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APPENDICES

Appendix A: Visual Fortran code used to calculate the angle distribution of SDS 
on nanosheets’ surfaces and the angles used for order parameter calculation

P R O G R A M  A N G C O U N T  

I M P L I C I T  N O N E

I N T E G E R  i i ,  a a , b b ,  i m ,  f ,  น ,  t ,  ร ,  R R  ,  d , e , j ,  p ,  i k ,  i k a ,  k ,
ท _ a t o m ,  ท _ m o l e c u l e ,  m ,  I D _ a t o m  ,  ท _ f r a m e ,  N ,  N _ b i n ,  i g ,  q , a ,
I D _ m o l e ,  L ,  i ,  D _ A T O M _ l ,  D _ A T O M _ 2  7 d _ A T O M _ 3 ,  s k i p ,  I D _ t y p e  , 
I D _ t y p e l , I D _ t y p e 2 ,  M o l e _ I D ,  i x , i y , i z , g a p , c

R E A L  R ,  X w ,  Y w ,  Z w , X b , Y b , Z b ,  x t ,  Y t ,  z t ,  B I N _ S I Z E ,  B o x ,  D i s t ,
n i d i n b i n ,  v_ l, R H O ,  N i d ,  X R R , Y R R , Z R R , X R , Y R ,  Z R , XU, y u ,
z u ,  v x t ,  v y t , v z t , B o x _ L x , B o x _ H x ,  B o x _ L y , B o x _ H y ,  B o x _ L z ,  B o x _ H z

R E A L  R N T , X N T ,  Y N T ,  Z N T  ,  d e l d e g ,  R A D I A N ,  T H E T A ,  X N T R ,  Y N T R , Z N T R ,  
A N G L E _ T E S T , A N G L E , d o t , m a g n i t u d e

I N T E G E R ,  A L L O C A T A B L E  ะ :  i l ( : )

R E A L ,  A L L O C A T A B L E : :  X A ( ะ ) ,  Y A ( ะ ) ,  Z A ( ะ ) ,  X ( ะ )  ,  Y ( ะ )
,  z ( ะ )  ,  A v g l ( ะ )

R E A L ,  A L L O C A T A B L E : :
v g h  ( ะ )

G ( ะ )  , A v g _ l  ( ะ ) A v g _ 2 ( ะ ) ,

ท _ f r a m e  =  
ท_atom = 
ท ^ m o l e c u l e  
N _ b i n  =  
B I N  S I Z E  =

1 0 0 1
1 7 2 8
=  ท _ a t o m / 3  
1 8 0 -
1 8 0 / N  b i n

S k i p  =  0
B o x = ( ( 2 5 . 1 8 5 2 8 3 2 - 0 ) + ( 2 5 . 1 8 5 2 8 3 2 - 0 ) + ( 2 5 . 1 8 5 2 8 3 2 - 0 ) / 3

A L L O C A T E ( X ( 1  : ( ท _ a t o m ) ) ,  Y ( 1  ะ ( ท _ a t o m ) ) , Z ( 1  : ( ท _ a t o m ) ) ) 

D O  c  =  1 ,  ท _ a t o m

X ( c ) = 0 ;  Y ( c ) = 0 ;  Z ( c ) = 0  

E N D  D O

A L L O C A T E ( i l ( 1  : ท _ m o l e c u l e  ) )

D O  น =  1 ,  n  m o l e c u l e

i l ( น )  =  0
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E N D  D O

A L L O C A T E ( G ( 0 : N _ b i n ) ,  A v g _ l ( 0  : N _ b i n )  , A v g _ 2 ( 0  : N _ b i n ) , v g h ( 0  : N _ b i n ) ) 

D O  a = 0 , N _ b i n  

G ( a ) = 0  

A v g _ l ( a ) = 0  

A v g _ 2 ( a ) = 0  

v g h ( a ) = 0  

E N D  D O

O P E N ( u n i t = l ,  f i l e = ' X I I I - 2 3 - 1 0 0 1 F . x y z ' ,  s t a t u s = ' o l d ' )

O P E N ( u n i t = 3 ,  f i l e = ' F I L T E R E D _ B E A D S - X I I I - 2 3 - 1 0 0 1 F - X . d a t a ' ,  
s t a t u s = ' u n k n o w n ' )

O P E N ( u n i t = 4 , f i l e = ' A N G L E C O U N T - X I I I - 2 3 - 1 0 0 1 F - X . d a t a ' ,  
s t a t u s = ' u n k n o w n ' )

