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'H-NMR of compound 6b

20-17

Archive directory: /export/home/vamri/vnnrsys/data
Sample directory:

File: PROTON

Pulse Sequence: s2pul
Solvent: cdc13

Temp. 25.0 C 7 298.1 K
INOVA-500" “BNUS 00"

Relax. delay 4.000 sec
Pulse 34.0 degrees
Acq. time 1.892 sec

.4 Wz
32 repetitions

ERVE  H1, 499.8853727 MHz
DATA PROCESSING

1ze 6553

Total time 3 min, 8 sec

2.425

on,8N888r 383
ghsg387283g902
I RAL I RN
5 H 3 :
“83 g $
w2 o~
"l .
8
T T T T T T T T T T
10 9 8 7 6 4 3 2 1 -0 ppm
[ o S o
1.80 0.99.89 1.0 1.06° 1.05 3.06
1.81 2.01 0.95 0.99 1.05 3.18 3.05
N
20-35
Archive directory: sexport/home vnmri/vnmrsys/data
File: PROTON y,
Putse Sequencer szpul -
solvent: cacia 3
Tomp. 25.0°C 7 290.1
INOVAZ500 "BmUs00"
Relax. detay 4.000 sec
Pulse 94.7 degrees
o time 1:082 sec
idin §302.6
16 repetitions
ERVE ML, 4998853708 Wz y
DATA PROCESS! =
FT size 65536 L4
Total time 1 min, 34 sec a
2
H
2
g
. ,Jme il
T T T ' ey s 3 :
10 ] 8 7 6 5 a 3 H 1 -0 -1 ppm
1 008 0% 1.0 0.9 3
0.2 PR i v a5
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C NMR of compound 8

24-35

Archive directory: /export/home/vnari/vnarsys/data

Sample directory: 3%

File: CARBON aSs

Pulse Sequance: s2pul RRER
J

Relax. delay 1.000 sec
Pulse 42.9 degrees

Acq. time 0.600 sec

Widin 31421.8 Hz

15936 repatitions
OBSERVE Ci3, 125.6962766 WHZ
DECOUPLE W1, 493 8878516 MHZ
Fower

ING
ne broadening 3.5 Wz
FT size 655:
Total time 18 hr, 18 min, 20 sec

165248
164,953

-

82.325
78.816
J77.618

145,538

v

\—71,500
60.583
21.678
14.297

e R s e R PRI R R EE} e e B e

| rprr e -
220 200 180 160 140 120 100 80 60 a0 20 0

'H NMR of compound 9

29-37

Archive directory: /export /home/vomr L vimreys/data
Sample directory:
File: PROTON

Pulse Sequence: s2pul y

Solvent: cdcl3
Temp. 25.0 C / 238.1 K
INOVAZ500  “BMUS0B"

1.258

Relax. delay 4.000 sec

z
H
z
-
)
-
et 3
H
H

16 repetitions

0BSE Hl, 4338853718 WHZ |
OATA PROCESSING

FT 6ize 65536
Total tise 1 min, 34 sec

1.272

75T
1.244

/2 /840
__7.288

o =0.000

5‘.‘6 I ‘7 6 5 4 3 2 1 0 ppm

182 o0m1e 1o 3.33 198 1 a7
T z.08
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C NMR of compound 9

20-37

File: CARBON

Pulse Sequence: s2pul
Solvent: COC13

Temp. 25.0 C / 298.1 K
user:  1-i4-87
INOVA-500  "BHUS00"

Relax. delay 1.000 sec
Pulse 45.0 degrees R
Acq. time 0.600 sec 3
idin 31421.8 Hz ~
3264 repetitions R
OBSERVE ' C13, 125.7004335 WHz

DECOUPLE H1, 439.3043850 WHz

Power 32 dB

continuously on

WALTZ-16 modulated

DATA PROCESSING

Line broadening 3.5 Hz

FT size 65536

Total time 11 hr, 26 min, 27 sec

133.581
133.108
82.988
82.363
78.869
7i.042
.as54
30.412
23.874
21.608
14.186

.81
60

172.869
164
145.421

™

T T T T T T T T T T T X
220 200 180 160 140 120 100 80 60 40 20 0 ppm

'H NMR of compound 10

z3-39

Archive directory: sexport/home/vnarisvnmrsys/data
mple directory:

