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R1 R2 R3 R4
TPI-1955-1 Boc-Ala-OH X X X
TPI-1955-2 Boc-Phe-OH X X X
TPI-1955-3 Boc-Gly-OH X X X
TPI-1955-4 Boc-lle-OH-%H,0 X X X
TPI-1955-5 Boc-Leu-OH-H,0 X X X
TPI-1955-6 Boc-Ser(Bzl)-oh X X X
TPI-1955-7 Boc-Thr(Bzl)-OH X X X
TPI-1955-8 Boc-Val-OH X X X
TPI-1955-9 Boc-Tyr(2-Br-z)-OH X X X
TPI-1955-10 Boc-D-Ala-OH X X X
TPI-1955-11 Boc-D-Phe-OH X X X
TPI-1955-12 Boc-D-lle-OH X X X
TPI-1955-13 Boc-D-Leu-OH-H,0 X X X
TPI-1955-14 Boc-D-Ser(Bzl)-oh X X X
TPI-1955-15 Boc-D-Thr(Bzl)-OH X X X
TPI-1955-16 Boc-D-Val-OH X X X
TPI-1955-17 Boc-D-Tyr(2-Br-Z)-OH | X X X
TPI-1955-18 Boc-Phg-OH X X X
TPI-1955-19 Boc-Nva-OH X X X
TPI-1955-20 Boc-D-Nva-OH X X X
TPI-1955-21 Boc-Nle-OH X X X
TPI1-1955-22 Boc-D-Nle-OH X X X
TPI-1955-23 Boc-Ala(2-naphthyl)- | X X X

OH
TPI-1955-24 Boc-D-Ala(2- X X X

naphthyl)-OH
TPI1-1955-25 Boc-Cha-OH X X X
TPI-1955-26 Boc-D-Cha-OH X X X
TPI-1955-27 X Boc-Ala-OH X X
TPI-1955-28 X Boc-Phe-OH X X
TPI-1955-29 X Boc-Gly-OH X X
TPI-1955-30 X Boc-lle-OH-%H,0 X X
TPI-1955-31 X Boc-Leu-OH-H,0 X X
TPI-1955-32 X Boc-Ser(Bzl)-oh X X
TPI-1955-33 X Boc-Thr(Bzl)-OH X X
TPI-1955-34 X Boc-Val-OH X X
TPI1-1955-35 X Boc-Tyr(2-Br-Z)-OH | X X
TPI-1955-36 X Boc-D-Ala-OH X X
TPI1-1955-37 X Boc-D-Phe-OH X X
TPI-1955-38 X Boc-D-lle-OH X X
TPI-1955-39 X Boc-D-Leu-OH-H,0 | X X
TPI-1955-40 X Boc-D-Ser(Bzl)-oh | X X




TPI-1955-41 Boc-D-Thr(Bzl)-OH | X X
TPI-1955-42 Boc-D-Val-OH
TPI-1955-43 | X Boc-D-Tyr(2-Br-2)-

OH
TPI-1955-44 X Boc-Phg-OH X X
TPI-1955-45 X Boc-Nva-OH X X
TPI-1955-46 X Boc-D-Nva-OH X X
TPI-1955-47 X Boc-Nle-OH X X
TPI-1955-48 X Boc-D-Nle-OH X X
TPI-1955-49 X Boc-Ala(2- X X

naphthyl)-OH
TPI-1955-50 X Boc-D-Ala(2- X X

naphthyl)-OH
TPI-1955-51 X Boc-Cha-OH X X
TPI-1955-52 X Boc-D-Cha-OH X X
TPI-1955-53 X X Boc-Ala-OH X
TPI-1955-54 X X Boc-Phe-OH X
TPI-1955-55 X X Boc-Gly-OH X
TPI-1955-56 X X Boc-lle-OH-%H,0 X
TPI-1955-57 X X Boc-Leu-OH-H,0 X
TPI-1955-58 X X Boc-Ser(Bzl)-oh X
TPI-1955-59 X X Boc-Thr(Bzl)-OH X
TPI-1955-60 X X Boc-Val-OH X
TPI-1955-61 | X X Boc-Tyr(2-Br-Z)-OH X
TPI-1955-62 X X Boc-D-Ala-OH X
TPI-1955-63 X X Boc-D-Phe-OH X
TPI-1955-64 X X Boc-D-lle-OH X
TPI-1955-65 X X Boc-D-Leu-OH-H,0 X
TPI-1955-66 X X Boc-D-Ser(Bzl)-oh X
TPI-1955-67 X X Boc-D-Thr(Bzl)-OH X
TPI-1955-68 X X Boc-D-Val-OH X
TPI-1955-69 X X Boc-D-Tyr(2-Br-Z)-OH X
TPI-1955-70 X X Boc-Phg-OH X
TPI-1955-71 X X Boc-Nva-OH X
TPI-1955-72 X X Boc-D-Nva-OH X
TPI-1955-73 X X Boc-Nle-OH X
TPI-1955-74 X X Boc-D-Nle-OH X
TPI-1955-75 X X Boc-Ala(2-naphthyl)-OH X
TPI-1955-76 X X Boc-D-Ala(2-naphthyl)-OH X
TPI-1955-77 X X Boc-Cha-OH X
TPI-1955-78 X X Boc-D-Cha-OH X
TPI-1955-79 X X X 1-phenyl-1-cyclopropanecarboxylic acid
TPI-1955-80 X X X 2-Phenylbutyric Acid
TPI-1955-81 X X X 3-Phenylbutyric Acid
TPI-1955-82 X X X m-Tolylacetic acid