O P E N ( u n i t = 5 ,  f i l e = ' H O W M A N Y - X I I I . d a t a ' ,  s t a t u s = ' u n k n o w n ' )  

O P E N ( u n i t = 6 ,  f i l e = ' C H E C K 1 - X I I I . d a t a ' ,  s t a t u s = ' u n k n o w n ' )  

O P E N ( u n i t = 7 ,  f i l e = ' C H E C K 2 - X I I I . d a t a ' ,  s t a t u s = ' u n k n o w n ' )  

O P E N ( u n i t = 8 ,  f i l e = ' O R I E N T - X I 1 1 . d a t a ' ,  s t a t u s = ' u n k n o w n ' )  

D o  i  = 1 ,  s k i p

D O  k  = 1 ,  ท _ a t o m  +  2  

R E A D  ( 1 , * )

E N D  D O  

E N D  D O

D O  i = l , ท _ f r a m e  -  s k i p

I F  ( ( i . E Q . l )  . O R .  (MOD( i , 1 ) . E Q . 0 ) ) T H E N

W R I T E ( * , * )  ' f r a m e ' ,  i  

E N D  I F

ik = 0

R E A D  ( 1 ,  *  )
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R E A D  ( 1 , * )

D O  k = l , ท  a t o m

R E A D ( 1 , * ) I D _ t y p e , X t ,  Y t ,  z t

I F  ( ( X t  . G E .  0 )  . A N D .  ( X t  . L E .  2 7 . 7 2 )  . A N D .  ( Y t  . G E . 
0 )  . A N D .  ( Y t  . L E .  2 7 . 7 2 )  . A N D .  ( Z t  . G E .  0 )  . A N D .  ( Z t  . L E .  2 7 . 7 2 ) )  
t h e n

i k = i k + l

X  ( i k ) = x t  ; Y ( i k ) = Y t  ;  Z ( i k ) = Z t

E N D  I F

E N D  D O

L = i k  

i m  =  0  

i k a  =  0

D O  e =  0 ,  L - 3 ,  3

X R = X ( e + 3 ) - X ( e + 1 )  ;  Z R = Z ( e + 3 ) - z ( e + 1 )  ; Y R = Y ( e + 3 ) - Y ( e + 1 )

W R I T E  ( 6 , * )  X R ,  Y R ,  Z R

I F  ( z ( e + 3 )  . G E .  1 3 . 8 6 )  t h e n  
d o t  =  Z R  * 1

m a g n i t u d e  =  s q r t ( ( X R * X R ) + ( Y R * Y R ) + ( Z R * Z R ) )

A N G L E _ T E S T  =  9 0 - ( ( a c o s ( d o t / m a g n i t u d e ) ) * 5 7 . 2 9 5 7 7 9 5 )

e l s e  i f  ( Z ( e + 3 )  . L E .  1 3 . 8 6 )  t h e n  

d o t  =  Z R  *  - 1

m a g n i t u d e  =  s q r t ( ( X R * X R ) + ( Y R * Y R ) + ( Z R * Z R ) )

A N G L E _ T E S T  =  9 0 - ( ( a c o s ( d o t / m a g n i t u d e ) ) * 5 7 . 2 9 5 7 7 9 5 )

E N D  I F

I F  ( A N G L E _ T E S T  . L T . 0 )  t h e n

A N G L E  T E S T  =  a b s ( A N G L E  T E S T )
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e n d  i f

W R I T E  ( 7 , * )  d o t ,  m a g n i t u d e , A N G L E  J T E S T

i g = N I N T ( A N G L E _ T E S T / B I N _ S I Z E )

G ( i g )  =  G ( i g ) + 1

E N D  D O

E N D  D O

D O  i = 0 ,  N  b i n

v g h  ( i )  =  ( G  ( i )  )

I F ( J . e q . l )  T H E N

A v g _ 2 ( i ) = v g h ( i )

E N D  I F

I F ( J . g t . l )  T H E N

« V ,  h  A V 9 - 2 ( i l ' n J -
E N D  I F

A v g _ l ( i ) = A v g _ 2 ( i ) 

E N D  D O

D O  i = 0 , N _ b i n  

G( i )=0
E N D  D O

W r i t e ( 8 , 6 ) ' T H E T A ' , ' P R OB '

