Charge

chainl | resl/atml |distance| res2/atm2 | chain2 H-bonding interaction
2PKTA |CYS73(C) 4.36 TRP14(CZ2) |2PKTA C[]..C[]
[D-A-AA]:147.7° [A-D-DD]:167.1° d_planarity:-62.1°
2PKTA |[CYS73(0) 4.29 TRP14(NE1) |2PKTA |a_planarity:-28.4°, maximum distance exceeded, O[]...N[]
bad d_planarity
2PKTA |CYS73(0) 4.21 TRP14(CE2) |2PKTA O[]...C[]
2PKTA |CYS73(0) 3.42|TRP14(CZ2) |2PKTA O[]..C[]
2PKTA |CYS73(0) 4.36 TRP14(CH2) |2PKTA O[]..C[]
2PKTA | CYS73(CB) 4.46 TRP14(CZ2) |2PKTA C[]..C[1
2PKTA | CYS73(SG) 4.41 ASP54(CG) |2PKTA S[]..C[]
2PKTA |[CYS73(SG) 4.65  ASP54(0OD1) 2PKTA | negative
2PKTA |CYS73(SG) 3.55|ASP54(0D2) |2PKTA S[1...0O[-]
2PKTA |CYS73(N) 472 ARG69(C) |2PKTA
2PKTA |CYST3(N) | 3.69 ARGE9(0) |2PKTA Epﬁr{;ﬁt]ylgslg piepc i sk N1 ... Ol
2PKTA |CYS73(CA) 4.60 ARGE9(O)  |2PKTA
2PKTA | CYS73(CB) 435 ARG69(0) |2PKTA C[]..0[1]
2PKTA | CYS73(SG) 433 ARG69(C) |2PKTA S[]..C[]
2PKTA |CYS73(SG) 3.27 | ARG69(0)  |2PKTA | Positive S[]..0[]
2PKTA |CYS73(N) 474 ILE70(CA) |2PKTA
2PKTA |CYS73(N) 3.82|ILE70(C) 2PKTA N[1..C[]
2PKTA | CYST3(N) 3.13|ILE70(0) PKTA il;i-;)lc;ggri[lt;-%-fﬁ]:llsj" [A-D-DD]:103.3° d_planarity:-12.0° N[]..0[]
2PKTA |CYS73(CA) 4.68 ILE70(C) 2PKTA
2PKTA |CYS73(CA) 3.74|1LE70(0) 2PKTA C[]..0[]
2PKTA |CYS73(C) 4.22 | ILE70(O) 2PKTA C[]..0[1]
2PKTA |CYS73(0) 3.82|1LE70(0) 2PKTA O[]..0[]
2PKTA | CYS73(CB) 4.80 ILE70(CA) |2PKTA
2PKTA | CYS73(CB) 4.37ILE70(C) 2PKTA C[]..C[]
2PKTA | CYS73(CB) 3.42|1LE70(0) 2PKTA C[]..0[]
2PKTA CYST73(SG) 4.79 ILETO(N) 2PKTA 5I_D—A—AA]:108.7° [A-D-DD]:61.8° d_planarity:17.7°, maximum
istance exceeded, bad d_angle(sp2)
2PKTA | CYS73(SG) 430 ILE70(CA) |2PKTA S[]..C[]
2PKTA |CYS73(SG) 4.38 ILE70(C) 2PKTA S[]...C[]
2PKTA | CYS73(SG) 3.85|ILE70(0) 2PKTA S[]..0[]
2PKTA |CYS73(N) 4.33 | LYS71(N) 2PKTA N[]...N[]
2PKTA |CYS73(N) 425 LYS71(CA) |2PKTA N[]..C[]
2PKTA |CYS73(N) 3.20|LYS71(C) 2PKTA N[]..C[]
PKTAICYSTIN) | 343\LYSTI0)  2PKTA Lo pot t plavarty NC1... 001
2PKTA |CYS73(CA) 4.49 LYS71(C) 2PKTA C[]..C[]
2PKTA |CYS73(CA) 453 |LYS71(0) 2PKTA
2PKTA |CYS73(C) 474 LYS71(C) 2PKTA
2PKTA |CYS73(C) 4.43LYS71(0) 2PKTA C[]..0[1]
2PKTA |CYS73(0) 4.68|LYS71(C) 2PKTA
2PKTA |CYS73(0) 4.34|LYS71(0) 2PKTA O[]..0[1]
2PKTA |CYS73(N) 2.74|GLY72(N) |2PKTA N[]...N[]
2PKTA |CYS73(N) 2.43|GLY72(CA) |2PKTA N[]..C[]
2PKTA CYST3(N) 224 GLY72(0) |2PKTA [D-A-AA]:30.0° [A-D-DD]:94.3° d_planarity:0.4° N[]...O[]

