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9. Appendix 

I. Mass spectrometric proteolytic peptide map from the dissolved crystal after tryptic 

digest. Peptide sequence, DPNTVDAFNGQTDAER was identified corresponding to 

amino acid residues 256-271 from KorB. 

 

96 



Appendix                        

 

II. N-terminal sequencing results from the dissolved crystal (amino acid residues 117-

126, RYRGSKWAGK were identified) 
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III. Summary of KorB-O—OB contacts  

(Distances in Å) 
  

 

 

Overlapping DNA stands Residue 

(contact) 

Protein             

Molecule E/I F/J H/K G/L 
A 3.01/2.42    

B  2.43/2.98   

C   2.59/2.82  

  Lys171 

NZ-O1P (THY3) 

D    2.40/3.03 

A 2.72/2.93    

B  2.63/2.93   

C   2.74/3.08  

Gly172 

N-O2P (BRU2) 

D    2.81/2.68 

A 

N-O2P  

OG-O2P 

  

2.70/3.22 

3.02/2.53 

  

B 

N-O2P  

OG-O2P 

 

3.08/2.94 

2.54/2.98 

   

C 

N-O2P  

OG-O2P 

    

2.68/3.34 

2.83/2.62 

Ser181 

(THY12) 

D 

N-O2P  

OG-O2P 

   

3.08/2.97 

2.43/3.06 

 

A 2.68/2.82    

B  2.96/2.76   

C   2.66/2.77  

Thr186 

OG1-O2P 

(THY3) 

D    2.73/2.67 

A  3.03/2.81   

B 3.10/2.84    

C    2.87/3.01 

Val210 

N-O2P 

(GUA10) 

D   2.96/2.88  

A  3.26/2.76   

B 2.84/3.03    

C    2.79/2.86 

Thr211 

N4 (CYT11) – 

OG1 

D   3.50/2.73  

A 3.40/3.10    

B  3.85/4.24   

C          3.43/2.90  

Lys221 

NZ-O1P 

(THY4) 

D    2.56/3.00 
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A 

NH1-O6 

NH2-N7 

  

3.41/2.89 

3.50/2.83 

  

B 

NH1-O6 

NH2-N7 

 

3.48/2.84 

3.28/2.70 

   

C 

NH1-O6 

NH2-N7 

         

3.59/2.68 

3.28/2.65 

Arg240 

NH1-O6 

(GUA10) 

D 

NH1-O6 

NH2-N7 

   

3.22/2.89 

3.15/2.82 

 

A 

NH1-O2P 

NH2-O1P 

 

3.75/3.04 

3.68/2.73 

   

B 

NH1-O2P 

NH2-O1P 

  

3.93/2.98 

3.88/2.66 

  

C 

NH1-O2P 

NH2-O1P 

   

3.42/3.05 

3.94/2.51 

 

Arg247 

(THY5) 

D 

NH1-O2P 

NH2-O1P 

    

3.46/3.71 

2.86/3.36 
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IV. Summary of KorB-O—OB contacts mediated by water molecules  

(Distances in Å) 

 

  

 

Overlapping DNA stands Residue 

(contact) 

Protein                 

Molecule E/I F/J H/K G/L 
A 2.86    2.40/2.64    

B  3.13   2.16/2.51   

C   2.89   2.40/2.22  

 Lys171N       W63* 

-2BRU O1P   W222* 

                       W136* 

                        W60* D    3.02   3.06/2.20 

A 2.94      2.92/2.43    

B   2.81   2.71/3.31   

C   2.87   2.44/3.48  

Pro182 O            W6 

3THY O2P        W35 

                           W14 

                           W13 D    2.86   2.51/3.00 

A 3.38       2.92/2.43    

B  3.53   2.71/3.31   

C   3.39   2.44/3.48  

Thr186OG1        W6 

3THY O2P        W35 

                           W14 

                           W13 D    3.27   2.51/3.00 

A    2.72 2.93/2.73   

B  2.97    2.68/2.81    

C         2.83   2.69/3.00 

Arg208N           W46 

9Cyt/GuaO2P   W78 

                         W145 

                          W74    D      2.80 2.63/2.72  

A  N- 9Cyt/GuaO2P    

   OD1-10GuaO2P 

OD2-9Cyt/GuaO2P 

 

 

 

3.05   2.93/2.73 

3.29   2.85/2.83 

2.89   3.09/2.18 

  

B  N-9Cyt/GuaO2P 

    OD1-10GuaO2P 

OD2-9Cyt/GuaO2P 

3.25     2.68/2.81 

3.33     3.23/2.43 

2.71     3.27/2.44 

   

C N -9Cyt/GuaO2P 

 OD1-10GuaO2P 

 OD2-9Cyt/GuaO2P    

   3.16  2.69/3.00 

3.07  2.93/2.67 

2.65   2.06/3.20 

Asp209            W46 

                         W131   

                         W22* 

                         W78    

                         W12 

                         W32 

                         W145 

                         W18     

                         W41* 

                         W74 

                         W1       

                         W108 

D N –9Cyt/GuaO2P  

    OD1-10GuaO2P 

 OD2-9Cyt/GuaO2P 

  3.20  2.63/2.72 

3.33  3.22/2.38 

2.83   3.65/2.44 

 

