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PEPTIDE AND MONOMER NMR SPECTRA



(wdd) yys [eoiwsyd

0'8

S.

0L

9

09

S'q

0'S

Sy

(N4

S'e

0e

N4

0¢c

~

oo

10ao ‘1s

NHoow

S

ng-10.

N
3
w®
o
>

Sl

oL

vl bvrvn b byt b b b b b b b b v e b b b bevrn b v b b b v b b b v b b b gl
L

S2



o}

FmocHN /\/\:/Oﬁ Bu

$1, CDCI,

160 152 144 136 128 120 112 104 96 88 80 72 64 56 48 40 32 24 16
Chemical Shift (ppm)

S3



(0]

_uaoo_._z/\/\__/oﬁ Bu
j/ $2, CDCI,

e s o )

5 f

2.052.03 2.092.04 0.92 0.80 0.75 1.96 0.76 1.00 0.989.96 1.106.03
H d H Y = = =H H Y Y [y ==
9.0 8.5 8.0 7.5 7.0 6.5 6.0 55 5.0 4.5 4.0 3.5 3.0 25 2.0 1.5 1.0 0.5 0

Chemical Shift (ppm)

S4



(0]

FmocHN /\/\:/OH Bu
j/ $2, CDCI,

i
168 160 152 144 136 128 120 112 104 96 88 80 72 64 56 48 40 32 24 16 8

Chemical Shift (ppm)

S5



(wdd) yys [eaiwsyd

(U84

g8

0'8

0'S S'S 09 S'9 0L S'L

Sy

N4 0e g€

0¢c

Sl

0l

S0

ooz 18
N
M/M R

—w

4

‘I0ao ‘es

”8'10jo

S6

NHoowW

AN

IKIVO



o]

_usoo_._z/\/\:/oz_s

07 0t-Bu
$3, CDCI,

136 128 120 112 104 96 88 80 72 64 56 48 40 32

Chemical Shift (ppm)

S7



o}

FmocHN /\/\:/OZ_V\_

tBuO” N

s4,CDCI,
j - )P\/ b Lc

2.00 2.032.02 1.060.95 179 0.95 1.71 191198186 084 11.99

I R R = L OO L L

8.5 8.0 7.5

7.0 6.5 6.0 55 5.0 45 4.0 3.5 3.0 25 2.0 1.5 1.0 0.5 0
Chemical Shift (ppm)

S8



(0]

FmocHN /\/\:/O>__<_

+BuO0” N
$4,CDCI,

168 160

152

144

136

128

120

112

104

96 88
Chemical Shift (ppm)

80

72

64

56

48

40

32

24

16

S9



O

FmocHN /\/\:/OI

S5, DMSO

X | LC: L\ .

— N

0.90 2.001.791.032.08 1.960.90 0.82 1.8
[ H H HH U Y = =

125 120 115 11.0 10.5 10.0 9.5 9.0 8.5 8.0 75 7.0 6.5 6.0 55 5.0 4.5 4.0 3.5 3.0 25 2.0 1.5 1.0
Chemical Shift (ppm)

S10



0]

FmocHN /\/\:/OI

$5, DMSO

T

160 152 144 136

Ml

128

ik ot it

Chemical Shift (ppm)

EEAWE ik E@EE

3 16

S11



j/ s6, CDCI,

—— 5 \ L TN

0.96 2.001.400.64 2.072.000.700.29 0.260.67 0.28 0.630.57 1.410.65 1.00 0.28 0.721.57 1.066.05
[— H H H H HHHY H & Y H H H H H Y [ =~
10.0 9.5 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 2.5 2.0 1.5 1.0 0.5 0

Chemical Shift (ppm)

S12



FmocHN /\”\:/OI
j/ S6, CDCI,

T T T T T T T T T
176 168 160 152 144 136 128 120 112 104 96 88 80 72 64 56 48 40 32 24 16 8 0

Chemical Shift (ppm)