a_planarity:0.6°, bad a_angle(sp2)
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2PKTA |CYS73(CA)
2PKTA|CYS73(CA)
2PKTA |CYS73(C)
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2PKTA |CYS73(N)
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2PKTA |CYS73(CA)
2PKTA|CYS73(CA)
2PKTA |CYS73(CA)
2PKTA|CYS73(CA)
2PKTA |CYS73(CA)
2PKTA [CYS73(C)
2PKTA |CYS73(C)
2PKTA [CYS73(C)
2PKTA |CYS73(C)
2PKTA |CYS73(C)
2PKTA |CYS73(C)

2PKTA |CYS73(0)

2PKTA |CYS73(0)
2PKTA |CYS73(0)
2PKTA |CYS73(0)
2PKTA |CYS73(0)
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2PKTA |CYS73(C)

2PKTA |CYS73(0)

2PKTA [CYS73(CA)
2PKTA |CYS73(C)
2PKTA |CYS73(C)

4.19|GLY72(N)
3.81|GLYT72(CA)
2.44|GLY72(C)
2.77|GLYT72(0)
4.84|GLYT2(N)
452 |GLY72(CA)
3.20 |GLY72(C)
3.33|GLY72(0)
3.97|GLY72(C)
4.33|GLY72(0)
4.88|GLY72(N)
4.83|GLY72(CA)
3.67 |GLY72(C)
4.18 | GLY72(0)
4.99 GLYT2(CA)
4.12|GLY72(C)
4.71|GLY72(0)
3.30 | THR74(N)
4,59 | THR74(CA)

4.91 THR74(0G1)

2.43 | THR74(N)
3.81 | THR74(CA)
4.59 | THR74(C)
4.82 THR74(CB)
4,76 | THR74(0G1)
2.44 | THR74(CA)
3.29 | THR74(C)
3.98 | THR74(0)
3.66 | THR74(CB)
3.81|THR74(0G1)
4.89| THR74(CG2)

2.25| THR74(N)

2.79 | THR74(CA)
3.50 THR74(C)
3.82| THR74(0)
4.16  THR74(CB)

4.34| THR74(0G1)

3.59 | THR74(N)
4.83 THR74(CA)
4.83 | ASP75(N)
3.84 | ASP75(N)

4.35| ASP75(N)

4.16| ASN76(0)
4.74| ASN76(N)
4.44| ASN76(0)

2PKTA
2PKTA
2PKTA
2PKTA
2PKTA
2PKTA
2PKTA
2PKTA
2PKTA
2PKTA
2PKTA
2PKTA
2PKTA
2PKTA
2PKTA
2PKTA
2PKTA
2PKTA
2PKTA

[D-A-AA]:100.6° [A-D-DD]:75.8° d_planarity:46.2°, maximum
distance exceeded, bad d_angle(sp2)

2PKTA
2PKTA
2PKTA
2PKTA
2PKTA
2PKTA
2PKTA
2PKTA
2PKTA
2PKTA
2PKTA

2PKTA

[D-A-AA]:29.6° [A-D-DD]:95.1° d_planarity:0.1°
a_planarity:0.4°, bad a_angle(sp2)

