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1 Title
2 Solvent

3 Temperature

4 Pulse Sequence
5 Experiment

6 Number of Scans
7 Acquisition Date
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Parameter \alue
1 Title TSW1SG-027 F21-26 13C
2 Solvent CDCI3
3 Temperature 303.2
4 Pulse Sequence 2gpg30
5 Experiment 1D
6 Number of Scans 128
7 Acquisition Date 2012-12-21T17:44:00
8 Spectrometer Frequency 100.62
9 Nucleus 13C
(R)-3a
A
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Parameter Value
1 Title TSW1SG-027 F30-33
2 Solvent CDCB
3 Temperature 303.1
4 Pulse Sequence 2930
5 Experiment 1D
6 Number of Sca 4
7 Acquisition Daf 2012-12-21T17:56: / /
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Parameter Value
1 Title TSW1SG-027 F30-33 13C
2 Solvent coeB
3 Temperature 303.1
4 Pulse Sequence 20pg30 o)
5 Experiment 1D OH
6 Number of Scans 128 P o .
7 Acquisition Date 2012-12-24T09:35:00
8 Spectrometer Frequency 100.62
9 Nudeus 13C N
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2 Solvent

3 Temperature
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6 Number of Scans
7 Acquisition Date
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f1 (ppm)
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6.0 5.5 5.0

6.5

7.0

7.5

8.0

8.5
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Parameter Value

1 Title TSW1SG-027 F9-12 13C

2 Solvent CDCB

3 Temperature 303.1

4 Puke Sequence zgpg30 0 cl

5 Experiment 1D

6 Number of Scans 128 N0

7 Acquisition Date 2012-12-21T15:41:00

8 Spectrometer Frequency 100.62

9 Nucleus 13C N

3b

™-40.75
14,

_~41.17
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CD3CN

2013-01-15T14:01:00

8 Spectrometer Frequency 400.13
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5
nd
1 Title
2 Solvent
3 Temperature
4 Pulse Sequence
5 Experiment
6 Number of Scans
7 Acquition Date

2.5 2.0 1.5 1.0 0.5 0.C

3.0

4.5 4.0 3.5
f1 (ppm)

5.0

6.0 5.5

6.5

7.5 7.0

8.0

8.5
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Parameter Value
1 Title TSW1SG-037 PDT
2 Solvent CD3CN
3 Temperature 303.1
4 Pulse Sequence zgpg30
5 Experiment 1D
6 Number of Scans 128
7 Acquisition Date 2013-01-15T14:10:00
8 Spectrometer Frequency 100.62
9 Nudeus 13C
(o]
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o)
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Parameter \alue
1 Title TSW1SG-045 F39-50 3
2 Solvent CD3CN
3 Temperature 303.1
4 Pulse Sequence 2930
5 Experiment 1D
6 Number of Scans 4
7 Acquisition Date 2013-02-08T14:08:00
8 Spectrometer Frequency 400.13
9 Nudeus 1H
(R)-7a
i
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9.0 8.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 25 2.0 1.5 1.0 0.5 0.0
f1 (ppm)
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Parameter Value
1 Title TSW1SG-045 F39-50 2
2 Solvent CD3CN
3 Temperature 303.1
4 Pulse Sequence zgpg30
5 Experiment 1D
6 Number of Scans 128
7 Acquisition Date 2013-02-08T11:27:00
8 Spectrometer Frequency 100.62
9 Nudeus 13C
0]
OH
N
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1H
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8 Spectrometer Frequency 400.13
9 Nucleus

Value
TSW1SG-045 F14-34

CD3CN
303.2
zg30
1D

4

(S)-7a

4 Pulse Sequence

5 Experiment

6 Number of Scans
7 Acquisition Date

3 Temperature

1 Title
2 Solvent

4.0 3.5 3.0 25 2.0 1.5 1.0 0.5 0.0

4.5
f1 (ppm)

9.0 8.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0
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Parameter \Value
1 Title TSW1SG-045 F14-34
2 Solvent CD3CN
3 Temperature 303.2
4 Pulse Sequence zgpg30
5 Experiment 1D
6 Number of Scans 128
7 Acquisition Date 2013-02-04T17:23:00
8 Spectrometer Frequency 100.62
9 Nucleus 13C
(o}
I
( S ) -7a ! I I
l j j |
T T T 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 70 60 40 30 20 10 0

f1 (ppm)
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Parameter Value
1 Title TSW1SG-040 F47-50 o
2 Solvent CD3CN
3 Temperature 303.1 OH
4 Pulse Sequence 2930
5 Experiment 1D
6 Number of Scans 4 /
7 Acquisition Date 2013-01-28T10:04:00 N
8 Spectrometer Frequency 400.13 \
9 Nudeus 1H & O
|
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9.0 8.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 0.C
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8 Spectrometer Frequency 100.62
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170

(R)-7b
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2 Solvent
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4 Pulse Sequence
5 Experiment
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9 Nucleus
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Parameter Value

1 Title TSW1SG-040 F36-44

2 Solvent CD3CN

3 Temperature 303.2

4 Pulse Sequence 2gpg30

5 Experiment 1D

6 Number of Scans 128

7 Acquisition Date 2013-01-28T10:00:00

8 Spectrometer Frequency 100.62

9 Nudeus 13C

(S)-7b

—— T 1 1 ‘* T *~ T T +*~ T *~ T *~ T +* T *~ T *~ T " T *~ T "~ T "~ T "~ T "~ T *~ T " T "~ T * T T 1
20 210 200 190 180 170 160 150 140 130 120 1f110( 1)00 20 80 70 60 50 40 30 20 10 0
ppm
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7 Acquisition Date

