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Supporting Information

Table S1. pKa values computed for all the ionizable amino agidfie free form of HSA considering different ciisstructures (PDB codes: 1A06,

3JRY, 4G03, and 4EMX) and four dielectric constdatghe interior of the proteinsg). In bold, we highlight thospKa values that point to a non-

standard protonation statepid 7 and also those results that suggest deprotonatithe corresponding residue when pherises to 9.

Residue 1A06 (mol. A, 2.50 A) 3JRY (mol. A, 2.30 A) 4G03 (mol. A, 2.22 A) AEMX (mol. A, 2.30 A)

E&ni=4 | &n=6 | §n=10| §n=20| =4 | &nt=6 | &n=10 | §n=20| &n=4 | &w=6 | §n=10 | E§n=20| &nt=4 | &n=6 | &nw=10| §u=20
His3 -- - -- -- -- -- - -- -- - -- - 4.7 4.8 3. 5.9
Lys4 -- -- - -- -- - -- -- -- -- -- - >12.0 >1Q.| >12.0| >12.0
Glu6 <0.0 | <0.0 0.1 1.0 <0.d 0.7 0.4 1.p <00 <00 40 11 <0.0| <0.0| <0.0f <0.q
His9 4.3 6.3 8.0 8.4 9.6 9.6 9.5 9.2 3.7 5.8 7.3 7.7 10.3 9.6 9.0 8.4
Arg10 >12.0| >12.00 >12.0 >12.p >12|0 >12.0 >12.0 .812>12.0| >12.00 >12.0 >12.p >12/0 >12.0 >12.0 >1R.0
Lys12 >12.0| >12.0 >12.0 >12p 109 111 113 115151 11.7| >12.00 >12.0 114 11.y >12.0 >1%2.0
Aspl3 9.1 6.9 5.1 4.3 7.0 5.9 4.9 4.0 7.8 6|1 45 8 3 6.0 4.7 3.3 2.6
Glul6 2.7 2.4 2.3 2.2 2.7 2.5 2.3 2. 0.9 13 1.6 1.8 1.4 1.6 1.7 1.8
Glul7 2.8 3.0 3.1 3.2 1.7 1.9 2.1 2.8 2.1 213 2.52.6 1.7 1.7 1.8 2.1
Lys20 >12.0/ >12.0 >12.0 >12p >120 >12.0 >12.02.61 95 9.9 10.3| 104 116 117 >12.0 >1p.0
Tyr30 >12.0/ >12.00 >12.0 >12p >12l0 >14.0 >12.0 .812>12.0| >12.00 >120 >12p >12l0 >120 >120 >1R.0
Cys34 >12.0/ >12.0 >12.0 108 >120 >12.0 109 d.712.6¢| >12.0/ >12.0 10 >12p >12/0 >120 114
Glu37 3.4 3.4 3.4 3.2 3.2 3.4 3.4 3.3 3.6 3l6 34 33 31 3.2 3.2 3.0
Asp38 4.7 4.2 3.8 2.6 4.3 3.9 34 2.4 3.8 316 28 3 2 35 3.3 2.8 1.9
His39 <0.0 <0.0 <0.0 50 <0.( <0.0 <0.0 4P <Q.0 .0<0 1.7 55 <0.0 <0.0 <0.0 5.2
Lys41 >12.0/ >12.0 >12.0 >12p >12/0 >12.0 >12.0 .612>12.0| >12.00 >12.0 >12p 115 11/6 117 >1p.0




Glu45 0.5 1.1 15 1.8 1.8 2.1 2.3 2.3 4.8 3/8 33 9 3 28 3.0 2.9 2.7
Glu48 3.8 3.8 3.8 3.8 4.1 4.0 3.9 3.8 3.b 3|6 3.7 83 3.7 3.7 3.8 3.8
Lys51 10.8 11.0 11.2 11.4 10.9 111 11.3 115 >1212.0| >12.0f >12.4 >12.0 >12/0 >120 >120
Asp56 3.4 3.5 3.6 3.6 5.1 4.7 4.4 4.1 4.6 4,4 42 9 3 3.8 3.9 3.8 3.7
Glu57 5.9 4.9 4.2 3.7 5.4 5.2 4.3 3.6 3.p 313 32 2 3 36 3.0 2.8 2.7
Glu60 3.5 3.7 3.9 4.0 5.5 5.2 4.9 4.9 4.1 42 43 3 4 7.3 6.3 5.4 4.3
Asp63 3.6 3.6 3.6 3.5 4.3 4.2 3.8 3.p 33 33 34 4 3 1.8 1.9 1.9 1.8
Lys64 >12.0 >12.0 >12.0 >12p 10.8 11/0 11.3 115081 11.1 11.4 11.6f >12.0 >12,0 >12.0 >12.0
His67 111 9.5 9.0 8.3 8.1 8.1 8.0 7.8 10.8 9.4 9.0 85 | >120 | 110 10.1 9.2
Asp72 0.9 1.2 15 1.7 1.3 1.7 1.9 1.p 1.0 1,4 1.6 .7 1 <0.0 <0.0 <0.0 <0.0
Lys73 >12.0| >12.0 >12.0 >12p >12/0 >12.0 >12.0 .612 11.2 11.5] >12.0 >12p >12),0 >120 >12.0 >1p.0
Arg81 >12.0/ >12.00 >12.0 >12p >12/0 >12.0 >12.0 .812>12.0| >12.0f >12.0 >12p >12/0 >12.0 >12.0 >1R.0
Glu82 3.6 3.7 3.9 3.9 3.6 3.7 3.9 3.9 3.6 3/8 38 9 3 41 4.1 4.2 4.2
Tyr84 >12.0/ >12.00 >12.0 >12p >12/0 >12.0 >12.0 .812>12.0| >12.0f >12.0 >12p >12/0 >12.0 >12.0 >1R.0
Glu86 3.7 3.7 3.6 3.5 4.2 4.1 4.] 4.1 3.b 3|6 36 6 3 3.6 3.6 3.6 3.5
Asp89 2.6 2.8 2.9 3.0 1.8 1.9 2.1 2.p 26 28 29 .0 3 0.8 0.9 1.0 1.1
Lys93 9.7 10.3 10.8 11.3 9.3 9.9 10/5 13.0 111 211.114 116 >12.0 >120 >120 >120
Glu95 <0.0 <0.0 <0.0 0.1 <0.4 <0.0 <0.0 0.p <0.0 .0<0 <0.0 0.5 <0.0 <0.0 <0.G <0.9
Glug7 4.9 4.7 4.5 4.3 5.3 5.0 4.1 4.4 3.6 3|7 38 93 7.0 5.8 4.7 3.5
Arg98 >12.0) >12.00 >12.0 >12p >12|0 >12.0 >12.0 .612>12.0| >12.00 >12.0 >12p >12/0 >12.0 >12.0 >1R2.0
Glul00 3.1 3.1 3.1 3.1 3.8 3.6 3.5 3.p 5.1 42 3.6 3.3 1.6 1.7 1.7 1.9
His105 7.6 7.5 74 7.3 3.6 5.2 6.1 6.7 74 74 74 74 8.6 8.5 8.4 8.3
Lys106 >12.00 >12.0 >12.0 >120 >12/0 >12.0 >1P.02.63 >12.0| >12.0 >12.0 >12p >12|0 >12.0 >12.0 >12.0
Aspl07 0.2 0.4 0.5 0.6 1.0 0.9 0.8 0.f <Q.0 0.2 0.30.5 0.1 0.3 0.3 0.3
Aspl08 <0.0 <0.0 <0.0 <0.( <0.0 <0.0 <00 <Q.0 <(.0<0.0 <0.0 <0.0 <0.0 <0.0 <0.0 <0.p
Argll4 | >12.0) >12.0 >12.0 >12p >120 >12.0 >12.0 2.6]) >12.0| >12.0 >12.0 >12p >12|0 >12.0 >12.0 >12.0
Argll7 | >12.0] >12.0 >12.0 >12p >120 >12.0 >12.0 2.6]) >12.0| >12.0 >12.0 >12p >12|0 >12.0 >12.0 >12.0
Glul19 4.6 4.5 4.3 4.0 3.5 3.6 3.7 3.8 5.0 4,8 4543 3.7 3.7 3.8 3.8
Aspl21 1.3 1.6 1.9 2.0 11 1.6 2.0 2.B 1.8 2.0 4.12.3 3.1 3.0 2.9 2.8
His128 7.6 1.7 7.8 7.7 6.1 6.7 7.0 7.3 6.6 6.8 7.0 7.0 6.5 6.7 6.9 7.0
Aspl29 3.1 3.2 3.3 3.4 3.4 3.5 3.5 3.p 3/2 3.3 3.334 3.2 3.3 3.4 3.4
Glul3l 5.9 5.3 4.7 4.1 3.9 3.6 3.5 3. 54 48 4.23.7 4.8 4.3 3.9 3.5




