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17

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 O 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

772.875 -1027.400 1043.125 -1182.240

788.500 -1112.333 0.000 0.000

10.00 0

1 0

OH

1

1 850.000 -1096.000 0

end

1

#Group 0

2150.250 -456.700 2253.250 -652.700

2181.250 -554.700 0.000 0.000

10.00 0

1 0

 

1

16

#Group 0

2129.250 -519.700 2962.250 -629.700

2139.250 -574.700 2952.250 -574.700

10.00 0

2802.250000 -534.699951

2802.250000 -614.699951

2139.250000 -574.699951

0.000000 140.000000 30.000000

0

1

#Group 0

2171.250 -351.700 2689.250 -573.700

2202.250 -449.700 0.000 0.000

10.00 0

1 0

H2SO4

1 1 81 2 1 4 81

1

#Group 0

2244.250 -653.700 2566.250 -849.700

2275.250 -751.700 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 O 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 1122.125 -2809.240

867.500 -2739.333 0.000 0.000

10.00 0

1 0

OH

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

16

#Group 0

2119.250 -2159.700 2952.250 -2269.700

2129.250 -2214.700 2942.250 -2214.700

10.00 0

2792.250000 -2174.699951

2792.250000 -2254.699951

2129.250000 -2214.699951

0.000000 140.000000 30.000000

0

1

#Group 0

2234.250 -2293.700 2556.250 -2489.700

2265.250 -2391.700 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 O 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

887.875 -4374.400 1158.125 -4529.240

903.500 -4459.333 0.000 0.000

10.00 0

1 0

OH

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

16

#Group 0

2119.250 -3899.700 2952.250 -4009.700

2129.250 -3954.700 2942.250 -3954.700

10.00 0

2792.250000 -3914.699951

2792.250000 -3994.699951

2129.250000 -3954.699951

0.000000 140.000000 30.000000

0

1

#Group 0

2234.250 -4033.700 2556.250 -4229.700

2265.250 -4131.700 0.000 0.000

10.00 0

1 0

heat

1

2

#Group 0

109.750 -5119.300 2041.250 -6047.680

0.000 0.000 0.000 0.000

10.00 0

#version 210

MOL 8 7

1416.029 -5561.200 0.000 1 1 1 C 0 0

997.269 -5321.700 0.000 2 1 2 C 0 0

672.510 -5509.200 0.000 3 1 3 C 0 0

232.750 -5321.700 0.000 4 1 4 C 0 0

672.510 -5884.200 0.000 5 1 7 O 0 0

1603.530 -5236.440 0.000 6 1 6 C 0 0

1740.789 -5748.700 0.000 7 1 7 C 0 0

1228.530 -5885.960 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 -5492.400 1488.250 -5647.240

1360.000 -5577.333 0.000 0.000

10.00 0

1 0

C

1

1 1416.000 -5561.000 0

2

1

#Group 0

926.750 -5256.300 1246.250 -5431.680

941.000 -5339.500 0.000 0.000

10.00 0

1 0

CH2

1 2 81

1 997.000 -5321.000 0

3

1

#Group 0

601.750 -5440.400 859.250 -5595.240

616.000 -5525.333 0.000 0.000

10.00 0

1 0

CH

1

1 672.000 -5509.000 0

4

1

#Group 0

161.750 -5256.300 481.250 -5431.680

176.000 -5339.500 0.000 0.000

10.00 0

1 0

CH3

1 2 81

1 232.000 -5321.000 1

5

1

#Group 0

594.875 -5815.400 865.125 -5970.240

610.500 -5900.333 0.000 0.000

10.00 0

1 0

OH

1

1 672.000 -5884.000 0

6

1

#Group 0

1532.750 -5171.300 1852.250 -5346.680

1547.000 -5254.500 0.000 0.000

10.00 0

1 0

CH3

1 2 81

1 1603.000 -5236.000 0

7

1

#Group 0

1669.750 -5683.300 1989.250 -5858.680

1684.000 -5766.500 0.000 0.000

10.00 0

1 0

CH3

1 2 81

1 1740.000 -5748.000 0

8

1

#Group 0

1157.750 -5820.300 1477.250 -5995.680

1172.000 -5903.500 0.000 0.000

10.00 0

1 0

CH3

1 2 81

1 1228.000 -5885.000 1

end

16

#Group 0

2140.250 -5493.700 2973.250 -5603.700

2150.250 -5548.700 2963.250 -5548.700

10.00 0

2813.250000 -5508.700195

2813.250000 -5588.700195

2150.250000 -5548.700195

0.000000 140.000000 30.000000

0

1

#Group 0

2255.250 -5627.700 2577.250 -5823.700

2286.250 -5725.700 0.000 0.000

10.00 0

1 0

heat

1

1

#Group 0

2171.250 -1939.700 2689.250 -2161.700

2202.250 -2037.700 0.000 0.000

10.00 0

1 0

H2SO4

1 1 81 2 1 4 81

1

#Group 0

2161.250 -3668.700 2679.250 -3890.700

2192.250 -3766.700 0.000 0.000

10.00 0

1 0

H2SO4

1 1 81 2 1 4 81

1

#Group 0

2192.250 -5272.700 2710.250 -5494.700

2223.250 -5370.700 0.000 0.000

10.00 0

1 0

H2SO4

1 1 81 2 1 4 81
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