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'H and 3C NMR spectra of synthesized compounds
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Current Data Parameters

NAME RXN-29_1HNMR_DMSO
EXPNO - "1
PROCNO 1
F2 - Acquisition Parameters
Date_ 20111018
Time 10.43
INSTRUM spect
PROBHD 5 mm BBO BB-1H
PULPROG zg30
TD 65536
SOLVENT DMSO
NS 4
Ds 0
SWH 6172.839 Hz
FIDRES 0.094190 Hz
BQ 5.3084660 sec
RG 161.3
DW 81.000 usec
DE 6.00 usec
TE 292.8 K
D1 1.00000000 sec
TDO 1
CHANNEL f1
1H
9.00 usec

2.00 dB
300.1318534 MHz

F2 - Processing parameters
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Current Data Parameters
NAME RXN-29_13CNMR_DMSO
EXPNO 1
PROCNO ik
F2 - Acquisition Parameters
Date_ 20111018
Time 10.13
INSTRUM spect
PROBHD 5 mm BBO BB-1H
PULPROG z2gpg30
TD 35968
SOLVENT DMSO
NS 437
Ds 0
SWH 17985.611 Hz
FIDRES 0.500045 Hz
AQ 0.9999604 sec
RG 1448.2
DW 27.800 usec
DE 6.00 usec
TE 292.9 K
Dl 2.00000000 sec
dll 0.03000000 sec
DELTA 1.89999998 sec
TDO 1
CHANNEL f1
NUC1 13C
Pl 6.00 usec
! PL1 -5.00 dB
SFO1 75.4752953 MHz
== CHANNEL f2
CPDPRG2 waltzlé
1 Nuc2 1H
I PCPD2 80.00 usec
1 I PL2 2.00 dB
| Py PL12 20.98 dB
PL13 .00 dB
SFO2 300.1312005 MHz
F2 - Processing parameters
SI 32768
SF 75.4677490 MHz
- WDW EM
S55B 0
1B 1.00 Hz
GB 0
T T T T T T T T T PC 1.40
200 180 160 140 120 100 80 60 40 ppm
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Current Data Parameters
NAME RXN-30_1HNMR_DMSO
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Date_ 20111013
Time 15,26
COOH INSTRUM spect
PROBHD 5 mm BBO BB-1H
PULPROG zg30
CI TD 65536
X SOLVENT DMS0
- NS 4
Ds 0
- Br SWH 6172.839 Hz
N FIDRES 0.094190 Hz
AQ 5.3084660 sec
RG 256
oW 81.000 usec
3b DE 6.00 usec
TE 293.9 K
Dl 1.00000000 sec
TDO 1
SFO1 300. 1318534 MHz
I
F2 - Processing parameters
5I
I SF 300.1300000 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
J J PC 1.00
I T I T i T T i T T | T T A
12 11 10 9 8 7 6 5 4 3 2 1 ppm
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Current Data Parameters
NAME RXN-30_13CNMR_DMSO
EXPNO - I
PROCNO 1
F2 - Acquisition Parameters
Date_ 20111013
Time 15.24
INSTRUM spect
PROBHD 5 mm BBO BB-1H
PULPROG zgpg30
35968
SOLVENT DMSO
NS 118
DS 0
SWH 17985.611 Hz
FIDRES 0.500045 Hz
AQ 0.9999604 sec
RG 1625.5
DW 27.800 usec
DE 6.00 usec
TE 294.3 K
D1 2.00000000 sec
dll 0.03000000 sec
DELTA 1.89999998 sec
TDO 1
CHANNEL fl =
13c
6.00 usec

-5.00 di
75.4752953 MHz

SF
AUt

T
200

T T T

T
180 160 140 120

T
100

T T T T
80 60 40 20

CHANNEL £2

CPDPRG2 waltzl6
Nuc2 1H
PCPD2 80.00 usec
PL2 2.00 dB
PL12 20.98 dB
PL13 20.00 dB
SFO2 300.1312005 MHz
F2 - Processing parameters
SI
75.4677490 MHz
EM
SSB 0
1B 1.00 Hz
GB 0
T BC 1.40

