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'TH NMR (300 MHz, MeOD) of ent-7
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YF NMR (282 MHz, MeOD) of ent-7
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1F NMR (282 MHz, MeOD) of 9
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Variable-temperature '’F NMR (282 MHz, MeOD) of 9
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"H NMR (300 MHz, MeOD) of ent-9
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"F NMR (282 MHz, MeOD) of ent-9
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'H NMR (300 MHz, MeOD) of 10
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1F NMR (282 MHz, MeOD) of 10
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YF NMR (282 MHz, MeOD) of ent-10
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"H NMR (300 MHz, D,0) of 13
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LC-MS (0—25% acetonitrile/water over 30 min) of 13
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'"H NMR (200 MHz, D,0) of 14
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F NMR (282 MHz, D,0) of 14
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LC-MS (0—25% actetonitrile/water over 30 min) of 14
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"H NMR (300 MHz, D,0) of 15
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F NMR (282 MHz, D,0) of 15
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"H-"H COSY (300 MHz, D,0) of 15
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LC-MS (0 —100% acetonitrile/water over 10 min) of 16
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F NMR (282 MHz, D,0) of 17

wow NMNODOITANNOMNHDO ™ TN

~ 0o AN NN ADADND A DD T D

w0 @ ® N COMHHNNMDANO OO

= - T T T I

™ F)h CO00C00C000C000O000000OO0

& o) F o) YT IFITITTTTTTTSTS

5 H T\ e

H PJ\\,//lL\ ~ \\/’/lL\
2N N/\/\[f Y~ "N” CO,H
E H E H H
F O T
CO,H
HN (TFA salt)
HNZ > NH,
T T T T T
-200 -202 -204 -206 Ppm
e L J |
r T T T T T T T T T T T T T T T T

=70 -80 -90 -100 -110 -120 -130 -140 -150 -160 -170 -180 -190 -200 -210 -220 ppm

3.314

YF {'"H} NMR (282 MHz, D,0) of 17

: 0 FE o, O Lph
HzN\.)kN - N\.)LN CO,H
i H ¢ i H
F O -\
CO,H
HN (TFA salt)

HN? >NH,

S

1.015>=
1.000>=

-201.032
-201.069
-206.976
-207.012

<
e

_

T
-206 ppm

1]

[T T T T T T T T T T T

EEARAREE RAAAARREEE ML MR MR R RS R
=70 -80 -90 -100 -110 -120 -130 -14 -150 -1e0 -170 -1

2.722 =

80 -1

T AR LR

T e ..
10 -220 ppm

90 -200 -2

:

1.044 —
1.000 =

S-31



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

"H-"H COSY (300 MHz, D,0) of 17
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LC-MS (0—25% acetonitrile/water over 30 min) of 17
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"H NMR (200 MHz, D,0) of 18
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F NMR (282 MHz, D,0) of 18
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"H-"H COSY (300 MHz, D,0) of 18
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LC-MS (0—100% acetonitrile/water over 10 min) of 18
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F NMR (282 MHz, D,0) of 19

§ COZH © YOO OO
& O O H R EEE L
HQN\)L”/\)LH N\E/COQH SN\
H l‘: O H
J/ “Ph
HN (TFA salt)
HN)\NHZ
| | T
-195 -196 -197 ppm
. |
[T [rerrrTeTT Ty [T I ey | | [Ty | prerrrTeTT [Ty rerreT [rorrrTTT Ty T
-70 -80 -90 -100 -110 -120 -130 -140 -150 -160 -170 -180 -190 -200 ppm
YF {'"H} NMR (282 MHz, D,0) of 19
coH 3
2 @ o H 5
H2N\_/U\N/\=)J\H N._COH
I - - £
F 0
f “Ph
HN (TFA salt)
HN)\NH2
T R IR I |
-195 -196 -197 ppm
AR RARRRRARN T AR T T T T LR UABARRRARN T T T IRARRARAN LAARARARA T
-70 -80 -90 -100 -110 -120 -130 -140 -150 -160 -170 -180 -190 -200 ppm

S-39



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

"H-"H COSY (300 MHz, D,0) of 19
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LC-MS (0—100% acetonitrile/water over 10 min) of 19
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"H NMR (300 MHz, D,0) of 20
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"H-"H COSY (300 MHz, D,0) of 20
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LC-MS (0—25% acetonitrile/water over 30 min) of 20
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"H NMR (400 MHz, D,0) of 21
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LC-MS (0—100% acetonitrile/water over 10 min) of 21
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"H NMR (200 MHz, D,0) of 22
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"H-"H COSY (300 MHz, D,0) of 22
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LC-MS (0—25% acetonitrile/water over 30 min) of 22
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Cell adhesion assay data

[Note: pICsg values for active antagonists are quoted, where pICso =4 is 100 uM, 5 is
10 uM, 6 is 1 uM etc.]
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