
I have taken this table from AMBER 12 / Examples /TEMPLATE_INPUT_SCRIPTS / 
SURFTEN_SURFOFF_Recommendations.pdf file



G pb/gb Flag affecting 
nonpolar 
solvation 
energy 
calculation

Calculation of 
Gnp

RADII SURFTEN SURFOFF

IGB=1 MS=0
GBSA=1

Gnp =γ  A + b mbondi default default

IGB=2 MS=0
GBSA=1

Gnp =γ  A + b mbondi2 default default

IGB=5 MS=0
GBSA=1

Gnp =γ  A + b mbondi2 default default

IGB=8 MS=0
GBSA=1

Gnp =γ  A + b mbondi3 default default

PB MS=0
INP=1
RADIOPT=0

 Gnp =γ  A + b mbondi,
mbondi2, 
mbondi3

default default

PB* MS=0
INP=1
RADIOPT=0

 Gnp =γ  A + b Parse  0.00542  0.9200

PB MS=0
INP=2
RADIOPT=1
prbrad=1.4 

 
 Gnp =γ  A + b 
+ Gdisp

mbondi,
mbondi2, 
mbondi3

default default

PB* MS=0
INP=2
RADIOPT=1
prbrad=1.4 

 
 Gnp =γ  A + b 
+ Gdisp

Rmin  0.03780
(default)

 ‐ 0.5692
(default)

PB* MS=1
IVCAP=1
RADIOPT=1
prbrad=1.4 

 Gnp = Gcavity  
+ EvdW

bondi  0.06900  0.0000

PB* MS=1
IVCAP=5
RADIOPT=1
prbrad=1.4 

 Gnp = Gcavity  
+ EvdW

bondi  0.06900  0.0000

* Input parameters were taken from the Recommendations.pdf file.