9 Nudeus
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Parameter \alue
1 Title TSW1SG-054 F29-32
2 Solvent CD3CN
3 Temperature 303.2
4 Pulse Sequence 2gpg30
5 Experiment 1D
6 Number of Scans 256
7 Acquisition Date 2013-02-25T20:42:00
8 Spectrometer Frequency 100.62
9 Nucleus 13C
[o]
OH
-
(R)-7c @
| |
| L |
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210 200 190 180 170 160 150 140 130 120 f111(() )100 80 70 60 50 40 30 20 10 0
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Parameter Value

1 Title TSW1SG-054 F19-25 2

2 Solvent CD3CN

3 Temperature 303.2

4 Pulse Sequence 2930

5 Experiment 1D

6 Number of Scans 4

7 Acquisition Date 2013-02-26T11:59:00

8 Spectrometer Frequency 400.13

9 Nudeus 1H
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8.5 8.0 75 7.0 6.5 6.0 5.5 5.0 45 4.0 35 3.0 25 2.0 1.5 1.0 0.5 0.0
f1 (ppm)
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Parameter Value

1 Title TSW1SG-054 F19-25 2

2 Solvent CD3CN

3 Temperature 303.2

4 Pulse Sequence zgpg30

5 Experiment 1D

6 Number of Scans 128

7 Acquisition Date 2013-02-26T12:08:00

8 Spectrometer Frequency 100.62

9 Nucleus 13C

I T
210 200 190 180

T T
170 160 150 140

T T T T I
120 110 100 90 80 70 60 50 40 30 20 10 0
f1 (ppm)

T
130
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\alue

TSW1SG-050 F33-41

CD3CN

5
o
o

2013-02-15T17:25:00
1H

8 Spectrometer Frequency 400.13

9 Nucleus

303.1
2930
1D

4

a
~
Parameter

WL
WL
WL
WL
&L

4 Pulse Sequence
5 Experiment

6 Number of Scans

2 Solvent
3 Temperature
7 Acquisition Date

1 Title

(R)-7d

0.0
23

0.5

2.0 1.5 1.0

2.5

3.0

35

4.0

7.5 7.0 6.5 6.0 5.5 5.0 4.5
f1 (ppm)

8.0
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Parameter Value

1 Title TSW1SG-046 F38-47

2 Solvent CD3CN

3 Temperature 303.1
4 Pulse Sequence zgpg30

5 Experiment 1D

6 Number of Scans 128

7 Acquisition Date 2013-02-15T09:13:00

8 Spectrometer Frequency 100.62

9 Nudeus 13C

0O
|
| |
| ] !
-n-l - l P A J / v )
T T I T T T T T T T T I T T T I T T T I T I T I T T T
210 200 190 180 170 160 150 140 130 120 lfllo( )100 90 70 40 30 20 10
ppm
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Value

TSW1SG-046 F23-31
CD3CN

303.1

Parameter

2013-02-15T08:51:00

8 Spectrometer Frequency 400.13

9 Nucleus

2930
1D

4
1H

1 Title

2 Solvent

3 Temperature

4 Pulse Sequence
5 Experiment

6 Number of Scans
7 Acquisition Date

3.0

T
3.5

|ﬁ Fot

IVIIL 07 |
= ¥8'0

= E160 |

4.0

f1 (ppm)

4.5

5.0

5.5

6.0

‘I,L 680

6.5

(S)-7d

7.5

3.0
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—210.15
—174.18
—13975
12991
T\-129.58
™N-127.20
R0
8867
~-87.82
—7271
—57.67
3820
—~-36.76

—26.21
—22.88
—14.16

Parameter Value
1 Title TSW1SG-046 F23-31
2 Solvent CD3CN
3 Temperature 303.2
4 Pulse Sequence zgpg30
S Experiment 1D
6 Number of Scans 128
7 Acquisition Date 2013-02-15T09:00:00
8 Spectrometer Frequency 100.62
9 Nudeus 13C

(S )_7d [

I T T T -t 1 - 1 - 1 1 1 1 1 1 1 1T T T T T T T T T T T T 1
210 200 190 180 170 160 150 140 130 120 H.% )100 90 80 70 60 50 40 30 20 10 0
ppm
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Parameter \alue
1 Title TSW1SG-056 F14-19
2 Solvent CD3CN
3 Temperature 303.2
4 Pulse Sequence 2930
5 Experiment 1D
6 Number of Scans 4
7 Acquisition Date 2013-02-27T17:29:00
8 Spectrometer Frequency 400.13
9 Nucleus 1H
(S)-7e
|
|
I
|
|
| |
J J "
N i I T g Y A
& 3 8 3 & 633 8% R
- o o - o OO v -o ~N~N
I N I I N I ! i I ' ' I ' I ' I ' I I I I
8.5 8.0 7.5 7.0 4.5 4.0 3.0 25 2.0 1.5 1.0 0.5 0.0
f1 (ppm)
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Parameter \alue
1 Title TSW1SG-056 F14-19
2 Solvent CD3CN
3 Temperature 303.1
4 Pulse Sequence 2gpg30
5 Experiment 1D
6 Number of Scans 128
7 Acquisition Date 2013-02-27T17:38:00
8 Spectrometer Frequency 100.62
9 Nucleus 13C
(S)-7e
|
|
Moy, AN W £ AT ‘WWL
I I 1 ' I I I I I I I I ' I I I ' I I 1 I I
210 200 190 180 170 160 150 140 130 120 }11(() )100 70 60 50 30 20 10 0
ppm
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Value
TSW1SG-061 F39-50
CD3CN