A N & OG1 

         -10GuaO2P 

 

 

3.15 & 2.71 

          2.85/2.83 

  

B N & OG1 

           -10GuaO2P 

3.07&2.56                 

          3.27/2.43       

 

        

  

C  N & OG1 

          -10GuaO2P 

 

          

  2.99 & 2.56 

         2.93/2.67 

Thr211             W131 

                          

                          W12 

 

                           W18 

 

                           W1 D  N & OG1 

        -10GuaO2P 

  3.05  & 2.64 

          3.14/2.38 
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A        -7GuaO6 

           -6AdeN7     

3.42     2.87/2.94 

3.08     3.38/3.25 

   

B        -7GuaO6 

          -6AdeN7 

     

2.87 3.41/3.82 

  

C      -6AdeN7   

-7GuaO6 

         3.03  3.80/3.08  

3.37 3.45/2.04 

 

Glu215OE2     W86 

                         W119 

                         W236 

                         W40 

                         W45 

                         W65 

                         W114 

                         W156 
D     -7GuaO6        

         -6AdeN7  

   3.37 2.74/3.06     

2.87    3.25/3.74    

A  OG1-5ThyO2P 

     OG1-4ThyO2P 

2.70 3.36/3.29 

3.22      2.45/2.65 

 

 

  

B  OG1-5ThyO2P 

    OG1-4ThyO2P 

 

 

2.75  3.19/3.37 

2.68   2.85/2.58 

  

C  OG1-5ThyO2P 

----no 2nd water 

  2.79   3.12/3.36       

 

Thr218             W143 

                         W159 

                         W26     

                         W181 

                         W144 

  

                        W121 

                         W147 
D  OG1-4ThyO2P 

     OG1-5ThyO2P 

   

 

2.81  2.77/2.59 

2.83   2.67/3.02 

A  

 

2.92   3.34/2.36   

B 2.67       3.65/2.47  

 

  

C 

 

   2.95   2.89/3.00 

Ile238 O        W124* 

9Cyt/GuaO2P 

                         W210 

 

                         W248 

 

                         W74 

                        
D   4.11   2.63/2.72  

A             -O2P  2.89   2.79/3.01   

B             -O2P 3.06 2.72/3.01    

C             -O2P    2.89  2.77/2.95 

Arg240N         W112 

8Cyt                 W25     

                         W28 

                         W194 D             -O2P   2.83 2.86/3.00  

A 

13AdeN7 

 3.07 

       2.93/3.56 

  

B 

13AdeN7 

3.20  

       2.77/3.33 

   

C 

13AdeN7 

   3.10 

      2.91/3.35 

Ala183N           W21 

 

                            W5 

 

                            W3 

 

                             W8 D 

13AdeN7 

  3.17 

      3.24/2.67 

 

A  2.69  3.50/2.24   

B 2.87   3.43/2.08    

C    2.99    2.18/2.90 

Gly241N        W167* 

8CytO2P        W43* 

                       W169* 

                       W263* D   2.80   3.17/1.99  

3.49   3.12/2.56 

 

*  Water molecules with half occupancy 
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V. Van der Waals interactions  

(Distances in Å) 

Overlapping DNA stands Residue 

(contact) 

Protein                 

Molecule E/I F/J H/K G/L 
A  3.69/4.57   

B 3.64/4.49    

C    3.85/4.71 

  Ser181OG 

-C5M 12Thy      

D   4.73/4.07  

A 3.84/3.53    

B  3.28/4.03   

C   3.06/4.29  

    Pro182CB 

-C5M 3Thy    

D    3.69/3.54 

A 

-C5M 4Thy 

-C5M 12Thy 

 

3.83/4.25 

 

 

3.47/3.62 

  

B 

-C5M 4Thy 

-C5M 12Thy 

 

 

3.45/3.66 

 

3.81/4.38 

  

C 

-C5M 4Thy 

-C5M 12Thy 

   

3.95/4.34 

 

 

3.55/3.78 

   Ala183CB 

     

D 

-C5M 4Thy 

-C5M 12Thy 

   

 

3.65/3.69 

 

3.91/4.36 

A 3.49/3.87    

B  3.52/4.06   

C   4.02/3.62  

Thr186OG1 

C5M 3Thy        

D    4.55/3.39 

A 3.60/4.13    

B  3.43/4.30   

C   3.81/3.94  

Thr186CB 

C5M 4Thy        

D    3.76/4.46 

A  3.91/3.51   

B 3.94/3.58    

C    3.80/3.66 

 Gln187OE1 

  C5M 12Thy 

D   3.89/3.65  
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VI. PROHECK summary of 1R71 (KorB-O—OB complex) 
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VII. PROMOTIF summary of 1R71 (KorB-O—OB complex) 
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VIII. SFCHECK summary 
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