Glul32 1.9 2.0 2.1 2.3 3.9 3.8 3.7 3. 2.8 1.8 1.21.1 2.2 2.2 2.3 2.3
Lys136 9.0 9.7 10.3 11.1] 7.8 8.6 9.4 10.4 55 7.5 8.8 10.3 7.9 8.8 9.7 10.9
Lys137 10.6 10.7 10.9 11.4 10.0 10,3 10.7 11.3 10.41.0 11.2 11.7 10.5 10.7 10.9 1115
Tyrl38 >12.0| >12.0 >12.0 >12p >12/0 >12.0 >12.0 2.81 >12.0| >12.00 >12.0 >12p >12/0 >12.0 >12.0 >12.0
Tyrl40 >12.0| >12.00 >12.0 >12p >12/0 >12.0 >12.0 2.8} >12.0, >12.0 >12.0 >12p >12/0 >12.0 >12.0 >12.0
Glul41 <0.0 <0.0 <0.0 <0.Q <0.0 <0.0 <0/0 <00 <0.0<0.0 <0.0 <0.0 <0.0 <0.0 <0.0 <0.p
Argla4 >12.0| >12.00 >12.0 >12p >12/0 >12.0 >12.0 2.8} >12.0, >12.0 >12.0 >12p >12/0 >12.0 >12.0 >12.0
Argl45 >12.0| >12.00 >12.0 >12p >12/0 >12.0 >12.0 2.8} >12.0, >12.0 >12.0 >12p >12/0 >12.0 >12.0 >12.0
His146 <0.0 <0.0 <0.0 2.7 <0.0 <0.0 0.6 2.p <0.0 .0<0® <0.0 2.1 <0.0 <0.0 1.2 3.2
Tyrl48 >12.0| >12.00 >12.0 >12p >12/0 >12.0 >12.0 2.8} >12.0, >12.0 >12.0 >12p >12/0 >12.0 >12.0 >12.0
Tyrl50 >12.0| >12.0 >12.0 >12p >12/0 >12.0 >12.0 2.81 >12.0| >12.00 >12.0 >12p >12/0 >12.0 >12.0 >12.0
Gluls3 <0.0 <0.0 <0.0 <0.Q <0.0 <0.0 <00 <00 <0.0<0.0 <0.0 <0.0 <0.0 <0.0 <0.0 <0.p
Lys159 >12.0| >12.0 >12.0 >12p 9.5 9.9 10.3 1¢.7 .310 10.8 11.3| >12. 11.5 11.4 11.4 1115
Argl60 >12.0/ >12.0 >12.0 >12p >12/0 >12.0 >12.0 2.61 >12.0| >12.00 >12.0 >12p >12/0 >12.0 >12.0 >12.0
Tyrl61l >12.0| >12.00 >12.0 >12p >12/0 >12.0 116 310.>12.0| >12.00 >120 11,4 >12/0 >120 >12.0 10.9
Lys162 >12.0| >12.0 >12.0 >12)0 >12/0 >12.0 >12.02.61 >12.0| >12.0 >12.0 >12p 11.4 117 >12.0 >12.0
Glule7 <0.0 <0.0 <0.0 0.2 3.1 3.2 3.3 3.4 <0.0 <(.0<0.0 <0.0 2.1 2.5 2.8 3.0
Aspl73 0.5 0.2 0.1 0.1 3.0 3.1 3.2 3.p <0.0 <(0.0 .0<p <0.0 3.2 3.2 3.2 3.2
Lysl74 >12.0] >12.0 >12.0 >12)0 1171 11,3 11.4 11.610.6 11.1 11.6| >12.( 11.3 11.8 11/4 114.5
Lys181 9.8 11.0| >12.0 >12p >12/0 >12.0 >12.0 >12%12.0| >12.0/ >12.0 >12.p >12,0 >120 >12.0 >1p.0
Aspl83 <0.0 <0.0 <0.0 <0.( <0.0 0.3 0.8 ip 0|3 0<0.<0.0 <0.0 0.3 0.4 0.6 0.8
Glu184 2.2 2.2 2.1 2.0 4.2 3.9 3.7 3.b 35 311 2826 4.3 3.9 3.6 3.3
Argl186 >12.0| >12.00 >12.0 >12p >12/0 >12.0 >12.0 2.8} >12.0, >12.0 >12.0 >12p >12/0 >12.0 >12.0 >12.0
Aspl87 <0.0 <0.0 <0.0 <0.( 1.1 0.3 <0J0 <0 <(0.0 0.0<| <0.0 <0.0 <0.0 <0.0 <0.( <0.p
Glul88 <0.0 <0.0 <0.0 <0.Q <0.0 <0.0 <00 <00 <0.0<0.0 <0.0 <0.0 <0.0 <0.0 <0.0 <0.p
Lys190 55 6.5 7.6 8.8 5.8 6.7 7.6 8.7 47 6.0 7.3 8.9 8.1 8.5 8.8 10.0
Lys195 8.4 10.6 | >12.0| >12. 11.1 11.3 11.8 >14.0 9.9 11.5 ©12>12.0| 58 7.1 8.6 9.5
Argl97 >12.0/ >12.0 >12.0 >12p >12/0 >12.0 >12.0 2.81 >12.0| >12.00 >12.0 >12p >12/0 >12.0 >12.0 >12.0
Lys199 <0.0 1.6 6.1 9.0 <0.0 4.0 6.9 9.3 <0.0 1.8 6.1 9.1 <0.0 <0.0 59 9.7
Lys205 11.5 11.5 11.6f >12p >12/0 >12.0 >12.0 >2¥12.0| >12.0, >12.0 >12.¢p >12/0 >12.0 >12.0 >1p.0
Glu208 2.6 2.6 2.5 2.5 2.6 2.6 2.6 2.¥ 2.8 2|7 2727 1.5 1.6 1.6 1.7
Arg209 >12.0| >12.00 >12.0 >12p >12/0 >12.0 >12.0 2.8} >12.0, >12.0 >12.0 >12p >12/0 >12.0 >12.0 >12.0