303.1
2013-03-08T12:42:00

8 Spectrometer Frequency 400.13

9 Nucleus

2930
1D

4
1H

Parameter

1 Title

2 Solvent

3 Temperature

4 Pulse Sequence

5 Experiment

6 Number of Scans
7 Acquisition Date
(R)-7f
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Frot

60

E16'0

0Lt
Fus
EL60

29

0.(

0.5

3.0 2.5 2.0 1.5 1.0
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f1 (ppm)
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Parameter \alue
1 Title TSW1SG-061 F39-50
2 Solvent CD3CN
3 Temperature 303.2
4 Pulse Sequence zgpg30
5 Experiment 1D
6 Number of Scans 128
7 Acquisition Date 2013-03-08T20:01:00
8 Spectrometer Frequency 100.62
9 Nucleus 13C
[o]
OH
=
O

L L il

T T T T T T T T T T T T T J T T T T T T T T T T T J T T T T T
190 180 170 160 150 140 130 120 110 fl1(()0 ) 90 80 70 60 50 40 30 20 10 0
ppm
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TSW1SG-061 F22-33
CD3CN

2013-03-11708:37:00
|
e
R
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8 Spectrometer Frequency 400.13

9 Nucleus

1H

OH

)
|
H
g

F68'T i

1D
4

303.2
2930

19

-
o
~
ek
Parameter

69°L
0447
0441
0£¢4
1£L-

3 Temperature

4 Pulse Sequence
5 Experiment

6 Number of Scans
7 Acquisition Date

1 Title
2 Solvent

0.1
31

0.5

4.0 3.5 3.0 2.5 2.0 15 1.0

4.5

f1 (ppm)

5.5 5.0

6.0

== =160 [
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Parameter \alue
1 Title TSW1SG-061 F22-33
2 Solvent CD3CN
3 Temperature 303.1
4 Pulse Sequence z2gpg30
5 Experiment 1D
6 Number of Scans 128
7 Acquisition Date 2013-03-11T20:01:00
8 Spectrometer Frequency 100.62
9 Nucleus 13C
|
|
|
. ‘ IJI I I
I T T T I T T I T I T I T I T I T T T I T
'00 190 180 170 160 150 140 130 120 110 100

f1 (ppm)
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Parameter \Value

1 Title TSW1SG-060 F43-55

2 Solvent CD3CN

3 Temperature 303.2

4 Pulse Sequence 2930

5 Experiment 1D

6 Number of Scans 4

7 Acquisition Date 2013-03-07708:52:00

8 Spectrometer Frequency 400.13

9 Nudeus 1H

o

\

i T T T T

& 5 88 2 8 &

o o oo -4 Ll i
T T T T T T T T T T T T T T T T T T T T T T T
2.5 9.0 8.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 35 3.0 25 2.0 15 1.0 0.5 0.
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Parameter Value

1 Title TSW1SG-060 F43-55

2 Solvent CD3CN

3 Temperature 303.2

4 Pulse Sequence 2gpg30

5 Experiment 10

6 Number of Scans 128

7 Acquisition Date 2013-03-07721:10:00

8 Spectrometer Frequency 100.62

9 Nucleus 13C

\

(R)-7g O
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200 190 180 170 160 150 140 130 120 110 o (100 ) 90 80 70 60 50 40 30 20 10 0
ppm
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Parameter

TSW1SG-060 F26-39

CD3CN

303.1

1 Title

2 Solvent

3 Temperature

2930
1D
4

4 Pulse Sequence

5 Experiment

6 Number of Scans

2013-03-06T16:35:00

8 Spectrometer Frequency 400.13
9 Nudeus

7 Acquisition Date

1H

Feoe

Feoz
Froz

Feot

851
o001

Feon

Froz

60

=60

Fosv

1.0 0.5 0.0

15

2.0

2.5

3.0
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4.5

f1 (ppm)

8.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0

9.0
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Parameter \Value
1 Title TSW1SG-060 F26-39
2 Solvent CD3CN
3 Temperature 303.1
4 Pulse Sequence zgpg30
5 Experiment 1D
6 Number of Scans 128
7 Acquisition Date 2013-03-07T04:26:00
8 Spectrometer Frequency 100.62
9 Nucleus 13C
| |
|
| | | ‘J ‘ ll
I T I T I ' I T I T I ' I T I T I T I T I T I T I T I T I T I T I T I T T T I T I
200 190 180 170 160 150 140 130 120 110 1 10(; 90 80 70 60 50 40 30 20 10 0
ppm
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Parameter \alue
1 Title TSW1SG-047 POT
2 Solvent Acetone
3 Temperature 303.2
4 Pulse Sequence 2g30
5 Experiment 1D
6 Number of Scans 4
7 Acquisition Date 2013-02-08T12:56:00
8 Spectrometer Frequency 400.13
9 Nudleus 1H
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8.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 15 1.0 0.5 0.0
f1 (ppm)
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Parameter \alue
1 Title TSW1SG-047 POT
2 Solvent Acetone
3 Temperature 303.1
4 Pulse Sequence 2gpg30
5 Experiment 1D
6 Number of Scans 128
7 Acquisition Date 2013-02-08T13:19:00
8 Spectrometer Frequency 100.62
9 Nucleus 13C
8a
|
|
[— . s PRy Ao prep “

T
120 110 100 90 80 70 60 50 40 30 20
f1 (ppm)

I I T
210 200 190 180 170 160 150 140 130
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Parameter Value

1 Title TSW1SG-042 F9-23

2 Solvent CD3CN

3 Temperature 303.1

4 Pulse Sequence 2930

5 Experiment 1D

6 Number of Scans 4

7 Acquisition Date 2013-01-31T15:01:00

9 Nucleus

8 Spectrometer Frequency 400.13

1H

8b
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MmmmmmmammMmMmmeOmeTm Mmoo
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8.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.0 3.5 3.0 2.5 2.0 1.5