File: PROTON

Pulse Sequence: s2pul

Solvent: cdcl3

Temp. 25.0 C / 298.1 K

INOVA-S00  “BMUSDO"

Relax. delay 4.000 sec
Pulse 99.4 degrees

16 repetitions
OBSERVE _ H1, 498.8853733 MHz
DATA PROCESSING

FT size 65536

Total time 3 min, 8 sec

7.262

-0.000

\_1.254
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C NMR of compound 10

20-39
Archive directory: /export/home/vnmri/vnmrsys/data
sample directory:

File: CARBON

Pulse Sequence: s2pul

user:
INOVA

Relax. delay 1.000 sec

317 s

OBSERVE €13, 125.6962766 MHZ

DECOUPLE H1, 439.8878616 MHz
32 dB

Line broadening 3.0 Hz
FT size 6
Total time 18 hr, 18 min, 20 sec

77.259
76.748

S5
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220 200 180 160 140 120 100 80 60 40 20 ppm
23-a28(1)
File: PROTON
Pulse Sequence: s2pul
Solvent: duso
Temp. 25.0 C / 298.1 K
INOVAZ500  “BNUSDOM
Relax. delay 4.000 sec
Pul degrees woornonw
P ennanesy
=iz | e b e
16 repetitions Poaadaas
ERVE  H1, 499.9042642 WHZ
DATA PROCESSING
FT size 65536
Total time 1 min, 34 sec
=
5
@
4
M
B
s
o
. |
' T T — T T T T I
10 9 8 7 6 5 4 3 2 1 -0 -1 ppm
o - w i e
1.72 .00 1.03 1,07 2,02 0.98
1.99 099 T2.03 2.66 1.00
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23-428(1)

File: CARBON

Pulse Sequence: s2pul
Solvent: dmso

Temp. 25.0 C / 288.1 K

user:
INOVA-500

“BNUSO00"

Relax. delay 1.000 sec

Acq. time 0.700
width 31421.8 Hz
736 repetitions

OBSERVE C13, 125.7010900 WHZ
DECOUPLE H1, 499.8067605 MHz

Line broadening 3.5 Hz
FT size 65536
Total tims § hr, 43 min, 18 sec

173.038

|

Biomolecular Chemistry

BC NMR of compound 11

152.343
139.304
78.497
68.679
61.829

156.026
149,458
51.278

118.867

L]

39.828

29.668
29.500

39.332

39.164

38.997

29.766
27.905

- T T

T
220 200 180

File: PROTON

Pulse Sequence: s2pul
solvent: dmso
Temp. 25.0 C / 298.1
INOVA-500  "BMUS00"

K

Relax. delay 4.000
Pulse 45.0 degrees
cq. time 1.892
width 7108.0 Hz
16 repetitions
OBSERVE _ H1, 499.9042703 MHz
DATA PROCESSING
65536
1 min, 34 sec

sec

sec

FT size
otal time

T T T
160 140 120

'H NMR of compound 12

a.111
a.10a

\.

8.163
8.139
—5.742

5.726

7.232
3.662

T T T T T T !

T
ppm
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ESI-TOF MS of compound 12

[+TOF MS: 3.300 to 3.417 min from MT20080515110327.wiff )
'a=3.56260368647617700e-004, t0=4.95196858461491090e+001, subtracted (0.250 to 0.400 min and 0.57 to 0.73 min)

| 269 321.1826

260
240
220
200 |

180

160

140 |
343.1645

120+

Intensity, counts

100

80 276.1212

60

40 136.0683 308.1495

| 20 154.1295 | 1360.2310

100 150 "200 2% 300 "aso 0 a0 ab0
miz, amu

'H NMR of compound 13

z3-53

Flle: PROTON

Pulee Saquanca: s2pul
Saivent: raci2

Temp. 26.4 C , 288.1 K
INOVASS00  EMDSED"

Relax. delay 1000 sec
Pulse 76 B dagraes

Acy. time 1.BI2 sec

Widih 7938 4 2

1€ repetitions

OESERVE W1, 499, 9018765 MHZ
DATA PROCESSING

T size 65535

Total time @ min, 45 sec

JU— 1}

1an o o
1.25 1.25.03

S7

Max. 268.8 counts.

