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1. General Methods
All the products are known compounds, which were identified by GCMS and *H-NMR

spectra (in CDCl3, a 300 MHz and the chemical shifts (8) were referenced to solvent

resonances or TMS).

GC-MSm/z (% rel. inten.)

2-Nitrophenol (Table 1, entry 1): 139 (M*, 40), 109 (35), 81 (55), 65 (60), 53 (38), 39
(100), 30 (66).

4-Nitrophenol (Table 1, entry 1): 139 (M*, 15), 109 (55), 81 (30), 65 (86), 53 (33), 46

(22), 39 (100), 30 (76), 28 (41).

4-M ethyl-2-nitrophenol (Table 2, entry 1): 153 (M, 91), 137 (4), 123 (25), 107 (17),

95 (29), 77 (100), 65 (24), 51 (45), 39 (25), 30 (17).

4-Nitr o-2-methylphenol (Table 2, entry 3): 153 (M", 38), 137 (12), 123 (51), 108 (5),

77 (100), 53 (34), 39 (26), 30 (20), 28 (75).

6-M ethyl-2-nitrophenol (Table 2, entry 3): 153 (M", 10), 137 (2), 107 (6), 77 (20), 53

(14), 39 (9), 28 (100).

6-M ethyl-2, 4-dinitrophenol (Table 2, entry 4): 198 (M", 100), 168 (44), 152 (9), 121

(68), 105 (53), 93 (35), 77 (44).



5-M ethyl-2-nitrophenol (Table 2, entry 5): 153 (M*, 88), 137 (18), 123 (77), 108 (11),

105 (11), 95 (42), 77 (100), 65 (32), 55 (14), 51 (43), 39 (34), 28 (20).

3-M ethyl-4-nitr ophenol (Table 2, entry 5): 153 (M*, 4), 136 (5), 123 (9), 81 (3), 77 (8),

51 (8), 39 (6), 28 (100).

4-Nitro-1, 3-benzenediol (Table 2, entry 6): 155 (M*, 6), 139 (32), 121 (7), 109 (79),

77 (19), 65 (47), 51 (19), 39 (48), 30 (25), 28 (100).

2-Chlor o-4-nitrophenol (Table 2, entry 7): 173 (M™, 11), 143 (22), 107 (8), 99 (12), 79

(16), 63 (23), 51 (10), 28 (100).

2-Chlor o-6-nitrophenol (Table 2, entry 7): 173 (M, 49), 156 (4), 143 (59), 126 (7),

115 (41), 99 (36), 73 (24), 63 (100), 51 (16), 37 (11), 30 (25).

4-Chloro-2-nitrophenol (Table 2, entry 8): 173 (M*, 64), 156 (7), 143 (26), 128 (10),

115 (41), 99 (39), 73 (29), 63 (100), 51 (20), 37 (13), 30 (26).

4-Hydr oxy-3-nitr o-benzaldehyde (Table 2, entry 10): 167 (M*, 71), 166 (100), 120

(27), 109 (3), 92 (20), 81 (11), 63 (47), 53 (24), 39 (28), 30 (14).



2, 4-Dinitr ophenol (Table 2, entry 11): 184 (M*, 61), 154 (100), 107 (47), 91 (35), 79

(44), 63 (66), 51 (24), 30 (41).

Methyl 4-hydroxy-3-nitrobenzoate (Table 2, entry 12): 197 (M*, 29), 167 (12), 166
(100), 136(9), 120 (34), 119 (12), 108 (7), 92 (14), 91 (12), 77 (6), 63 (33), 51 (7), 30

(15), 28 (15).



2. 'H-NMR chartsof the nitrated products



OH
NO,

sun—040706—sun395—H-single_pulse.2

single_pulse

PLOTIT
-
TOE00°H
—
il

S69LT'T
—

)

8S801°1T
-

—

1.0

I
2.0

3.0

4.0

v,

6.0

9.0

1
10.0

o
2.0

1H

parts per Million :

X




S0T0°0—

OH
NO,

’

sund29-050627-Hsingle_pulse—2.jdf

single_pulse

- == $800°0-

s
Le
I
-
Le
oA
T e
-
-=
“
S8€65°0 [
Ts
| 3
N oI
T N L
\ = COTL™
LS80 | - ;223
T - *.‘?& SO0F6°9
J 956'9
[ 0951°8
i -3 L1918
-— . _— 0081'8
1 . 8s8Ig
te
o
is
rs
s
e
o
i z
M o
[d
[ =3
[