—198.21
—175.51
—165.00
—133.19
—12674
530
—11477

Parameter \Value
1 Title TSW1SG-042 F9-23
2 Solvent CD3CN
3 Temperature 303.1
4 Pulse Sequence zgpg30
5 Experiment 1D
6 Number of Scans 128
7 Acquisition Date 2013-01-31T15:10:00
8 Spectrometer Frequency 100.62
9 Nucleus 13C

—83.18
—64.30
—56.42
—~54.64
—38.00

I ' I ! I ' I ' I ' I ' I N 1 ' I ! I ' I ' I '
10 200 190 180 170 160 150 140 130 120 110 100 90
f1 (ppm)
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Value
TSW1SG-055-2 PDT
CD3CN

303.2

Parameter

2013-03-05T11:25:00

8 Spectrometer Frequency 400.13

9 Nudeus

2930
1D

4
1H

1 Title

2 Solvent

3 Temperature

4 Pulse Sequence
5 Experiment

6 Number of Scans
7 Acquisition Date

8c

F-660

oot |

107
10T

60

Foot
F-o01

Feeo [

H—Hf_o.—

0.c

7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5
f1 (ppm)

8.0
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Parameter \alue
1 Title TSW1SG-055-2 PDT
2 Solvent CD3CN
3 Temperature 303.1
4 Pulse Sequence 2gpg30
5 Experiment 1D
6 Number of Scans 128
7 Acquisition Date 2013-03-05T20:01:00
8 Spectrometer Frequency 100.62
9 Nucleus 13C
8c
|
|
I I 1 I ! I ' I I I I I I I I I I I I ' I I I I
210 200 190 180 170 160 150 140 130 120 f11(0 ) 100 90 80 70 50 40 30 20 10 0
ppm
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Parameter

1 Title

2 Solvent

3 Temperature

4 Pulse Sequence
5 Experiment

6 Number of Scans
7 Acquisition Date

9 Nudeus

\alue

TSW1SG-051 F4-12
CD3CN

303.2

2930

1D

4
2013-02-19T15:03:00

8 Spectrometer Frequency 400.13

1H

8d
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Parameter \Value

1 Title TSW1SG-051 F4-12
2 Solvent CD3CN

3 Temperature 303.2
4 Pulse Sequence 2gpg30

5 Experiment 1D

6 Number of Scans 128

7 Acquisition Date 2013-02-19T15:12:00

8 Spectrometer Frequency 100.62

9 Nucleus

13C

o}
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210 200
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190 180 170
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160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 0
f1 (ppm)
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Parameter

1 Title

2 Solvent

3 Temperature

4 Pulse Sequence

5 Experiment

6 Number of Scans
7 Acquisition Date

TSW1SG-108 F17-19.10.fid

CD3CN
303.1
2930
1D

16

2013-07-16T12:25:00

8 Spectrometer Frequency 400.13

9 Nudeus

1H

Value

8e
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7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 0.0
f1 (ppm)
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Parameter Value

1 Title TSW1SG-108 F17-19.11.fid

2 Solvent CD3CN

3 Temperature 303.1

4 Pulse Sequence zgpg30

5 Experiment 10

6 Number of Scans 512

7 Acquisition Date 2013-07-17702:31:00

8 Spectrometer Frequency 100.62

9 Nucleus 13C

8e

—— T 1 +~ 1 *~ 1 *~ T *~ 1 *~ T *~ T *~ T +*~ T *~ T *~ T *~ T *~ T *~ T "~ T *~ T *~ T "~ T * T * T "+~ T T T
20 210 200 190 180 170 160 150 140 130 120 1f110( 1)00 920 80 70 60 50 40 30 20 10 0
ppm
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\alue
TSW1SG-063 PDT
CD3CN
303.1

Parameter

1 Title

2 Solvent

3 Temperature

2930
1D
4

4 Pulse Sequence
5 Experiment

6 Number of Scans

2013-03-13T11:03:00

8 Spectrometer Frequency 400.13

9 Nudeus

7 Acquisition Date

1H

i

A

Feso

56T
E-66'0
Fe61

0.1

0.5

2.5 2.0 15 1.0

3.0

4.0 3.5

4.5

8.0 7.5 7.0 6.5 6.0 5.5 5.0
f1 (ppm)

8.5

9.0
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Parameter \alue
1 Title TSW1SG-063 POT
2 Solvent CD3CN
3 Temperature 303.1
4 Pulse Sequence 2gpg30
5 Experiment 1D
6 Number of Scans 256
7 Acquisition Date 2013-03-14T00:53:00
8 Spectrometer Frequency 100.62
9 Nucleus 13C
o]
OH
= &
NH
OH
I
|
] | |
I I ! I I ! I I I I I I I I I I I I I I
200 190 180 170 160 150 140 130 120 110 100 90 70 50 30 20 10 0
f1 (ppm)
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Parameter Value

1 Title TSW1SG-062 PDT

2 Solvent CD3CN

3 Temperature 303.1

4 Pulse Sequence 2930

5 Experiment 1D

6 Number of Scans 8

7 Acquisition Date 2013-03-12T12:02:00

8 Spectrometer Frequency 400.13

9 Nudeus 1H

T T T 7 T
! & 8 8 & 88 R
o o - o - (=]
I I I I I I I I I ! I ! I I I I I
8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 3.5 3.0 2.5 2.0 15 1.0
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Parameter \alue