Lys212 10.7 10.9 11.2 11.4 10.6 10)8 11.1 11.3 10.10.5 10.9 11.3 10.7 10.9 11.38 11}7
Arg218 | >12.0| >12.0 >12.0 >12p >12|0 >12.0 >12.0 2.6) >12.0| >12.0 >12.0 >12p >12|0 >12.0 >12.0 >12.0
Arg222 | >12.0| >12.0 >12.0 >12p >12|0 >12.0 >12.0 2.6) >12.0| >12.0 >12.0 >12p >12|0 >12.0 >12.0 >12.0
Lys225 | >12.0/ >12.0 >12.0 >12)0 114 11,5 11.7 11.812.0| >12.0/) >12.0 >12.0 >120 >120 >12.0 >1P.0
Glu227 4.1 4.2 4.2 4.1 3.6 3.7 3.9 4.1 3.9 411 4242 3.8 4.0 4.1 4.2
Glu230 2.9 2.9 2.9 3.1 6.8 5.8 4.9 4.1 3.9 3|6 3434 4.2 3.8 3.5 3.4
Lys233 >12.00 >12.0 >12.0 >120 >120 >12.0 >12.02.61 >12.0| >12.00 >12.0 >12p >12/0 >12.0 >12.0 >J2.0
Asp237 2.0 1.5 1.2 1.4 0.8 0.7 1.0 1.B 0,0 0.1 0.40.9 <0.0 0.0 0.2 0.6
Lys240 | >12.0/ >12.0 >12.0 >12)0 >12(0 >12.0 >1p.0 2.6} >12.0| >12.0 >12.0 >12p >12/0 >12.0 >12.0 >12.0
His242 <0.0| <0.0/ <0.0] <0.¢ <0.00 <0p <00 <OQO <0.0<0.0 | <0.0| <0.0] <0.0] <0.0 <0.0 <0.p
Glu244 | >12.0 | >120 | 84 55 | >120 | >120| 8.6 55 | >120 | >120 | 9.6 6.2 | >120 | >120 | 9.7 5.6
His247 5.8 6.1 6.5 7.0 6.7 6.9 6.9 7.p 32 4,8 5.6 6.3 6.7 6.9 7.0 7.4
Asp249 <0.0| <0.0] <0.00 <0.d <0.0) <00 <0j0 <00 <0.0<0.0| <0.0| <0.0] <0.0f <0.0 <0.0 <0.p
Glu252 1.5 1.6 1.7 1.9 2.3 2.0 1.8 2.0 1.9 19 2.02.3 <0.0| <0.0| <0.0f <0.0
Asp255 <0.0| <0.0] <0.0 0.5 <0.0 <0 0.1 10 <0.0 .0<p <0.0 0.1 <0.0| <0.0] <0.0 <0.0
Asp256 7.3 5.9 4.4 3.2 8.2 .3 4.6 2.p 8/0 6,1 3.61.8 8.3 6.0 3.1 1.4
Arg257 | >12.0| >12.0 >12.0 >12p >12|0 >12.0 >12.0 2.6 >12.0| >12.0 >12.0 >12p >12|0 >12.0 >12.0 >12.0
Asp259 2.9 3.0 3.0 3.1 4.0 3.7 3.7 3.p 413 3.8 3.83.6 3.5 3.2 3.1 3.1
Lys262 | >12.0/ >12.0 >12.0 >12)0 >12(0 >12.0 >1p.0 2.6} >12.0| >12.0 >12.0 >12p >12/0 >12.0 >12.0 >12.0
Tyr263 >12.0| >12.0 >12.0 >12p >12/0 >12.0 >1R.0 2.864 >12.0, >12.0 >12.0 >12p >12|0 >12.0 >12.0 >12.0
Glu266 5.3 4.9 4.5 4.2 4.8 4.4 4.( 3.8 4.7 4,4 4.24.0 5.7 5.1 4.7 4.3
Asp269 3.8 3.9 3.9 3.9 3.1 3.1 3.1 3.p 3/5 3.6 3.73.7 3.5 3.6 3.7 3.7
Lys274 116 | >12.0 >12.0 >12p >120 >12.0 >12.0 .612>12.0| >12.0f >12.0 >12p >12/0 >120 >12.0 >1R.0
Lys276 | >12.0| >12.0 >12.0 >12)0 >12/0 >12.0 11.7 61§.>12.0| >12.00 >12.0 >12p 11.2 112 11,2 11.2
Glu277 1.8 2.1 2.3 2.6 5.8 5.1 4.4 3.9 24 2|4 2424 2.7 2.9 3.1 3.3
Glu280 4.5 4.3 4.1 3.9 4.5 4.3 4.1 4.0 4.6 444 4241 5.1 4.7 4.4 4.1
Lys281 | >12.0| >12.0 >12.0 >12)0 >12/0 >12.0 >1p.02.63 >12.0| >12.00 >12.0 >12p 11.0 11,5 11.7 >1R.0
Glu285 <0.0| <0.0] <0.0] <0.¢ <0.0 <0.p 0.4 0.p <0.0 0.0<| <0.0 | <0.0] <0.0] <0.0 0.4 0.9
Lys286 11.2 11.5 117, >12p 9.5 10/0 10.5 11.1 10.110.6 11.1 11.6 9.9 10.6 11.0 1155
His288 | >120| 8.6 7.9 7.3 7.8 74 7.0 6.9 9.7 7.9 7.3 6.9 | >120| 94 7.9 7.3
Glu292 <0.0| <0.0] <0.0] <0.¢ <0.00 <0p <00 <OQO <0.0<0.0 | <0.0| <0.0] <0.0] <0.0 <0.0 <0.p
Glu294 2.1 1.9 1.7 1.9 3.6 3.4 3.2 3.1 3,0 2|6 2.32.3 3.9 3.6 3.0 2.8
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Asp296 <0.0 <0.0 <0.0 <0.( <0.0 <0.0 0.5 1 <0.0 0.0<] <0.0 <0.0 <0.0 <0.0 <0.( 0.3
Glu297 2.6 2.8 3.0 3.1 4.8 4.5 4.3 4.1 2.8 3|0 3.13.1 3.1 3.2 3.3 3.3
Asp301 3.7 3.8 3.8 3.8 3.8 3.8 3.8 3.B 3{7 3.7 3.73.7 3.8 3.8 3.8 3.8
Asp308 4.8 4.4 4.1 3.8 3.4 3.4 3.4 3.4 4.6 4.3 4.13.7 3.7 3.7 3.6 3.5
Glu311 4.1 4.2 4.2 4.2 4.2 4.1 4.1 4.0 4.0 41 414.1 4.6 4.4 4.2 4.1
Lys313 11.0 11.0 11.0 11.4 11.1 111 11.0 11.0 11.01.0 11.0 11.0 11.2 11.1 11.1 111
Asp314 2.3 2.5 2.7 2.8 2.3 2.5 2.7 2.p 3/2 3.1 3.13.1 2.3 2.6 2.8 2.9
Lys317 >12.0] 11.7 11.6 11.9 11.8 11]3 11.4 114 811.11.7 11.7 11.7 11.5 11.6 11.)7 11|7
Tyr319 >12.0| >12.0 >12.0 >12p >12/0 >12.0 >12.0 2.8) >12.0, >12.0 >12.0 >12. >12|0 >12.0 >12.0 >12.0
Glu321 5.0 4.7 4.5 4.3 5.2 5.0 4.7 4. 56 52 494.6 5.1 4.8 4.5 4.2
Lys323 11.7 11.6 11.6 11.4 >12|0 >12.0 >12.0 >12412.0| >12.0f 11.8 11.7] >120 >12|0 >12.0 >1p.0
Asp324 1.0 11 1.3 1.4 0.7 0.9 1.1 1.4 0/5 0.9 1.21.6 3.1 2.4 1.8 15
Tyr332 >12.0] >12.0 >12.0 >12p >12/0 >12.0 >12.0 2.8]) >12.0| >12.0 >12.0 >12. >12|0 >12.0 >12.0 >12.0
Glu333 <0.0 0.6 11 1.7 0.8 1.2 1.6 2.0 <0.0 o6 2 13 1.9 <0.0 0.6 1.2 1.8
Tyr334 >12.0/ >12.0 >12.0 >12p >12/0 >12.0 >12.0 .111 >12.0, >12.00 >12.0 113 >12/0 >12.0 >12.0 11.7
Arg336 | >12.0| >12.0 >12.0 >12p >12|0 >12.0 >12.0 2.61) >12.0| >12.0 >12.0 >12. >12|0 >12.0 >12.0 >12.0
Arg337 | >12.0| >12.0 >12.0 >12p >12|0 >12.0 >12.0 2.6 >12.0| >12.0 >12.0 >12. >12|0 >12.0 >12.0 >12.0
His338 7.8 7.6 7.5 74 7.5 74 7.3 7.3 7.3 7.3 1.2 7.1 7.1 7.1 7.0 6.9
Asp340 <0.0 0.3 0.6 1.0 0.9 1.G 1.1 1B 12 1.3 1414 1.0 1.1 1.1 1.3
Tyr341 >12.0| >12.0 >12.0 >12p >12/0 >12.0 >12.0 2.8) >12.0, >12.0 >12.0 >12. >12|0 >12.0 >12.0 >12.0
Arg348 | >12.0| >12.0 >12.0 >12p >12/0 >12.0 >12.0 2.6 >12.0| >12.0 >12.0 >12. >12|0 >12.0 >12.0 >12.0
Lys351 10.7 10.8 10.9 11.1 8.4 9.0 9.6 14.2 10.6 .610 10.8 10.9 11.2 11.3 11.5 11}
Tyr353 >12.0| >12.0 >12.0 >12p >12/0 >12.0 >12.0 2.8] >12.0, >12.0 >12.0 >12. >12|0 >12.0 >12.0 >12.0
Glu354 1.0 0.9 11 1.4 3.5 3.1 2.7 2.p 3.1 2(4 2120 2.6 2.8 2.6 2.5
Glu358 3.2 3.4 3.5 3.6 1.9 2.4 2.9 3.1 28 3|2 3.4 3.5 <0.0 0.2 1.2 2.1
Lys359 10.7 10.8 10.8 10.9 11.1 1111 11.1 11.2 10.91.0 11.2 11.3 11.3 11.4 11.4 11}5
Asp365 2.9 3.0 3.2 3.2 2.9 3.0 3.0 3.p 3,0 3.0 3.13.2 3.2 3.1 3.0 3.0
His367 5.3 5.9 6.4 6.7 87 8.3 7.9 7.6 8.1 8.0 7.9 7.9 7.5 74 74 7.3
Glu368 3.7 3.8 3.9 4.0 4.0 3.9 3.9 3.p 3.8 4,0 4.14.2 3.5 3.7 3.8 3.9
Tyr370 >12.0| >12.0 >12.0 >12p >12/0 >12.0 >12.0 2.8] >12.0, >12.0 >12.0 >12. >12|0 >12.0 >12.0 >12.0
Lys372 11.1 11.1 11.2 11.3 11.f 118 >12.0 >1p.0 .111 11.2 11.2 11.3 11.1 11.1 11.p 11|3
Asp375 3.1 3.1 3.1 3.1 2.5 2.6 2.7 2. 3/6 3.4 3.33.2 3.2 3.1 3.1 3.0
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Glu376 4.8 4.5 4.3 4.1 6.5 5.8 5.1 4.6 5.9 5|2 4.6 4.0 5.5 5.1 4.7 4.3
Lys378 11.0 11.1 11.2 11.4 11.2 11,3 11,6 >1R.0 710.10.9 11.0 11.2 10.8 10.9 110 11j1
Glu382 4.6 4.4 4.1 3.9 3.9 3.7 3.9 3.4 4.4 42 4.0 3.8 4.6 4.4 4.2 4.0
Glu383 <0.0 <0.0 0.5 0.9 <0.( <0.0 <0J0 <00 <0.0 .2 0 0.7 1.1 <0.0 <0.0 0.3 0.9
Lys389 10.5 10.6 10.8 11.G 11.f 118 >12.0 >1p.0 .410 10.7 11.0 11.3 10.5 10.4 111 11}4
Glu393 3.0 3.0 3.0 3.0 3.1 2.9 2.7 2.p 36 3/4 3433 3.6 3.5 3.3 3.2
Glu396 2.9 2.7 2.3 2.2 4.7 4.4 4.( 3.Y 37 31 241.9 5.6 4.9 4.3 3.7
Glu400 <0.0 <0.0 <0.0 <0.¢ 1.4 1.3 1.2 11 <0.0 0<0. <0.0 <0.0 <0.0 <0.0 <0.0 0.2
Tyr401 >12.0] >12.0 >12.0 10.3 >12|0 >12.0 >12.0 g6>12.0| >12.0/ >12.0 8.4 >12.0 >12|0 >12.0 91
Lys402 >12.0] >12.0 >12.0 >12| 10.[7 10,8 10.9 11.$12.0| >12.0f >12.0 >12.0 10.7 10.p 11}0 11.2
Arg410 9.7 11.2| >12.0 >12. >12/0 >12.0 >12.0 >1p.®.0 104 | >12.00 >12.0 >12.0 >12|0 >12.0 >1p.0
Tyr411 | >12.0| >12.0f >12.0 86 | >12.0| >12.0/ 89 84 | >12.0| >12.0) 116| 82 | >12.0| >12.0 98| 88
Lys413 11.0 10.7 10.5 10.§ >12|0 >12.0 >12.0 >12.8.8 9.3 9.9 10.6 9.2 9.8 10.2 108
Lys414 6.8 7.9 9.9 11.7] 7.0 86 | >12.0| >12.0] 1.9 54 7.3 10.1 9.1 9.5 11.7) >12.9
Glu425 <0.0 <0.0 <0.0 <0.G <0.0 <0.0 <0J0 <00 <0.0<0.0 <0.0 <0.0 <0.0 <0.0 <0.0 <0.p
Arg428 | >12.0| >12.0 >12.0 >12. >12,0 >12.0 >12.0 2.6] >12.0| >12.00 >12.0 >12p >12/0 >12.0 >12.0 >12.0
Lys432 8.1 8.7 9.4 10.8 9.3 9.5 9.8 10.§ 75 8.1 9.0 10.8 6.7 7.9 9.2 11.1
Lys436 11.2 11.4 11.5 >12. 8.1 9.0 9.9 >1p.0 11.61.8 | >12.0] >12.Q 9.7 10.5 11.0 >130
Lys439 114 11.5 11.5 11.4 11.1 111 11.2 11.2 9.510.1 10.6 11.1 11.0 11.1 11.1 111
His440 <0.0 1.0 2.8 4.3 0.9 2.1 3.4 4.6 <0.0 O6 7 2. 44 0.4 1.8 3.1 4.5
Glu442 3.1 3.1 3.1 3.1 2.9 3.0 3.( 3.1 25 2|6 2526 2.9 2.9 2.9 3.0
Lys444 9.4 9.9 10.2 10.9 9.4 9.8 10,2 10.6 9.6 10.a0.3 10.7 9.2 9.6 10.1 10.4
Arg445 | >12.0| >12.0 >12.0 >12. >12|0 >12.0 >12.0 2.61 >12.0| >12.00 >12.0 >12p >12(0 >12.0 >12.0 >12.0
Glu450 <0.0 <0.0 <0.0 <0.G <0.0 <0.0 <0J0 <00 <0.0<0.0 <0.0 <0.0 <0.0 <0.0 <0.0 <0.p
Asp451 <0.0 <0.0 <0.0 <0.( <0.0 <0.0 <00 <Q.0 <(.0<0.0 <0.0 <0.0 <0.0 <0.0 <0.0 <0.p
Tyr452 >12.0| >12.0 >12.0 >12. >12|0 >12.0 >12.0 2.861 >12.0, >12.00 >12.0 >12p >12/0 >12.0 >12.0 10.7
His464 <0.0 2.3 4.7 5.8 <0.( <0.0 2.0 4.8 <Q.0 <(.00.8 4.4 <0.0 <0.0 0.4 4.4
Glu465 3.7 2.7 1.9 1.9 1.8 1.8 1.3 1.8 1.8 1,7 1.41.2 2.3 2.0 1.3 0.7
Lys466 >12.0] >12.0 >12.0 >12| 111 11{4 11.7 >12612.0| >12.0) >12.0 >12.¢ >12)0 >120 >12.0 >1p.0
Asp471l 2.2 2.3 2.4 2.5 2.3 2.5 2.9 2.B 213 2.5 4.62.4 2.2 2.5 2.6 2.5
Argd72 | >12.0| >12.0 >12.0 >12. >12|0 >12.0 >12.0 2.6Y >12.0] >12.00 >12.0 >12p >12|0 >12.0 >12.0 >12.0
Lys475 10.0 10.2 10.4 10.7 >12|0 >12.0 >12.0 >12.00.4 10.5 10.7 10.9 11.5 11.5 11,5 116
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Glu479 3.6 3.5 3.4 3.3 1.8 2.0 2.1 2.p 3.9 37 3.53.3 2.5 2.5 2.5 2.5
Arg484 | >12.0) >12.0 >12.0 >12p >120 >12.0 >12.0 2.6]) >12.0| >12.0 >12.0 >12p >12|0 >12.0 >12.0 >12.0
Arg485 | >12.0) >12.0 >12.0 >12p >12/0 >12.0 >12.0 2.6]) >12.0| >12.0 >12.0 >12p >12|0 >12.0 >12.0 >12.0
Glu492 2.2 2.3 2.4 2.5 <0.( <0.0 <00 <0}0 3|7 3.3 3.3 3.4 3.1 3.1 3.2 3.3
Asp494 <0.0 <0.0 0.6 11 0.0 0.4 0.0 0.p 04 07 90 12 0.2 0.7 1.1 1.3
Glu495 4.2 4.1 4.0 3.9 2.6 2.0 1.8 1y 52 4,6 4.2 3.9 4.7 4.5 4.3 4.1
Tyr497 >12.0| >12.0 >12.0 >12p >12|0 >12.0 >12.0 2.61 >12.0| >12.00 >12.( 11.5 >12/0 >12.0 >12.0 11.3
Lys500 111 11.0 10.9 10.9 >12|0 >12.0 >12.0 >12.00.7 10.7 10.8 1090 >120 >12/0 >12.0 >1p.0
Glu501 3.9 3.9 3.9 3.9 3.2 3.3 3.4 3.4 4.3 319 3.83.8 3.7 3.7 3.8 3.8
Glu505 3.5 3.5 3.6 3.6 2.6 2.9 3.2 3.8 31 32 3334 3.6 3.7 3.7 3.8
His510 7.3 7.4 7.5 7.5 <0.( 1.3 4.7 5.y 6.8 6,9 8.97.0 7.9 7.5 7.3 7.1
Asp512 1.9 1.9 2.0 2.0 5.1 4.5 2.6 2.p 25 2.3 4.12.0 1.4 1.4 15 1.6
Glu518 0.9 0.2 <0.0 <0.0 2.5 2.4 2.2 2.1 <0.0 <(.06<0.0 <0.0 2.8 1.8 15 1.4
Lysb19 | >12.0| >12.0] >12.0 >12.0 11.0 10.8 10{8 14.981 8.4 8.8 9.4 0.7 4.6 6.6 8.5
Glu520 <0.0 <0.0 <0.0 <0.G 0.3 0.8 1.2 1.p <0.0 0<0. <0.0 <0.0 <0.0 <0.0 0.0 0.5
Arg521 | >12.0] >12.0 >12.0 >12p >12/0 >12.0 >12.0 2.6]) >12.0| >12.0 >12.0 >12p >12|0 >12.0 >12.0 >12.0
Lys524 10.1 10.3 10.6 10.9 8.3 9.0 9.7 14.4 10.5 .710 10.9 11.1 9.4 9.9 10.3 10.y

