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Table S1. List of PDB codes (PDBID), coordinated ligands (L; to Ls), interacting partner
(LB), intermolecular Mn---LB distance (d, in A) and L-Mn---LB angle (o, in degrees).

PDBID Ly L, L; Ly LB d a
6EZ) HIS GLU HIS HIS 5LD 2.803 158.3
1WBL GLU ASP ASP HOH HIS 2.804 164.2
6I1LB HIS SER ASP HIS GLU 2.836 170.8
4XSM GLU ASP HIS TLZ GLU 2.892 161.1
4MOV ASP HIS ASP HOH HIS 2.906 166.8
6B8W GLU HIS TYR HOH HIS 2.961 163.8
2BAN ASP GLU ASP HOH GLY 2.970 166.7
2P7P HIS HIS GLU SO4 TYR 3.041 170.0
5NMP HIS HIS ASP SIN GLN 3.122 169.7
404K ASP HIS ASP HIS HIS 3.164 167.9
1YNY HIS HIS ASP HOH LYS 3.229 168.7
7Y1T SER SER ASP GLN GLU 3.317 174.4
3BG5 ASP LYS HIS HIS PYR 3.391 166.5
10G0 CYS HIS GLU ASP ARG 3.395 168.3
3F2C HIS HIS GLU ASN CYS 3.499 169.3
50EY GLU ASP GLU PO4 ASP 3.549 172.0
1LU2 GLU ASP ASP HIS SER 3.591 176.6
8ICT DG ASP ASP DCP ASP 3.643 168.1
1KFL CYS HIS GLU ASP ARG 3.646 162.6
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1RIT GLU ASP ASP HIS VAL 3.684 158.5
57T0 ASP HIS ASP PO4 HIS 3.697 160.7
7MPQ ASP GLU ASP 5GP TYR 3.733 172.3
5D09 CYS HIS GLU ASP ARG 3.753 162.7
2DVF GLU ASP ASP HIS VAL 3.834 169.2
6TVV ASP ASP HIS ASP ASP 3.840 170.4
5CZ0 CYS HIS GLU ASP ARG 3.841 160.1
4D69 GLU ASP ASP HIS ILE 3.860 175.0
5DCD CYS HIS GLU ASP ARG 3.872 174.1
3DKY HIS ASP HIS HIS HIS 3.912 171.9
1V60 GLU ASP ASP HIS VAL 3.928 162.0
652U HIS HIS ASP ASP TYR 3.957 161.5
7ZR1 ASP HIS ASP HIS HIS 3.982 167.2
5FPL LEU LEU THR GLU VAL 4.024 167.0
3NQW HIS HIS ASP ASP ASN 4.055 158.8
1MSD HIS HIS ASP HIS GLN 4.057 174.6
5FY9 ASN LEU THR GLU VAL 4.058 169.0
505L ASP ILE ASP ONM PHE 4.137 167.2
4GBW ASP ASP GLU PO4 GLU 4.141 175.7
4YTQ GLU ASP HIS GLU HIS 4.148 176.4
1LUL GLU ASP ASP HIS ILE 4.206 169.7
2A8R GLU GLU GLU POP ASP 4.328 178.6
4K20 GLU ASP ASP HIS VAL 4.387 167.9
8AMU HIS ASP HIS HIS TYR 4.571 163.7

Cartesian coordinates of the PDB models regarding 2P7P, 3BG5 and 3DKY
structures

2P7P
5.8160000 -7.2650000 24.8380000
6.1870000 -7.9340000 26.1230000
6.4580000 -7.2310000 27.2760000
6.3350000 -9.2440000 26.4360000
6.7590000 -8.0780000 28.2440000
6.6920000 -9.3050000 27.7610000

14.0500000 -13.6220000 23.0810000
13.1560000 -12.4040000 22.8770000
11.9390000 -12.5440000 22.7840000
13.7460000 -11.2150000 22.8260000

QOO0 00z=2000z200z20a0

12.9660000 -9.9940000 22.6410000
13.3280000 -9.2940000 21.3540000
14.4950000 -9.0670000 21.0690000
13.1540000 -9.0380000 23.8190000
12.5760000 -9.5590000 25.1140000
13.3190000 -10.3960000 25.9470000
11.2770000 -9.2390000 25.4930000



C 12.7750000 -10.9000000 27.1310000
C 10.7220000 -9.7370000 26.6640000
C 11.4770000 -10.5670000 27.4800000
0 10.9240000 -11.0610000 28.6430000
N 12.3100000 -8.9460000 20.5790000
C 12.5230000 -8.3070000 19.2880000
C 9.2620000 -12.9240000 25.2700000
C 8.8380000 -12.8210000 26.7340000
0 7.9730000 -11.9710000 27.0570000
0 9.3710000 -13.5950000 27.5660000
C 2.1600000 -14.2820000 29.3640000
C 3.5820000 -13.8330000 29.2420000
N 4.5910000 -14.6660000 28.8140000
C 4.1590000 -12.6310000 29.4690000
C 5.7310000 -13.9980000 28.7840000
N 5.4960000 -12.7600000 29.1770000
Mn 7.3710000 -11.1630000 28.8930000
S 7.0340000 -10.6650000 32.1730000
0 8.4990000 -10.8200000 32.2390000
0 6.6360000 -9.4440000 32.9000000
O 6.6320000 -10.5760000 30.7490000
0 6.3650000 -11.8200000 32.7970000
H 15.1263779 -13.3991425 23.0545906
H 14.2295585 -8.8200820 23.9202719
H 12.6699983 -8.0814202 23.5612822
H 10.6739559 -8.5884475 24.8513603
H 14.3444582 -10.6567106 25.6722660
H 9.6901623 -9.5180514 26.9460222
H 13.3542135 -11.5497024 27.7901319
H 10.7285814 -12.0067007 28.5104798
H 11.9212645 -10.3392226 22.6196211
H 13.5243505 -7.8595150 19.2992801
H 6.6302049 -6.6257891 24.4601360
H 5.6052206 -8.0261492 24.0762669
H 6.4187580 -6.2228303 27.3611787
H 6.2601720 -10.1402494 25.8259546
H 6.9962610 -7.8155637 29.2740011
H 10.2142552 -12.3894036 25.1300239
H 9.4400313 -13.9759318 25.0150794
H 1.5335493 -13.4358647 29.6744375
H 2.0416807 -15.0780522 30.1170848
H 4.4686294 -15.6433306 28.5805556
H 3.7340077 -11.6997942 29.8337143
H 6.7006894 -14.3928652 28.4766577
H 4.9158335 -6.6390940 24.9468305
H 1.7665130 -14.6597229 28.4064800
H 8.5198683 -12.4794411 24.5934599
H 13.7959246 -14.0639614 24.0553039
H 13.8041027 -14.3622385 22.3081881
H 12.4770111 -9.0364200 18.4626616
H 11.7684646 -7.5258381 19.1171745
H 11.3828817 -9.2753796 20.8130630
H 14.7528938 -11.1255468 22.7626296

2P7P-H substitution of the OH phenolic group
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