2PKTA
2PKTA
2PKTA
2PKTA

2PKTA

[D-A-AA]:57.0° [A-D-DD]:73.2° a_planarity:36.9°, maximum

2PKTA |
distance exceeded, bad a_angle(sp2)

2PKTA

2PKTA

2PKTA

2PKTA

[D-A-AA]:58.0° [A-D-DD]:139.0° d_planarity:54.5°
2PKTA |a_planarity:35.3°, maximum distance exceeded,
bad a_angle(sp2)
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2PKTA |CYS73(0) 4.86 ASN76(0) |2PKTA
2PKTA |CYS73(CB) 4.19|ASN76(C)  |2PKTA C[]..C[]
2PKTA |CYS73(CB) 3.39 ASN76(0) |2PKTA C[]..0[1]
2PKTA |CYS73(SG) 499 |ASN76(C) |2PKTA
2PKTA |CYS73(SG) 4.04|ASN76(0)  |2PKTA S[]...0[1]
2PKTA |CYS73(CB) 4.62|LEUT7(N) |2PKTA
2PKTA |CYS73(CB) 431 |LEU77(CA) |2PKTA C[1..C[]
2PKTA |CYS73(CB) 416 |LEU77(CB) |2PKTA C[1..C[]
2PKTA |CYST73(CB) 469 |LEU77(CG) |2PKTA
2PKTA |CYS73(CB) 4.06 LEU77(CD1) 2PKTA C[]..C[]
2PKTA |CYS73(SG) 454|LEUT7(CA) |2PKTA
2PKTA |CYS73(SG) 457 |LEU77(CB) |2PKTA
2PKTA |CYS73(SG) 4.66|LEU77(CG) |2PKTA
2PKTA |CYS73(SG) 3.53 LEU77(CD1) |2PKTA S[]...C[]
2PKTA |CYS73(CA)|  4.91|CA201(CA) |2PKTA
2PKTA |CYST73(CB) 452 |CA201(CA) |2PKTA
2PKTA |CYS73(SG) 4.55|CA201(CA) |2PKTA | ligand
Site: weak positive, negative, ligand
chainl | resl/atml |distance| res2/atm2 |chain2 H-bonding ing;zzgi%n
1TUBB |CYS241(N) 4.83 SER236(CA) |1TUBB
1TUBB [CYS241(N) 3.69|SER236(C) |1TUBB N[1..C[]
1TUBB CYS241(N) 2.50 SER236(0)  1TUBB 2“5_222%3&’:‘;%’?‘2]&2?'40 N[ ] ... O ]
1TUBB |CYS241(CA)|  4.61 SER236(C) |1TUBB
1TUBB|CYS241(CA)|  3.53|SER236(0) |1TUBB Cl[]..0[]
1TUBB |CYS241(C) 4.69 SER236(0) |1TUBB
1TUBB |CYS241(0) 4.80|SER236(0) |1TUBB
1TUBB |CYS241(CB) 4.27 SER236(C) |1TUBB C[]1..C[]
1TUBB |CYS241(CB) 3.48|SER236(0) |1TUBB C[]..0[]
1TUBB | CYS241(SG) 4.81 SER236(CA) |1TUBB
1TUBB |CYS241(SG) 3.44 SER236(C) |1TUBB S[1...C[]
1TUBB |CYS241(SG) 2.92|SER236(0) |1TUBB S[1..0[1
1TUBB |CYS241(SG) 488 SER236(0G) |1TUBB [D-A-AA]:139.9° [A-D-DD]:87.8°, maximum distance

