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1 2

Times New Roman; 12 0 R WIN 0 1 18

20

2

#Group 0

206.250 -41.300 1800.250 -1234.240

0.000 0.000 0.000 0.000

10.00 0

#version 210

MOL 7 6

1499.529 -721.200 0.000 1 1 1 C 0 0

1174.769 -533.700 0.000 2 1 2 C 0 0

850.010 -721.200 0.000 3 1 3 C 0 0

525.250 -533.700 0.000 4 1 4 C 0 0

1174.769 -158.700 0.000 5 1 5 C 0 0

1174.769 -908.700 0.000 6 1 6 C 0 0

850.010 -1096.200 0.000 7 1 7 Cl 0 0

2 1 0 0 0

3 2 0 0 0

4 3 0 0 0

5 2 0 0 0

6 2 0 0 0

7 3 0 0 0

#pseudo_bond 0

#atom_label 7

1

1

#Group 0

1428.750 -656.300 1748.250 -831.680

1443.000 -739.500 0.000 0.000

10.00 0

1 0

CH3

1 2 81

1 1499.000 -721.000 0

2

1

#Group 0

1103.750 -464.400 1246.250 -619.240

1118.000 -549.333 0.000 0.000

10.00 0

1 0

C

1

1 1174.000 -533.000 0

3

1

#Group 0

779.750 -652.400 1037.250 -807.240

794.000 -737.333 0.000 0.000

10.00 0

1 0

CH

1

1 850.000 -721.000 0

4

1

#Group 0

258.250 -468.300 564.750 -643.680

266.000 -551.500 0.000 0.000

10.00 0

1 0

CH3

1 2 81

3 525.000 -533.000 0

5

1

#Group 0

1103.750 -93.300 1423.250 -268.680

1118.000 -176.500 0.000 0.000

10.00 0

1 0

CH3

1 2 81

1 1174.000 -158.000 0

6

1

#Group 0

1103.750 -843.300 1423.250 -1018.680

1118.000 -926.500 0.000 0.000

10.00 0

1 0

CH3

1 2 81

1 1174.000 -908.000 0

7

1

#Group 0

779.750 -1027.400 953.250 -1182.240

794.000 -1112.333 0.000 0.000

10.00 0

1 0

Cl

1

1 850.000 -1096.000 0

end

1

#Group 0

2150.250 -456.700 2837.250 -652.700

2181.250 -554.700 0.000 0.000

10.00 0

1 0

+   KOH 

1

16

#Group 0

3098.250 -488.700 3931.250 -598.700

3108.250 -543.700 3921.250 -543.700

10.00 0

3771.250000 -503.699951

3771.250000 -583.699951

3108.250000 -543.699951

0.000000 140.000000 30.000000

0

1

#Group 0

3140.250 -320.700 3649.250 -516.700

3171.250 -418.700 0.000 0.000

10.00 0

1 0

ethanol

1

1

#Group 0

3213.250 -622.700 3535.250 -818.700

3244.250 -720.700 0.000 0.000

10.00 0

1 0

heat

1

2

#Group 0

41.750 -1669.300 1880.250 -2861.240

0.000 0.000 0.000 0.000

10.00 0

#version 210

MOL 7 6

1579.029 -2348.600 0.000 1 1 1 C 0 0

1254.269 -2161.100 0.000 2 1 2 C 0 0

929.510 -2348.600 0.000 3 1 3 C 0 0

489.750 -2161.100 0.000 4 1 4 C 0 0

1254.269 -1786.100 0.000 5 1 5 C 0 0

929.510 -2723.600 0.000 6 1 7 Cl 0 0

164.991 -2348.601 0.000 7 1 7 C 0 0

2 1 0 0 0

3 2 0 0 0

4 3 0 0 0

5 2 0 0 0

6 3 0 0 0

4 7 0 0 0

#pseudo_bond 0

#atom_label 7

1

1

#Group 0

1508.750 -2283.300 1828.250 -2458.680

1523.000 -2366.500 0.000 0.000

10.00 0

1 0

CH3

1 2 81

1 1579.000 -2348.000 0

2

1

#Group 0

1183.750 -2092.400 1441.250 -2247.240

1198.000 -2177.333 0.000 0.000

10.00 0

1 0

CH

1

1 1254.000 -2161.000 0

3

1

#Group 0