1 Title TSW1SG-062 PDT

2 Solvent CD3CN

3 Temperature 303.1

4 Pulse Sequence zgpg30

5 Experiment 1D

6 Number of Scans 256

7 Acquisition Date 2013-03-12720:08:00

8 Spectrometer Frequency 100.62

9 Nucleus 13C

r—+~— 1 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 T T T T T T 1
200 190 180 170 160 150 140 130 120 110 o %00 ) 90 80 70 60 50 40 30 20 10 0
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\alue

TSW1SG-070 F35-41.10.fid

CD3CN

2013-03-26T17:12:00

8 Spectrometer Frequency 400.13

303.2
2930
1D

4

1H

¥
L
Parameter

2%
i
1 Title
2 Solvent

3 Temperature

4 Pulse Sequence
5 Experiment

6 Number of Scans
7 Acquisition Date
9 Nucleus

10

0.
51

0.5

1.0

1.5

2.0

2.5

3.0

Bepeo |

3.5

FWT L

8.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0
f1 (ppm)

9.0
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Value
TSW1SG-070 F35-41.11.fid

CD3CN

303.2
2013-03-27T06:35:00

8 Spectrometer Frequency 100.62

9 Nucleus

2gpg30
1D
128
13C

Parameter

1 Title

2 Solvent

3 Temperature

4 Pulse Sequence

5 Experiment

6 Number of Scans
7 Acquisition Date
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\alue
240214 F6 (unknown). 10.fid

CD3CN
303.1

Parameter

2014-02-24714:28:00

8 Spectrometer Frequency 400.13
9 Nucleus

2930
1D
16
1H

1 Title

2 Solvent

3 Temperature

4 Pulse Sequence
5 Experiment

6 Number of Scans
7 Acquisition Date

11

I

Fere
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Feon
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560 |

Fss0 |

5
f1 (ppm)

0.0

0.5
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3.0

35
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8.0

8.5
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Parameter \alue

1 Title 240214 F6 (unknown).11.fid

2 Solvent CD3CN

3 Temperature 303.1

4 Pulse Sequence 2gpg30

5 Experiment 1D

6 Number of Scans 256

7 Acquisition Date 2014-02-24722:31:00

8 Spectrometer Frequency 100.62

9 Nucleus 13C

o
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11

] NN
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210 200 190 180 170 160 150 140 130 120 nf‘l) ( 1)00 90 80 70 60 50 40 30 20 10 0
ppm
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Parameter \alue

1 Title TSW1SG-073 F15-19.10.fid

2 Solvent CD3CN

3 Temperature 303.1

4 Pulse Sequence 2930

5 Experiment 1D

6 Number of Scans 8

7 Acquisition Date 2013-04-09T15:13:00

8 Spectrometer Frequency 400.13

9 Nucleus 1H

12a
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180T Ta—
3
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f L S L L L R UK
¥8 8 $ 8 8 8 &R R
o e [~} o Exl - el - o o~
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8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 0.
f1 (ppm)
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Value
TSW1SG-073 F15-19.11.fid

CD3CN
303.1

Parameter

1 Title
2 Solvent
3 Temperature

29pg30
1D
2

4 Pulse Sequence

5 Experiment

56

6 Number of Scans
7 Acquisition Date

2013-04-10T00:23:00

8 Spectrometer Frequency 100.62

9 Nucleus

13C

12a

I I I I 1
140 130 120 110 100
f1 (ppm)

I
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T
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Parameter Value
1 Title TSW1SG-073 F30-33.20.fid it i
2 Solvent CD3CN
3 Temperature 303.2
4 Pulse Sequence 2g30 N
5 Experiment 10 o \—o0
6 Number of Scans 8 H
7 Acquisition Date 2013-04-10T11:09:00
8 Spectrometer Frequency 400.13 O
9 Nudeus 1H
12b
l A l l JLJ L/J A J )&
i i i\ A N i\
G aR 2 8 asd 3
- ™M - o - e e ~
I ! I ' I ! I ' I 1 ' I 1 I ! 1 ' I 1 I 1 ' I I I I I
9.0 8.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 35 3.0 2.5 2.0 1.5 1.0 0.5 0.0
f1 (ppm)
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\alue

TSW1SG-073 F22-24.10.fid
CD3CN

303.2

Parameter

1 Title

2 Solvent

3 Temperature

zgpg30
1D

256

4 Puke Sequence
5 Experiment

6 Number of Scans
7 Acquisition Date

2013-04-10T22:13:00

8 Spectrometer Frequency 100.62
9 Nudeus 13C

OH

12b
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TSW1SG-075 F23-31.10.fid

CD3CN

303.2

2013-04-11T16:40:00
T
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e
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Parameter

€
~
1 Title
2 Solvent

lll

4 Pulse Sequence
5 Experiment
8 Spectrometer Frequency 400.13

6 Number of Scans
7 Acquisition Date

3 Temperature
9 Nucleus
13

I

0.
59

0.5

4.0 35 3.0 2.5 2.0 1.5 1.0

4.5

f1 (ppm)

8.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0
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Value

6891 —

TSW1SG-075 F23-31.30.fid

CD3CN

303.2
2013-04-16720:08:00

8 Spectrometer Frequency 100.62

9 Nudeus

2gpg30
1D
256
13C

LUT—

Parameter

3 Temperature

4 Pulse Sequence
5 Experiment

6 Number of Scans
7 Acquisition Date

1 Title
2 Solvent
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TSW1SG-076 F5-6.10.fid

CD3CN
303.1
2930

1D
4

2013-04-17T15:27:00

8 Spectrometer Frequency 400.13
9 Nudeus

1H

Parameter
4 Pulse Sequence

1 Title

2 Solvent

3 Temperature

5 Experiment

6 Number of Scans
7 Acquisition Date

E0'0
960
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Bgg0 |

Focz i

0.0
61

4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5

4.5

8.0 7.5 7.0 6.5 6.0 5.5 5.0
f1 (ppm)
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\alue
TSW1SG-076 F5-6.11.fid