D = exceeded
1TUBB | CYS241(N) 435 GLY237(N) |1TUBB N[]..N[]
1TUBB |CYS241(N) 4.07|GLY237(CA) |1TUBB N[]..C[]
1TUBB | CYS241(N) 3.68 GLY237(C) |1TUBB N[]..C[]
1TUBB|CYS241(N) | 312 GLY237(0) |1TUBB g';&’;%}_%i;[ﬁj ;j'fa'jn]ére?’('sfz‘)j—p'a”amy:'2290 N[]...O[]
1TUBB |CYS241(CA) 4.97|GLY237(N) |1TUBB
1TUBB |CYS241(CA)|  4.29 GLY237(CA) |1TUBB C[1..C[]
1TUBB |CYS241(CA)|  3.92/GLY237(C) |1TUBB C[1..C[]
1TUBB|CYS241(CA)|  3.05/GLY237(0) |1TUBB C[]..0[]
1TUBB |CYS241(C) 4.48 GLY237(C) |1TUBB C[1..C[]
1TUBB |CYS241(C) 3.38/GLY237(0) |1TUBB C[]..90[]
1TUBB | CYS241(0) 410 GLY237(C) |1TUBB O[]..C[]
1TUBB |CYS241(0) 2.97|/GLY237(0) |1TUBB 0[]..0[1]
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CYS241(N)

4.24|GLY237(N)
3.25|GLY237(CA)
3.07|GLY237(C)
2.26 | GLY237(0)

3.37|GLY237(N)

2.68|GLY237(CA)
3.31|GLY237(C)
3.14|GLY237(0)
4.40| VAL238(N)
4.81|VAL238(CA)
4.08| VAL238(C)

4.28| VAL238(0)

4.91|VAL238(N)
4.77 VAL238(C)
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3.82| VAL238(C)
3.29| VAL238(0)
4.27|VAL238(N)
4.87|VAL238(CA)
4.80| VAL238(C)

4.50 | VAL238(N)

4.22| THR239(N)
4.40| THR239(CA)
3.34 THR239(C)

3.85 THR239(0)

4.62| THR239(C)
4.98| THR239(0)
4.82 THR239(C)
4.93| THR239(0)

4.78 THR239(N)

4.46 THR239(C)
4.59| THR239(0)
2.86| THR240(N)
2.43| THR240(CA)

2.21| THR240(0)

3.06| THR240(CB)
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4.37 | THR240(0G1) |1TUBB

[D-A-AA]:106.9° [A-D-DD]:50.2° d_planarity:44.1°,

bad d_angle(sp2)

[D-A-AA]:72.2° [A-D-DD]:101.9° d_planarity:-67.1°
1TUBB |a_planarity:65.9°, maximum distance exceeded,
bad a_angle(sp2), bad d_planarity

[D-A-AA]:113.1° [A-D-DD]:70.3° d_planarity:24.4°
a_planarity:-12.0°, maximum distance exceeded,

bad d_angle(sp2)

[D-A-AA]:71.3° [A-D-DD]:129.1° d_planarity:19.6°,
maximum distance exceeded

[D-A-AA]:57.1° [A-D-DD]:135.4° d_planarity:60.1°
a_planarity:36.2°, maximum distance exceeded,
bad a_angle(sp2), bad d_planarity

[D-A-AA]:119.9° [A-D-DD]:94.7° d_planarity:34.6°
a_planarity:-25.8°, maximum distance exceeded

[D-A-AA]:31.2° [A-D-DD]:88.9° d_planarity:1.4°
a_planarity:11.5°, bad a_angle(sp2), bad d_angle(sp2)

[D-A-AA]:18.5° [A-D-DD]:147.2° d_planarity:63.1°,
maximum distance exceeded, bad a_angle(sp3),

cr] ..
..
cr] ..
Il ..

S[]...

S[] ..
S[] ..
S[] ..
N[ ...

N[]...
N[]...

Il ..

o[]..
o[]..
o[]..

Il .

S[]...

N[ ...
N[ ...
N[]...

N[T...

or]..

N[] ..
N[] ..

N[]...
N[]...
N[]...