TPI-1955-83 X X X 3-Fluorophenylacetic Acid
TPI-1955-84 X X X 3-Bromophenylacetic Acid
TPI-1955-85 X X X (a, a, a Trifluoro-m-Toly) acetic acid
TPI-1955-86 X X X p-Tolylacetic acid
TPI-1955-87 X X X 4-Fluorophenylacetic acid
TPI-1955-88 X X X 3-Methoxyphenylacetic acid
TPI-1955-89 X X X 4-Bromophenylacetic acid
TPI-1955-90 X X X 4-Methoxyphenylacetic acid
TPI-1955-91 X X X 4-ethoxyphenylacetic acid
TPI-1955-92 X X X 4-isobutyl-alpha-Methylphenylacetic Acid
TPI-1955-93 X X X 3,4-Dichlorophenylacetic acid
TPI-1955-94 X X X 3,5-Bis(Trifluoromethyl)-Phenylacetic acid
TPI-1955-95 X X X 3-(3,4-Dimethoxyphenyl)-propionic Acid
TPI-1955-96 X X X Phenylacetic acid
TPI-1955-97 X X X 3,4,5-Trimethoxybenzoic acid
TPI-1955-98 X X X Butyric Acid
TPI-1955-99 X X X Heptanoic Acid
TPI-1955-100 | X X X Isobutyric Acid
TPI-1955-101 | X X X 2-Methylbutiric Acid
TPI-1955-102 | X X X Isovaleric acid
TPI-1955-103 | X X X 3-Methylvaleric acid
TPI-1955-104 | X X X 4-Methylvaleric acid
TPI-1955-105 | X X X p-Toluic Acid
TPI-1955-106 | X X X cyclopentanecarboxylic acid
TPI-1955-107 | X X X cyclohexanecarboxilic acid
TPI-1955-108 | X X X cyclohexylacetic acid
TPI-1955-109 | X X X cyclohexanebutyric acid
TPI-1955-110 | X X X cycloheptanecarboxylic acid
TPI-1955-111 | X X X 2-Methylcyclopropanecarboxylic acid
TPI-1955-112 | X X X cyclobutanecarboxylic acid
TPI-1955-113 | X X X 3-cyclopentylpropionic acid
TPI-1955-114 | X X X cyclohexanepropionic acid
TPI-1955-115 | X X X 4-methyl-1-cyclohexancarboxylic acid
TPI-1955-116 | X X X 4-tert-butyl-cyclohexancecarboxylic acid
TPI-1955-117 | X X X 4-biphenylacetic acid
TPI-1955-118 | X X X 1-Adamantancecarboxylic acid
TPI-1955-119 | X X X 1-adamantaneacetic acid

X X X

TPI-1955-120

2-norbornaneacetic acid
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2359-30 pure C13
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Current Data Parameters
NAME Oct23-2017-jdavis
EXPNO 21
PROCNO 1
F2 - Acquisition Parameters
Date_ 20171023
Time 16.26
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zgpg30
TD 65536
SOLVENT DMSO
NS 2048
DS 4
SWH 24038.461 Hz
FIDRES 0.366798 Hz
AQ 1.3631488 sec
RG 208.24
DW 20.800 usec
DE 6.50 usec
TE 299.6 K
D1 2.00000000 sec
D11 0.03000000 sec
TDO i,
======== CHANNEL fl ========
SFO1 100.6278588 MHz
NUC1 13¢C
Pl 10.00 usec
PLW1 64.00000000 W
======== CHANNEL f2 ========
SF02 400.1516006 MHz
NUC2 1H
CPDPRG[2 waltzlé
PCPD2 90.00 usec
PLW2 29.00000000 W
PLW12 0.35802001 w
PLW13 0.28999999 w
F2 - Processing parameters
SI 32768
SF 100.6177980 MHz
WDW EM
RPN S S B 0

