6 (13)
~9.4 (14)
169.3 (9)
~171.2 (10)
11.8 (16)
6.7 (16)
~171.3 (10)
171.1 (8)
~10.2 (11)
~173.6 (9)

~7.2 (14)

C43—C42—C51—C50

C43—C42—C51—C46

C19—C18—C23—C24

C19—C18—C23—C22

C19—C20—C21—C22

C41—N3—C42—CA43

C41—N3—C42—C51

C41—C40—C35—Se2

C41—C40—C35—C36

C41—C40—C39—C38

C51—C42—C43—C44

C51—C50—C49—C48

C51—C46—C45—C44

C51—C46—C47—C48

C14—C15—C16—C17

C52—C53—C54—C55

C17—C12—C11—C10

C17—C12—C13—C14

C17—C8—C9—C10

C60—C59—C68—C67

C60—C59—C68—C63

C60—C61—C62—C63

C68—C59—C60—C61

C68—C67—C66—C65

177.7 (10)
~1.4 (15)
~178.0 (9)
0.9 (15)
0.2 (17)
105.0 (11)
-80.2 (12)
2.0 (12)
~179.8 (9)
179.9 (9)
1.8 (16)
0.5 (15)
0.9 (17)
~1.8 (17)
4.1(18)
~0.3 (16)
1.4 (17)
~1.0 (17)
~1.4 (15)
179.9 (9)
0.8 (14)
~1.0 (17)
~0.6 (15)

1.3 (16)
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N4—C59—C68—C63

N2—C25—C26—C27

N2—C25—C34—C33

N2—C25—C34—C29

N2—C24—C23—C18

N2—C24—C23—C22

N3—C42—C43—C44

N3—C42—C51—C50

N3—C42—C51—C46

C40—C39—C38—C37

C58—N4—C59—C60

C58—N4—C59—C68

C58—C57—C52—Se?2

C58—C57—C52—C53

C59—N4—C58—04

C59—N4—C58—C57

C59—C60—C61—C62

C59—C68—C63—C64

C59—C68—C63—C62

C25—N2—C24—02

C25—N2—C24—C23

C25—C26—C27—C28

C25—C34—C29—C28

C25—C34—C29—C30

173.7 (8)
170.9 (9)
7.9 (15)
~171.5 (9)
8.4 (13)
~168.6 (9)
176.5 (10)
2.9 (15)
~176.2 (9)
0.3 (15)
~119.1 (11)
67.8 (12)
~0.1 (10)
~179.3 (8)
6.9 (15)
172.6 (8)
0.7 (17)
180.0 (9)
~1.1 (14)
2.6 (16)
~177.0 (8)
3.4 (16)
~1.7 (14)

~179.4 (9)

C68—C63—C64—C65

C68—C63—C62—C61

C5—C4—C3—C2

C28—C29—C30—C31

C7—N1—C8—C17

C7—N1—C8—C9

C1—C2—C3—C4

C49—C50—C51—C42

C49—C50—C51—C46

C49—C48—C47—C46

C4—C5—C6—C7

C4—C5—C6—C1

C24—N2—C25—C26

C24—N2—C25—C34

C36—C37—C38—C39

C15—C14—C13—C12

C63—C64—C65—C66

C64—C63—C62—C61

C35—C40—C41—03

C35—C40—C41—N3

C35—C40—C39—C38

C35—C36—C37—C38

C31—C32—C33—C34

C55—C56—C57—C58

~1.2 (15)
1.2 (15)
0.6 (16)
177.9 (10)
72.6 (12)
~110.0 (11)
0.2 (15)
~177.6 (10)
1.5 (15)

2.8 (18)
~179.2 (10)
~1.2 (16)
119.6 (10)
~66.8 (13)
~1.9 (15)
1.9 (18)

1.4 (16)
~179.9 (10)
168.1 (9)
-9.1(12)
1.2 (15)

2.1 (15)
-0.7 (17)

~179.7 (8)
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C12—C11—C10—C9

C12—C17—C16—C15

C32—C33—C34—C25

C32—C33—C34—C29

C32—C31—C30—C29

C56—C57—C52—Se?2

C56—C57—C52—C53

C56—C55—C54—C53

C67—C68—C63—C64

C67—C68—C63—C62

C67—C66—C65—C64

C26—C25—C34—C33

C26—C25—C34—C29

C26—C27—C28—C29

C57—C56—C55—C5h4

C42—N3—C41—03

C42—N3—C41—C40

C42—C51—C46—C45

C42—C51—C46—C47

C33—C32—C31—C30

C33—C34—C29—C28

C33—C34—C29—C30

C50—C51—C46—C45

C50—C51—C46—C47

~2.8 (18)
~3.1(16)
~178.0 (10)
1.4 (15)

5.2 (17)
178.7 (6)
~0.5 (14)
1.4 (17)

0.9 (14)
179.8 (9)
~1.5 (16)
~178.7 (10)
1.8 (14)
~3.3(16)
~2.1 (15)
~15.9 (14)
161.1 (9)
0.0 (15)
178.7 (10)
~2.6 (17)
178.8 (9)
1.0 (14)
~179.1 (10)

~0.4 (15)

C55—C56—C57—C52

C21—C20—C19—C18

C21—C22—C23—C18

C21—C22—C23—C24

C39—C40—C41—03

C39—C40—C41—N3

C39—C40—C35—Se2

C39—C40—C35—C36

C37—C36—C35—Se2

C37—C36—C35—C40

C6—C5—C4—C3

C13—C12—C11—C10

C13—C12—C17—C8

C13—C12—C17—C16

C13—C14—C15—C16

C66—C67—C68—C59

C66—C67—C68—C63

C23—C18—C19—C20

C3—C2—C1—Sel

C3—C2—C1—C6

C62—C63—C64—C65

C54—C53—C52—Se2

C54—C53—C52—C57

C45CA44—C43—C42

1.7 (14)
0.5 (16)
0.5 (15)
177.4 (9)
~10.7 (15)
172.1 (9)
~179.1 (7)
~1.0 (15)
177.3 (7)
-0.7 (14)
1.1 (16)
178.7 (10)
~177.4 (9)
1.5 (15)
~3.4 (18)
180.0 (10)
~1.0 (15)
0.9 (15)
~176.3 (7)
~0.3 (15)
179.9 (10)
~179.3 (8)
-0.2 (14)

~0.8 (16)

S100



C50—C49—C48—C47

C20—C21—C22—C23

C34—C25—C26—C27

C34—C29—C30—C31

~1.7 (17)
~0.1 (16)
~2.6 (15)

~4.4 (16)

C45—C46—C47—C48

C47—C46—C45—C44

C9—C8—C17—C12

C9—C8—C17—C16

176.9 (11)
~177.7 (10)
0.1 (14)

~178.8 (10)

S101