ZJ-AESI-TOF+

550 600

0.80¢
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BC NMR of compound 13

20-63

Pulse Sequenca: s2pul
Selvent: COCI3

Temp. 25,0 C_; 295.1 K
user

File: 21-63-C
INDVA=500  "BMUSO0D"

Relax. delay 1.000 sec
Pulse £4.3 degrees
<. time 1.000 sec
winth $1421.8 Hz

tons
OBSERVE' 13, 125 7004461 WH2
DECOUPLE 1, 155, 5043860 MHz
32 dB

cont f nuous]

WALT2-16 modulated

DATA FROCESSING

Line broadening 3.5 Hz

¥T sizs 6553

Total time 5 hr, 47 min, 51 se¢

H
&
] =3
= 08
gy Ty 8
o |2 /
i i :
[
s F 8 ‘
i ~ 2
EooE
!
g ‘
BF
E7
"
b
I
| A
_ RN S N .
it e s
7.2 77.8 77.4 7r.8 76.6 76.2 ppm
e 1 e L e s e R R R R A T e
220 209 180 160 140 120 100 a0 60 49 20 pEm
zJ-57
File: PROTON ‘
Pulse Sequence: s2pul
Sotvent: cdcld
Tomp. 25.0 C 7 238.1 K
INOVA-500 "BMUSOG™
Relax. deléy 1.000 sec 3
Pulze 88.% Hegreas =
Acg. time 1.882 € g
Width 7138.7 K, .
Single scan 7
BSERVE  H1, 439, 9018357 Nhz
DATA PROCESSING
FT si2¢ 65535
Total time ¢ minm, 2 sec ~ \
= ‘
&
H
2=
Ell 2
s o2
5 s
L =L |
!
____#_,_J'____J_l, N ; —
11 10 9 8 7 3 5 4 3 2 1 -0 -1 pem
s =
0,381 @1 1.29 878
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C NMR of compound 14

20-57

Ftle: GARBON

Pulse Sequence; sZpul

yser:  i-ia-
INDVA-500  “BRUS0D"

Relax. delay 1.000 sec

576 repetitions
QBSERVE C13, 175.7004346 NAz
DECOUPLE  H1, 493.9043860 HHz

DATA PRUCESSING
Line broadening 3.5 Hz

FT size 65536

Total time L1 br, 25 min, 42 sec

77,420
77.252

77.0m0
76748

Jr7lzsz

—77.420

78.2 77.8 77.4 770

T |
76.6

" \

" L " "

58.890
55.815

25.90a

28 873

7315

Is.za3

-5.351

# y o A

R
120 1ae

80

R SR TR

220

| T T e T

zon 130 160 14¢

"H NMR of compound 15a

20-650-8

File: PROTON

Pulse Sequence: szpul
Solvent: dmso

amp_ 25.0 C 7 2881 K
INDVA-500  "BNiIS00"

Relax. delay 4.000 sec

16 repetitions
H1, 499 9042714 MHZ
DATA PROGESSING

65
Total tima 1 min, 3¢ sac

a.118
a.107

a.120

5718
— ——_—s.70r
a_zen
—a.136
PRTE

—a.282

7.220

40

[

2.498
z.a87

20

0.842

0.012

0.018

o.o07

ppm
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24-658-a

File: CARSON
Pulse Sequznce: sEpul

Solvent: dmso
Tems. 25.0C ¢ 238.k K

user:  1-1%-87
IHOVA-S0C “BAUSOD"
Relas. delay 1.000 sec

Acy
width 31421.8 Hz
1216 repetiiions
OBSETVE CLI, 175.7010800 MHz
DECOJPLE H1. 439 9057505 Wiz
Power

