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TS1 
 

Input orientation:                           

 --------------------------------------------------------------------- 

 Atomic              Coordinates (Angstroms) 

 Type                     X           Y           Z 

 --------------------------------------------------------------------- 

 O                     0.000000    0.000000    0.000000 

 H                     0.000000    0.000000    1.299148 

 H                     0.756972    0.000000   -0.788435 

 H                    -0.971779    0.164443   -0.478092 

 O                    -0.004924   -1.446237    0.707442 

 C                     0.002784   -2.486849    0.068420 

 S                    -0.018975   -1.428712    2.157268 

 H                    -0.133780   -0.579604    2.688497 

 H                    -0.113019   -2.312218    2.638626 

 --------------------------------------------------------------------- 

 

Frequencies  
 

-1760.1694             270.5016               418.3934 

783.2113               852.6581               929.9729 

961.7628               1094.0983              1151.3577 

1439.0398              1547.5484              1579.8044 

1797.4027              1934.1270              3105.3656 

3198.3868              3451.9041              3576.2075 
 

 

 

Rotational constants (GHZ):           10.41755     8.98870     5.04355 

 

Sum of electronic and zero-point Energies=           -209.020919 
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TS2  

 

Input orientation:                           

 --------------------------------------------------------------------- 

 Atomic                    Coordinates (Angstroms) 

 Type                      X           Y           Z 

 --------------------------------------------------------------------- 

  O                    -0.056477    0.032163    0.195149 

  H                     0.100410    0.240728    1.258138 

  H                     0.920561   -0.172089   -0.250177 

  H                    -0.497590    0.906830   -0.295101 

  O                    -0.847080   -1.366061   -0.655927 

  C                    -0.709944   -1.454184   -1.866179 

  S                    -1.548462   -2.142310    0.091514 

  H                    -1.199766   -1.129234    1.061522 

  H                    -2.145871   -2.892557   -0.226867 

 --------------------------------------------------------------------- 

Frequencies 

 

216.2154               301.5299 

410.8519               479.5490               584.2146 

627.7452               707.5855               764.3328 

1110.5552              1209.1560              1223.2155 

1281.0123              1430.8221              1442.9607 

1805.2828              2015.5808              2949.5824 

3111.5999              3179.9564              3434.0723 

 

Rotational constants (GHZ):   10.51229     7.71819     4.58279 

         

Sum of electronic and zero-point Energies=    -209.012280 
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TS3 

 
Input orientation:                           

 --------------------------------------------------------------------- 

 Atomic              Coordinates (Angstroms) 

 Type                       X           Y           Z 

 --------------------------------------------------------------------- 

  O                     0.049951    0.062373    0.014132 

  H                    -0.023749   -0.019752    1.103114 

  H                     1.103887    0.102924   -0.272594 

  H                    -0.411985    1.004775   -0.299652 

  O                    -0.613679   -1.085802   -0.734972 

  C                    -0.472364   -1.318900   -1.988743 

  S                    -1.387041   -1.894970   -0.050355 

  H                    -1.686408   -1.778538    0.905255 

  H                    -1.664604   -2.539614   -1.582276 

 --------------------------------------------------------------------- 

Frequencies 

 

-1931.7286              96.4372               387.5890 

441.6306               512.5048               703.9373 

1016.2209              1030.9743              1073.0848 

1137.6055              1166.0136              1424.4597 

1499.2033              1502.9017              1550.6780 

1637.8428              2100.3628              3073.3079 

3138.1562              3161.6797              3553.4000 

 

Rotational constants (GHZ):   12.60702     8.45994     5.22668         

 

Sum of electronic and zero-point Energies=   -209.069829 
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TS4  

 
Input orientation:                           

 --------------------------------------------------------------------- 

 Atomic              Coordinates (Angstroms) 

 Type                      X           Y           Z 

 --------------------------------------------------------------------- 

  O                    -0.050256   -0.063256    0.249948 

  H                     0.039067   -0.114432    1.339655 

  H                     0.966129   -0.010189   -0.148526 

  H                    -0.386737    0.813329   -1.304027 

  O                    -0.764658   -1.054143   -0.450267 

  C                    -0.717075   -1.027407   -1.727302 

  S                    -1.460388   -1.978079    0.283912 

  H                    -1.565518   -1.908537    1.284152 

  H                    -2.044781   -2.634000   -0.215474 

 -------------------------------------------------------------------- 

Frequencies 

373.2950               429.2132 

440.0496               529.8037               625.2576 

732.8936               820.1998               986.8606 

1058.8345              1094.2330              1160.9477 

1420.0871              1508.5847              1511.7960 

1646.5149              1975.0307              3095.1286 

3164.0739              3598.8555              3727.8903 

 

Rotational constants (GHZ):      11.98917     9.00926     5.27453  

     