L ys525 7.9 9.3 11.1 | >12.00 7.2 8.1 9.6 11.7| 6.1 8.0 10.8 | >12.0] 7.0 8.1 9.4 >12.0
Glu531 0.7 0.8 1.1 1.4 <0.4 <0.0 0.2 0.p <0.0 <(0.6<0.0 0.2 <0.0 <0.0 <0.0 0.6
Lys534 >12.00 >12.0 >12.0 >120 >12/0 >12.0 >1P.02.63 >12.0| >12.0 >12.0 >12p >12|0 >12.0 >12.0 >12.0
His535 7.5 7.2 7.2 7.2 4.7 5.4 5.8 6.1 31 4,6 9.56.1 4.3 5.2 5.9 6.3
Lys536 8.7 10.2 11.3] >12p >12/0 >12.0 >12.0 >1XN2.0| >12.0f >12.0 >12.¢p 11.1 11.p 11}2 11.2
Lys538 10.9 10.9 10.9 10.9 8.4 9.1 9.8 14.7 10.5 .810 10.9 11.2 10.7 10.7 10.6 10}/
Lys541 10.2 10.3 10.3 10.4 7.8 8.1 8.7 944 10.5 51D0.10.5 10.5 7.6 8.2 8.8 9.4
Glu542 2.5 2.8 3.0 3.1 1.4 1.6 1.7 1.p 22 2(4 2729 2.8 2.7 2.7 2.7
Lys545 9.2 9.5 9.9 10.6 115 116 11i6 11.7 7.7 8.69.5 10.3 9.7 10.3 10.7 111
Asp549 2.9 2.2 1.9 1.8 2.6 .3 2.1 2.p 29 211 151.2 1.5 1.6 1.8 2.0
Asp550 5.9 5.0 4.3 3.5 5.4 4.9 4.5 4.1 70 5.5 4.43.5 >12.0 9.2 6.8 5.1
Glu556 3.0 2.7 2.4 2.3 2.8 2.8 2.8 2.9 2,5 2{3 2018 3.1 3.1 3.1 3.1
Lys557 11.8| >12.0 >12.0 >12p 113 11{3 11.3 114131 11.6 11.8| >12.¢ >120 >12/0 >12.0 >12.0
Lys560 >12.0| >12.0 >12.0 >120 10.b 10,6 10.7 10.812.0| >12.0f >12.0 >12.0 11.6 11.6 11{3 11.2
Asp562 3.7 3.6 3.6 3.5 4.0 3.9 3.9 3.B 4.3 41 3.83.6 4.0 4.0 4.0 3.9
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Asp563 1.9 2.1 2.3 2.4 2.3 2.6 2.9 0,8 . 0.1 1.8 2.4
Lys564 | 11.4| 11.4| 114 114 115 11 11, 11.11.2 11.0 11.0  11)2
Glu565 3.6 3.8 3.8 3.9 4.2 4.3 4.2 34 3.8 4.0 4.0
GIu570 3.7 3.8 3.8 3.8 3.2 3.4 3.5 377 4.1 4.2 4.3
Glus571 4.5 4.3 4.1 4.0 3.5 3.4 3.3 50 7.0 5.1 4.3
Lys573 | 10.8| 10.9] 10.9 104 8.0 9.( 9. 10.9 .91 10.5 10.7  10J
Lys574 | 10.6| 10.7| 10.7 10.8 10. 10 10. 0.40.6 10.8 11 11)2
Residue 1A06 (mol. B, 2.50 A) 3JRY (mol. B, 2.30 A) 4G03 (mol AEM X (mol. B, 2.30 A)