continueus y on

WALTZ=1E woiulates

DATA PROCESSING

Line broadeniag 3.0 Kz

P size B553

Total tine'd hr. 30 min. 33 sac

C NMR of compound 15a

2
3 o
H s E
- - w B e 5
Tz AL <
H 3 = s M
H 3 :
s 5 o
- = | J
e 5
2 ] |
H \
. ‘ J { ; A
. Fr , : , : . PR . . Ve T ey T T
220 z00 180 150 140 120 100 80 61 4 20 ot ppn
29-s54-b
File: PROTON
Pulse Sequence: sZpul
Solvent: dmso
Temp. 25.0 C / 298.1 K
INOVAS00" *8HUS00"
Relax. delay 4.000 sec
Putse 75,8 degrees z53
Acqg. time 1.832 sec ~hw
vidth 10000.0 Hz o
32 repetitions 1
OBSERVE H1, 499.9042709 MHZ ) J
DATA PROCESSIN =
FT size §5536
Total time 3 min, 8 sec
E4d
5=
b Ie2f
33t
Al
LV
s -
K H
- L F
225 o s
5 "%, s |
2 3 - Bl
R =7]
: . ]
T | s = p
. 3 -
| | | .
|
-, s |
. T e
-0.05 -0.15 ppm |
— I
.91 {
5.81 |
LA L S R | LA B S N B A T r 7 o | T LA |
10 9 8 7 3 5 a4 1 ppm
o . - o : - - -
o = T 2ne aen  voraa 0 e A e
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"H NMR of compound 15b

20-65T

File: PROTON

Pulse Sequénce: s2pul
Solvent: dmso

Temp. 25.0 C 7 298.1 K
INOVA-500 “BMUSO0"

_,0.8a?

0.015

Relax. delay 4.000 sec
Pulse 75.8 degrees

Acq. time 1.892 sec

Width 7938.4 Hz

16 repetitions

OBSERVE K1, 499.9042703 WHz
DATA PROCESSING

FT size 65536

otal time 1 min, 34 sec

1.768~
1,766 -

\_3.311

—__3.586

0.853
0.Ba3
0.841

h
LEs

—7.427
3.320

— 7 a5

5.562
{5550
—3.598

__11.261

=
g
2
ok

C NMR of compound 15b

20-65T |
|2g2
File: CARBON cnn
Pulse Sequence: sZpul EE
Solvent: J)J

dmso
Temp. 25.0 C / 298.1 K
user: 1-14-
INOVA-500 "BMUS00*
Relax. delay 1.000 sec
Wi
3520 repeti

tions
OBSERVE ' C13, 125.7010838 WHZ
DECOUPLE M1, 459 9067505 MHZ

Power 38 dB B E
continuously on B
WALTZ-16 modulated | 2
DATA PROCESSING
Line broadening 3.0 Hz [ J
FT size 65535 i
Total time 17 nr, & min, 33 sec -
g
Sen
522
s
Jsg
~ 1

\

40.003

s
o
© o -
o . N e @
o
28 g -
z I8 B2 Sey H
o ] w88
H o8 0w & d
s : = " = JEN 2
o 5 ~ Jﬁ
2 3 8 5 ‘ F
@ - 2 -
2 a N J ’ (

S N N

o

I B S L A S AN SRS R s LA A REE SRS AR s san nanaE s aass Le s an e s SRS R LS AR AR
220 200 180 160 140 120 100 &0 &0 a0 20 0 ppm
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ESI-TOFHRMS of 15b