S13



0O

FmocHN /\/\:/ oH

S14

o\_\Mx-m:
s7,CDCl,
2.001.80 2.092.20 0.84 0.92 0.65 264 1.0 162 078100  9.81
= [ — [— = ] [— = =
_________________________________________________________________________________________________________________________________________________________
8.0 75 7.0 6.5 6.0 55 5.0 45 4.0 35 3.0 25 0 15 1.0

Chemical Shift (ppm)



0]

FmocHN /\/\:/ oH

O\_\Mu?m:

§7, CDCl,

5
176 168 160 152 144 136 128 112 104 96 88 80 72 64 56 48 40 32 24

Chemical Shift (ppm)

S15



(wdd) yys [eaiwsyd

Sl (U4 S'c 0¢ g'e (84 Sy 0'S S'S 09 S'9 0L SL 08

0l

™ NHoow 4

A _ongl

AN

I0ao ‘8s
HO

w
(&)]

S16



o)
FmocHN
MOC! /"\/\_.._/OI
tBuO” N
S8, CDCl,

I e A Fo Y ,__:__E‘;_: | Ul R A ,? 0 L o

168 160 152 144 136 128 120 112 104 96
Chemical Shift (ppm)

6 48 40 32

S17



Peptide 3

10.0

9.5

9.0

8.5

8.0

7.5

7.0

6.5

6.0

5.5 5.0 45
Chemical Shift (ppm)

4.0

3.5

3.0

25

2.0

1.5

1.0

0.5

S18



Peptide 3_

10.0

9.5

9.0

8.5

8.0

7.5

7.0

6.5

6.0

5.5 5.0 4.5
Chemical Shift (ppm)

4.0

3.5

3.0

2.5

2.0

1.5

1.0

0.5

S19



Peptide 4

10.0

9.5

9.0

8.5

8.0

7.5

7.0

6.5

6.0

55 5.0 45
Chemical Shift (ppm)

4.0

3.5

3.0

25

2.0

1.5

1.0

0.5

S20



Peptide 5

10.0

9.5

9.0

8.5

8.0

7.5

7.0

6.5

6.0

1jdj4jjjj4ajj4§jjaiadedj*:j:j4aqj4§j§
5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 0

Chemical Shift (ppm)

S21



Peptide 6

10.0

9.5

9.0

8.5

8.0

7.5

7.0

6.5

6.0

55 5.0 4.5
Chemical Shift (ppm)

4.0

3.5

3.0

25

2.0

1.5

1.0

0.5

S22



Peptide 7

10.0

9.5

9.0

8.5

8.0

7.5

7.0

6.5

6.0

5.5 5.0 45
Chemical Shift (ppm)

4.0

3.5

3.0

25

2.0

1.5

0.5

S23



	Spectral Title
	Comparison of Backbone Modification in Protein β-Sheets by α→γ Residue Replacement and α-Residue Methylation
	George A. Lengyel, Zachary E. Reinert, Bryan D. Griffith, and W. Seth Horne*
	Department of Chemistry, University of Pittsburgh, Pittsburgh, PA 15260
	SUPPORTING INFORMATION
	PEPTIDE AND MONOMER NMR SPECTRA

	S1 Ala Ester Proton
	S1 Ala Ester Carbon
	S2 Ile Ester Proton
	S2 Ile Ester Carbon
	S3 Glu Ester Proton
	S3 Glu Ester Carbon
	S4 Thr Ester Proton
	S4 Thr Ester Carbon
	S5 Ala Acid Proton
	S5 Ala Acid Carbon
	S6 Ile Acid Proton
	S6 Ile Acid Carbon
	S7 Glu Acid Proton
	S7 Glu Acid Carbon
	S8 Thr Acid Proton
	S8 Thr Acid Carbon
	Peptide 3
	Peptide 3cyc
	Peptide 4
	Peptide 5
	Peptide 6
	Peptide 7