LB 1.00 Hz
GB 0

T Y 4 ? ’ _ T T T _ T PC 1.40

_ _ T _ T
200 180 160 140 120 100 80 60 40 20 0 ppm
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Current Data Parameters
NAME Oct23-2017-jdavis
EXPNO 31
PROCNO :
F2 - Acquisition Parameters
Date_ 20171023
Time 18.51
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zgpg30
TD 65536
SOLVENT DMSO
NS 2048
DS 4
SWH 24038.461 Hz
FIDRES 0.366798 Hz
AQ 1.3631488 sec
RG 208.24
DW 20.800 usec
DE 6.50 usec
TE 299.6 K
D1 2.00000000 sec
D11 0.03000000 sec
TDO 1
muszmsm= CHANNEL fl =s=szs===
SFO1 100.6278588 MHz
NUC1 13C
Pl 10.00 usec
PLW1 64.00000000 W
===m=ssx CHANNEL f2 ==ssz====
SF02 400.1516006 MHz
NUC2 1H
CPDPRG([2 waltzlé
PCPD2 90.00 usec
PLW2 29.00000000 W
PLW12 0.35802001 W
PLW13 0.28999999 W
F2 - Processing parameters
SI 32768
SF 100.6177980 MHz
| WDW EM
R T P SRR SSB 0
LB 1.00 Hz
GB 0
— 4 _ T * T T T . _ " T i T ’ T ¥ . PC 1.40
200 180 160 140 120 100 80 60 40 20 ppm
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2359-32 pure C13

o N

(e o) o r~ E)_wlrrJ»,_..ll117,J(OA1,S.\/65A1CJ:O7(OrJJ.OrO,)l,Jl»LS,b?K_
. 87r}]111_wl..A14)«4,5_/07“7a/,H‘.SO(CJ-A/_OCJ/OJ.J.,)‘I._/7&710,\1OJ-
~ N NN rn e n s NS0 oaoannTAer Bu o
— — VOLOVUNNOLINWLWL WL T T < T T T T 333JAJ./_./._.,_,/_.,_A,,_Z
Current Data Parameters
NAME Oct23-2017-jdavis
EXPNO 41
PROCNO 1
F2 - Acquisition Parameters
Date_ 20171023
Time 21.16
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zgpg30
TD 65536
SOLVENT DMSO
NS 2048
DS 4
SWH 24038.461 Hz
FIDRES 0.366798 Hz
AQ 1.3631488 sec
RG 208.24
DW 20.800 usec
DE 6.50 usec
TE 299.7 K
D1 2.00000000 sec
D11 0.03000000 sec
TDO i
==m=m=sx== CHANNEL fl ========
SFO1 100.6278588 MHz
NUC1 13C
Pl 10.00 usec
PLW1 64.00000000 W
======== CHANNEL f2 ==s=====
SF02 400.1516006 MHz
NUC2 1H
CPDPRG[2 waltzlé
PCPD2 90.00 usec
PLW2 29.00000000 W
PLW12 0.35802001 w
PLW13 0.28999999 W
F2 - Processing parameters
SI 32768
‘ SF 100.6177980 MHz
WDW EM
. p— o eRrrage e | | bt vasihs s 1 0
LB 1.00 Hz
GB 0
y T _ ¥ T 3 _ 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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2539-40 pure C13 _
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Current Data Parameters
NAME Oct23-2017-jdavis
EXPNO .3 )
PROCNO 1
F2 - Acquisition Parameters
Date_ 20171023
Time 23.50
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zgpg30
TD 65536
SOLVENT DMSO
NS 2048
DS 4
SWH 24038.461 Hz
FIDRES 0.366798 Hz
AQ 1.3631488 sec
RG 208.24
DW 20.800 usec
DE 6.50 usec
TE 299.7 K
D1 2.00000000 sec
D11 0.03000000 sec
TDO 1
======== CHANNEL fl ====s====
SFO1 100.6278588 MHz
NUC1 13C
Pl 10.00 usec
PLW1 64.00000000 W
======== CHANNEL f2 ========
SFO2 400.1516006 MHz
NUC2 1H
CPDPRG[2 waltzlé
PCPD2 90.00 usec
PLW2 29.00000000 W
PLW12 0.35802001 W
PLW13 0.28999999 w
F2 - Processing parameters
SI 32768
SF 100.6177980 MHz

1 WDW EM

o o v - ot . SSB 0
LB 1.00 Hz
GB 0
y _ 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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Nov08-2017-jdavis 20 1 H:\jdavis

2359-45 proton NMR after filtration

CF;

TPI-2359-45

0.8630

[rel]
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2539-45 pure C13
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Current Data Parameters