Sum of electronic and zero-point Energies=   -209.031960 
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TS5  

 

Input orientation:                           

 --------------------------------------------------------------------- 

 Atomic              Coordinates (Angstroms) 

 Type                     X           Y           Z 

 --------------------------------------------------------------------- 

 O                     0.000000    0.000000    0.000000 

 H                     0.000000    0.000000    1.092183 

 H                     1.034645    0.000000   -0.359920 

 H                    -0.468797    0.922369   -0.359804 

 O                    -0.731386   -1.192193   -0.541988 

 C                    -0.727249   -1.188922   -1.899828 

 S                    -1.331118   -2.167857    0.094016 

 H                    -0.738451   -1.143689    0.941777 

 H                    -1.218488   -1.989256   -2.164213 

 --------------------------------------------------------------------- 

Frequencies 

                               156.0418               255.7048 

339.4277               380.3754               458.4030 

529.5843               621.4164               813.6948 

926.8018               981.7704              1197.5560 

1273.5926              1430.7713              1451.9195 

1923.1648              2242.4944              3023.8978 

3150.8517              3217.2662              3716.1493 

 

Rotational constants (GHZ):           10.23682     7.76138     4.55445 

Sum of electronic and zero-point Energies=           -208.950863 
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TS6 

 
  Input orientation:                           

 --------------------------------------------------------------------- 

 Atomic              Coordinates (Angstroms) 

 Type                      X           Y           Z 

 --------------------------------------------------------------------- 

  O                    0.000000    0.000000    0.000000 

  H                    0.000000    0.000000    1.092183 

  H                    1.034645    0.000000   -0.359920 

  H                   -0.468797    0.922369   -0.359804 

  O                   -0.692379   -1.128609   -0.513082 

  C                   -0.519285   -1.107852   -2.168953 

  S                   -1.274998   -2.076432    0.104773 

  H                   -1.387544   -2.111531   -1.850362 

  H                   -0.488348   -0.621873   -3.014304 

 --------------------------------------------------------------------- 

Frequencies 

178.5518               268.3282 

380.4078               395.7126               481.0834 

631.7571               781.2014               937.8910 

1064.5326              1067.4807              1231.7263 

1406.8922              1465.4074              1476.3886 

1816.1068              2053.4393              3052.1734 

3122.9861              3131.8984              3787.4093 

 

Rotational constants (GHZ):           10.93641     7.37080     4.58861 

Sum of electronic and zero-point Energies=           -209.018962 
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TS7 

 

Input orientation:                           

 --------------------------------------------------------------------- 

 Atomic              Coordinates (Angstroms) 

 Type                      X           Y           Z 

 --------------------------------------------------------------------- 

  O                     0.000000    0.000000    0.000000 

  H                     0.000000    0.000000    1.092183 

  H                     1.034645    0.000000   -0.359920 

  H                    -0.674755    0.463675   -1.601754 

  O                    -0.682627   -1.112713   -0.505855 

  C                    -0.704188   -1.151541   -1.965073 

  S                    -1.265246   -2.060537    0.112000 

  H                    -1.192556   -1.939665    1.122271 

  H                    -1.195427   -1.951875   -2.229458 

 --------------------------------------------------------------------- 

Frequencies 

279.5765               451.6980 

456.7011               505.1405               599.5854 

705.5736               739.7765               814.2685 

930.5160              1008.7061              1049.4778 

1147.8890              1354.1251              1456.1703 

1807.6302              1887.5297              3111.4857 

3197.2252              3532.9125              3769.0164 

 

Rotational constants (GHZ):           10.43408     8.82897     4.92936 

 

Sum of electronic and zero-point Energies=           -208.986296 
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TS8 

 

Input orientation:                           

 --------------------------------------------------------------------- 

 Atomic              Coordinates (Angstroms) 

 Type                      X           Y           Z 

 --------------------------------------------------------------------- 

  O                     0.000000    0.000000    0.000000 

  H                     0.000000    0.000000    1.090716 

  H                     1.059269    0.000000   -0.324307 

  H                    -0.459841    0.898743   -0.412834 

  O                    -1.403991   -1.329491   -0.367073 

  C                    -0.751909   -2.167440   -1.065862 

  S                    -2.529862   -1.124443    0.097952 

  H                    -2.720178   -0.298749    0.648494 

  H                     0.009655   -1.204713   -0.721571 

 --------------------------------------------------------------------- 

Frequencies 

  213.9197               303.1561 

460.4446               475.2797               560.9932 

620.3769               650.4506               716.3524 

950.2629              1102.7333              1186.6412 

1263.8198              1431.9968              1442.2687 

1768.7026              2000.4860              2954.8350 

3116.4008              3187.8439              3656.7245 

 

Rotational constants (GHZ):           10.59319     8.28545     4.79342 

Sum of electronic and zero-point Energies=           -208.967462 