0 ppm
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Current Data Parameters
NAME RXN-32_1HNMR_DMSO
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
COOH Date_ 20110926
| Time 14.58
(:I INSTRUM spect
\ PROBHD 5 mm BBO BB-1H
PULPROG zg30
TD 65536
— SOLVENT DMSO
N NS 4
DS 0
SWH 6172.839 Hz
FIDRES 0.094190 Hz
C)“A RO 5.3084660 sec
3e e RG 143.7
DW 81.000 usec
DE 6.00 usec
TE 294.3 K
D1 1.00000000 sec
TDO 1
= CHANNEL fl =
! 1H
Pl 9.00 usec
PL1 2.00 dB
SFOl 300.1318534 MHz
F2 - Processing parameters
| sI 32768
SF 300.1300000 MHz
wDwW EM
SSB 0
LB 0.30 Hz
GB 0
L PC 1.00
T T T T T T T I T T T T
11 10 9 8 7 6 5 4 3 2 1 0 ppm
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Current Data Parameters
NAME RXN-32_13CNMR_DMSO
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters

pate_ 20110926
Time 14.56
INSTRUM spect
PROBHD 5 mm BBO BB-1H
PULPROG zgpg30

TD 35968
SOLVENT DMSO

NS 455

DS 0

SWH 17985.611 Hz
FIDRES 0.500045 Hz
AQ 0.9999604 sec
RG 2580.3

DW 27.800 usec
DE 6.00 usec
TE 294.7 K

D1 2.00000000 sec
dll 0.03000000 sec
DELTA 1.89999998 sec
TDO 1

PL1 -5.00 dB
sFol 75.4752953 MHz

CHANNEL £2

CPDPRG2 waltzlé
NuC2 1H
PCPD2 80.00 usec
PL2 2.00 dB
PL12 20.98 dB
PL13 20.00 dB
SFO2 300.1312005 MHz
F2 - Processing parameters
S1 32
SF 75.4677430 MHz

b et £
SSB 0
LB 1.00 Hz
GB 0

T T T T T ’ T

T T T T T PC 1.40
200 180 160 140 120 100 80 60 40 20 0 ppm
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Current Data Parameters
NEME RXN-31_1HNMR_DMSO
EXPNO 1
COOH PROCNO 1
F2 - Acquisition Parameters
CI Date_ 20110920
A Time 11.56
INSTRUM spect
PROBHD 5 mm BBO BB-1H
PULPROG 2g30
= D 65536
N SOLVENT DMSO
NS 8
DS 0
I SWH 6172.839 Hz
3f FIDRES 0.094190 Hz
nQ 5.3084660 sec
RG 181
bW 81.000 usec
DE 6.00 usec
TE 293.2° K
| D1l 1.00000000 sec
TDO 1
CHANNEL f1l ==
1H
9.00 usec
2,00 dB
300.1318534 MHz
F2 - Processing parameters
SI
SF 300.1300000 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
L BC 1.00
T T T T T T T
11 10 9 8 7 6 5 ppm
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Current Data Parameters

NAME RXN-31_13CNMR_DMSO
EXPNO - 1
PROCNO 1
F2 - Acquisition Parameters
Date_ 20110920
Time 11.50
INSTRUM spect
PROBHD 5 mm BBO BB-1H
PULPROG zgpg30
TD 35968
SOLVENT DMSO
NS 409
DS 0
SWH 17985.611 Hz
FIDRES 0.500045 Hz

0.9999604 sec
RG 3649.1
DW 27.800 usec
DE 6.00 usec
TE 293.7T K
Dl 2.00000000 sec
dll 0.03000000 sec
DELTA 1.89999998 sec
TDO 1

= CHANNEL fl =
13C
Pl 6.00 usec
PL1 -5.00 dB
SFO1 75.4752953 MHz
CHANNEL f2 =

CPDPRG2 waltz1l6
NUC2 1H
PCPD2 80.00 usec
PL2 2.00 dB
PL12 20.98 dB
PL13 20.00 dB
SFO2 300.1312005 MHz

F2 - Processing parameters

s8I 32768
SF 75.4677490 MHz
SSB 0

T T T
200 180 160

T
140

T
120

LB 1.00 Hz
GB 0
PC 1.40
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Current Data Parameters