N[]
Cl]
Cl]
O[]

N[]

Cl]
Cl]
O[]
N[]

Cl1]

O[]

O[]

Cl1]
Cl1]
O[]

N[]

N[]

N[]
Cl1]
Cl1]

O[]

Cl]

N[]
Cl1]

O[]
Cl]
O[]



1TUBB
1TUBB
1TUBB
1TUBB
1TUBB
1TUBB
1TUBB
1TUBB
1TUBB
1TUBB
1TUBB

1TUBB

1TUBB
1TUBB
1TUBB
1TUBB
1TUBB
1TUBB
1TUBB
1TUBB
1TUBB
1TUBB
1TUBB
1TUBB
1TUBB
1TUBB
1TUBB
1TUBB
1TUBB
1TUBB
1TUBB
1TUBB
1TUBB
1TUBB
1TUBB
1TUBB
1TUBB
1TUBB
1TUBB

1TUBB

1TUBB
1TUBB
1TUBB
1TUBB
1TUBB
1TUBB

CYS241(N)
CYS241(CA)
CYS241(CA)
CYS241(CA)
CYS241(CA)
CYS241(CA)
CYS241(CA)
CYS241(C)
CYS241(C)
CYS241(C)
CYS241(C)

CYS241(0)

CYS241(0)
CYS241(0)
CYS241(0)
CYS241(CB)
CYS241(CB)
CYS241(CB)
CYS241(SG)
CYS241(SG)
CYS241(SG)
CYS241(SG)
CYS241(SG)
CYS241(N)
CYS241(N)
CYS241(N)
CYS241(N)
CYS241(CA)
CYS241(CA)
CYS241(CA)
CYS241(CA)
CYS241(CA)
CYS241(C)
CYS241(C)
CYS241(C)
CYS241(C)
CYS241(C)
CYS241(C)
CYS241(C)

CYS241(0)

CYS241(0)
CYS241(0)
CYS241(0)
CYS241(0)
CYS241(0)
CYS241(0)

3.58 THR240(CG2)
4.29| THR240(N)
3.75| THR240(CA)
2.37 | THR240(C)
2.62| THR240(0)
4.26| THR240(CB)
4.39| THR240(CG2)
4.88| THR240(N)
4.48| THR240(CA)
3.03| THR240(C)
2.94| THR240(0)

4.80 | THR240(N)

4.74| THR240(CA)
3.47 | THR240(C)
3.61| THR240(0)
4.79| THR240(CA)
3.62 THR240(C)
4.08| THR240(0)
4.93 THR240(CA)
4.14| THR240(C)
4.78| THR240(0)
4.71| THR240(CB)
4.96| THR240(CG2)
3.43|LEU242(N)
4.61|LEU242(CA)
4.98 LEU242(C)
4.92|LEU242(CB)
2.37|LEU242(N)
3.70| LEU242(CA)
4.41|LEU242(C)
4.10|LEU242(CB)
4.19|LEU242(CG)
2.34|LEU242(CA)
3.16|LEU242(C)
4.25|LEU242(0)
2.62|LEU242(CB)
2.96| LEU242(CG)
4,09 LEU242(CD1)
4.00| LEU242(CD2)

2.21 LEU242(N)

2.66| LEU242(CA)
3.37|LEU242(C)
4.25|LEU242(0)
2.27|LEU242(CB)
2.64|LEU242(CG)
3.41|LEU242(CD1)
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bad d_planarity

[D-A-AA]:86.7° [A-D-DD]:78.8° d_planarity:53.4°

a_planarity:-43.3°, maximum distance exceeded,
bad a_angle(sp2), bad d_angle(sp2)

[D-A-AA]:29.1° [A-D-DD]:91.1° d_planarity:0.6°
a_planarity:3.0°, bad a_angle(sp2)
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CYS241(CA)
CYS241(CA)
CYS241(CB)
CYS241(CB)
CYS241(CB)
CYS241(CB)
CYS241(SG)
CYS241(SG)
CYS241(SG)