Bl g S U F TRER: S rls SR

Analysis Info Acquisition Date  1/12/2007 11:28:49 AM
Analysis Name CADATA_Sample\ESI_070111-20ES1_65T_A_20070112\10
Method Operator
Sample Name Instrument spect
Comment ESI65T_A 20070112
Acquisition Result: e = i
Exact Mass Measured Mass Error ( m/e) Error (ppm)
385.215330111385.2156900...1110.0004001...010.9400 +H ;-e
402.241881010402.2421700...000.000300...000.7300 +NH4 ;-e
407.197270000407.1980900...010.000800...002.0100 M+Na ;-e
Sample C18H32N205Si1 384.20805
Intens .
x106;
B 38521569
; 407.19809
3
253.11747
2
1
L 25788108 Flees 2311028 335"-]?929 Sedovii lm'zq | B
200 225 250 275 300 325 350 375 400 425 miz
s ]
Bruker Daltonics DataAnalysis 3.4 printed: 1A5/2007 93234 AM "~ Pagetof1

'H NMR of compound 5a

¢J-a3R

File: PROTON

Pulse Sequence: s2pul

Solvent: dn:
Temp. 25.0 C / 298.1 K
INOVA-500 "BNU500"

Relax. delay 4.000 sec
Pulse 75.8 degrees
Acq. time 1.892 sec
Width 7998.4 Hz

16 repetitions
BSERVE  H1, 499.9042649 MHz
DATA PROCESSING

FT size 65536

Total time 1 min, 34 sec

B

——
ST T T T T T T T T T T T T T T T
13 12 11 10 9 8 7 6 5 4 3 2 1 -0 -1 ppm
C Ea v Wooywe e
2.05 0.23 1.04 1.06 1.04 1.07
2.08 1.01 1.08.10  2.14 3.19
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C NMR of compound 5a

FARELTY

File: CARBON

39.500

Pulse Sequence: sZpul
Solvent: dmso J
25.0C 7 298.1 K

1-1a-
-500  "BMUSO00"

39.668

Relax. delay 1.000 sec

Pulse 45.0 degrees

Acq. time 1.000 sec

Width 31421.8 Wz

1664 repetitions

OBSERVE 'C13, 125.7010880 WHz

DECOUPLE "M, 433.9067605 Wz
d

\_s9.332

continuously on
VALTZ-16 modulated
DATA PROCESSING

Line broadening 3.0 Mz

FT size 65536

Total time 23 hr, 42 min, 50 sec

—39.836
\—a3s.172

a0.003
39.004

156.026
139,

152.365
145466
251
118.967
83.730
78.978
68.633
—61.974
—— s0.623

i " JJ e : | |

Wi " W

T T T T T T T T

T T T T T
220 200 180 160 140 120 100 80 60 40 20 ] ppm

"H NMR of compound 5b

23-497

File: PROTON

Pulse Sequence: s2pul
solvent: dmso

emp. 25.0 G / 288.1 K
INOVA-500 “BMUSDO"

Relax. gelay 4.000 sec

T T v T T T r I e IR : - I
13 12 10 9 8 7 6 5 4 3 2 1 -0 -1 ppm
[— — e i
083 0.99 1.03 0.97.36 2,93.19
0.98 1.00 1040817 il
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za-asT

Pulse Sequence: s2pul

HSO
C /298.1 K

[
F 297-¢
INOVA-500 “BMUS00"

Relax. delay 1.000 sec
5
Acq. time 1.000 sec

HHz

of » 125.7010800
DECOUPLE H1, 499.9067605 MHz
Power 32 dB

continuousy on

~16_modulated
DATA PROCESSING

536
Total time 14 hr, 17 min, 8 sec

3C NMR of compound 5b

-39.938

39.836

39500
39332

\N—
\—

\_ss.097

3 )
5 i 14 2
« & & g i1 3 i
i : . ‘
] i i
||
| ‘l ] wA‘L " l | “"‘JW
e 200 180 160 o ze o 8 0 o AN
H-H COSY of compound 5b
I Y B
F2 j_
(m_lmz -
. e
- _ Pl
L= s
74 a
7 . T
4 e
1 e
— ] - - -
= -
7] -
PE ’
o
10-]
I .
‘ 12
1 T T T 5 o k5% ) T T T T T L
12 11 10 9 8 ? 6 5 4 3 1 -0
F1 (ppm)
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NOESY of compound Sb

