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Figure	  5a	  left	  
panel	  (0.5) U 1571 0 100 4730.9 -‐2365.5 250.032416 0 15.9154943 752.94612 -‐376.48102 63.8 1.00E+05 6.38E+06 9.6224E-‐06 61.4 1.00E-‐03 0.5 1.00E+04
Figure	  5a	  left	  
panel	  (1) U 1571 0 100 4730.9 -‐2365.5 250.032416 0 15.9154943 752.94612 -‐376.48102 128 1.00E+05 1.28E+07 9.6224E-‐06 123.2 1.00E-‐03 0.5 1.00E+04
Figure	  5a	  left	  
panel	  (2) U 1571 0 100 4730.9 -‐2365.5 250.032416 0 15.9154943 752.94612 -‐376.48102 255 1.00E+05 2.55E+07 9.6224E-‐06 245.4 1.00E-‐03 0.5 1.00E+04
Figure	  5a	  left	  
panel	  (4) U 1571 0 100 4730.9 -‐2365.5 250.032416 0 15.9154943 752.94612 -‐376.48102 510 1.00E+05 5.10E+07 9.6224E-‐06 490.7 1.00E-‐03 0.5 1.00E+04
Figure	  5a	  left	  
panel	  (8) U 1571 0 100 4730.9 -‐2365.5 250.032416 0 15.9154943 752.94612 -‐376.48102 1020 1.00E+05 1.02E+08 9.6224E-‐06 981.5 1.00E-‐03 0.5 1.00E+04
Figure	  5a	  left	  
panel	  (12) U 1571 0 100 4730.9 -‐2365.5 250.032416 0 15.9154943 752.94612 -‐376.48102 1530 1.00E+05 1.53E+08 9.6224E-‐06 1472.2 1.00E-‐03 0.5 1.00E+04
Figure	  5a	  right	  
panel	  (0.3) U 1571 0 100 4730.9 -‐2365.5 250.032416 0 15.9154943 752.94612 -‐376.48102 63.8 1.00E+05 6.38E+06 3.28E-‐06 20.9264 1.00E-‐03 0.25 1.00E+04
Figure	  5a	  right	  
panel	  (0.7) U 1571 0 100 4730.9 -‐2365.5 250.032416 0 15.9154943 752.94612 -‐376.48102 128 1.00E+05 1.28E+07 3.28E-‐06 41.984 1.00E-‐03 0.25 1.00E+04
Figure	  5a	  right	  
panel	  (1.4) U 1571 0 100 4730.9 -‐2365.5 250.032416 0 15.9154943 752.94612 -‐376.48102 255 1.00E+05 2.55E+07 3.28E-‐06 83.64 1.00E-‐03 0.25 1.00E+04
Figure	  5a	  right	  
panel	  (2.7) U 1571 0 100 4730.9 -‐2365.5 250.032416 0 15.9154943 752.94612 -‐376.48102 510 1.00E+05 5.10E+07 3.28E-‐06 167.28 1.00E-‐03 0.25 1.00E+04
Figure	  5a	  right	  
panel	  (5.4) U 1571 0 100 4730.9 -‐2365.5 250.032416 0 15.9154943 752.94612 -‐376.48102 1020 1.00E+05 1.02E+08 3.28E-‐06 334.56 1.00E-‐03 0.25 1.00E+04
Figure	  5a	  right	  
panel	  (8.1) U 1571 0 100 4730.9 -‐2365.5 250.032416 0 15.9154943 752.94612 -‐376.48102 1530 1.00E+05 1.53E+08 3.28E-‐06 501.84 1.00E-‐03 0.25 1.00E+04
Figure	  5c	  i U_R_RL 1571 700 0 -‐1257 50 9461.8029 -‐4730.90145 250.032416 111.40846 0 -‐200.05776 7.95774715 1505.8927 -‐752.94635 See	  page	  2 See	  page	  2 1.00E-‐03 0.5 20000
Figure	  5c	  ii U_R_RL 1571 700 0 -‐1257 50 9461.8029 -‐4730.90145 250.032416 111.40846 0 -‐200.05776 7.95774715 1505.8927 -‐752.94635 See	  page	  3 See	  page	  3 1.00E-‐03 0.5 20000
Figure	  5c	  iii U_R_RL 1571 700 0 -‐1257 50 9461.8029 -‐4730.90145 250.032416 111.40846 0 -‐200.05776 7.95774715 1505.8927 -‐752.94635 See	  page	  4 See	  page	  4 1.00E-‐03 0.5 20000
Figure	  5c	  iv U_R_RL 1571 700 0 -‐1257 50 9461.8029 -‐4730.90145 250.032416 111.40846 0 -‐200.05776 7.95774715 1505.8927 -‐752.94635 See	  page	  5 See	  page	  5 1.00E-‐03 0.5 20000
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1	  Department	  of	  Molecular	  Therapeutics,	  The	  Scripps	  Research	  Institute,	  Scripps	  Florida,	  Jupiter,	  Florida,	  33458	  USA.	  	  2	  Graduate	  Program	  at	  The	  Scripps	  Research	  Institute.	  