6 F o r m a t  ( a 5 , 2 x , a 5 )

D O  i = 0 , N _ b i n

W R I T E ( 8 , 7 )  ( i + 0 . 0 ) * 1 , A v g _ l ( i ) * ( L / 3 )
7 F o r m a t ( 2 ( f 1 2 . 6 , 2 x ) )

END DO



1  F O R M A T ( 4 X , A 1 0 , 1 0 X , A 1 0 )
2  F O R M A T ( F 1 5 . 8 , 5 X , F 1 5 . 3 )
3  F O R M A T ( 1 3 , 9 X , F 9 . 6 , 7 X , F 9 . 6 , 7 X , F 9 . 6 )
4  F O R M A T ( F 1 5 . 8 , 5 X ,  F 1 5 . 8 , 5 X , F 1 5 . 8 )
5  F O R M A T ( F 8 . 3 ,  5 X , 1 3 ,  5 X  )

E N D  P R O G R A M
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Appendix B: Visual Fortran code used to calculate the one-dimensional density 
profdes, perpendicular to the nanosheets’ surfaces, along Z-axis

P R O G R A M  O N E D E N P R O F z  

I M P L I C I T  N O N E

I N T E G E R  j ,  p ,  i k ,  k ,  ท _ a t o m ,  ๓ ,  a t o m _ I D ,  m o l e _ I D  ,  a t o m _ t y p e ,
ท _ f r a m e ,  N ,  N _ b i n ,  i g ,  q , a ,  I D _ _ m o l e ,  1 ,  i ,  D _ A T O M _ l ,  D _ A T O M _ 2  
, D _ A T O M _ 3 ,  K k 7  N j p a r t ,  T _ S k i p

R E A L  x t ,  Y t ,  z t ,  R _ b i n ,  b o x ,  r ,  v _ l,  A v g _ d ,  N i d ,  R Z ,  R X ,  R Y ,  A D ,  
V x ,  V y ,  V z ,  z b o t ,  t o p ,  b o t ,  p e a k

R E A L ,  A L L O C A T A B L E : :

R E A L ,  A L L O C A T A B L E : :

ท _ _ f r a m e  = 1 0 0 1  
T ^ S k i p  =  0  
ท _ a t o m  =  1 1 5 2  
R J a i n  = 0 . 1  
N J o i n  =  2 7 7  
t o p  =  2 7 . 7 2  
b o t  =  0

A L L O C A T E ( X ( l : n _ a t o m )  ,  Y ( l : n _ a t o m )  , Z ( l : n _ a t o m )  )

A L L O C A T E ( G ( 0 : N _ b i n ) ,  A v g _ l ( 0  : N _ b i n ) , A v g _ 2 ( 0  : N _ b i n )  )

X ( ะ )  , Y  ( ะ )  ,  z  ( ะ )

G ( : )  , A v g _ l ( : )  ,  A v g _ 2 ( ะ )

D O  1 = 1 ,  ท _ a t ๐ ๓

X ( I ) = 0 ;  Y ( I ) = 0 ;  Z ( I ) = 0  

E N D  D O

D O  1 = 0 ,  N  b i n

G ( i ) = 0  

A v g _ l ( X ) = 0  

A v g _ 2 ( i ) = 0

E N D  D O

O P E N ( u n i t = l , f i l e = ' X I I I - 2 - 1 0 0 1 F . x y z '  ,  s t a t u s = ' o l d ' )  

O P E N ( u n i t = 3 ,  f i l e = ' X I I I - 2 - D E N - Z . d a t a ' ,  s t a t u s = ' u n k n o w n ' )

D O  1 = 1 ,  T _ S k i p
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D O  K = l ,  ท _ a t o m  + 2  

R E A D  ( 1 , * )

E N D  D O

W R I T E  ( * , * )  i  

E N D  D O

D O  K = l , ท _ f r a m e  -  T _ S k i p

I F  ( ( K . E Q . l )  . O R .  ( M O D ( K , 1 ) . E Q . 0 )  ) T H E N

W R I T E ( * , * )  K

E N D  I F

D O  I = 0 , N _ b i n

G ( i )  =  0

E N D  D O

D O  j = l , 2

R E A D  ( 1 ,  * )  

