lon Mobillity

D
B
..o
- 5000000888200
L RN B 20900 ¢—
O..‘..'.-.
c0%002e 0
.o 0
L]
13 . ¢
B
B 5 ©
~
B B
.
e ® .
= .
™ .
L ¢ -
..
L2
B
. .

@OH
®oH
THEOBR_lBlb /
m/z 181.0722+0 HN N
: [
0" N~ N

i @ |
(]

THEOBR 441,
m/z 181.10185+0

~

®OH

13C

THEOBR_M,_4
m/z 182.0737+0

'

181.2 181.4 181.6 181.8
m/z

182.0

182,2

D, (equation (2))

3,0x10™1

2,5x10%1
2,0x10%1
1,5x10™
1,0x10%
5,010

04

" Theobr_181b
| Theobr_182b 4 .
. A
B
Ir|
) Theobr 181a 0. 99961

500 1000 1500 2000 2500 3000 3500
DQC (equation (3))

Value
-1.7735.10-13
9.173.10-16
sd(yErx)
6.1919.10-1

Error
4.686.1014
2.569.1017
N

3

p
0.98593



D: 10*°.cm?.esu?

1600 4
1400 +
1200 +
1000 4
800 -
600 -
400 A
200 A

I
i
\

|
ag
J N\

——— PARAXAN 181a
P ~—— THEOBR_181b

3500 2800 2100 1400

Wavenumber: cm™

700

D: 10 esu’.cm’

-40 2 2
D: 10™.esu’.cm

400

— CAFF 196¢e 1

GS

~ CAFF_196e 2
- CAFF_196e 3
~ CAFF _196e 4

CAFF_196¢ 5

— CAFF_196¢ 6
— CAFF_196e 7
— CAFF_19¢ 8

900+
800 -

g o
o O O
o O O
1 1 1

3500 2800 2100 1400 700
Wavenumber; cm™

0

— CAFF_196¢ 1
— CAFF 196¢ 2

~ CAFF_196¢e 3
~ CAFF_196¢ 4

CAFF_196e 5
— CAFF_196¢_6
— CAFF_196e 7
— CAFF_196e 8

2000

1800 1600
Wavenumber: cm™



D: 10 esu’.cm’

D: 10™.esu’.cm?

1000- — CAFF_196e_1

TS
— CAFF _196e 2
800 - — CAFF_196e 3
—— CAFF_196e 4
600 - —— CAFF_196e 5

400

200-J\

3500 2800 2100 1400 700 O
Wavenumber; cm™

H ~ CAFF_19¢ 6

1000 - ——— CAFF_196e 1
——— CAFF_196e 2
800 ~ CAFF_19e 3
——— CAFF_196e 4
600 - ‘ —— CAFF_196e 5
i CAFF_196e 6
400-
200
O — T T 1
2000 1800 1600 1400

-1
Wavenumber; cm



N5 NN g
)\3 \ﬁ\>_OH
A
HO N H
1-CH,-UA
(183_b)
13C.\ OH 15c OH OH
N h N \
N ~—N
A @O0H | ooH wc)'fi@\%w
HO N H HO N =N
184_b_1 OH 184 b 6 184 b 2 H
OH OH
\ N 13¢ N
N NN Nee
A @>—OH A @>—OH . LepoH
Nsc |y N HO” "N” N
184_b_4 184_b_5 184 b 8

1-CH,-UA 1-CH,-UA
(183_b) (184_a)



0
o\j‘ ®%0 )\JK/E />_ OH,

l.3-(CH3)a {UA_CR1 1,3(CHa),- L-\ _CR2

ot
;t L «;LN oyl
m'z 197 | m'z 197
1,3(CH3),-UA 1,3-(CH3)1 VA T1 1,3-(CH3)2 VA T2 1.3-(CH),-UA_T3
/LJI =0 + )\J\L ot -
& lé{cm)z-UA_u 1,3(CH3)-UA_T5
O OH OH
b ®
> )\ \>—OH > /L ®\>—0 > /I\ ®>_0
HO ITT H

1,3(CH3),-UA_ZW?2 13(CH3)-UA ZW3  1,3(CHi),-UA ZW4



150 A 1,3-(CH3)2-UA
= H,O
8
5
1204 T
©
8
90 o <«
~
2]
+ =
60 - [M] ~
o]
o ©
z o iy
3 5 =
30{ 8 S
< S
(o] [e0]
T 2
| | Ly | A
196.0 196.5 197.0 197.5 198.0
m/z
22 4 R .
20 +, =
r i) .
18 ] s
] s
g’ 16 T . L. .
g L @ o ‘ ° e®
s 141,38 . Ly i
c Eifs ! ] |
1 L] <«
10 F , % e
8 T e ;
o L
196.0 1965 1970 1975 1980 1985 1990
miz

6000 -

S ul
o o
o o
o o
1 1

Peak intensity; a.u.
N w
o o
o o
o o

1000 -

0

Monomers of

protomer of tautomers

//\\\

60

x?/DoF

xcl
Al
wl
XC2
w2
A2
xc3

A3
xc4
w4
Al
Xc5
w5
A5

62 64

10700.63663
0.99651
65.85786
0.88395
1911.12738
66.30242
0.48947
291.36711
66.7501
1.2007
3521.46516
68.94453
1.74571
5403.26143
69.40746
1.05444
3987.46656

66 68 70 72

Scan time; mins

+0.53438
+0.43114
+6493.33451
+0.16848
+0.4647
+1030.66104
+0.79951
+2.03051
+10327.26277
+2.33909
+2.36146
+15858.48842
+2.44496
+2.83006
+44039.81913

74

Protomer of tautomers

<

»

s
& v
si: ¢ & | § § : °
@ & L J
o . °
E ' ‘ @ H °
“rd :
[ o 5'} ! o é
g 5 : @
= 13 4 o ‘ .
2 o e @ ' 3 B
2 ? ) @ . e
§12ts g ¢ : °*
L] -
@@ L J
4 @ * . »
11 T : 'y . W .
3 o 4 2] @ 2 e o
- iy . H °
CE e A e 3 8 8
197,066 197.068 197,070 197,072
m/z
Isotopomers
5 e @
e o .
15 T " L ] : ; .
. ° a8 o o
= e o
e ® . @
L] L
141 A
® 0 o o
g o LN ®
— Ll . . L]
,g 131 L . -
= g S
s 5 2 Skt
12 T - L ° - ; ;
. - 3 . @
. - L] L ] .
L
i 23 o . : :
H 1 e . .
. . L]
e
f f f
198.065 198,070 198,075

miz