€int=4 | &nt=6 | &int=10| &int=20| €nt=4 | €nt=6 | €int=10 €int=6 €int=4 €int=10 | &int=20
Lys4 - -- -- -- - - -- >12.0 >12.0| >12.0
Glu6 <0.0 | <0.0| <0.0/ 05| <0.0 0.5 0.4 P .0 <0.0 <0.0  <0.(
His9 9.8 9.8 95 9.1 8.7 9.3 9.3 4.1 7.1 7.7
Arg10 >12.0/ >12.00 >12.0 >12p >12 >12.0 >12. D >120 0 >12.0 >1p.0
Lys12 11.6 | 11.8| >12.0 >12p 10. 11 11, .0-12>12.0 : 11.2 >12.0 >12.0
Aspl3 7.6 6.2 5.2 4.3 6.5 5.2 4.4 5 0 .2 4 93 5.0 4.1
Glul6 2.3 2.3 2.3 2.3 2.5 2.4 2.3 I 9 .0 1.7 2.0 2.1
Glul7 3.2 3.3 3.3 3.3 1.7 1.9 2.1 5 6 .8 0.9 1.4 1.7
Lys20 >12.0| >12.0 >12.0 >12p >12 >12.0 >12.0 >12.0 10.4 7 11,0 112
Tyr30 >12.0/ >12.00 >12.0 >12p >12 >12.0 >12.0 >12.p >12[0 0 >12.0 >1p.0
Cys34 >12.0 >12.0 >12.0 11. >12.0 >12. 10.7 11.00 >12 0 >12.0 >1p.0
Glu37 4.0 3.9 3.7 3.4 3.4 3.5 3.5 B 5 2 3 4.2 3.8 3.5
Asp38 3.7 3.6 3.3 2.5 4.0 3.7 3.4 5 2 4 2 38 2.9 2.1
His39 <0.0| <0.0| <00/ 51| <00 <oO. <0,0 <0.0 .0<( 48 | <0.0 0.6 5.4
Lys41 11.5| 115| 115 114 >12 >12.0 >12. >12.0 11.6 b 116 118
Glu45 2.1 2.3 2.4 2.4 2.1 2.3 2.4 b 0 72 33 3.3 3.1
Glu48 4.2 4.1 4.0 3.9 4.1 4.0 3.9 b 8 83 3.9 3.9 3.8
Lys51 109 | 11.0| 11.2] 114 11. 11 11, . 12:12.0 >12.4 >12.0 0 117 11}7
Asp56 4.6 4.3 4.0 3.8 5.2 4.8 4.4 A 7 4 1 .83 45 3.9 3.7
Glus7 3.1 3.2 3.4 3.5 5.4 5.1 4.3 b I 2 2 23 31 2.9 2.9
Glu60 3.5 3.7 3.8 3.9 5.4 5.1 4.8 5 I 4 3 34 44 4.3 4.3
Asp63 3.7 3.7 3.6 3.5 4.4 4.3 3.6 5 9 8 7 6 3 28 2.9 2.8
Lys64 11.3| 11.4| 11.6/ 114 10. 11 11, 1.21.4 11.7] >12.0 D >12/0 >14.0
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His67 >12.0 | 10.5 9.6 8.6 1.7 1.7 1.7 7.6 9.7 9.0 8.7 8.3 9.4 9.2 9.0 8.8
Asp72 1.7 1.8 1.9 1.9 11 1.5 1.7 1.p 0.7 11 14 6 1 19 2.0 2.0 1.9
Lys73 >12.01 >12.0 >12.0 >12p >12 >12.0 >12.0 .62 11.3 11.5 11.7| >129 >12/0 >120 >12.0 >1p.0
Arg81 >12.0) >12.00 >12.0 >12p >12 >12.0 >12.0 .812>12.0| >12.0f >12.0 >12p >12/0 >12.0 >12.0 >1R2.0
Glu82 3.8 3.9 4.0 4.0 3.6 3.7 3.8 3.9 3.4 3|6 38 9 3 4.0 4.1 4.1 4.1
Tyr84 >12.0| >12.00 >12.0 >12p >12 >12.0 >12.0 .812>12.0| >12.00 >12.0 >12p >12/0 >12.0 >12.0 >1pR.0
Glu86 4.0 4.0 3.8 3.7 4.2 4.1 4.1 4.0 3.2 34 35 5 3 49 4.7 4.6 4.4
Asp89 2.3 2.5 2.8 2.9 1.6 1.8 2.( 2.p 17 2(1 24 6 2 16 1.6 1.7 1.8
Lys93 10.4 10.9 11.2 11.9 9.5 10.0 10{5 13.0 11.01.21 114 11.6] >12.0 >120 >12/0 >14.0
Glu95 <0.0 <0.0 <0.0 0.8 <0.4 <0.0 <0.0 0.p <0.0 .0<0 <0.0 0.2 <0.0 <0.0 <0.G <0.9
Glug7 3.1 3.3 3.5 3.6 5.2 4.9 4.4 4.4 5.4 5|1 48 5 4 0.0 0.0 <0.0 0.0
Arg98 >12.0) >12.00 >12.0 >12p >12 >12.0 >12.0 .812>12.0| >12.0f >12.0 >12p >12/0 >12.0 >12.0 >12.0
Glu100 1.9 2.0 2.1 2.2 3.7 3.6 3.9 3.4 4.7 441 3.83.6 1.2 0.1 <0.0 <0.0
His105 74 74 7.5 74 4.3 5.4 6.2 6.7] 76 7.5 7.5 74 10.7 10.1 9.7 9.3
Lys106 >12.0f >12.0 >12.0 >120 >12| >12.0 >1p.0 2.6} >12.0| >12.0 >12.0 >12p >12|0 >12.0 >12.0 >12.0
Aspl07 <0.0 0.2 0.2 0.3 <0.( <0.0 <0J0 0.p <0.0 0<0.<0.0 0.1 <0.0 <0.0 <0.0 <0.0
Aspl08 <0.0 <0.0 <0.0 <0.( <0.( <0.0 <00 <Q.0 <(.0<0.0 <0.0 <0.0 <0.0 <0.0 <0.0 <0.p
Argll4 | >12.0| >12.0 >12.0 >12p >12 >12.0 >12.0 2.6) >12.0/] >12.0 >12.0 >12p >12|0 >12.0 >12.0 >12.0
Argll7 | >12.0] >12.0 >12.0 >12p >12 >12.0 >12.0 2.6) >12.0f| >12.0 >12.0 >12p >12|0 >12.0 >12.0 >12.0
Glul19 6.2 5.7 5.2 4.7 3.5 3.6 3.7 3.8 4.1 4,0 4.03.9 3.6 3.7 3.7 3.8
Aspl21 1.9 2.0 2.1 2.2 0.9 1.5 1.9 2.B 210 2.0 4.12.2 3.0 2.9 2.8 2.7
His128 7.6 1.7 7.7 7.7 6.2 6.6 7.0 7.3 4.8 5.8 6.3 6.6 6.1 6.5 6.8 7.0
Aspl29 3.2 3.3 3.3 3.4 3.3 3.4 3.5 3.p 3/2 3.3 3.334 3.4 3.4 3.4 3.4
Glul3l 4.3 4.0 3.7 3.4 4.5 3.9 3.6 3.4 5.2 4,3 3.73.2 5.5 4.8 4.4 4.0
Glul32 0.6 0.8 11 1.3 3.7 3.8 3.8 3.p 11 1,3 1.61.9 3.2 3.1 3.1 3.0
Lys136 9.4 10.0 10.6 11.3] 7.8 8.6 9.4 10.3] 81 9.0 9.9 11.0| 64 1.7 8.9 10.1
Lys137 10.0 10.2 10.5 11.] 9.9 10/)2 10.7 11.2 10.20.9 11.2 11.7 10.6 10.7 10.8 114
Tyrl38 >12.0) >12.0 >12.0 >12p >12 >12.0 >12.0 2.6) >12.0/ >12.0 >12.0 >12p >12|0 >12.0 >12.0 >12.0
Tyr140 >12.0) >12.0 >12.0 >12p >12 >12.0 >12.0 2.6) >12.0/ >12.0 >12.0 >12p >12|0 >12.0 >12.0 >12.0
Glul41 <0.0 <0.0 <0.0 <0.d <0.( <0.0 <0/0 <00 <0.0<0.0 <0.0 <0.0 <0.0 <0.0 <0.0 <0.p
Argl44 | >12.0| >12.0 >12.0 >12p >12 >12.0 >12.0 2.6) >12.0f] >12.0 >12.0 >12p >12|0 >12.0 >12.0 >12.0
Argl45 | >12.0| >12.0 >12.0 >12p >12 >12.0 >12.0 2.6) >12.0| >12.0 >12.0 >12p >12|0 >12.0 >12.0 >12.0