F2
m
(pe3)
o #
g . s ?f
.| Z—: &
3 8
= : : o -
3 4 : % - o
- g - -
B o -
5
el ] ¥ -
6
73 o
—— ] ° =
8
9
10~
| 11-
— -
12
T T T T T T T T T
12 11 10 9 8 7 6 5 a 3 2 1 -0
F1 (ppm)
20-59A
File: PROTON -
Pulse Sequence: s2pul T
Solvent: dmso
Temp. 25.0'C 7 298.1 K
INOVA-500 “BMUS00"
Relax. delay 4.000 sec
Pulse 56.8 degrees
time 1.892 sec
Width 7663.6 Hz
64 repetitions
OBSERVE  H1, 499.9042647 MHz
DATA PROCESSING
FT size
Total time 6 min, 17 sec
-
3e3888s.
ERRT R
= K
ARSI
.
=
4
.A“,..J\__J 8
T 1 U T T T
13 12 11 10 L] 8
0.3 oo 1oz
0.77 1.95 2.01
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20-59A

Pulse Sequence: s2pul
Solvent: dnso

Temp. 25.0 C / 298.1 K
user: 1-14-87

File: 20-59A-c
INOVA-500  "BHUS00"
Relax. delay 1.0
Pulse 64.3 degre:
Acq. time 1.000 sec

Width 31421.8 Hz

11392 repetitions

OBSERVE C13, 125.7010860 Hz
DECOUPLE H1, 4393067605 MHz

00 sec
es

ze
Total time 17 hr, & min, 33 sec

165.592

C NMR of compound 17

39.996

128.443,

— " "60.639

143.142
83.677
79.001
68.511

—133.400
=———"""132.431
125.665
- —62.325

29.362

©
8

29.011

T
220

zJ-61A

Pulse Sequence: s2pul

}'HQ:.

2 it
INOVA-500 “BMUS 00"

Relax. delay 4.000

28 repetitions
OBSERVE  H1, 499.8042651 MHz
DATA PROCESSING

FT size 65536

Total time 3 min, 8 sec

11.161

_J_)\_LLUL_

W

13

4

T

5
v w i
0.98 1.00 5.98
.00 2.02 1.08

Si6

T T

2.498
2.484

1.662
1.652

T

-0.000

ey
0 -1 ppm
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C NMR of compound 18

20-61A

003

—39.836
L3386

File: CARBON

35,500

38

Pulse Sequence: s2pul
Solvent: DNSO

Temp. 25.0 C / 298.1 K
ser: -14-87
INOVA-500 “BMUSO00™

—40,
39,168
\_39.000

N
\

Relax. delay 1.000 sec

Pulse 45.0 degrees

Acq. time 1.300 sec

Width 31421.8 Hz

3304 repetitions

OBSERVE ' C13, 125.7010908 MHz

DECOUPLE H1, 493.3067605 WHZ

Pawer

cont inuous 1
2

Line broadening 3.5 Wz
FT size 131072
Total time 16 hr, 25 min, 19 sec

113,112
4.978

448
62.676

62.199
\_26.017

\_126.527
\__125.638
____—85.153
\\—28.832

165.535

— eB.557
———

e
oy Ll i s i

R B I T - . e

T T T T e
220 200 180 160 140 120 100 a0 60 a0 20 0 ppm

3'P NMR of compound 19

DFILE  D:\# I \5a-P. als
1P

B g OBMLC 3
e 2 EXMOD  BCM
55 = OBFRQ 121.50 Mtz
V] | OBSET 156.00 KHz
\/ OBFIN 930.0 Hz
| POINT 32768
FREQU  60240.9 Hz
SCANS 148
AcaTi 0.544 sec
PD 1.394 sec
P 1.2 us
IRATN 511
CTEWP 20,0 ¢
SLYNT  DMSO
EXREF 0.00 ppm
BF 2.00 Hz
RGAIN 24
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"HNMR of compound 20

