© 1999 American Chemical Society, J. Org. Chem., Junquera jo9818576 Supporting Info Page 1

)

Folding of an Artificial B-Sheet in Competitive Solvents
Elena Junquera and James S. Nowick*

Department of Chemistry
University of California, Irvine
Irvine, CA 92697-2025

Supporting Information: PFG COSY and Tr-ROESY spectra of artificial B-sheet 1 in

CDCl3, CD30D, CD30H, 50% v/v CD30D-D50, 50% v/v CD3OH Hy0, and CD3SOCD;
solution (59 pages).

Solvent PFG COSY Tr-ROESY
CDCl3 pp2-6  pp29-33
CD3;0D pp 7-9 pp 34-38
CD30H pp 10-14 pp 39-44

CD3OD-D0 pp 15-17  pp 45-49
CD30H-H)O pp1822  pp 50-54
CD3SOCD3 pp23-28  pp55-59

Spectra are numbered according to the following diagram:
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500 MHz PFG COSY 1H NMR
10 mM in CDC13

Artificial beta-Sheet 1
298 K
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500 MHz PFG COSY 1H NMR
10 mM in CD30OH

298 K
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500 MHz PFG COSY 1H NMR
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Artificial beta-Sheet 1

500 MHz PFG COSY 1H NMR

10 mM in CD30H/H20 50% v/v pH

298 K
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500 MHz PFG COSY 1H NMR
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10 mM in CDC13

298 K

33

(4]

&
(3] o < w [}
] i t ] }
- --q'-.
- LA * WMD" -
e, o= - 8- & .- - W Sy ey o ¢ d @ e -~
."
< ° .
[ ] L) [ - (4 L]
- L
- [ g - -- -
- [ —
i
Y v
AR ]|
Si

10

ppm




© 1999 American Chemical Society, J. Org. Chem., Junquera jo9818576 Supporting Info Page 34

JY

=
o 3 (Vo) e o) &
L 1 \ | , ] ) I ,
™
—9'="
b &%
- O
-9/
i o I
-s
I
®
.Iali
= |
4]
8=
n—n
=
2
L &
Y Y ¥ ;
£ b S A 4 9t
~ giog!! & 2
t-01 40 p]
p,u-u bz
vz -
L E
[+}]
&5
7 s
o>y
238 4
Q@mea [A)
— D
© &
.t =
.S BN sed
T E g
PO (s )
_H O O ;N
[ o Vo IR I ]




© 1999 American Chemical Society, J. Org. Chem., Junquera jo9818576 Supporting Info Page 35

s

1
2
3
4
ppm

2

500 MHz Tr-Roesy 1H NMR
10 mM in CD30D

Artificial beta-Sheet
298 K




© 1999 American Chemical Society, J. Org. Chem., Junquera j09818576 Supporting Info Page 36

3¢

1=
v} ~ (-] &
1 I 1 )
’ -~ . -
N ’ - <
e
b
[ )]
L.
o3
Rv:
L)
o
in
\g ad - e - - — - -
) [ J
€L -3 [
r" - —---.h - - - .'a-- -— — T —m —~——— |
-
[ ) -
D [
(: - -
-- - - - - ° e - -
o
-
- - L) -
s - - —_— — — - — =
7 g,
e
L |
+ [~4 9¢ +tZ
8\ ‘oz 124
iz
o E
[
[P =]
£ o
(%7
[
[LERO
Lo 0
» OO
Lo
I a
—~ N O
©
ot o
”L_‘)Nw-l
PRy (o=
HO oo
L D —t




wdd

wdd

=,

¥
. ' &SNS ! N

+ eeQ f“‘&éf*ﬂw’ﬁﬁj-

),

WD +c0

EMER - T oD

[~ 4
174

(R 74

40
gy'or

© 1999 American Chemical Society, J. Org. Chem., Junquera jo9818576 Supporting Info Page 37
37

A 86¢

gogan ut ju Q1

YN HT AS®0¥-11 ZHW 00§
Jesys-elaq TeTOTIT13IY




© 1999 American Chemical Society, J. Org. Chem., Junquera jo9818576 Supporting Info Page 38
3¢

£
— 3] ™ < &
| | ] 1 J
[ 1]
a\": I~
? s - .
g e 0. 8 .- ® o o ™ --a-e,:-?r s O
;i‘ - - - - o+ ® o — .t g -
n <
9 =
—co
(r:l—< S - e - - o -
5
L2y
’ I IR A
££ \
, /J 8 ‘b‘be \ ¢ '7\
»9-9
V oz Jo-",“’" 101-01
U% 0100 fae gy
[+F]
[T = o
=gpas
- .
£28 t ¢
L M
=
CL2
—~ =
SRR
T8z
Do [o]
HO O O
G W N




© 1999 American Chemical Society, J. Org. Chem., Junquera jo9818576 Supporting Info Page 39

39

15

0

o

§

(o]
—N
[agl
d
- e
|
. T —\O
6:: ve wmeoh ° R I ‘ . "
: : . ==y
- ’ * — oo
-s . - - - & -
¥ .
-e -

1=
oy
L

Grﬁ' 9z, (Wt

S\ 4 2' 8z

N 01~01 40 3oz

1]
o M1y bz
[T o
o
i \
[
o 0
I 1 B o]
223 /
~ 4B | ¢
o ©
] o
.9‘ 0N -
a = e Ay
49 O [o o)
- O O
<ml—'|‘\]




© 1999 American Chemical Society, J. Org. Chem., Junquera jo9818576 Supporting Info Page 40

Do

Lo | o3 g‘
! | T ~ a
~N
(9
r‘-
5
2
]
©
o
=]
joR
L

A

500 MHz Tr-Roesy 1H NMR
10 mM in CD30H

Artificial beta-Sheet 1
298 K




