
4P134  

7-Azaindole(CH3OH)2-3 (H2O)2-3

 

 

 

7- (7AI)

( 1)

Sakota 7AI(H2O)2-3

7AI(CH3OH)2

tautomer

[1]              1 7AI ESPT  

- *

(ESPT) * - *

(ESHT) CIS

ESPT ESHT 

2 [2]  

normal 7AI Lb 7AI(H2O)1-2

La [3] 7AI(CH3OH)1-3 CASSCF/CASPT2

La 7AI(CH3OH)2

ESPT/HT La [4]

7AI(CH3OH)2 7AI(CH3OH)3 ESPT/HT

7AI ESPT/HT

ESPT/HT  

 

 

7AI(CH3OH)2-3 7AI(H2O)2-3 S1

CASSCF CASPT2 active 

- * 5 4 * - *

1 * 6-31++G** aug-cc-pVDZ

CASSCF/6-31++G**  

 



 

7AI(CH3OH)2 7AI(H2O)2 S1 1 int1,int2

- *

tautomer

- * 7AI(H2O)2 int1 normal

CIS 17.1 kcal mol-1 CASPT2

31.5 kcal mol-1 - *

- *

CIS  

 CASPT2 7AI(H2O)2 ESPT 13.5 kcal mol-1

- * 7AI(CH3OH)2

7AI(H2O)2 ESPT - *

 

  

 

1 S1 (kcal mol-1) 

  normal int1( - *) int2( - *) tautomer 

7AI(H2O)2 CIS 0.0 17.1 18.6 !16.0 

 CASPT2 0.0 31.5 31.1 !17.8 

7AI(CH3OH)2 CIS 0.0 20.4 22.3 !15.9 

 CASPT2 0.0 38.8 39.0 !17.1 
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