2a-61T

File: PROTON

Pulse Sequence: s2pul
Solvent: dmso
Temp. 25.0 C / 298.1 K
INOVA-500  “EMUS00"

Relax. delay 4.0
Pulse 85.3 degre
ime

00 sec
es
1.892 se.

e MUJ_ J]l,Jl_ v

AL i

S — e e — e S —
14 12 10 _ 6 ~ a__ . 2 -0 ppm
' 73 58 ¥ FEI %
e e == - ]
ZJ-61T
File: CARBON
Pulse Seguence: sZpul
Solvent: dmso
Temp. 25.0 C s 288.1 K
Pt
Thova-soo omusoo”
Rotax. delay 1,000 sec shess
Pulce 4500 fegroos BEaus
ACq. time 0.700 sec b e
i 200 e L1 14
2240 repetitions J
BECoUPLE ML 43309087405 nie Z
Fower 3
Contiousry on
U206 moduiated
DATA PROCESSING
Li broadening 3.0 Hz
FT size 65536
Total time 8 hr, 54 min, 42 sec
.
5z
E 2 s
28 g ] H
L g 3 s
N i 5
- - ./’/
]
: H
: B =
] - s
3 o8 |3 g 28 it
z g |rg : . =2
s w7 g a2 = g e 8
GO g = 8 2 A7 3
| T | 2 w| o el - o
g |8 : T
3% g | ‘
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|
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‘ J d ek El ‘ { l ‘ ‘ \
T S 5 | o ks .
- -

R o e e R
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T
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'P NMR of compound 21

UFLLE UL AR AW LT e

£ OBNUC 31
& EXMOD  BOM
= OBFRQ 121. 50 MHz
OBSET 136. 00 Kitz
\/ OBFIN 930.0 Hz
I POINT 32768
FREQU 60240.9 Hz
SCANS 112
ACQT™ 0.544 sec
D 1.394 sec
L 4.2 us
IRATN 511
| CTEWP 20.1¢
| SLYNT  DMSO
EXREF 14.62 ppm
BF 2.00 Hz
RGAIN 24
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MALDI-TOF-MS data of ODN-I:

1

Diata: 10001.06 7 Jun 2007 3:57 Cal: ZHONG 7 Jun 2007 9:56
Kratos PC Axima CFRplus W24 1: Mode Linear, Power: 83, Blanked, P .Ext. @ 8600 (hin 111)
%lnt. 70 my[sum= 2388 mV] Prafiles 121-154 Smoath Av 20 -Baseline 20

(%]
™
=]
F
[=21]
5]

100]

2969.57

801

604

404
20
o) - ,
8000 10000
MassiCharge
MALDI-TOF-MS data of ODN-II
2
Data: 20001.07 7 Jun 2007 10:02 Cal: ZHONG 7 Jun 2007 9:56
Kratos PC Axima CFRplus W24 1: Mode Linear, Power: 83, Blanked, P .Ext. @ 8600 (hin 111)
%lnt. 30 mv[sum= 7458 mv] Profiles 253-48 Smoath Av 20 -Baseline 80 =
3
_ Lo
100
80 s
faz]
o
o
(]
G0
404
[
5 o 3 o
i oy =29 — T £
201 = T 3 a oo s = B e b=
- B2 — . o
Lo = oy = = T = o
Iudl - 8 2
D' T T T T T T T T
1000 2000 3000 4000 5000 G000 7000 8000
MassiCharge
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MALDI-TOF-MS data of ODN-III