E N D  D O

i k = 0

D O  K K = 1 , ท _ a  t  o m

R E A D  ( 1 , * )  a t o m _ t y p e ,  x t ,  Y t ,  z t

I F  ( ( X t  . G E .  0 )  . A N D .  ( X t  . L E .  2 7 . 7 2 )  . A N D .  ( Y t  . G E . 
0 )  . A N D .  ( Y t  . L E .  2 7 . 7 2 )  . A N D .  ( Z t  . G E .  0 )  . A N D .  ( Z t  . L E .  2 7 . 7 2 ) )  
t h e n

i k = i k + l

X ( i k ) = X t * 0 . 9 0 8 5 6
Y ( i k ) = Y t * 0 . 9 0 8 5 6  ; Z ( i k ) = z t * 0 . 9 0 8 5 6

E N D  I F

E N D  D O

N _ p a r t = i k

D O  1 = 0 ,  N b i n
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D O  L  =  1 ,  N _ p a r t

I F  ( X ( L )  . L E .  ( ( 1 + 1 ) * R _ b i n )  . A N D .  ( X ( L )
I * R _ b i n )  ) T H E N

i g  =  N I N T ( Z ( L ) / R _ b i n )

G ( i g )  =  G ( i g )  +  1 

E N D  I F  

E N D  D O  

E N D  D O  

D O  1 = 0 , N b i n

I F  ( K . E Q . l )  T H E N

A v g _ 2 ( i ) = G ( i )

E N D  I F

I F  ( K . G T . l )  T H E N

A v g _ 2 ( i ) = ( ( k —1 ) * A v g _ l ( i ) ) / k

E N D  I F

A v g _ l ( i ) = A v g _ 2 ( i )

E N D  D O

E N D  D O

W R I T E  ( 3 , * )  ' Z ' ,  ' D e n s i t y '

D O  1 = 0 ,  N _ b i n

R Y  =  ( i ) * R _ b i n

A D  =  A v g _ l ( i ) / ( R _ b i n )

W r i t e  ( 3 , * )  R Y ,  A D

E N D  D O

W R I T E  ( * , * )  ' R _ b i n ' , R _ b i n

1  F e r m a t  ( 2 1 X ,  1 5 ,  F 1 2 . 5 ,  F 1 6 . 5 ,  F 1 2 . 5 )

• G E .

+  ( G ( i ) / k

END PROGRAM
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Appendix C: Visual Fortran code used to calculate the two-dimensional density 
profiles, parallel to the nanosheets’ surfaces

P R O G R A M  T W O D D E N P R O F X Y

I M P L I C I T  N O N E

I N T E G E R  j ,  p ,  i k ,  k ,  ท _ a t o m ,  m ,  a t o m _ I D ,  m o l e _ I D  ,  a t o m _ t y p e ,  
ท _ f r a m e ,  N ,  N _ b i n ,  i g ,  q , a ,  I D _ m o l e ,  1 ,  i ,  D _ A T O M _ l ,  D _ A T O M _ 2  
, D _ A T O M _ 3 , Kk7 N _ p a r t ,  T _ S k i p

R E A L x t ,  Y t ,  z t ,  R  b i n , b o x , r , v _ l,  A v g _ .d ' N i d , R Z , RX
V x ,  V y ,  V z ,  z b o t ,  t o p , b o t , p e a k , x i ,  y i , z i , x f . yf. z f

R E A L , A L L O C A T A B L E  ะ ะ X ( ะ )  , Y ( ะ )  , Z ( ะ )

R E A L ,
ะ ,  ะ )

A L L O C A T A B L E  ะ ะ G ( ะ ,  ะ ) , A v  g _ 1 ( • t

R Y ,  A D ,

, Avg_2 (

ท _ f r a m e  =  1 0 0 0  
T ^ S k i p  =  0  
n _ a t o m  =  1 4 4  
R _ b i n  =  0 . 5  
N _ b i n  = 5 1  
y f  =  2 7 . 7 2  
y i  =  0  
x f  =  2 7 . 7 2  
x i  =  0  
z f  =  2 7 . 7 2  
z i  =  1 3 . 8 6

A L L O C A T E ( X ( l : ท _ a t o m )  ,  Y ( l : n _ a t o m )  , z ( 1  : ท _ a t o m )  )

A L L O C A T E ( G ( 0 : N _ b i n ,  0 : N _ b i n ) ,  A v g _ l ( 0  : N _ b i n ,  0 : N  b i n )  , 
A v g _ 2 ( 0  : N _ b i n ,  0 : N _ b i n )  )