CYS241(SG)
CYS241(SG)

CYS241(SG)
CYS241(SG)

CYS241(N)

CYS241(CA)

4.00| LEU242(CD2)
3.33|LEU242(N)

453/ LEU242(CA)
4.60| LEU242(CB)
4.20| LEU242(CG)
4.97|LEU242(CD1)

4.85|LEU242(N)

4.20| ARG243(N)
4.96| ARG243(CA)
4.61| ARG243(CB)
4.76| ARG243(CG)
3.94| ARG243(N)
2.93| ARG243(N)
4.23| ARG243(CA)
4.89| ARG243(C)
455 ARG243(CB)
4.60 ARG243(CG)

3.18| ARG243(N)

4.45| ARG243(CA)
4.59 ARG243(CB)
4.24| ARG243(CG)
4.64 | PHE244(N)
4.57|PHE244(N)
4.31|PHE244(N)
4.64| PHE244(0)
4.36| ALA250(0)
4.13 VAL318(CG1)
4.84|VAL318(CG1)
4.98| ARG320(CZ)
3.75| ARG320(NH1)
4.76| ARG320(CD)
3.96 ARG320(NH1)
4.08| ARG320(CD)
4.72| ARG320(NE)
459 ARG320(CZ)
3.71| ARG320(NH1)
4.58 ARG320(CB)
4.08| ARG320(CG)
2.84 ARG320(CD)

3.10| ARG320(NE)

2.89 ARG320(CZ)

2.20| ARG320(NH1)

3.94 ARG320(NH2)

4.97 | CYS356(SG)

4.32|CYS356(CB)

1TUBB
1TUBB
1TUBB
1TUBB
1TUBB
1TUBB

[D-A-AA]:24.8° [A-D-DD]:153.8° d_planarity:38.7°,
maximum distance exceeded, bad a_angle(sp3)

1TUBB
1TUBB
1TUBB
1TUBB
1TUBB
1TUBB
1TUBB
1TUBB
1TUBB
1TUBB

1TUBB

[D-A-AA]:67.1° [A-D-DD]:145.3° d_planarity:-30.7°
a_planarity:51.0°, bad a_angle(sp2)

1TUBB
1TUBB
1TUBB
1TUBB
1TUBB
1TUBB
1TUBB
1TUBB
1TUBB
1TUBB
1TUBB
1TUBB
1TUBB
1TUBB
1TUBB
1TUBB
1TUBB
1TUBB
1TUBB
1TUBB
1TUBB | Positive

[D-A-AA]:150.2° [A-D-DD]:68.3° d_planarity:34.9°,
bad d_angle(sp2)

1TUBB

1TUBB SHZ-gtznd [D-A-AA]:138.1° [A-D-DD]:109.3° d_planarity:-

1TUBB

1TUBB

[D-A-AA]:164.6° [A-D-DD]:30.3° d_planarity:56.2°,
bad d_angle(sp2)

1TuBg [D-A-AAL:103.7° [A-D-DD]:13.5° d_planarity:15.3°,
maximum distance exceeded, bad d_angle(sp2)

1TUBB

1TUBB

o[]..
Il .

Il ..

N[ ...

Il ..
Il .
Il ..

o[]..
o[]..

o[]..

Il .

o[]..
Il ..

N[ ...

Il ..
] ..

Il .

S[]...
S[]...

S[] ..
S[] ..
S[] ..

S[]...

Il ..

