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Figure S1. FTIR (KBr) spectrum of 4-allyl-2-methoxyphenyl acrylate 18.
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Figure S2. 'H-NMR spectrum (200 MHz, CDCls) of 4-allyl-2-methoxyphenyl acrylate 18.
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Figure S3. 3C-NMR spectrum (50 MHz, CDCls) of 4-allyl-2-methoxyphenyl acrylate 18.
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Figure S4. FTIR (KBr) spectrum of 2-isopropyl-5-methylphenyl acrylate 19.
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Figure S5. '"H-NMR spectrum (200 MHz, CDCls) of 2-isopropyl-5-methylphenyl acrylate 19.
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Figure S6. *C-NMR spectrum (50 MHz, CDCls) of 2-isopropyl-5-methylphenyl acrylate 19.
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Figure S7. FTIR (KBr) spectrum of 5-isopropyl-2-methylphenyl acrylate 20.
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Figure S8. 'H-NMR spectrum (200 MHz, CDCl) of 5-isopropyl-2-methylphenyl acrylate 20.
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Figure S9. 3C-NMR spectrum (50 MHz, CDCls) of 5-isopropyl-2-methylphenyl acrylate 20.
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Figure S10. FTIR (KBr) spectrum of 4-allyl-2-methoxyphenyl 2-(hydroxy(4-nitrophenyl)methyl)acrylate 7.
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Figure S11. 'H-NMR spectrum (200 MHz, CDCls) of 4-allyl-2-methoxyphenyl 2-(hydroxy(4-
nitrophenyl)methyl)acrylate 7.
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Figure S12. “C-NMR spectrum (50 MHz, CDCls) of 4-allyl-2-methoxyphenyl 2-(hydroxy(4-
nitrophenyl)methyl)acrylate 7.
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Figure S13. HRMS spectrum of compound 4-allyl-2-methoxyphenyl 2-(hydroxy(4-nitrophenyl)methyl)acrylate 7.
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Figure S14. FTIR (KBr) spectrum of 4-allyl-2-methoxyphenyl 2-(hydroxy(3-nitrophenyl)methyl)acrylate 8.
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Figure S15. 'H-NMR spectrum (200 MHz, CDCl) of 4-allyl-2-methoxyphenyl 2-(hydroxy(3-
nitrophenyl)methyl)acrylate 8.
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BC-NMR spectrum (50 MHz, CDCls) of 4-allyl-2-methoxyphenyl 2-(hydroxy(3-
nitrophenyl)methyl)acrylate 8.
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Figure S17. HRMS spectrum of compound 4-allyl-2-methoxyphenyl 2-(hydroxy(3-
nitrophenyl)methyl)acrylate 8.
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Figure S18. FTIR (KBr) spectrum of 4-allyl-2-methoxyphenyl 2-(hydroxy(2-nitrophenyl)methyl)acrylate 9.
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Figure S19. 'H-NMR spectrum (200 MHz, CDCls) of 4-allyl-2-methoxyphenyl 2-(hydroxy(2-
nitrophenyl)methyl)acrylate 9.
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Figure S20. “C-NMR spectrum (50 MHz, CDCls) of 4-allyl-2-methoxyphenyl 2-(hydroxy(2-
nitrophenyl)methyl)acrylate 9.
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Figure S21. HRMS spectrum of compound 4-allyl-2-methoxyphenyl 2-(hydroxy(2-nitrophenyl)methyl)acrylate 9.
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Figure 522. FTIR (KBr) spectrum of 2-isopropyl-5-methylphenyl 2-(hydroxy(4-nitrophenyl)methyl)acrylate 10.
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Figure S23. 'H-NMR spectrum (200 MHz, CDCls) of 2-(hydroxy(4-nitrophenyl)methyl)acrylate 10.
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Figure S24. ®*C-NMR spectrum (50 MHz, CDCls) of 2-(hydroxy(4-nitrophenyl)methyl)acrylate 10.
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Figure S26. FTIR (KBr) spectrum of 2-isopropyl-5-methylphenyl 2-(hydroxy(3-nitrophenyl)methyl)acrylate 11.
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Figure S25. HRMS spectrum of compound 2-(hydroxy(4-nitrophenyl)methyl)acrylate 10.
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Figure S27. '"H-NMR spectrum (200 MHz, CDCls) of 2-(hydroxy(3-nitrophenyl)methyl)acrylate 11.
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Figure 528. *C-NMR spectrum (50 MHz, CDCls) of 2-(hydroxy(3-nitrophenyl)methyl)acrylate 11.
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Figure S29. HRMS spectrum of compound 2-(hydroxy(3-nitrophenyl)methyl)acrylate 11.
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Figure S30. FTIR (KBr) spectrum of 2-isopropyl-5-methylphenyl 2-(hydroxy(2-nitrophenyl)methyl)acrylate 12.
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Figure S31. 'H-NMR spectrum (200 MHz, CDCls) of 2-(hydroxy(2-nitrophenyl)methyl)acrylate 12.
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Figure S32. ®*C-NMR spectrum (50 MHz, CDCls) of 2-(hydroxy(2-nitrophenyl)methyl)acrylate 12.
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Figure S33. HRMS spectrum of compound 2-(hydroxy(2-nitrophenyl)methyl)acrylate 12.
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Figure S34. FTIR (KBr) spectrum of 5-isopropyl-2-methylphenyl 2-(hydroxy(4-nitrophenyl)methyl)acrylate 13.
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Figure S35. 'H-NMR spectrum (200 MHz, CDCls) of 5-isopropyl-2-methylphenyl 2-(hydroxy(4-
nitrophenyl)methyl)acrylate 13.
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Figure S36. ®*C-NMR spectrum (50 MHz, CDCls) of of 5-isopropyl-2-methylphenyl 2-(hydroxy(4-
nitrophenyl)methyl)acrylate 13.
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Figure S37. HRMS spectrum of of 5-isopropyl-2-methylphenyl 2-(hydroxy(4-nitrophenyl)methyl)acrylate 13.
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Figure S38. FTIR (KBr) spectrum of 5-isopropyl-2-methylphenyl 2-(hydroxy(3-nitrophenyl)methyl)acrylate 14.
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Figure S39. 'H-NMR spectrum (200 MHz, CDCls) of 5-isopropyl-2-methylphenyl 2-(hydroxy(3-
nitrophenyl)methyl)acrylate 14.
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Figure S40. ®C-NMR spectrum (50 MHz, CDCls) of 5-isopropyl-2-methylphenyl 2-(hydroxy(3-
nitrophenyl)methyl)acrylate 14.
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Figure S41. HRMS spectrum of compound 5-isopropyl-2-methylphenyl 2-(hydroxy(3-
nitrophenyl)methyl)acrylate 14.