CD3CN
303.1

2013-04-17T22:10:00

8 Spectrometer Frequency 100.62

9 Nucleus

2gpg30

1D
128

L0°S6T—
ST'66T—

Parameter

4 Pulse Sequence
5 Experiment

6 Number of Scans
7 Acquisition Date

3 Temperature

1 Title
2 Solvent

62

20 10

30

200 190 180 170 160 150 140 130 120 110 100
f1 (ppm)
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Parameter \alue

1 Title TSW1SG-079 F16-21.20.fid

2 Solvent CD3CN

3 Temperature 303.1

4 Pulse Sequence 2930

5 Experiment 1D

6 Number of Scans 8

7 Acquisition Date 2013-04-23T17:17:00

8 Spectrometer Frequency 400.13

9 Nudeus

1H

with CH2CI2 solvent peak

15

—4.85

—2.42
—1.49
—1.13

2.76-]
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Parameter \alue

1 Title TSW1SG-079 F16-21.21.fid

2 Solvent CD3CN

3 Temperature 303.2

4 Pulse Sequence zgpg30

5 Experiment 1D

6 Number of Scans 256

7 Acquisition Date 2013-04-24T04:40:00

8 Spectrometer Frequency 100.62

9 Nudeus 13C

——
20 210 200

T T L
190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 0

f1 (ppm)
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Parameter

1 Title

2 Solvent

3 Temperature

4 Pulse Sequence

5 Experiment

6 Number of Scans
7 Acquisition Date

Value

TSW1SG-112 F22-30.11.fid

CD3CN
303.2

2gpg30

1D

128
2013-07-31T20:36:00

8 Spectrometer Frequency 100.62

9 Nudeus
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Parameter Value

1 Title TSW1SG-114 F9-10.11.fid

2 Solvent CD3CN

3 Temperature 303.1

4 Pulse Sequence zgpg30

S Experiment 1D

6 Number of Scans 512

7 Acquisition Date 2013-08-24T01:34:00

8 Spectrometer Frequency 100.62

9 Nudeus 13C
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\alue
TSW1SG-114 F50-57.10.fid

CD3CN

303.1
2013-08-23T16:02:00

2930
8 Spectrometer Frequency 400.13

1D

8
1H

Parameter

1 Title

2 Solvent

3 Temperature

4 Pulse Sequence

5 Experiment

6 Number of Scans
7 Acquisition Date
9 Nucleus
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Parameter Value
1 Title TSW1SG-114 F50-57.11.fid
2 Solvent CD3CN
3 Temperature 303.2
4 Pulse Sequence zgpg30
5 Experiment 1D
6 Number of Scans 512
7 Acquisition Date 2013-08-23T20:22:00
8 Spectrometer Frequency 100.62
9 Nudeus 13C
! I -
T L L T T T L L T LA L LA T T T T T T T T L T T
20 210 200 190 180 170 160 150 140 130 120 1f1lo( 1)00 80 70 60 30 20 10
ppm
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TSW1SG-118 PDT 10.fid

CD3CN
303.1
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1D
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2013-09-11T14:29:00
7.5

8 Spectrometer Frequency 400.13
9 Nudeus

1H
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19
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3 Temperature

4 Pulse Sequence
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6 Number of Scans
7 Acquisition Date
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Parameter Value
1 Title TSW1SG-118 PDT.11.fid
2 Solvent CD3CN
3 Temperature 303.2
4 Pulse Sequence zgpg30
5 Experiment 1D
6 Number of Scans 512
7 Acquisition Date 2013-09-11720:23:00
8 Spectrometer Frequency 100.62
9 Nucleus 13C
" o,/\?
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Parameter

TSW1SG-089 F25-29.10.fid

CD3CN

303.1

1 Title

2 Solvent

3 Temperature

2930
1D
4

4 Pulse Sequence

5 Experiment

6 Number of Scans
7 Acquisition Date

2013-05-14T17:35:00

8 Spectrometer Frequency 400.13

9 Nucleus

1H
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TSW1SG-090 F9-12.10.fid
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8 Spectrometer Frequency 400.13
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7 Acquisition Date
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TSW1SG-090 F9-12.11.fid

CD3CN
303.2

1 Title

2 Solvent

zgpg30

1D
128

3 Temperature
4 Pulse Sequence
5 Experiment

2013-05-17703:36:00

6 Number of Scans

7 Acquisition Date

13C

8 Spectrometer Frequency 100.62

9 Nudeus

21a
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TSW1SG-093 F16-21.11.fid
CD3CN
303.1
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8 Spectrometer Frequency 100.62
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29pg30
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Parameter \alue

1 Title TSW1SG-104 F7-10.11.fid ~

2 Solvent CD3CN

3 Temperature 303.2

4 Pulse Sequence 2gpg30

5 Experiment 1D

6 Number of Scans 256

7 Acquisition Date 2013-07-03T01:43:00

8 Spectrometer Frequency 100.62

9 Nudleus 13C

21c
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Value
TSW1SG-095 F14-21.10.fid

CD3CN
303.2
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1 Title
2 Solvent

3 Temperature
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1D
8

4 Pulse Sequence
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6 Number of Scans
7 Acquisition Date
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8 Spectrometer Frequency 400.13
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TSW1SG-095 F14-21.11.fid
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CD3CN
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8 Spectrometer Frequency 100.62
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TSW1SG-106 F5-7.11.fid