3

Data: 30002.08 7 Jun 2007 10:05 Cal: ZHONG 7 Jun 2007 3:56

Kratos PC Axima CFRplus W24 1: Mode Linear, Power: 81, Blanked, P.Ext. @ 8600 (hin 111)
%lnt. 131 mv[sum= 3006 mv] Profiles 163-130 Smooth A 20 =
5
: o
100
=
804 o
(']
o
G0
40
& e
3 2 5 §
20 s = & = bl
= = =
D_ L.J.. L . " u...lkl. L II PRI \u__
1000 2000 3000 4000 5000 G000 7000 8000 3000 10000
MassiCharge
MALDI-TOF-MS data of ODN-1V
7
Data: 70001.C14 4 Jan 2005 15:42 Cal: tof 4 Jan 2003 15:15
Kratos PC Axirna CFRplus V2.4.0: Mode Linear, Power. 99, Blanked
Salnt. 37 m¥[sum= 1868 mY] Profiles 1-51 Smoath Ay 80 -Baseline 200
5924.8
100]
a0 4
0 4
704
501 2968.9
50 4
404
o) 5815.9
] 5964.6
1988.5 2916.9
10 4
D - T T T T T T T T
2000 3000 4000 5000 6000 7000 8000 9000
Mass/Charge
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|
DHE

MALDI-TOF-MS data of RNA-AI

Data: 10004.012 29 Aug 2008 16:08 Cal: zhong 29 Aug 2008 16:02
Kratos PC Axima CFRplus V2 4.1 Mode Linear, Power. 119, Blanked, P Ext. @ 6600 (bin 111)

Salnt. 5.8 mV[sum= 29 m¥] Profiles 1-5 Smooth Av 40
i 660112
100
80+
60
40+
3307 64
304 377914
3500 4000 4500 5000 5500 6000 6500 7000 7500 8000
Mass/Charae
MALDI-TOF-MS data of RNA-AII
HAP
Jata: 20001.012 1 Sep 2008 842 Cal 080111 29 Aug 2008 10:58
“ratos PC Axima CFRplus W2 4.1 Mode Linear, Power: 107, Blanked, P Ext. @ 6600 (bin 111)
Salnt. 19 my[sum= 280 my] Profiles 23-37 Smooth Av 40 o
100
80+
60
40+
201 2 R s = B
O_ Mhlhull ot " LRI ‘[..... Lok I‘ MLI&.MI ’
2000 3000 4000 5000 6000 7000 8000 1le
MWass/Charge

S22



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

MALDI-TOF-MS data of RNA-BI

HE

ata; 40002 M14 29 Aug 2008 16:02 Cal: zhong 29 Aug 2008 16:02
ratos PC Axima CFRplus W2 4 1: Mode Linear, Power: 114, Blanked, P Ext. @ 6600 (bin 111)
Salnt. 17 m[sum= 83 mv] Profiles 1-5 Smooth Ay 80

HE674.75

100]
30
B0 1
401 &
201
0] , it o s P L
2000 3000 4000 5000 8000 7000 3000
Mass/Charge
MALDI-TOF-MS data of RNA-BII
HAP

Jata: 70001.014 1 Sep 2008 8:54 Cal: 080111 29 Aug 2008 10058
<ratos PC Axima CFRplus V2 4.1 Mode Linear, Power. 107, Blanked, P Ext. @ 6600 (kin 111)
Salnt. 6.8 my[sum= 34 mV] Profiles 111-115 Smooth Av 40 -

§672.2

100]

80+

604

404

204

6200 6300 6400 6500 6600 6700 6800 6900 7000 700 e
MWass/Charge
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MALDI-TOF-MS data of RNA-BIII

1)
HE
Jata: 50002 013 29 Aug 2008 15:55 Cal: zhong 29 Aug 2008 15:42

wratos PC Axima CFRplus V2 4 1. Mode Linear, Power: 114, Blanked, P Ext. @ 6600 {bin 111)
Yolnt. 5.2 mV[sum= 73 m\v] Profiles §5-98 Smooth Av 80

G673.03

100

804

334362
6027 .62

504

40

204

2000 3000 4000 5000 6000 7000 8000
tWlass/Charge
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12
1
] & form —a—D1/BNA
1 4— D5 /RNA
10] [ /RN

g4
8]
7

Mlinor groowe width (A

Minor groove width (A) calculated with the CURVES program. The x axis shows the
number of the RNA strand. The minor groove width values for the canonical A- and

B-conformations are 11 A and 6 A, respectively.
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