Molecules 2016, 21, 1483; d0i:10.3390/molecules21111483 S18 of S23

i "y
Bl boah
) \ | i TR T
i
100 . Nﬂz OH |
7s- | b i | ICI
I : | . i
I J’D gL 'th £
H] % =5l
i :Ll I |I | i ;Qé:‘:;.
£y 1N 15 ZE | ) [ i B*
i . 2 = J. 1,
] . TFE T 1
3+ 2 |
g IIE I
L ] . B & |
| 3
i I L og
0 x ,I ? =
AMBH-o-CAR s
b
" ilem
4000 W00 1300 2500 2400 2100 1600 1600 1400 1200 1000 slo &0 abo

Figure S42. FTIR (KBr) spectrum of 5-isopropyl-2-methylphenyl 2-(hydroxy(2-nitrophenyl)methyl)acrylate 15.
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Figure S43. 'H-NMR spectrum (200 MHz, CDCls) of 5-isopropyl-2-methylphenyl 2-(hydroxy(2-
nitrophenyl)methyl)acrylate 15.
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Figure S44. BC-NMR spectrum (50 MHz, CDCls) of 5-isopropyl-2-methylphenyl 2-(hydroxy(2-
nitrophenyl)methyl)acrylate 15.
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Figure S45. HRMS

spectrum  of

nitrophenyl)methyl)acrylate 15.