CD3CN

303.1
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8 Spectrometer Frequency 100.62
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200 190 180 170 160 150 140 130

210

21e




11
611
611
o
206
e
vl e
Vg
08¢
08¢
08¢
08° 1 /
8¢

®e

05'b

(s

(oS

61's

0's

179

9

w9 —
€9

€9

S6'9
6'9

66'9
6L
6L
ob'L K

ob'L

WL 1

WL :

Wi .
Wi == [ %0
WL
WL
WL
'L
e

2
~m

oo -

=
Ty
8%

WL
WL
L
L
Sb'L
2 —
9L
9L
it I
Wt
e
8L
8L
8L
'L

e-N ”T 8~ﬁ
05 u E 007
05°¢
05t
'L
'L
'L
£5°¢
£5°¢
'L
'L
S5t
S5t
st
%'t
5L
;5L
;5L
652
65'¢-

LK
e

F oz

Loa

E 60

Value
2013-06-13T15:15:00

TSW1SG-099 F22-41.10.fid
8 Spectrometer Frequency 400.13

CD3CN
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2930
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TSW1SG-099 F22-41.11.fid
CD3CN

303.1

1 Title

2 Solvent

3 Temperature
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4 Pulse Sequence
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6 Number of Scans

2013-06-13T22:03:00

8 Spectrometer Frequency 100.62
9 Nudeus

7 Acquisition Date
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TSW1SG-102 F15-21.10.fid
2013-06-27T15:26:00

CD3CN
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1 Title

2 Solvent

3 Temperature

4 Pulse Sequence

5 Experiment

6 Number of Scans

7 Acquisition Date

8 Spectrometer Frequency 400.13
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Value
TSW1SG-102 F15-21.11.fid

CD3CN
303.1

2013-06-27T20:08:00

2gpg30
1D
256

8 Spectrometer Frequency 100.62
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mN.an
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1 Title

2 Solvent

3 Temperature

4 Pulse Sequence
5 Experiment

6 Number of Scans
7 Acquisition Date
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21g
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Parameter \alue

1 Title TSW1SG-091 F13-14.10.fid

2 Solvent CD3CN

3 Temperature 303.1

4 Pulse Sequence 2930

5 Experiment 1D

6 Number of Scans 8

7 Acquisition Date 2013-05-20T17:04:00

8 Spectrometer Frequency 400.13

9 Nudeus 1H
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Parameter \alue
1 Title TSW1SG-091 F13-14.20.fid
2 Solvent CD3CN
3 Temperature 303.1
4 Pulse Sequence zgpg30
5 Experiment 1D
6 Number of Scans 256
7 Acquisition Date 2013-05-22T20:43:00
8 Spectrometer Frequency 100.62
9 Nudeus 13C
22a
LM".‘.‘i PN SIC TRV R SRR
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Parameter \alue

1 Title TSW1SG-094 F13-15.10.fid

2 Solvent CD3CN

3 Temperature 303.2

4 Pulse Sequence 2930

5 Experiment 1D

6 Number of Scans 16

7 Acquisition Date 2013-05-30T15:28:00

8 Spectrometer Frequency 400.13

9 Nucleus 1H

6.5 6.0 5.5 5.0



—197.10
—173.28
—165.27
—133.3
—126.67
—114.89
—83.47
—73.06
~62.67
6114
_—56.47

Parameter Value
1 Title TSW1SG-094 F13-15.11.fid
2 Solvent CD3CN
3 Temperature 303.1
4 Pulse Sequence 29pg30
5 Experiment 1D
6 Number of Scans 256
7 Acquisition Date 2013-05-30T23:58:00
8 Spectrometer Frequency 100.62
9 Nucleus 13C

T T T T T

T T
10 200 190 180 170

T L) T A T A T s T s T s T s T s T s T s T » T s T D T s T s T 5 T
160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 0
f1 (ppm)



—6.67
—~6.61
4

B N M R R L R N D L D L D R R R e e e R R e R R B B B R R R =R
VooV T . e
Parameter \alue
1 Title TSW1SG-105A F14-15.10.fid
2 Solvent CD3CN
3 Temperature 303.2
4 Pulse Sequence 2930
5 Experiment 1D
6 Number of Scans 16
7 Acquisition Date 2013-07-03T15:15:00
8 Spectrometer Frequency 400.13
9 Nudeus 1H

22C
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f1 (ppm)
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Parameter \alue
1 Title TSW1SG-105A F14-15.11.fid
2 Solvent CD3CN
3 Temperature 303.2
4 Pulse Sequence 2gpg30
5 Experiment 1D
6 Number of Scans 512
7 Acquisition Date 2013-07-03T23:37:00
8 Spectrometer Frequency 100.62
9 Nucleus 13C
22cC
J I J L o | J_[ I
T 1 1 T 1 T 1 " 1T T T T T T T T T T T T 1 T T T T 1 T T T T T T T
20 210 200 190 180 170 160 150 140 130 120 lfllo( 1)00 80 70 60 40 30 20 10
ppm
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Parameter \Value