NAME Oct23-2017-jdavis
EXPNO 61
PROCNO 1
F2 - Acquisition Parameters
Date_ 20171024
Time 2.16
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zgpg30
TD 65536
SOLVENT DMSO
NS 2048
DS 4
SWH 24038.461 Hz
FIDRES 0.366798 Hz
AQ 1.3631488 sec
RG 208.24
DW 20.800 usec
DE 6.50 usec
TE 299.8 K
D1 2.00000000 sec
D11 0.03000000 sec
TDO 1
======== CHANNEL fl ========
SFO1 100.6278588 MHz
NUC1 13C
Pl 10.00 usec
PLW1 64.00000000 W
======== CHANNEL f2 ========
SFO2 400.1516006 MHz
NUC2 1H
CPDPRG[2 waltzlé
PCPD2 90.00 usec
PLW2 29.00000000 W
PLW12 0.35802001 W
PLW13 0.28999999 W
F2 - Processing parameters

| SI 32768

| SF 100.6177980 MHz

I WDW EM
SSB 0
LB 1.00 Hz
GB 0

T Y ! : : Y v _ T R T T . PC 1.40

T ~ _ _ T
200 180 160 140 120 100 80 60 40 20 0 ppm
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Mar09-2018-tlavoi 61 1 C:\data\jdavis

_mwme: proton L M.
? I ="
o
NH I
JZ u\\v
{ Z/\/Zf _/ -
o |
& N xI8
- ©
TPI1-2359-47 i
- <t
7
m r
7“ -
— o~
| . C H
| o
2 52 5| & 53| ez 122 I
g 2% 3 8 5% 2% 83 o
el OFO,.\,Z <) 01/,J0ﬂ|0,40 '
T T T T T T T T T T [ | T T =T T T
10 8 6 4 2 0 [ppm]
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2539-47 pure C13
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Current Data Parameters

NAME
EXPNO
PROCNO

Oct23-2017-jdavis
71
1

F2 - Acquisition Parameters

Date_
Time
INSTRUM
PROBHD
PULPROG
TD
SOLVENT
NS

DS

SWH
FIDRES
AQ

RG

DW

DE

TE

D1

P11l

TDO

SFO1
NUC1
Pl

PLW1

SF02
NUC2
CPDPRG[2
PCPD2
PLW2
PLW12
PLW13

SI
SF
_ WDW
SSB

LB
GB

T
200 180

T
160

T T
140 120

I
100 80

60

T
20 0 ppm

PC

20171024
4.41
spect
5 mm PABBO BB/
zgpg30
65536
DMSO
2048
4
24038.461 Hz
0.366798 Hz
1.3631488 sec
208.24
20.800 usec
6.50 usec
299.7 K
2.00000000 sec
0.03000000 sec
1

CHANNEL fl ========
100.6278588 MHz
13C
10.00 usec
64.00000000 W

CHANNEL f2 ========
400.1516006 MHz
1H
waltzlé
90.00 usec
29.00000000 W
0.35802001 W
0.28999999 w

F2 - Processing parameters

32768
100.6177980 MHz
EM
1.00 Hz

1.40
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Novl5-2017-jdavis 51 1 H:\jdavis

2359-48 rerun proton

TPI-2359-48

[rel]

|
14
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2539-48 pure C13
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Current Data Parameters

NAME Oct23-2017-jdavis
EXPNO 81
PROCNO i
F2 - Acquisition Parameters
Date_ 20171024
Time 7.06
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zgpg30
TD 65536
SOLVENT DMSO
NS 2048
DS 4
SWH 24038.461 Hz
FIDRES 0.366798 Hz
AQ 1.3631488 sec
RG 208.24
DW 20.800 usec
DE 6.50 usec
TE 299.7 K
D1 2.00000000 sec
D11 0.03000000 sec
TDO 1
======== CHANNEL fl ========
SFO1 100.6278588 MHz
NUC1 13€
P1 10.00 usec
PLW1 64.00000000 W
======== CHANNEL f2 ========
SFO2 400.1516006 MHz
NUC2 1H
CPDPRG[2 waltzlé
PCPD2 90.00 usec
PLW2 29.00000000 W
PLW12 0.35802001 W
PLW13 0.28999999 W
F2 - Processing parameters
SI 32768
. SF 100.6177980 MHz
WDW EM
e SSB 0

LB 1.00 Hz
GB 0

’ T T : T : T ! T T T T i T T T PC 1.40

200 180 160 140 120 100 80 60 40 20 0 ppm
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Plasma Stability of 2359-47

120% | ¥ 120%
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80% -
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40% -

20% -

0% T T T

0 60 120 180
Time Point (min)

The percentage of analyte detected compared to time point zero.
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