S7



-

OH

NO,

€F076°0

L5060

1.0

2.0

3.0

4.0

6.0

=
EN

10.0

=
=
=)

12.0

TELOO

weet

0res'g
18589
£7198°9
L988'9

L
w©hh'L

STT6'L
0086°L

7€68°01

X : parts per Million : 1H




OH

6£0°€

NO,

€6¥E0°T
\

1.0

3.0

4.0

v

6.0

9.0

110.0

910°0—
6500°0—

6¥98°9
LY68'9

108
8EF0'8
L0508

1H

X : parts per Million :




1
— 2 [ s8100-
3
L=
2
1
€
!
[=
<
991sE
Rl _ _ — see
[ o
&
[=
3
-
=
(79}
[=
G
[ =
=
[ =
=
F0970° -
2 . _— PLIES
] N\ cozes
! N
8STLE0 ] \o99zeg
el . 1£68'8
i 1 EST 106
=
o
=
E
=
=
=
N ol .

o) - _ — seenl I
T o) =
o z - =

S 5

- =N
g
z
b

o

o



OH

NO,

SHRLTE

£1680°T

980960

15090°1

2.0

3.0

|
4.0

R
5.0

6.0

\

8.

9.0

10.0

11.0

S0100—
= 70000~

1S8€°T

1S6L'9
809L'9
LEBL'Y
F68L'Y
80€6°9

00S6°L
LeLe'L

0209°01

X : parts per Million : 1H

S11



LOBOL'6

OH

6£99¢€°€

NO,

3.0

4.0

v,

<

0.0

£809°C

0670'8
8EF0°8
0190°8

S12



OH

HO

sund45-050708—-H—single_pulse—2.jdf

single_pulse

FPO00'L
(

10.0

12.0

— E8FLTT

=
o

3.0

4.0

9SFF'9
£L9F9
S9LF'9
£00¢°9
£80¢°9

stsTL
— esstL

F610'8
£050°8

9.0

— 15601
=
=

S13

X : parts per Million : 1H



FLOYS'T

sun674-1-050623—H-single_pulse—2.jdf

single_pulse

OH

NO,

Cl

FoLIn

878F6°0

9IrT6'0

~

3.0

4.0

5.0

6.0

9.0

—_—

S810°0—
7800°0—
££00°0

06269
1LS6™Y
0r86°9
L8LY'L
SF89°L
TSOL'L
80TL°L
85¢0°8
91+0°8
9590°8
w0L0'8

671011

X : parts per Million : 1H

S14



OH

Cl

NO,

88L0°1

[ -

,\\\\
\
600160 I —

Fe
rs
I
oL SLEY0-
L =" sL000-
= 6zr00
<
=
Le
3
Le
et
[
L
L=
=
il
i
|
.
i
L
I ks
| &
/
\ L
P60LL
6L
6SSTL
£860'8
SLOI'S
1871°8
LEI'8
£887°8
SL6T8
Pl
[ <
L=
Le
=
E

X : parts per Million : 1H

S15



T8968°CT

¥E£296°0
6F9F0'T
T8056°0
T
N
[®)
z
I —
o] (@]

e

1.0

1
2.0

3.0

4.0

T

I NG

9.0

10.0

11.0

LP00"0—
9500°0

SPLLL
pSPLL
6E1S°L
61TS°L
LEFS'L
8T&SL

w608
wor's

L19F' 01

X : parts per Million : 1H

S16



OH

CHO

98570°T

6800°T

778960

109670

1
]

LI

T

1.0

=
8

4.0

6.0

9.0

2.0

LET0°0—

F == su100-

£96T1°C

SLSTL
€S6T°L
TSTEL

T601T°8
09TT°8
LLET'8
P8

L0798
9LT98

$§76°6

1666701

m: 1H

S17



OH

NO2

NO,

888¢0°1

LFSE0L

[ o 18200~

1.0

2.0

T
3.0

4.0

6.0

10.0

<

-

12.0

3.0

wIeL
6LYE'L

197’8
€SEr'8
OLSF'S
9918

96£0°6
88+0°6

PE66°0T

X : parts per Million : 1H

S18



OH

NO2

COOCH;

ELIETT

18266°0

£9988°0

|
u!

3.0

4.0

6.0

S
-

11.0

12.0

8070°0—
SOT0°0—

8976°¢

PS8IL
wWITL

8€61°8
81078
SETT
POET8
L98L8
SE6L'8

998°01

X : parts per Million : TH

S19