#  Unique model identifier ### settings for Figure 5c iv
Model_code     U_R_RL

# Model description 
Description  Case 2: Ligand bindig induces population shift

# Association constants
Ka_names   A1   A2   B1   B2
Ka         1e8  1.1  0.9  1.1 

# Rate constants of REVERSE reactions
k_names     A1   A2     B1    B2
k2          10000    10000  10000   10000  

# Names of NMR-active species
Species_names      R   R*   RL   R*L  

# Names of NMR unobservable species
NMR_invisible_species_names     L

# Chemical shifts of pure species, 1/s
w0        0   -1257    1571  700    

# Relaxation rates of pure species, 1/s
R2      50      50     50    50  

# Heat of formation of the species, relative units
# The original species is a standard state with dH=0 !
dH     0    1    -2    -1

 

 



#  Unique model identifier  ### settings for Figure 5c iii
Model_code     U_R_RL

# Model description 
Description  Case 2: Ligand bindig induces population shift

# Association constants
Ka_names   A1   A2   B1   B2
Ka         1e8  1.1  0.9  1.1 

# Rate constants of REVERSE reactions
k_names     A1   A2     B1    B2
k2          600    200  300   500  

# Names of NMR-active species
Species_names      R   R*   RL   R*L  

# Names of NMR unobservable species
NMR_invisible_species_names     L

# Chemical shifts of pure species, 1/s
w0        0   -1257    1571  700    

# Relaxation rates of pure species, 1/s
R2      50      50     50    50  

# Heat of formation of the species, relative units
# The original species is a standard state with dH=0 !
dH     0    1    -2    -1

 

 



#  Unique model identifier  ### settings for Figure 5c ii
Model_code     U_R_RL

# Model description 
Description  Case 2: Ligand bindig induces population shift

# Association constants
Ka_names   A1   A2   B1   B2
Ka         1e8  1.1  0.9  1.1 

# Rate constants of REVERSE reactions
k_names     A1   A2     B1    B2
k2          200    200  150   100  

# Names of NMR-active species
Species_names      R   R*   RL   R*L  

# Names of NMR unobservable species
NMR_invisible_species_names     L

# Chemical shifts of pure species, 1/s
w0        0   -1257    1571  700    

# Relaxation rates of pure species, 1/s
R2      50      50     50    50  

# Heat of formation of the species, relative units
# The original species is a standard state with dH=0 !
dH     0    1    -2    -1

 

 



#  Unique model identifier   ### settings for Figure 5c i
Model_code     U_R_RL

# Model description 
Description  Case 2: Ligand bindig induces population shift

# Association constants
Ka_names   A1   A2   B1   B2
Ka         1e8  1.1  0.9  1.1 

# Rate constants of REVERSE reactions
k_names     A1   A2     B1    B2
k2          1    1  1   1  

# Names of NMR-active species
Species_names      R   R*   RL   R*L  

# Names of NMR unobservable species
NMR_invisible_species_names     L

# Chemical shifts of pure species, 1/s
w0        0   -1257    1571  700    

# Relaxation rates of pure species, 1/s
R2      50      50     50    50  

# Heat of formation of the species, relative units
# The original species is a standard state with dH=0 !
dH     0    1    -2    -1

 

 