m062x_water_para (7)

Created by GaussView 5.0.8

4647000000000 O

-5.8250
-5.0075
-3.7112
-3.2462
-4.0910
-5.3952
-5.3784
-3.0515
-3.7327
-6.0615
-1.8167
-1.5459

-0.5297
-1.5307
-1.1912
0.1184
1.0996
0.7815
-2.5418
-1.9509
2.1157
1.5331
0.4324
-0.1765

-0.0750 C
0.4415 C
0.8042 C
0.6470 C
0.1227 C
-0.2416 C
0.5620 H
1.2150 H
-0.0035 H
-0.6487 H
1.0144 C
1.8867 H

000000000000
00000000OO0O0COO
00oo00000OO0O0COO
000000000OO0CO0O

000000000000

000000000000
000000000000
0ooo00000O0O00O
000o000000O0CO0O
000000000000
00000000O0OO0O0O

000000000000

compound  5-isopropyl-2-methylphenyl

2-(hydroxy(2-



Molecules 2016, 21, 1483; d0i:10.3390/molecules21111483

-0.8445
-1.1788
-2.2181
-0.4234
0.5784
0.9193
1.4607
-1.7192
-0.8355
2.8179
3.3629
3.5917
4.7299
4.9633
3.1131
5.5113
5.1919
6.5756
-7.1953
-7.9229
-7.5581
3.0317
3.4599
3.7905
2.1890
2.4988
5.8235
5.2224
6.1173
7.0611
6.8980
8.3051
8.4951
9.1704

0.0994
-0.2719
-0.3861
-0.4725
0.2540
0.6752
-0.1340

1.8115

1.9498
0.0247

1.3131
-1.1008

1.4466
-0.9730
-2.0768
0.3106
2.4274

0.4373
-0.8719

0.0165
-2.0336

3.6587

3.8698

3.7955
4.3233

2.3368
-2.1934
-3.0910
-2.2165
-2.2252
-2.2481
-2.2141
-2.1843
-2.2366

1240000
1640000
13110000
2340000
2710000
3440000
3810000
4540000
41110000
5640000
5910000
61010000
111210000
111310000
112010000
131420000
131710000
141510000

-0.1100 C
-1.3482 C
-1.6441 H
-2.1012 H
0.2928 C
1.38150
-0.6513 O
1.3571 O
1.7395 H
-0.3566 C
-0.3493 C
-0.1401 C
-0.1057 C
0.1039 C
-0.1610 H
0.1145 C
-0.0891 H
0.2999 H
-0.4544 N
-0.8747 O
-0.3359 O
-0.5415C
0.4435H
-1.3184 H
-0.7294 H
-0.5841 O
0.3701 C
0.1810 H
1.4272 H
-0.4843 C
-1.5629 H
-0.0031 C
1.0687 H
-0.6604 H

00000000OO0O0COO
000000000000
000000000000
000000000000
0ooo000000000O
00000000OO0O0O0O
00o0o00000O0O0CO0O
000000000000
000000000O0O0O
00000000OO0O0O0O
00000000O0O0O0O
00000000OO0O0COO
000000000000O
000000000000
00000000OO0O0CO0O
00oo0o00000O0O0O0O
000000000000
000000000000O
0000000000O0O
000o00000OO0O0COO
00000000OO0O0CO0O
000000000O0O00O
0000000000O00O
0000000O0OOOOO
000000O0O0OOOOO
000000000OO0O0O
000000000000
0000000000O0O
00000000O0CO0O0O
00000000OO0O0CO0O
000000000O0O0O
000000000000
00000000O0O0O0O
00o0o00000OO0O0COO

520 of 523



Molecules 2016, 21, 1483; d0i:10.3390/molecules21111483

14 16
17 18
1719
19 22
2021
2223
2224
2325
23 38
24 26
2427
2528
2529
26 28
26 39
28 30
3132
3133
34 35
34 36
3437
34 38
39 40
3941
39 42
4243
42 44
44 45
44 46