1 Title TSW1SG-096-2.9.fid

2 Solvent CD3CN

3 Temperature 303.1

4 Pulse Sequence 2930

5 Experiment 10

6 Number of Scans 16

7 Acquisition Date 2013-06-06T15:22:00

8 Spectrometer Frequency 400.13

9 Nucleus 1H

22d

T 7T T T T

8 88 B g8 X &

- o o ™ ~ ~ ™
I ! I I ! I i I ! I ! I ! I I I ! I i I ! I ! I ' I
7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 35 3.0 2.5 2.0 1.5 1.0 0.5
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Parameter \alue
1 Title TSW1SG-096-2.11.fid
2 Solvent CD3CN
3 Temperature 303.2
4 Pulse Sequence zgpg30
5 Experiment 1D
6 Number of Scans 512
7 Acquisition Date 2013-06-06T21:26:00
8 Spectrometer Frequency 100.62
9 Nucleus 13C
o
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Parameter Value
1 Title TSW1SG-107 F19-20.10.fid
2 Solvent CD3CN
3 Temperature 303.2
4 Pulse Sequence 2930
5 Experiment 1D
6 Number of Scans 16
7 Acquisition Date 2013-07-10T15:45:00
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1 Title TSW1SG-100 F15-16.11.fid
2 Solvent CD3CN
3 Temperature 303.2
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2 Solvent CD3CN
3 Temperature 303.1
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Parameter Value

1 Title TSW1SG-103 A F15-16.11.fid

2 Solvent CD3CN

3 Temperature 303.2

4 Puke Sequence zgpg30

5 Experiment 1D
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1 Title TSW2SG-018 P 17M (F2).11.fid
2 Solvent CD3CN
3 Temperature 303.2
4 Pulse Sequence 2gpg30
5 Experiment 1D
6 Number of Scans 512
7 Acquisttion Date 2013-11-13722:19:00
8 Spectrometer Frequency 100.62
9 Nucleus 13C
23a
1 T T T ' T T T T T T | T T T T T T T T T
20 210 200 190 180 170 160 150 140 130 120 1f110( 1)00 90 80 70 60 30 20 10 0
ppm

104



€T

L B B B I B

QERBR(VEINRRAALR5E
W v v v v vt v e e HEHEH-H-O OO
i e ol

QONE588EEEERYRIAQURRRARAES
™~ i B R ]

BELIVRBRAARRIN

2BREZBHQ

BRESH
Qooa

98'€1
98'€

28
A

Fo0e

01
50T

Fort

\alue
TSW2SG-016 P 18M.10.fid

CD3CN
303.1
2g30
1D

16
2013-11-04T14:17:00

8 Spectrometer Frequency 400.13
9 Nudeus

1H

Parameter
4 Pulse Sequence

1 Title

2 Solvent

3 Temperature

5 Experiment

6 Number of Scans
7 Acquisition Date

23b

Fant

Frot
Foot
Waﬁ.

e

ALMME

Foot

Feso

0.0
105

1.0 0.5

1.5

2.0

ot T

2.5

3.5 3.0

f1 (ppm)

6.5 6.0 5.5 5.0 4.5

7.0

7.5




3% 1
3 2 R $ 3 2 8§ 3 rge g 5 oo#88
8 g 3 g 2 g T 3 488 @ 2= S3303
I I I [ I I I Pvr [
Parameter \alue

1 Title TSW2SG-016 P 18M.11.fid

2 Solvent CD3CN

3 Temperature 303.2

4 Pulse Sequence zgpg30

5 Experiment 1D
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8 Spectrometer Frequency 100.62
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Parameter \Value

1 Title TSW2SG-016 P 22M (F2).11.fid
2 Solvent CD3CN
3 Temperature 303.2
4 Pulse Sequence zgpg30

5 Experiment 1D
6 Number of Scans 512
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8 Spectrometer Frequency 100.62
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1 Title TSW2SG-028 P F2.10.fid
2 Solvent CD3CN

3 Temperature 303.1

4 Pulse Sequence 2930
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Parameter Value
1 Title TSW2SG-031 P 15M (F2).11.fid
2 Solvent CD3CN
3 Temperature 303.1
4 Pulse Sequence 2gpg30
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APPENDIX A: HOLE-PLATE ANTIBACTERIAL ASSAY

Agar plates for the bioassay were prepared by Wendy Sobey, and the testing for some of the
compounds were camed out by Thannd: Panduwawala. Samples were tested on agar plates
moculated with E. coli 3580 and S. aureus DS267 respectively. A 70% DMSO/H;O solution
of each compound to be tested was prepared m concentrations of 4, 2, 1, 0.5 mg/ml v1a senal
dilution of the most concentrated sample. A 100 pL aliquot of each solution was loaded mto a
10 mm well, and the plates were covered and incubated at 37°C between 16 and 20 h. The
diameters of the resultant inhibition zones were then measured (0.5 mm). A set of calibration
data, using Cephalosporin C (CephC) as a standard. was also collected simultaneously with
each run of bioassays.

A.l Calibration data for hole-plate antibacterial assay

An example of a calibration data set 15 1llustrated below with the respective calibration curves.

Table Al: An of cahibration data for one of the bioassavs.

Cone. of | Vol of [ Vol. of | Mass of | Moles of | Zonesize | Log

stock CephC water CephC | CephC (mm) (nmeol

soln. stock (nLiwell) | (ngiwell) | (nmeol/well) Ceph()

| (ng/ml) | (nLiwell

S. aureus

1000 20 80 20 48.14 Not active | 1.683
40 60 40 96.29 135 1.984
60 40 60 1444 16.0 2.160
80 20 80 192.59 19.0 2.285
100 0 100 240.73 210 2382

E. coli

10 20 80 0.2 0.4815 Not active | -0.3174
40 60 04 0.9629 19 -0.0164
60 40 0.6 1444 2 0.1597
80 20 08 1.9259 25 0.2846
100 0 1 24073 30 03815

100 20 80 2 48146 31 0.6826
40 60 - 9.6293 36 0.9836
60 40 6 12,4439 38 1.1597
80 20 8 19.2585 42 1.2846
100 0 10 24.0732 +H 1.3815
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Figure A.1. Calibration curve for A) 5. aureus; B) E. coli.
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