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1

1 2

Times New Roman; 12 0 R WIN 0 1 18

30

2

#Group 0

583.750 -4218.400 1822.250 -5227.240

0.000 0.000 0.000 0.000

10.00 0

#version 210

MOL 6 5

1031.126 -4902.200 0.000 1 1 1 C 0 0

1031.125 -4527.200 0.000 2 1 2 C 0 0

706.339 -4339.746 0.000 3 1 3 H 0 0

1355.911 -4339.746 0.000 4 1 4 P 0 0

1355.912 -5089.655 0.000 5 1 5 H 0 0

706.340 -5089.655 0.000 6 1 6 H 0 0

2 1 2 0 1

2 3 0 0 0

2 4 0 0 0

1 5 0 0 0

1 6 0 0 0

#pseudo_bond 0

#atom_label 6

1

1

#Group 0

960.750 -4833.400 1103.250 -4988.240

975.000 -4918.333 0.000 0.000

10.00 0

1 0

C

1

1 1031.000 -4902.000 0

2

1

#Group 0

960.750 -4458.400 1103.250 -4613.240

975.000 -4543.333 0.000 0.000

10.00 0

1 0

C

1

1 1031.000 -4527.000 0

3

1

#Group 0

635.750 -4270.400 778.250 -4425.240

650.000 -4355.333 0.000 0.000

10.00 0

1 0

H

1

3 706.000 -4339.000 0

4

1

#Group 0

1284.750 -4274.300 1770.250 -4449.680

1299.000 -4357.500 0.000 0.000

10.00 0

1 0

CH2Ph

1 2 81 3 1

1 1355.000 -4339.000 0

5

1

#Group 0

1284.750 -5020.400 1427.250 -5175.240

1299.000 -5105.333 0.000 0.000

10.00 0

1 0

H

1

1 1355.000 -5089.000 0

6

1

#Group 0

635.750 -5020.400 778.250 -5175.240

650.000 -5105.333 0.000 0.000

10.00 0

1 0

H

1

3 706.000 -5089.000 0

end

2

#Group 0

406.250 -42.000 1678.378 -1187.680

0.000 0.000 0.000 0.000

10.00 0

#version 210

MOL 7 7

1292.250 -94.000 0.000 1 1 1 C 0 0

1027.086 -359.166 0.000 2 1 2 C 0 0

1197.334 -693.293 0.000 3 1 3 C 0 0

1567.717 -634.628 0.000 4 1 4 C 0 0

1626.378 -264.245 0.000 5 1 5 C 0 0

1027.231 -1027.494 0.000 6 1 6 C 0 0

725.714 -1025.521 0.000 7 1 7 C 0 0

1 2 0 0 0

2 3 0 0 0

3 4 0 0 0

4 5 0 0 0

5 1 0 0 0

3 6 0 0 0

6 7 2 0 0

#pseudo_bond 0

#atom_label 2

6

1

#Group 0

956.750 -958.400 1214.250 -1113.240

971.000 -1043.333 0.000 0.000

10.00 0

1 0

CH

1

1 1027.000 -1027.000 0

7

1

#Group 0

458.250 -960.300 764.750 -1135.680

466.000 -1043.500 0.000 0.000

10.00 0

1 0

CH2

1 2 81

3 725.000 -1025.000 0

end

1

#Group 0

1918.250 -271.000 3342.250 -493.000

1949.250 -369.000 0.000 0.000

10.00 0

1 0

+   H2O   +    H2SO4

1 5 81 6 1 16 81 17 1 19 81

16

#Group 0

3658.250 -357.000 4511.323 -467.000

3668.250 -412.000 4501.323 -412.000

10.00 0

4351.323242 -372.000000

4351.323242 -452.000000

3668.250000 -412.000000

0.000000 140.000000 30.000000

0

1

#Group 0

3888.250 -510.000 4210.250 -706.000

3919.250 -608.000 0.000 0.000

10.00 0

1 0

heat

1

2

#Group 0

564.750 -5510.400 1804.250 -6519.240

0.000 0.000 0.000 0.000

10.00 0

#version 210

MOL 6 5

1012.626 -6194.000 0.000 1 1 1 C 0 0

1012.625 -5819.000 0.000 2 1 2 C 0 0

687.839 -5631.546 0.000 3 1 3 H 0 0

1337.411 -5631.546 0.000 4 1 4 P 0 0

1337.412 -6381.455 0.000 5 1 5 H 0 0

687.840 -6381.455 0.000 6 1 6 H 0 0

2 1 2 0 1

2 3 0 0 0

2 4 0 0 0

1 5 0 0 0

1 6 0 0 0

#pseudo_bond 0

#atom_label 6

1

1

#Group 0

941.750 -6125.400 1084.250 -6280.240

956.000 -6210.333 0.000 0.000

10.00 0

1 0

C

1

1 1012.000 -6194.000 0

2

1

#Group 0

941.750 -5750.400 1084.250 -5905.240

956.000 -5835.333 0.000 0.000

10.00 0

1 0

C

1

1 1012.000 -5819.000 0

3

1

#Group 0

616.750 -5562.400 759.250 -5717.240

631.000 -5647.333 0.000 0.000

10.00 0

1 0

H

1

