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xyz coordinates in angstroms

HF/6-31G**

TS


x
y
z

O
-1.340311
-.455035
-.119211

O
-.571458
.721826
.016536

H
-1.573878
-.638800
.804250

H
.537707
.331696
.014665

C
1.732786
-.167438
.003235

H
1.657787
-.940990
-.750784

H
2.374895
.659963
-.271617

H
1.900926
-.541568
1.005478

CH4

x
y
z

C        
.000000     
.000000     
.000000

H        
.626673     
.626673     
.626673

H       
-.626673    
-.626673     
.626673

H       
-.626673     
.626673    
-.626673

H        
.626673    
-.626673    
-.626673

CH3

x
y
z

C      
.000000    
.000000     
.000044

H      
.000000    
1.074452    
-.000089

H     
.930503    
-.537226    
-.000089

H    
-.930503    
-.537226    
-.000089

HOOH


x
y
z

O        
.687942     
.104733    
-.067135

O       
-.688537    
-.105955    
-.065251

H       
1.018058    
-.566188     
.533255    

H      
-1.013294     
.575966     
.525836

HOO


x
y
z

O       
.055557     
.716357     
.000000

O       
.055557    
-.609752     
.000000

H      
-.888918    
-.852835     
.000000

MP2/6-31G**

TS


x
y
z

O       
-1.340311   
-0.455035   
-0.119211

O       
-0.571458    
0.721826    
0.016536

H       
-1.573878   
-0.638800    
0.804250

H        
0.537707    
0.331696    
0.014665

C        
1.732786   
-0.167438    
0.003235

H        
1.657787   
-0.940990   
-0.750784

H        
2.374895    
0.659964   
-0.271617

H        
1.900926   
-0.541568    
1.005478

CH4

x
y
z

C        
.000000     
.000000     
.000000

H        
.626673     
.626673     
.626673

H       
-.626673    
-.626673     
.626673

H       
-.626673     
.626673    
-.626673

H        
.626673    
-.626673    
-.626673

CH3

x
y
z

C        
.000000     
.000000     
.000044

H        
.000000    
1.074452    
-.000089

H        
.930503    
-.537226    
-.000089

H       
-.930503    
-.537226    
-.000089

HOOH


x
y
z

O        
.724229     
.117377    
-.052855

O       
-.724229    
-.117377    
-.052855

H       
1.000372    
-.679808     
.422839

H      
-1.000373     
.679811     
.422837

HOO


x
y
z

O       
.055557     
.716357     
.000000

O       
.055557    
-.609752     
.000000

H      
-.888918    
-.852835     
.000000

HF/6-31G**/CPCM

TS


x
y
z

O        
1.337918    
-.443468     
.120797

O         
.600398     
.703673    
-.021674

H        
1.544772    
-.702856    
-.781555

H        
-.516878     
.331222    
-.015773

C       
-1.755810    
-.157608    
-.000695

H       
-1.898189    
-.473959    
1.021480

H       
-2.374625     
.675776    
-.297666

H       
-1.726744    
-.966180    
-.715299