NAME QA-1_1HNMR_DMSO
EXPNO 1
PROCNO il

F2 = Bequisition Parameters
Date 20110603
Time™ 17.56
INSTRUM spect
PROBHD 5 mm BBO BB-1H
PULPROG zg30

TD 65536
SOLVENT DMSO

NS 16

Ds 0

SWH 6172.839 Hz
FIDRES 0.094190 Hz
AQ 5.3084660 sec
RG 812.7

DW 81.000 usec
DE 6.00 usec
TE 298.7 K

Dl 1.00000000 sec
TDO 1

=== CHANNEL fl ==:

1H
9.00 usec
2.00 dB
300.1318534 MHz

F2 - Processing parameters
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300.1300000 MHz
EM

0
0.30 Hz
Q

1.00
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Current Data Parameters

NAME
EXPNO
PROCNO

RXN-33_13CNMR_DMSO
1

F2 - Acquisition Parameters

Date_
Time
INSTRUM
PROBHD

PULPROG

CHANNEL f1

20111005

9.25

spect

5 mm BBO BB-1H
z2gpg30

35968

DMSO

550

0
17985.611 Hz
0.500045 Hz
0.9999604 sec
1824.6
27.800 usec
6.00 usec
293.8 K
2.00000000 sec
0.03000000 sec
1.89999998 sec
1

13C
6.00 usec

-5.00
75.4752953 MHz

CPDPRG2
NUC2
PCPD2
PL2
PL12
PL13
SFO2

T T T
200 180 160

T T T T T T
140 120 100 80 60 40 20

20.0
300.1312005 MHz

F2 - Processing parameters
32768

75.4677490 MHz
EM
0

1.00 Hz
0

1.40
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\\ Current Data Parameters
NAME R¥N-36_1HNMR_] DMSO
EXPNO
COOH PROCNO 1
F2 - Acquisition Parameters
Cl Date_ 20111004
AN Time 17.36
INSTRUM spect
PROBHD 5 mm BBO BB-1H
PULPROG zg30
N/ OCH3 D 65536
SOLVENT DMSO
NS 4
DS 0
SWH 6172.839 Hz
H OH FIDRES 0.094190 Hz
3] a0 5.3084660 sec
RG 256
oW 81.000 usec
DE 6.00 usec
TE 295.6
D1 1.00000000 sec
TDO 1
CHANNEL f1 =
1H
) 5.00 usec
2.00 dB
300.1318534 MHz
F2 - Processing parameters
SI 32768
SF 300.1300000 MHz
WDW EM
S5B 0
LB 0.30 Hz
GB 0
i PC 1.00
T T T T T T T T I T I T T T T
13 12 11 10 9 8 7 6 5 4 3 2 1 0 ppm
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Current Data Parameters
NAME RXN-36_13CNMR_DMSO
EXPNO L
PROCNO 1
F2 - Rcquisition Parameters
Date_ 20111004
Time 18.01
INSTRUM spect
PROBHD 5 mm BBO BB-1H
PULPROG zgpg30
TD 35968
SOLVENT DMSO
Ns 451
Ds )
SWH 17985.611 Hz
FIDRES 0.500045 Hz
AQ 0.9999604 sec
RG 1290.2
DW 27.800 usec
DE 6.00 usec
TE 296.1 K
Dl 2.00000000 sec
dll 0.03000000 sec
DELTA 1.89999998 sec
TDO 1
CHANNEL f1
13C
6.00 usec
-5.00 dB
75.4752953 MHz
-~ = CHANNEL f2 ==
CPDPRG2 waltzlé
Nuc2 1H
PCPD2 80.00 usec
PL2 2.00 dB
! PL12 20.98 dB
PL13 20.00 dB
o ! SFO02 300.1312005 MHz
by F2 - Processing parameters
SI 32768
SF 75.4677490 MHz
" PRI A
" i et ng moa
LB 1.00 Hz
GB 0
T T T T T 1 T T T T 1 e 1.40
180 160 140 120 100 80 60 40 20 0 ppm
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Ramachandran Plot for IAP model