3 687.000 -5631.000 0

4

1

#Group 0

1266.750 -5566.300 1752.250 -5741.680

1281.000 -5649.500 0.000 0.000

10.00 0

1 0

CH2Ph

1 2 81 3 1

1 1337.000 -5631.000 0

5

1

#Group 0

1266.750 -6312.400 1409.250 -6467.240

1281.000 -6397.333 0.000 0.000

10.00 0

1 0

H

1

1 1337.000 -6381.000 0

6

1

#Group 0

616.750 -6312.400 759.250 -6467.240

631.000 -6397.333 0.000 0.000

10.00 0

1 0

H

1

3 687.000 -6381.000 0

end

2

#Group 0

209.250 -1468.000 1480.878 -2613.680

0.000 0.000 0.000 0.000

10.00 0

#version 210

MOL 7 7

1094.750 -1520.000 0.000 1 1 1 C 0 0

829.586 -1785.166 0.000 2 1 2 C 0 0

999.834 -2119.293 0.000 3 1 3 C 0 0

1370.217 -2060.628 0.000 4 1 4 C 0 0

1428.878 -1690.245 0.000 5 1 5 C 0 0

829.731 -2453.494 0.000 6 1 6 C 0 0

528.214 -2451.521 0.000 7 1 7 C 0 0

1 2 0 0 0

2 3 0 0 0

3 4 0 0 0

4 5 0 0 0

5 1 0 0 0

3 6 0 0 0

6 7 2 0 0

#pseudo_bond 0

#atom_label 2

6

1

#Group 0

758.750 -2384.400 1016.250 -2539.240

773.000 -2469.333 0.000 0.000

10.00 0

1 0

CH

1

1 829.000 -2453.000 0

7

1

#Group 0

261.250 -2386.300 567.750 -2561.680

269.000 -2469.500 0.000 0.000

10.00 0

1 0

CH2

1 2 81

3 528.000 -2451.000 0

end

1

#Group 0

1720.750 -1697.000 3269.750 -1919.000

1751.750 -1795.000 0.000 0.000

10.00 0

1 0

+   Hg(OAc)2   +  H2O

1 11 81 12 1 19 81 20 1

16

#Group 0

3366.750 -1783.000 4219.823 -1893.000

3376.750 -1838.000 4209.823 -1838.000

10.00 0

4059.823242 -1798.000000

4059.823242 -1878.000000

3376.750000 -1838.000000

0.000000 140.000000 30.000000

0

16

#Group 0

4312.750 -1783.000 5165.823 -1893.000

4322.750 -1838.000 5155.823 -1838.000

10.00 0

5005.823242 -1798.000000

5005.823242 -1878.000000

4322.750000 -1838.000000

0.000000 140.000000 30.000000

0

1

#Group 0

4323.750 -1599.000 4863.750 -1821.000

4354.750 -1697.000 0.000 0.000

10.00 0

1 0

NaBH4

1 4 81

2

#Group 0

490.750 -6780.400 1729.250 -7789.240

0.000 0.000 0.000 0.000

10.00 0

#version 210

MOL 6 5

938.126 -7464.199 0.000 1 1 1 C 0 0

938.125 -7089.199 0.000 2 1 2 C 0 0

613.339 -6901.746 0.000 3 1 3 H 0 0

1262.911 -6901.746 0.000 4 1 4 P 0 0

1262.912 -7651.654 0.000 5 1 5 H 0 0

613.340 -7651.654 0.000 6 1 6 H 0 0

2 1 2 0 1

2 3 0 0 0

2 4 0 0 0

1 5 0 0 0

1 6 0 0 0

#pseudo_bond 0

#atom_label 6

1

1

#Group 0

867.750 -7395.400 1010.250 -7550.240

882.000 -7480.333 0.000 0.000

10.00 0

1 0

C

1

1 938.000 -7464.000 0

2

1

#Group 0

867.750 -7020.400 1010.250 -7175.240

882.000 -7105.333 0.000 0.000

10.00 0

1 0

C

1

1 938.000 -7089.000 0

3

1

#Group 0

542.750 -6832.400 685.250 -6987.240

557.000 -6917.333 0.000 0.000

10.00 0

1 0

H

1

3 613.000 -6901.000 0

4

1

#Group 0

1191.750 -6836.300 1677.250 -7011.680

1206.000 -6919.500 0.000 0.000

10.00 0

1 0

CH2Ph

1 2 81 3 1

1 1262.000 -6901.000 0

5

1

#Group 0

1191.750 -7582.400 1334.250 -7737.240

1206.000 -7667.333 0.000 0.000

10.00 0

1 0

H

1

1 1262.000 -7651.000 0

6

1

#Group 0

542.750 -7582.400 685.250 -7737.240

557.000 -7667.333 0.000 0.000

10.00 0

1 0

H

1

3 613.000 -7651.000 0

end

2

#Group 0

42.250 -2843.000 1314.378 -3988.680

0.000 0.000 0.000 0.000

10.00 0

#version 210

MOL 7 7

928.250 -2895.000 0.000 1 1 1 C 0 0

663.086 -3160.166 0.000 2 1 2 C 0 0

833.334 -3494.293 0.000 3 1 3 C 0 0