R N R R R R R R R RS DNNR =2, R R R R, R R RN R R RN
O O O O O O O OO O OO O OO OO OO OO OO O o oo oo
O O O O O O OO OO O OO OO OO OO OO oo oo oo oo

S O O O OO O OO OO OO O OO0 ODOCOOoOO oo oo
S O O O OO OO O OO OO OO OO oo o oo oo

mO062x_water_ortho (9)

Created by GaussView 5.0.8

4647000000000 O

3.2201
2.8688
3.1298
3.7708
4.1075
3.8325
3.0055
2.3711
4.5974
4.1020
2.7151
2.4302
1.5112
1.5161
24232
0.6169
3.7799
4.4657

-1.9313
-0.6415
-0.1723
-1.0703
-2.3723
-2.8033
-2.2563
0.0142
-3.0203
-3.8103
1.2432
1.2387
1.7193
2.7708
3.3443
3.0861
2.1551
1.9319

-2.0484C 000000000O0O0O0
-1.6533C 000000000000
-03644C 000000000000
0.5000C 000000000000
0.1412C 0000000000O00O
-1.1504C 000000000000
-3.0618H 000000000000
-23625H 000000000000
0859H 000000000000
-14511H 000000000000
00448C 0000000000O0O
1.1030H 000000000000
-0.7353C 000000000000
-1.5559C 000000000000
-1.7176H 000000000000
-20749H 000000000000
-0.16350 000000000000
04901H 000000000000

521 of 523



Molecules 2016, 21, 1483; d0i:10.3390/molecules21111483

0.2794

0.1940

4.1545

4.1674

4.4707
-1.9608
-2.3984
-2.7336
-3.6417
-1.7685
-3.9654
-4.4263
-3.9948
-4.5839
-0.7438
-5.7701
-6.5512
-6.0066
-5.7691
-5.0748
-6.5348
-7.2322
-6.4929
-2.1954
-2.9713
-3.1479
-2.3782
-3.9248
1240
1640
1710
2340
2810
3440

0.9296
0.0754
-0.6609
-1.5051
0.5081
0.5988
-0.3817
1.0071
-0.9842
-0.6673
0.3952
-0.6007
-1.7534
0.6826
1.2427
-1.2490
-0.4802
-1.9216
-2.0202
-2.8599
-1.7231
-0.8873
-2.3052
1.9839
2.4384
1.6236
3.2194
2.8527
000
000
000
000
000
000

31110000
4540000
42110000
5640000
5910000
61010000

1112
1113
1117
1314
1319
1415
14 16
1718
19 20
1933
2122
2123 4

N =R N R =N R
O O O O O OO O oo o o

o

o
o

S O O O O O O o o o oo
O O O O OO OO o oo
S O O O O O O o o oo

-0.4802 C
0.3787 O
1.8523 N
273320
2.0391 O
-1.0667 C
-1.9330 C
0.0305 C
-1.7160 C
-2.7704 H
0.2434 C
-0.6309 C
-2.3970 H
1.0887 H
-1.3066 O
-0.3633 C
-0.3228 H
-1.1960 H
0.9300 C
0.9859 H
1.9809 C
1.9537 H
2.8979 H
0.8071 O
19139 C
2.6229 H
2.3885 H
1.5715H

00000000OO0OO0O
000000000000
000000000000
000000000000
0000000000O0O
00000000OO0OOCOO
000000000000
000000000000
000000000000
00000000OO0OCOO
000000000O0O0O
000000000000
000000000000
00000000OO0O0O0O
00o0o00000OO0O0COO
000000000000
000000000000
000000000000
00000000OO0OCOO
0ooo0o00000O0O0O
000o000000O0CO0O
0000000000O0O
000000000000
00000000O0O0CO0O
00000000OO0O0O0O
00000000OO0O0COO
000000000000
00000000OO0O0CO0O

522 of 523



Molecules 2016, 21, 1483; d0i:10.3390/molecules21111483 S23 of 523

242520000
2426 40000
243310000
252740000
2528610000
262940000
264210000
273040000
273110000
293040000
293210000
303410000
343510000
3436 10000
343710000
373810000
373920000
394010000
394110000
424310000
434410000
434510000
434610000