His146 <0.0| <0.0| <0.0 1.9 <0.0 <0.0 0.8 3.p <0.0 .0<0 <0.0 2.3 <0.0| <0.0 1.3 3.3
Tyrl48 >12.0| >12.0 >12.0 >12p >12/0 >12.0 >12.0 2.61 >12.0, >12.00 >12.0 >12p >12/0 >12.0 >12.0 >12.0
Tyr150 >12.0/ >12.0 >12.0 11.0 >12/0 >12.0 >12.0 .6J2>12.0| >12.0f0 >12.0 >12.p >12/0 >12.0 >12.0 >1.0
Glul53 <0.0| <0.0] <0.0] <0. <0.00 <0p <00 <O <0.0<0.0 | <0.0| <0.0] <0.0] <0.0 <0.0 <0.p
Lys159 | >12.0/ >12.0 >12.0 >12p0 9.7 9.7 10.1 10.6 .51D 10.9 11.4| >12.( 7.6 8.5 9.3 10{0
Argl60 | >12.0| >12.0 >12.0 >12p >12|0 >12.0 >12.0 2.6 >12.0| >12.0 >12.0 >12p >12|0 >12.0 >12.0 >12.0
Tyrl6l >12.0/ >12.0 >12.0 11.4¢ >12|0 >12.0 11.7 10.412.0| >12.0f >12.0 114 >12/0 >120 >120 14.9
Lysl62 | >12.0/ >12.0 >12.0 >12)0 >12(0 >12.0 >1p.02.63} >12.0| >12.0 >12.0 >12p >12/0 >12.0 >12.0 >12.0
Glul67 <0.0| <0.0] <0.0 0.3 3.2 3.3 3.4 3.4 <0.0 <0.0<0.0 0.2 1.7 2.2 2.6 2.9
Aspl73 <0.0| <0.0| <0.00 <0.G 3.4 3.3 3.3 3B <0.0 0<0.<0.0 | <0.0 2.9 3.1 3.2 3.2
Lys174 10.7 11.2 11.6f >12p 11.p 11]3 11.5 116 810.11.3 11.8| >12.q 11.2 11.3 114 11|5
Lys181 | >12.0| >12.0 >12.0 >120 118 >12.0 >12.0 .6)2>12.0| >12.00 >12.0 >12p 11.2 115 11,7 >1p.0
Aspl83 <0.0| <0.0] <0.00 <0.d 0.1 0.6 1.0 1B <0.0 0<0.<0.0 | <0.0 0.7 0.8 0.8 0.9
Glul84 3.5 2.8 2.4 2.1 4.2 3.9 3.7 3.p 26 2|4 2321 5.0 4.5 4.0 3.7
Argl86 | >12.0| >12.0 >12.0 >12p >12|0 >12.0 >12.0 2.6 >12.0| >12.0 >12.0 >12p >12|0 >12.0 >12.0 >12.0
Aspl87 <0.0| <0.0] <0.00 <0.d 1.1 0.4 <00 <00 <0.00.0<] <0.0| <0.0] <0.0f <0.0 <0.¢ <0.p
Glul88 <0.0| <0.0] <0.0] <0.0 <0.00 <0p <00 <O <0.0<0.0 | <0.0| <0.0] <0.0/ <0.0 <0.0 <0.p
Lys190 2.7 4.8 6.3 8.0 6.0 6.9 7.8 8.8 6.9 7.6 8.5 9.8 8.6 8.7 9.1 10.0
Lys195 | >12.0| >12.0 >12.0 >12)0 114 116 >12.0 ©612.8.1 9.5 11.3| >12.( 8.6 11.2 >12.0 >120
Argl97 | >12.0| >12.0 >12.0 >12p >12|0 >12.0 >12.0 2.6 >12.0| >12.0 >12.0 >12p >12|0 >12.0 >12.0 >12.0
Lys199 <0.0 2.3 6.4 8.9 0.5 4.2 7.1 9.4 <0.0 3.0 6.4 9.5 <0.0 0.5 6.2 9.7
Lys205 10.7 11.2 11.7} >12p >12/0 >12.0 >12.0 >12412.0| >12.0/ >12. >12.¢ >12/0 >120 >12.0 >1P.0
Glu208 3.1 3.1 2.9 2.9 2.5 2.5 2.6 2.y 1.9 2,0 2123 <0.0 | <0.0| <0.0 0.5
Arg209 | >12.0| >12.0 >12.0 >12p >12/0 >12.0 >12.0 2.6 >12.0| >12.0 >12.0 >12p >12|0 >12.0 >12.0 >12.0
Lys212 9.8 10.3 10.8 11.3 10.6 10,8 1111 11.3 11.41.6 11.6 11.7] >12.0 >12.0 >12|0 >14.0
Arg218 | >12.0| >12.0 >12.0 >12p >12/0 >12.0 >12.0 2.6 >12.0| >12.0 >12.0 >12p >12|0 >12.0 >12.0 >12.0
Arg222 | >12.0| >12.0 >12.0 >12p >12|0 >12.0 >12.0 2.6 >12.0| >12.0 >12.0 >12p >12|0 >12.0 >12.0 >12.0
Lys225 11.6 11.6 11.6 11.7 11.4 115 11.6 11.8 ©12»12.0| >12.0/ >12.q >12.0 >12)0 >120 >12.0
Glu227 3.5 3.6 3.9 4.1 3.5 3.7 3.9 4.0 37 319 4142 3.6 3.8 3.9 4.0
Glu230 6.0 5.3 4.5 3.8 6.9 5.9 4.9 4.1 5.0 445 4.0 3.7 5.6 5.1 4.5 4.0
Lys233 >12.0/ >12.0 >12.0 >120 >1210 >12.0 >12.02.61 >12.0| >12.00 >12.0 >12p >12/0 >12.0 >12.0 >J2.0
Asp237 0.8 0.6 0.7 1.0 0.5 0.6 0.9 1.p <Q.0 <0.0 3 0. 0.9 <0.0| <0.0 0.1 0.5
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Lys240 >12.0/ >12.0 >12.0 >12)0 >120 >12.0 >1p.02.61 >12.0| >12.00 >12.0 >12p >12/0 >12.0 >12.0 >J2.0

His242 <0.0| <0.0 <0.0] <0.0 <0.0 <0.p <00 <00 <0.0<0.0 | <0.0 <0.0] <0.0] <0.0 <0.0 <0.p

Glu244 | >120 | >120 | 86 5.8 | >120 | >120 | 85 54 | >120 | >120| 85 53 | >120 | >120 | 105 6.1

His247 7.5 7.5 7.5 7.7 5.6 5.9 6.2 6.p 4.2 51 586.4 >12.0| >12.00 >12.0 10.4

Asp249 <0.0| <0.0] <0.00 <0.d <0.0 <00 <00 <00 <0.0<0.0 | <0.0] <0.0] <0.0f <0 <0.0 <0.p

Glu252 1.8 1.9 2.2 2.5 1.9 1.7 1.6 1.9 1.5 1(5 1.82.0 <0.0| <0.0| <0.0/ <0.0
Asp255 <0.0 <0.0 <0.0 0.7 0.6 0.9 1.2 1B <0.0 <0.6<0.0 0.5 <0.0 <0.0 <0.0 0.6
Asp256 7.6 5.8 4.0 2.2 7.3 5.6 4.2 2. 8]0 6,4 4.62.8 8.3 6.3 4.0 2.1
Arg257 | >12.0| >12.0 >12.0 >12p >12|0 >12.0 >12.0 2.6]) >12.0| >12.0 >12.0 >12p >12|0 >12.0 >12.0 >12.0
Asp259 3.7 3.5 3.5 3.4 4.0 3.7 3.7 3.p 41 3.7 3.7 3.6 3.1 2.9 2.9 3.0
Lys262 | >12.0/ >12.0 >12.0 >12)0 >12/0 >12.0 >1p.02.6} >12.0| >12.0 >12.0 >12p >12/0 >12.0 >12.0 >12.0
Tyr263 >12.0| >12.0 >12.0 >12p >12/0 >12.0 >12.0 2.61 >12.0, >12.00 >12.0 >12p >12/0 >12.0 >12.0 >12.0

Glu266 4.0 3.9 3.9 3.8 4.8 4.4 4.1 3.8 2.9 31 3.23.3 5.2 4.7 4.3 3.9

Asp269 3.6 3.7 3.7 3.7 3.0 3.1 3.1 3.p 3.8 3.8 3.83.8 3.8 3.8 3.8 3.7

Lys274 >12.0/ >12.0 >12.0 >12)0 >120 >12.0 >1p.02.61 >12.0| >12.00 >12.0 >12p >12/0 >12.0 >12.0 >J2.0

D
Lys276 11.5 11.5 11.7 11.§ >12/0 118 11.6 11.6 610.11.7 | >12.0f >12.q 10.7 10.8 110 1111

Glu277 1.2 15 1.8 2.2 6.0 5.2 4.5 3.p 0.5 09 1.42.0 2.8 3.0 3.1 3.3

Glu280 4.2 4.1 4.0 3.9 4.3 4.2 4.1 4.0 4.5 43 4.13.8 4.3 4.2 4.1 4.0

Lys281 11.7 11.7 11. >12p >12/0 >12.0 >12.0 >12.00.3 11.2 11.8| >12.¢0 >120 >12/0 >12.0 >1p.0

P
Glu285 <0.0| <0.0 <0.0] <0.0 <0.0 <0.0 0.8 1p <0.0 0.0<| <0.0 <0.0 11 1.0 1.0 1.1

Lys286 10.3 10.7 111 11.9 9.8 10,3 10.8 11.3 10.91.2 116 | >12.0 9.2 10.1 10.7Y 113

His288 6.7 6.6 6.3 6.4] 80 7.5 7.1 70 | >120| 109 8.4 7.6 8.8 7.5 71 7.0

Glu292 <0.0| <0.0 <0.0] <0.4 <0.0 <00 <00 <00 <0.0x0.0 | <0.0 <0.0] <0.0f <0.0 <0.0 0.G
Glu294 2.8 2.3 1.8 1.8 3.6 3.3 3.2 3.1 4.8 442 3.52.8 4.2 3.7 2.9 2.7
Asp296 <0.0| <0.0 <0.0 0.6 <0.0 <0.0 0.b 1p <0.0 .0<Q <0.0 0.1 0.3 0.5 0.7 1.0
Glu297 2.5 2.7 2.9 3.0 4.8 4.5 4.3 4.1 26 28 293.0 3.2 3.3 3.4 3.3
Asp301 3.6 3.6 3.6 3.7 3.8 3.8 3.8 3.B 3/7 3.7 3.73.7 3.7 3.8 3.8 3.8
Asp308 5.1 4.7 4.2 3.8 3.5 3.5 3.4 3.4 4,1 3.9 3.73.5 3.8 3.7 3.7 3.6
Glu31l1l 4.1 4.1 4.1 4.1 4.1 4.1 4.1 4.9 4.9 4,6 4.44.2 4.5 4.3 4.2 4.0
Lys313 11.0 11.0 11.0 11.] 11.1 111 11.0 11.0 11.31.2 11.2 11.2 11.3 11.2 11.2 11)2
Asp314 2.2 2.4 2.6 2.7 2.3 2.5 2.7 2.p 2,3 24 4.62.7 6.6 5.4 4.2 3.1
Lys317 11.4 11.4 11.4 11.4 11.4 11/4 11.4 11.4 11.41.4 11.5 11.5] >12.0 >120 >120 >13.0
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Tyr319 >12.0/ >12.0 >12.0 >12p >12/0 >12.0 >12.0 2.81 >12.0| >12.0 >12.0 >12p >12/0 >12.0 >12.0 >12.0