1203.717 -3435.628 0.000 4 1 4 C 0 0

1262.378 -3065.245 0.000 5 1 5 C 0 0

663.231 -3828.494 0.000 6 1 6 C 0 0

361.714 -3826.521 0.000 7 1 7 C 0 0

1 2 0 0 0

2 3 0 0 0

3 4 0 0 0

4 5 0 0 0

5 1 0 0 0

3 6 0 0 0

6 7 2 0 0

#pseudo_bond 0

#atom_label 2

6

1

#Group 0

592.750 -3759.400 850.250 -3914.240

607.000 -3844.333 0.000 0.000

10.00 0

1 0

CH

1

1 663.000 -3828.000 0

7

1

#Group 0

94.250 -3761.300 400.750 -3936.680

102.000 -3844.500 0.000 0.000

10.00 0

1 0

CH2

1 2 81

3 361.000 -3826.000 0

end

1

#Group 0

1554.250 -3072.000 2281.250 -3294.000

1585.250 -3170.000 0.000 0.000

10.00 0

1 0

+   (BH3)2

1 7 81 8 1 9 81

16

#Group 0

2544.250 -3147.000 3397.323 -3257.000

2554.250 -3202.000 3387.323 -3202.000

10.00 0

3237.322998 -3162.000000

3237.322998 -3242.000000

2554.250000 -3202.000000

0.000000 140.000000 30.000000

0

16

#Group 0

3490.250 -3147.000 4343.323 -3257.000

3500.250 -3202.000 4333.323 -3202.000

10.00 0

4183.323242 -3162.000000

4183.323242 -3242.000000

3500.250000 -3202.000000

0.000000 140.000000 30.000000

0

1

#Group 0

3605.250 -2932.000 4030.250 -3154.000

3636.250 -3030.000 0.000 0.000

10.00 0

1 0

H2O2

1 1 81 2 1 3 81

1

#Group 0

3667.750 -3290.000 4009.750 -3513.000

3698.750 -3415.000 0.000 0.000

10.00 0

1 0

OH-

1 2 41

1

#Group 0

1750.750 -7249.000 2477.750 -7471.000

1781.750 -7347.000 0.000 0.000

10.00 0

1 0

+   (BH3)2

1 7 81 8 1 9 81

16

#Group 0

2740.750 -7324.000 3593.823 -7434.000

2750.750 -7379.000 3583.823 -7379.000

10.00 0

3433.822998 -7339.000000

3433.822998 -7419.000000

2750.750000 -7379.000000

0.000000 140.000000 30.000000

0

16

#Group 0

3686.750 -7324.000 4539.823 -7434.000

3696.750 -7379.000 4529.823 -7379.000

10.00 0

4379.823242 -7339.000000

4379.823242 -7419.000000

3696.750000 -7379.000000

0.000000 140.000000 30.000000

0

1

#Group 0

3801.750 -7109.000 4226.750 -7331.000

3832.750 -7207.000 0.000 0.000

10.00 0

1 0

H2O2

1 1 81 2 1 3 81

1

#Group 0

3864.250 -7467.000 4206.250 -7690.000

3895.250 -7592.000 0.000 0.000

10.00 0

1 0

OH-

1 2 41

1

#Group 0

1917.250 -5874.000 3466.250 -6096.000

1948.250 -5972.000 0.000 0.000

10.00 0

1 0

+   Hg(OAc)2   +  H2O

1 11 81 12 1 19 81 20 1

16

#Group 0

3563.250 -5960.000 4416.323 -6070.000

3573.250 -6015.000 4406.323 -6015.000

10.00 0

4256.323242 -5975.000000

4256.323242 -6055.000000

3573.250000 -6015.000000

0.000000 140.000000 30.000000

0

16

#Group 0

4509.250 -5960.000 5362.323 -6070.000

4519.250 -6015.000 5352.323 -6015.000

10.00 0

5202.323242 -5975.000000

5202.323242 -6055.000000

4519.250000 -6015.000000

0.000000 140.000000 30.000000

0

1

#Group 0

4520.250 -5776.000 5060.250 -5998.000

4551.250 -5874.000 0.000 0.000

10.00 0

1 0

NaBH4

1 4 81

1

#Group 0

2114.750 -4542.000 3538.750 -4764.000

2145.750 -4640.000 0.000 0.000

10.00 0

1 0

+   H2O   +    H2SO4

1 5 81 6 1 16 81 17 1 19 81

16

#Group 0

3854.750 -4628.000 4707.823 -4738.000

3864.750 -4683.000 4697.823 -4683.000

10.00 0

4547.823242 -4643.000000

4547.823242 -4723.000000

3864.750000 -4683.000000

0.000000 140.000000 30.000000

0

1

#Group 0

4084.750 -4781.000 4406.750 -4977.000

4115.750 -4879.000 0.000 0.000

10.00 0

1 0

heat

1
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