D O  I  =  1 ,  n  a t o m

X  ( I ) = 0 ;  Y ( I ) = 0 ;  Z ( I ) = 0  

E N D  D O

D O  I  =  0 ,  N _ b i n

D O  J  =  0 ,  N _ b i n  

G ( i ,  j ) = 0

A v g _ l ( i , j ) = 0  

A v g _ 2 ( i , j ) = 0

END DO
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E N D  D O

O P E N ( u n i t = l ,  f i l e = ' X I I - F - 3 - 1 0 0 0 F . x y z ' ,  s t a t u s = ' o l d ' )  

0 P E N ( u n i t = 3 ,  f i l e = ' X I I - F - 3 - D E N - X Y - T 0 P . d a t a ' , s t a t u s = ' u n k n o w n ' )

D O  1 = 1 ,  T _ S k i p

D O  K = l ,  ท _ a t o m  + 2  

R E A D  ( 1 , * )

E N D  D O

W R I T E  ( * , * )  i  

E N D  D O

D O  K = l , ท _ f r a m e  -  T _ S k i p

I F  ( ( K . E Q . l )  . OR.  ( MOD( K , 1 ) . E Q . 0 )  ) T H E N

W R I T E ( * , * )  K 

E N D  I F  

D O  1 = 0 , N _ b i n

D O  J = 0 ,  N _ b i n  

G ( i , j  ) =  0  

E N D  D O  

E N D  D O  

D O  j = l ,  2

READ ( 1 , * )

E N D  D O  

i k = 0

W R I T E  ( 2 , * )  5 1 4 8  

W R I T E  ( 2 , * )

D O  K K = 1 , ท _ a t o m

R E A D  ( 1 , * )  a t o m _ t y p e ,  x t ,  y t , z t

I F  ( (  x t  . G E .  x i )  . AND.  ( X t  . L E .  x f )  , A N D . (  Y t  
y i )  . AND.  ( Y t  . L E .  y f )  . AND.  ( Z t  . G E .  z i )  . AND.  ( Z t  . L E .  z f ) ) ™ร -
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i k = i k + l

X ( i k ) = X t * 0 . 9 0 8 5 6
Y ( i k ) = Y t * 0 . 9 0 8 5 6  ; z ( i k ) = z t * 0 . 9 0 8 5 6

E N D  I F

E N D  D O

N _ p a r t = i k  

D O  1 = 0 ,  N _ b i n

D O  L  =  1 ,  N _ p a r t

I F  ( Y ( L )  . L E .  ( ( 1 + 1 ) * R _ b i n )  . A N D .  ( Y ( L )  . G T .
I * R _ b i n )  ) T H E N

i g  =  N I N T ( X ( L ) / R _ b i n )

G ( i , i g )  =  G ( i , i g )  +  1 

E N D  I F  

E N D  D O  

E N D  D O

D O  1 = 0 , N _ b i n

D O  J =  0 ,  N _ b i n

I F  ( K . E Q . l )  T H E N

A v g _ 2 ( i , j ) = G ( i ,  j )

E N D  I F

I F  ( K . G T . l )  T H E N

A v g _ 2 ( i , j ) = ( k - 1 ) * A v g _ l ( i , j ) / k  +
G ( i , j ) / k

E N D  I F

A v g _ l ( i , j ) = A v g _ 2 ( i , j )

E N D  D O

E N D  D O

END DO
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W R I T E  ( 3 , * )  ' X '  ,  ' Y '  ,  ' A t o m i c  n u m b e r
D e n s i t y '

D O  1 = 0 ,  N _ b i n

R Y  =  ( i ) * R _ b i n

D O  J = 0 ,  N _ b i n

R X  =  ( j ) * R _ b i n

A D  =  A v g _ l  ( i , j ) / ( R _ b i n * R _ b i n )

W r i t e  ( 3 , * )  R X ,  R Y ,  A D  

E N D  D O

E N D  D O

W R I T E  ( * , * )  ' R _ _ b i n  ' ,  R _ b i n

1 F o r m a t  ( 2 1 X ,  1 5 ,  F 1 2 . 5 ,  F 1 6 . 5 ,  F 1 2 . 5 )

E N D  P R O G R A M
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Appendix D: Visual Fortran code used to count the number of surfactants on 
the nanosheets’ surfaces

P R O G R A M  S U R F S O R T E R  

I M P L I C I T  N O N E

I N T E G E R  e , f , d , j ,  p , i k ,  k ,  ท _ a t o m ,  m ,  I D _ a t o m  ,  ท _ f r a m e ,  N ,  i g ,  q , a ,  
I D _ m o l e ,  L ,  i ,  D _ A T O M _ l ,  D _ A T 0 M _ 2  , D _ A T O M _ 3 ,  s k i p , I D _ t y p e t ,
I D _ t y p e l , I D _ t y p e 2 ,  M o l e _ I D ,  i x , i y , i z , g a p , c