Glu321 4.5 4.3 4.2 4.1 5.2 5.0 4.7 4. 4.9 a7 454.4 4.8 4.6 4.3 4.1

Lys323 >12.0/ >12.0 >12.0 >12)0 >120 >12.0 >1p.02.61 >12.0| >12.00 >12.0 >12p >12/0 >12.0 >12.0 >J2.0

Asp324 15 1.6 1.7 2.0 0.6 0.8 1.1 1.4 05 0.7 1.01.3 <0.0 <0.0 <0.0] <0.0

Tyr332 >12.0) >12.0 >12.0 >12p >12|0 >12.0 >12.0 2.6] >12.0| >12.0 >12.0 >12p >12|0 >14.0 >12.0 >12.0

Glu333 2.1 2.2 2.2 2.4 0.5 1.0 15 2.9 20 2(1 2325 <0.0 <0.0 0.8 15

o

Tyr334 >12.0] >12.0 >12.0 11.} >12|0 >12. >12.0 411.>12.0| >12.0) >12.0 >12p >12)0 >120 >120 114

Arg336 | >12.0| >12.0 >12.0 >12. >12|0 >12. >12.0 2.6 >12.0| >12.0 >12.0 >12p >12|0 >12.0 >12.0 >12.0

o
o

Arg337 >12.0| >12.0 >12.0 >12. >12/0 >12.0 >12.0 2.6)] >12.0| >12.00 >12.0 >12p >12|0 >12.0 >12.0 >12.0

(&)

His338 8.2 7.9 7.7 7.5 7.6 7.4 74 7.3 6.8 6.9 6.9 6.9 6.8 6.9 6.9 70

Asp340 0.1 0.4 0.7 1.0 11 1.1 1.2 1B 13 1.2 1213 0.8 0.9 11 1.3

Tyr341 >12.0/ >12.0 >12.0 >12p >12/0 >12.0 >12.0 2.81 >12.0| >12.0 >12.0 >12p >12/0 >12.0 >12.0 >12.0

Arg348 | >12.0) >12.0 >12.0 >12p >120 >12.0 >12.0 2.6]) >12.0| >12.0 >12.0 >12p >12|0 >12.0 >12.0 >12.0

Lys351 11.1 11.1 11.2 11.3 8.7 9.2 9.7 14.2 10.2 .410 10.6 10.8 10.6 10.8 11.2 11p

Tyr353 >12.0/ >12.0 >12.0 >12p >12/0 >12.0 >12.0 281 >12.0| >12.0 >12.0 >12p >12/0 >12.0 >12.0 >12.0

Glu354 0.5 0.8 1.2 1.7 3.7 3.3 2.9 1 2.9 2|2 1.91.8 1.8 15 11 1.0

Glu358 3.9 4.0 4.0 3.9 1.8 2.4 2.8 2 35 3.6 3.6 <0.0 <0.0 0.1 1.1

Wi | WIN
Ll

. . 3
Lys359 10.8 10.8 10.9 10.9 11.0 1111 11.1 11 10.20.8 10.9 11.0 11.6 11.4 11.7 11}7
Asp365 2.9 3.1 3.2 3.3 3.1 3.1 3.1 3/1 3.3 3.435 2.1 2.2 2.3 2.3

His367 6.2 6.5 6.8 6.9| 85 8.2 7.9 7.7 6.5 6.9 7.1 7.3 7.9 7.8 7.6 7.5

Glu368 3.8 3.9 4.0 4.1 4.0 4.0 3.9 3.9 4.7 415 4444 3.6 3.7 3.8 3.9

o

Tyr370 >12.0) >12.0 >12.0 >12p >12|0 >12. >12.0 2.6 >12.0| >12.00 >12.0 >12p >12|0 >12.0 >12.0 >12.0

Lys372 10.9 11.0 11.1 11.7 11.8 >12.0 >12.0 >12.00.81 10.9 11.0 11.1 11.3 11.8 114 1145
Asp375 3.0 3.1 3.1 3.1 2.7 2.7 2.7 2.B 314 3.3 3.23.1 2.8 2.8 2.9 2.9
Glu376 4.8 4.5 4.2 3.9 6.6 5.8 5.1 4.5 6.0 5|4 4.84.4 5.3 4.9 4.5 4.2
Lys378 11.2 11.3 11.4 11.9 11.1 11)2 115 >1p.0 11p.11.1 11.2 11.4 10.8 10.9 11.0 1111
Glu382 4.6 4.4 4.1 3.9 4.0 3.7 3.5 3.4 4,9 4/5 4.2 3.9 4.8 4.5 4.3 4.1
Glu383 <0.0 <0.0 0.5 1.0 <0.( <0.0 <00 <010 05 80 1.0 1.3 <0.0 <0.0 0.3 0.9
Lys389 10.9 11.0 11.0 11.9 11.)7 11/8 >12.0 >12.0 .111 11.2 11.3 11.5 11.4 11.% 11.6 117
Glu393 3.7 3.5 3.2 3.0 2.9 2.7 2.6 2.6 34 3|4 3.43.3 2.9 3.0 3.0 3.0
Glu396 3.6 3.2 2.6 2.2 4.9 4.5 4.1 3.¥Y 3.6 3|0 2319 4.9 4.4 4.0 3.6
Glu400 <0.0 <0.0 <0.0 <0.0 1.2 1.1 1.0 1.p <0.0 0<0. <0.0 <0.0 <0.0 <0.0 <0.0 0.2
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Tyr401 >12.0| >12.0 >12.0 10.§ >1210 >12.0 10.584 | >12.0| >12.0] >12.0 9.4 >12.0 >12/0 >12.0 9J6
Lys402 11.7 11.7 117, >12p 10.b 10}7 10.9 111 710.11.7 11.7] >12.q 10.5 10.8 10.9 112
Arg410 | >12.0] >12.0 >12.0 >12p >12/0 >12.0 >12.0 2.6]) >12.0| >12.0 >12.0 >12p >12|0 >12.0 >12.0 >12.0
Tyr41l | >12.0| >12.0 95| 88 | >12.0] >12.0f 90 83 | >12.0| 79 1.7 80 | >12.0| >12.0 98| 88
Lys413 10.5 10.3 10.2 10.4 >12|0 >12.0 >12.0 >12.®.8 10.1 10.5 10.9 9.8 10.3 10.5 1019
Lys414 7.6 8.6 11.0 | >12.0] 6.7 82 | >12.0| >12.0 9.8 10.1 10.5 10.p 9.8 103 10.5 10.9
Glu425 <0.0 <0.0 <0.0 <0.d <0.0 <0.0 <0/0 <00 <0.0<0.0 <0.0 <0.0 <0.0 <0.0 <0.0 <0.p
Arg428 | >12.0| >12.0 >12.0 >12p >12/0 >12.0 >12.0 2.8]) >12.0| >12.0 >12.0 >12p >12|0 >12.0 >12.0 >12.0
Lys432 8.8 9.6 10.4 | >12.00 8.8 9.0 9.5 104 | 49 6.2 1.7 10.3 7.5 8.3 9.5 11.3
Lys436 10.8 11.0 11.3 >12p 7.9 8.8 9./ 11.5 1061.11 118 | >12.0f 10.2 10.5 11.1  >120
Lys439 >12.0f >12.0 >12.0 >120 114 11{2 11.2 11.21.3 114 11.3 11.3 11.1 11.1 111 111
His440 <0.0 1.0 2.9 4.4 0.9 2.2 3.5 4.6 <0.0 <0.0 9 1 3.9 0.6 2.0 3.4 4.7
Glus442 3.2 3.3 3.3 3.2 2.9 3.0 3.1 3. 2|7 2.7 2624 2.9 2.9 2.9 3.0
Lys444 9.5 9.9 10.4 10.9 9.5 9.9 102 10.6 9.3 9.610.0 10.5 9.4 9.9 10.3 10.7
Arg445 | >12.0) >12.0 >12.0 >12p >12/0 >12.0 >12.0 2.6]) >12.0| >12.0 >12.0 >12p >12|0 >12.0 >12.0 >12.0
Glu450 <0.0 <0.0 <0.0 <0.G <0.0 <0.0 <0J0 <00 <0.0<0.0 <0.0 <0.0 <0.0 <0.0 <0.0 <0.p
Asp451 <0.0 <0.0 <0.0 <0.( <0.0 <0.0 <00 <Q.0 <(.0<0.0 <0.0 <0.0 <0.0 <0.0 <0.0 <0.p
Tyr452 >12.0| >12.0 >12.0 >12p >12|0 >12.0 >12.0 2.61 >12.0| >12.00 >12.( 9.3 >12/0 >120 >12.0 10.6
His464 <0.0 <0.0 3.2 5.2 <0.( <0.0 1.8 4.y <0.0 0<0. 2.4 5.0 <0.0 <0.0 0.4 4.6
Glu465 2.2 2.0 1.0 1.2 1.7 1.7 1.3 1.p 27 2|4 1.715 2.6 2.0 0.7 0.1
Lys466 >12.00 >12.0 >12.0 >120 >12/0 >12.0 >1P.02.63 >12.0| >12.0 >12.0 >12p >12|0 >12.0 >12.0 >12.0
Asp471l 2.4 2.6 2.5 2.6 2.2 2.5 2.9 2.B 212 2.4 34.42.4 2.0 2.2 2.4 2.2
Argd72 | >12.0| >12.0 >12.0 >12p >12/0 >12.0 >12.0 2.6 >12.0| >12.0 >12.0 >12p >12|0 >12.0 >12.0 >12.0
Lys475 11.0 11.0 11.0 11.] >12/0 >12.0 >12.0 >12.8.6 9.5 10.1 10.7 11.7 11.% 116 11}6
Glu479 3.9 3.6 3.4 3.2 1.7 1.9 2.1 2.8 3.9 37 3.53.3 2.2 2.3 2.3 2.2
Arg484 | >12.0) >12.0 >12.0 >12p >120 >12.0 >12.0 2.6]) >12.0| >12.0 >12.0 >12p >12|0 >12.0 >12.0 >12.0
Arg485 | >12.0) >12.0 >12.0 >12p >12/0 >12.0 >12.0 2.6] >12.0| >12.0 >12.0 >12p >12|0 >12.0 >12.0 >12.0
Glu492 2.9 3.0 3.1 3.2 <0.( <0.0 <00 <0}o 27 2.8 2.9 3.0 3.2 3.2 3.3 3.4
Asp494 1.1 1.3 1.4 1.6 <0.0 <0.0 <0J0 <010 0|9 1.21.3 1.5 0.6 1.0 1.3 15
Glu495 4.5 4.4 4.3 4.2 1.6 1.6 1.3 1.p 47 4|5 4.2 4.0 4.7 4.5 4.3 4.1
Tyr497 >12.0) >12.0 >12.0 >12p >12|0 >12.0 >12.0 .51] >12.0| >12.0f >12.0 11.§ >12)0 >120 >12.0 11.3
Lys500 11.0 11.0 11.0 11.4 >12|0 >12.0 >12.0 >12.01.0 11.0 11.0 11.20 >120 >12/0 >12.0 >1p.0
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Glu501 3.6 3.7 3.7 3.8 3.2 3.3 3.4 3.4 4.3 42 3.93.8 3.6 3.7 3.8 3.8
Glu505 3.7 3.7 3.7 3.7 2.7 3.0 3.2 3.4 37 3|6 3.6 3.7 3.7 3.7 3.8 3.8
His510 7.6 7.6 7.7 7.7 <0.( 14 4.8 5.y 6.1 6|6 §97.1 5.9 6.2 6.4 6.6
Asp512 0.5 0.9 1.3 15 5.1 4.5 2.6 2.4 14 1.5 1.71.8 1.1 1.3 1.4 1.6
Glu518 1.7 0.8 0.2 <0.0 2.6 2.4 2.2 2.1 <0.0 <(0.0 0.0<| <0.0 2.5 2.1 1.8 1.6
Lys519 8.9 9.0 9.3 9.7 11.0 10.8 10.8 10.8 118 11(4 115 >52.6.7 7.2 8.4 9.5
Glu520 <0.0| <0.0 <0.0] <0.0 0.5 0.9 1.2 1p <0.0 0<0.<0.0 | <0.0 0.6 0.8 0.9 1.1
Arg521 | >12.0| >12.0 >12.0 >12p >12|0 >12. >12.0 2.6 >12.0| >12.0 >12.0 >12p >12|0 >12.0 >12.0 >12.0
Lys524 9.3 9.8 10.3 10.9 8.2 8.9 9.6 1014 9|9 10.40.8 11.2 9.3 9.8 10.2 10.¢
L ys525 8.5 10.1 11.7| >12.00 7.0 8.0 9.7 116 ] 70 8.4 9.7 >12.0f 75 8.6 9.7 >12.0
Glu531 0.7 0.9 1.1 1.4 <0.( <0.0 0.0 0.p 0,3 <(0.0 0.0<| 0.5 <0.0| <0.0 <0.0 0.2
Lys534 | >12.0| >12.0 >12.0 >12)0 >12/0 >12. >1p.0 2.61 >12.0) >12.00 >12.0 >12p >12|0 >12.0 >12.0 >12.0
His535 9.7 8.3 7.9 7.7 4.3 5.1 5.7 6.p 21 3|2 9.05.9 5.0 5.4 5.7 6.4