858.750 -2279.400 1116.250 -2434.240

873.000 -2364.333 0.000 0.000

10.00 0

1 0

CH

1

1 929.000 -2348.000 0

4

1

#Group 0

418.750 -2096.300 738.250 -2271.680

433.000 -2179.500 0.000 0.000

10.00 0

1 0

CH2

1 2 81

1 489.000 -2161.000 0

5

1

#Group 0

1183.750 -1721.300 1503.250 -1896.680

1198.000 -1804.500 0.000 0.000

10.00 0

1 0

CH3

1 2 81

1 1254.000 -1786.000 0

6

1

#Group 0

851.875 -2654.400 1164.125 -2809.240

867.500 -2739.333 0.000 0.000

10.00 0

1 0

OTs

1

1 929.000 -2723.000 0

7

1

#Group 0

93.750 -2283.300 413.250 -2458.680

108.000 -2366.500 0.000 0.000

10.00 0

1 0

CH3

1 2 81

1 164.000 -2348.000 1

end

1

#Group 0

2140.250 -2096.700 2827.250 -2292.700

2171.250 -2194.700 0.000 0.000

10.00 0

1 0

+   KOH 

1

16

#Group 0

3088.250 -2128.700 3921.250 -2238.700

3098.250 -2183.700 3911.250 -2183.700

10.00 0

3761.250000 -2143.699951

3761.250000 -2223.699951

3098.250000 -2183.699951

0.000000 140.000000 30.000000

0

1

#Group 0

3130.250 -1960.700 3639.250 -2156.700

3161.250 -2058.700 0.000 0.000

10.00 0

1 0

ethanol

1

1

#Group 0

3203.250 -2262.700 3525.250 -2458.700

3234.250 -2360.700 0.000 0.000

10.00 0

1 0

heat

1

2

#Group 0

77.750 -3384.400 1915.250 -4581.240

0.000 0.000 0.000 0.000

10.00 0

#version 210

MOL 8 7

1614.529 -4068.000 0.000 1 1 1 C 0 0

1289.769 -3880.500 0.000 2 1 2 C 0 0

965.010 -4068.000 0.000 3 1 3 C 0 0

525.250 -3880.500 0.000 4 1 4 C 0 0

1289.769 -3505.500 0.000 5 1 5 C 0 0

965.010 -4443.000 0.000 6 1 7 Br 0 0

200.491 -4068.001 0.000 7 1 7 C 0 0

525.251 -3505.500 0.000 8 1 8 P 0 0

2 1 0 0 0

3 2 0 0 0

4 3 0 0 0

5 2 0 0 0

6 3 0 0 0

4 7 0 0 0

4 8 0 0 0

#pseudo_bond 0

#atom_label 8

1

1

#Group 0

1543.750 -4002.300 1863.250 -4177.680

1558.000 -4085.500 0.000 0.000

10.00 0

1 0

CH3

1 2 81

1 1614.000 -4067.000 0

2

1

#Group 0

1218.750 -3811.400 1476.250 -3966.240

1233.000 -3896.333 0.000 0.000

10.00 0

1 0

CH

1

1 1289.000 -3880.000 0

3

1

#Group 0

894.750 -3998.400 1152.250 -4153.240

909.000 -4083.333 0.000 0.000

10.00 0

1 0

CH

1

1 965.000 -4067.000 0

4

1

#Group 0

454.750 -3811.400 712.250 -3966.240

469.000 -3896.333 0.000 0.000

10.00 0

1 0

CH

1

1 525.000 -3880.000 0

5

1

#Group 0

1218.750 -3440.300 1538.250 -3615.680

1233.000 -3523.500 0.000 0.000

10.00 0

1 0

CH3

1 2 81

1 1289.000 -3505.000 0

6

1

#Group 0

901.000 -4374.400 1083.000 -4529.240

914.000 -4459.333 0.000 0.000

10.00 0

1 0

Br

1

1 965.000 -4443.000 0

7

1

#Group 0

129.750 -4003.300 449.250 -4178.680

144.000 -4086.500 0.000 0.000

10.00 0

1 0

CH3

1 2 81

1 200.000 -4068.000 1

8

1

#Group 0

467.875 -3436.400 657.125 -3591.240

479.500 -3521.333 0.000 0.000

10.00 0

1 0

Ph

1