180

=180

-180 ]
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[= a4 GeneralPre-Pro/Proline Favoured =+ General/Pre-Pro/Proline Allowed
= Glycine Favoured X Ghycine Allowed

Mumber of residues in favoured region (~93.0% expected)  © 482 (96.9%)
Mumber of residues in allowed region (~2.0% sxpacted) 12 (2.5%)
Mumber of residues in outlier region D3 (0.6%)

FRAMPAGE by Pad de Bakker ard Simen Lovell available at b iwww-grystbio o cam.acukirampaged

Pleass ciba: 5.0, Lovell LW, Davie. W B Andall lIL PLW. & Bakkar JM.Word, M.G. Prisant. J.5. Aichardzon & D.C. Richardson {2002)
Struciurs validation by Ca geometry: 'y and Cp devialion. Prataing: Sracfura, Functlon & Ganstios. 60: 437 450
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General Allowed

Ghycine Allowed
Pre-Pro Allowed
Praling Allowed

462 (96.9%)
112 (2.5%)
13 (0.6%)
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by Car geometry: ¢y and T devialion. Prodeing: Srocture, Functon & Ganstios. B0: 437450

General Favoured
Glycine Favoursd
Pre-Pro Favoured

Proling Favourad
Pleass cibe: 5.2 Lowell LW, Davie, W B AendalllIL P, o= Bakksr JM. Word M.G Prisant. J.5. Richardzon & D.C. Richardszon {20020

Stnuckrs valdation

FAMPAGE by Pad de Bakker ard Siman Lowell available af htip {'wwaw-arystbioc cam. az ukirampaged

Mumber of residues in favoured region (~28.0% expectad)

Mumber of residues in allowad region (~2.0%: expectad)

Mumber of residues in outlier r2gion
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Ramachandran plot for TNAP model

¢

General/Pre-Pro/Proline Favoured H & General/Pre-Fro/Froline Allowed
x Ghycine Favoured x Glycine Allowed

Mumber of residuss in favoured region (~38.0% expected)  : 455 (95.2%)
Mumber of residuss in allowed region (~2.0% expected) 15 (2.1%)
Mumber of residuss in outlier region o B O{1.7%)
FAMPAGE by Paul de Bakker and Bimon Lovell avaliable al poiwasr-crystoioc camac ukraspage’

Flzase che: 5.0 Lovell, LW, Davis, \W.E. Arendall [Il, F.LW. ge Bakker, JB. Word, MG, Prisant, JE. Richardson & O.C. Richardsan (2003)
Stnucturs walldation by Ca geomeiny: ¢'w and CF ceviation. Prodeing: Strocture, Function & Ganetios. §0: 437-450
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General Glycine

130

—d e —ar=

X
-180 S
Preoline
180 N ] N
1 1 1
1 1 1
1 1 1
1 1 1
N S | | ——
1 1 1
1 | 1
1 | 1
1 1 1
1 1 1
[ [ ——— S | | ——
1 1 1 1
1 1 1 1
1 | | 1
1 | | 1
! ! ! !
llf u 1 1 1 1
1 1 1 1
1 1 1 1
1 1 1 1
1 | | 1
R — o |
| | RO | |
1 1 1 1
1 1 1 1
1 1 1 1 1
[ R ——— e s L e |
e YL I
1 1 1 1 1
1 1 1 1 1
a0 . | . .
180 -1a0 1] 130
General Favoured General Allowed
Glycine Favoured Glycine Allowed
Pre-Pro Favoured Pre-Pro Allowed
Froline Favoured Proline Allowed

Number of residuss in favouraed region (~58.0% expectsd) o 455 (95.2%)
Number of residuss in allowed region (~2.0% expected) 15 (2.1%)
Number of residuss in outlier region S8 (1.7%)

SAMPAGE by Paul d= Bakker and Siman Lovell avaliabie at hipo'wans-crystoloc cam.ac ukrampage/

Flsase che: 8.0 Lovel, W, Dayis, WUE. Armncall (1], LW, e Eakker, JA. Werd, MG, Prisant, J5. Richamdson & OuC. Richardson (2003
Structors waldadon by Co pomsin- o'y and CF cevistion, Prodeing: Srocfure, Functon & Ganefios. 50: 437450