R E A L  x t ,  Y t ,  z t ,  B I N _ S I Z E ,  B o x ,  r ,  D i s t ,  v_l, R H O ,  N i d ,  X R , Y R , Z R , XU, 
y u ,  z u ,  v x t , v y t , v z t , B o x _ L x , B o x _ H x ,  B o x _ L y , B o x _ H y , B o x _ L z , B o x _ H z

R E A L ,  A L L O C A T A B L E : : X ( ะ , : )  , Y ( ะ , : )  ,  Z (  ะ , : )
I N T E G E R ,  A L L O C A T A B L E : :  I D _ t y p e ( ะ , : ) ! ,  1 k ( ะ )

ท _ f r a m e  =  2 7  
ท _ a t o m  =  2 6 6 2  
S k i p  =  2 6

A L L O C A T E ( X ( 1  : ( ท _ f r a m e - S k i p ) , 1  : ท _ a t o m )  ,  Y ( 1  : ( ท _ f r a m e -
S k i p )  , 1  : ท _ a t o m )  , Z ( 1  : ( ท _ f r a a i e - S k i p )  , 1  : ท _ a t o m )  , I D _ t y p e ( 1  : ( ท _ f r a m e -
S k i p ) , 1  ะ ท _ a t o m )  )

D O  d  =  1  ,  ท _ f r a m e - S k i p

D O  c  =  1 ,  ท _ a t o m

X ( d , c ) = 0 ;  Y ( d , c ) = 0 ;  Z ( d , c ) = 0  ; I D _ t y p e ( d , c ) = 0  ; i k  =  0  

E N D  D O  

E N D  D O

O P E N ( u n i t = l ,  f i l e = ' Y I I I - F - 2 - 2 7 F . x y z ' , s t a t u s = ' o l d ' )

O P E N ( u n i t = 2 ,  f i l e = ' D U P L I C A T E - Y I I I - F - 2 - 2 7 F - T O P . d a t a  1 , 
s t a t u s = ' u n k n o w n ' )

O P E N ( u n i t = 3 ,  f i l e = ' H - C O U N T - Y I I I - F - 2 - 2 7 F - T O P . d a t a ' ,  s t a t u s = ' u n k n o w n ' )  

D o  e  = 1 ,  s k i p

D O  f  = 1 ,  ท _ a t o m  +  2  

R E A D  ( 1 , * )

E N D  D O  

E N D  D O

D O  i = l , ท _ f r a m e  -  s k i p
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I F  ( ( i . E Q . l )  . O R .  ( MOD( i ,  1 )  . E Q . 0 )  ) T H E N

W R I T E ( * , * )  ' f r a m e ' ,  i  

E N D  I F

R E A D  ( 1 ,  * )
R E A D  ( 1 ,  *  )

D O  k = l , ท _ a t o m

R E A D ( 1 , * ) I D _ t y p e t ,  x t  ,  Y t ,  z t

I F  ( ( X t  . G E .  0 )  . A N D .  ( X t  . L E .  2 7 . 7 2 )  . A N D .  ( Y t  . G E .  0 )  
. A N D .  ( Y t  . L E .  2 7 . 7 2 )  . A N D .  ( Z t  . G E . 1 3 . 8 6 )  . A N D .  ( Z t  . L E .  2 7 . 7 2 ) )  
t h e n

I F  ( I D _ t y p e t  . E Q .  2 )  T H E N  

ik  = ik+1 
E N D  I F

W R I T E  ( 2 , 2 )  I D _ t y p e t ,  x t ,  Y t ,  z t  

2 F O R M A T  ( 1 1 , 5X, FI 5 . 8 , 5X, F 1 5 . 8 , 5X, F 1 5 .8  ) 
E N D  I F

E N D  D O

W R I T E ( 3 , * )  ' H - C O U N T  = ' , i k / 2 ,
( i k / ( ( 2 7 . 7 2 * 0 . 9 0 8 5 6 ) * ( 2 7 . 7 2 * 0 . 9 0 8 5 6 ) * ( 2 7 . 7 2 * 0 . 9 0 8 5 6 ) ) ) / 2  

E N D  D O

E N D  P R O G R A M
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