1 525.000 -3505.000 0

end

1

#Group 0

2140.250 -3836.700 2827.250 -4032.700

2171.250 -3934.700 0.000 0.000

10.00 0

1 0

+   KOH 

1

16

#Group 0

3088.250 -3868.700 3921.250 -3978.700

3098.250 -3923.700 3911.250 -3923.700

10.00 0

3761.250000 -3883.699951

3761.250000 -3963.699951

3098.250000 -3923.699951

0.000000 140.000000 30.000000

0

1

#Group 0

3130.250 -3700.700 3639.250 -3896.700

3161.250 -3798.700 0.000 0.000

10.00 0

1 0

ethanol

1

1

#Group 0

3203.250 -4002.700 3525.250 -4198.700

3234.250 -4100.700 0.000 0.000

10.00 0

1 0

heat

1

2

#Group 0

109.750 -5327.300 2041.250 -6255.680

0.000 0.000 0.000 0.000

10.00 0

#version 210

MOL 8 7

1416.029 -5769.200 0.000 1 1 1 C 0 0

997.269 -5529.700 0.000 2 1 2 C 0 0

672.510 -5717.200 0.000 3 1 3 C 0 0

232.750 -5529.700 0.000 4 1 4 C 0 0

672.510 -6092.200 0.000 5 1 7 I 0 0

1603.530 -5444.440 0.000 6 1 6 C 0 0

1740.789 -5956.700 0.000 7 1 7 C 0 0

1228.530 -6093.960 0.000 8 1 8 C 0 0

2 1 0 0 0

3 2 0 0 0

4 3 0 0 0

5 3 0 0 0

1 6 0 0 0

1 7 0 0 0

1 8 0 0 0

#pseudo_bond 0

#atom_label 8

1

1

#Group 0

1345.750 -5700.400 1488.250 -5855.240

1360.000 -5785.333 0.000 0.000

10.00 0

1 0

C

1

1 1416.000 -5769.000 0

2

1

#Group 0

926.750 -5464.300 1246.250 -5639.680

941.000 -5547.500 0.000 0.000

10.00 0

1 0

CH2

1 2 81

1 997.000 -5529.000 0

3

1

#Group 0

601.750 -5648.400 859.250 -5803.240

616.000 -5733.333 0.000 0.000

10.00 0

1 0

CH

1

1 672.000 -5717.000 0

4

1

#Group 0

161.750 -5464.300 481.250 -5639.680

176.000 -5547.500 0.000 0.000

10.00 0

1 0

CH3

1 2 81

1 232.000 -5529.000 1

5

1

#Group 0

640.500 -6023.400 705.500 -6178.240

647.000 -6108.333 0.000 0.000

10.00 0

1 0

I

1

1 672.000 -6092.000 0

6

1

#Group 0

1532.750 -5379.300 1852.250 -5554.680

1547.000 -5462.500 0.000 0.000

10.00 0

1 0

CH3

1 2 81

1 1603.000 -5444.000 0

7

1

#Group 0

1669.750 -5891.300 1989.250 -6066.680

1684.000 -5974.500 0.000 0.000

10.00 0

1 0

CH3

1 2 81

1 1740.000 -5956.000 0

8

1

#Group 0

1157.750 -6028.300 1477.250 -6203.680

1172.000 -6111.500 0.000 0.000

10.00 0

1 0

CH3

1 2 81

1 1228.000 -6093.000 1

end

1

#Group 0

2161.250 -5638.700 2848.250 -5834.700

2192.250 -5736.700 0.000 0.000

10.00 0

1 0

+   KOH 

1

16

#Group 0

3109.250 -5670.700 3942.250 -5780.700

3119.250 -5725.700 3932.250 -5725.700

10.00 0

3782.250000 -5685.700195

3782.250000 -5765.700195

3119.250000 -5725.700195

0.000000 140.000000 30.000000

0

1

#Group 0

3151.250 -5502.700 3660.250 -5698.700

3182.250 -5600.700 0.000 0.000

10.00 0

1 0

ethanol

1

1

#Group 0

3224.250 -5804.700 3546.250 -6000.700

3255.250 -5902.700 0.000 0.000

10.00 0

1 0

heat

1
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