L ys536 7.8 10.2 11.3| >12. >12.0 >120 >120 >14.013 7.3 8.9 10.6 10.4 11.2 11.3 11.3
Lys538 10.7 10.8 10.8 10.§ 8.4 9.1 9.9 14.8 11.1 .011 11.0 10.9 10.5 10.6 10.6 10p
Lys541 10.1 10.1 10.2 10.3 7.1 8.2 8.8 95 10.6 610.10.7 10.7 11.6 11.2 10.8 10.p
Glu542 2.5 2.7 3.0 3.1 1.2 1.4 1.6 1.8 3.1 30 3.13.2 2.3 2.3 2.3 2.3
Lys545 9.2 9.5 9.9 10.4 115 116 11(6 11.7 10.1 .210 104 10.6 9.1 9.7 104 10.p
Asp549 1.7 1.6 1.6 1.7 2.6 3 2.1 2.p 0/2 0.4 0.71.1 2.0 2.0 2.1 2.1
Asp550 6.1 5.2 4.3 3.5 5.4 4.9 4.4 4.p 6/5 5.0 3.93.0 >12.0 8.8 6.7 5.0
Glu556 3.1 2.8 2.5 2.3 2.9 2.8 2.8 2.9 08 1,0 1.315 3.1 3.2 3.2 3.2
Lys557 11.8 11.8| >12.0 >12p 11.8 11}4 11.4 114 8 9. 10.7 11.3 11.8] >12.0 >12/0 >120 >12.0
Lys560 | >12.0, >12.0 >12.0 >120 105 10,6 10.7 10.812.0| >12.0f >12.0 >12.0 10.9 10.p 10{9 14.9
Asp562 3.3 3.3 3.4 3.4 4.1 4.0 3.9 3.p 39 3.8 3.73.5 3.5 3.6 3.6 3.7
Asp563 4.2 3.0 2.7 2.5 2.3 2.6 2.8 3.p <Q.0 <00 8 0. 14 10.4 8.3 6.6 5.1
Lys564 11.5 11.5 11.4 114 11.4 115 11.5 11.5 11.11.2 11.2 11.2) >12.0 >12p0 >120 >13.0
Glu565 3.5 3.7 3.8 3.9 4.3 4.3 4.2 4.1 34 35 3.6 3.6 3.1 3.3 3.5 3.6
Glu570 3.8 3.9 3.9 3.9 3.4 3.9 3.9 3.p 4.8 4,6 4543 4.4 4.3 4.3 4.3
Glu571 4.7 4.4 4.2 4.0 3.2 3.3 3.2 3.p 3.0 3|2 3.43.6 6.3 5.4 4.5 3.9
Lys573 10.9 10.9 10.9 11.G 8.0 9.0 9.8 14.5 98 110.10.4 10.6 10.7 10.7 10.8 108
Lys574 10.7 10.7 10.8 10.§ 10.5 10,7 10.9 11.1 10.4.0.6 10.7 10.8 10.7 11.2 11.2 11)2
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Figure S1. Time evolution along th&T D-a trajectory of the root mean squared deviation (RVi&

A) computed for the heavy backbone atoms in theettiomains, six subdomains, and three

subdomain connecting loops with respect to the 3dR3tal structure (molecule A). Average values

and standard deviations for the last 200 ns ataded.
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Figure S1 (cont). Time evolution along th&TD-b trajectory of the root mean squared deviation
(RMSD, in A) computed for the heavy backbone atimihe three domains, six subdomains, and
three subdomain connecting loops with respectéd@tiRY crystal structure (molecule A). Average
values and standard deviations for the last 2Cr@sncluded.
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Figure S2. Time evolution along théK-PH7-a trajectory of the root mean squared deviation
(RMSD, in A) computed for the heavy backbone atimihe three domains, six subdomains, and
three subdomain connecting loops with respectéd@tiRY crystal structure (molecule A). Average

values and standard deviations for the last 20r@sncluded.
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Figure S2 (cont.). Time evolution along theK-PH7-b trajectory of the root mean squared deviation
(RMSD, in A) computed for the heavy backbone atimihe three domains, six subdomains, and
three subdomain connecting loops with respectédtiRY crystal structure (molecule A). Average

values and standard deviations for the last 20r@sncluded.
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Figure S3. Time evolution along the constapil trajectory of the root mean squared deviation
(RMSD, in A) computed for the heavy backbone atdmshe full protein, three domains, six
subdomains, and three subdomain connecting loofds mspect to the 3JRY crystal structure

(molecule A).
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Figure $4. Time evolution along théK-PH9-a trajectory of the root mean squared deviation
(RMSD, in A) computed for the heavy backbone atimihe three domains, six subdomains, and
three subdomain connecting loops with respecté®tiRY crystal structure (molecule A). Average
values and standard deviations for the last 2C8r@sncluded.
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Figure $4 (cont.). Time evolution along theK-PH9-b trajectory of the root mean squared deviation
(RMSD, in A) computed for the heavy backbone atimihe three domains, six subdomains, and
three subdomain connecting loops with respectédtiRY crystal structure (molecule A). Average
values and standard deviations for the last 2C8r@sncluded.
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Figure S5. Ribbon model of the last snapshot obtained froendbnstant-d simulation (colored

defining the six different subdomains) superposethe ribbon model of the 3JRY crystal structure
(in light grey).
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