C[]
N[]

Cl]

N[]

N[]
N[]
Cl]

N[]
Cl1]

Cl1]

N[]

O[]
Cl]

N[+]

N[+]
Cl]

N[+]

Cl]
Cl]

N[]
Cl]
N[+]

N[+]

Cl]



1TUBB |CYS241(CA)|  3.58 CYS356(SG) |1TUBB C[]..5[1

1TUBB |CYS241(C) 4.37|CYS356(CB) |1TUBB C[]..C[]
1TUBB |CYS241(C) 3.10 CYS356(SG) |1TUBB C[]..9[1
1TUBB |CYS241(0) 4.00 | CYS356(SG) |1TUBB O[]..9[]
1TUBB |CYS241(CB) 4.49 CYS356(CB) |1TUBB C[]..C[]
1TUBB | CYS241(CB) 3.86 CYS356(SG) |1TUBB | Possible disulphide C[]...9[1]
[D-A-AA]:109.1° [A-D-DD]:121.8°, maximum distance

1TUBB |CYS241(SG) 4.86 | THR376(0G1) |1TUBB

exceeded

chainl | resl/atml |distance| res2/atm2 | chain2 H-bonding intcer;zzgi%n
3DUTA |CYS347(CB) 4.82 TYR312(0) 3DU7A
3DU7A |CYS347(SG) 5.00 TYR312(0) |3DU7A
3DU7A | CYS347(CB) 4.16 [ MET313(CA) 3DU7A C[]..C[]
3DU7A |CYS347(CB) 4.20 MET313(C) |3DU7A C[]..C[1]
3DU7A |CYS347(CB) 4.01 MET313(0) |3DU7A C[]..0[]
3DUTA |CYS347(CB) 4.66 MET313(CB) |3DU7A
[D-A-AA]:93.0° [A-D-DD]:35.0° d_planarity:68.0°,
3DUTA |CYS347(SG) 4.88 MET313(N) |3DU7A maximum distance exceeded, bad d_angle(sp2),
bad d_planarity
3DU7A |CYS347(SG) 3.77|MET313(CA) 3DU7A S[]..C[1]
3DU7A |CYS347(SG) 3.21 MET313(C) |3DU7A S[]...C[1]
3DU7A |CYS347(SG) 3.04 MET313(0) |3DU7A S[]..0[]
3DU7A |CYS347(SG) 4.64 MET313(CB) |3DU7A
3DU7A CYS347(SG)|  3.70 ALA314(N) | 3DU7A [D-A-AAL:126.47[A-D-DD]:86.0° d_planarity:46.8°, S[1..N[]
bad d_angle(sp2)
3DU7A |CYS347(SG) 3.89|ALA314(CA) 3DU7A S[]..C[1]
3DU7A |CYS347(SG) 4.32| ALA314(CB) |3DU7A S[1..C[1]
3DU7A |CYS347(C) 4.90 PHE343(CD2) 3DU7A
3DU7A |CYS347(0) 4.25|PHE343(CB) |3DU7A O[]..C[]
3DU7A |CYS347(0) 3.92 PHE343(CG) 3DU7A O[]..C[]
3DU7A |CYS347(0) 4.47 |PHE343(CD1) |3DU7A O[]..C[]
3DU7A |CYS347(0) 3.79 PHE343(CD2) |3DU7A o[]..C[]
3DU7A |CYS347(0) 4.86 PHE343(CE1) |3DU7A
3DU7A |CYS347(0) 4.24 |PHE343(CE2) \3DU7A O[]..C[]
3DU7A |CYS347(0) 4.75 PHE343(CZ) |3DU7A
3DUTA |CYS347(CB) 4.72 PHE343(CD2) |3DU7A
3DU7A |CYS347(CB) 4.90 PHE343(CE2) 3DU7A
3DU7A |CYS347(SG) 4.47 |PHE343(CD2) |3DU7A S[]..C[1]
3DU7A |CYS347(SG) 4.12 |PHE343(CE2) |3DU7A S[1..C[1]
3DUTA |CYS347(SG) 4.88 PHE343(CZ) |3DU7A
3DU7A |CYS347(N) 429 VAL344(C) 3DU7A N[]..C[]
3DUTA|CYS347(N) | 3.27 VAL344(0) |3DUTA ZHl'.%‘Z”a‘igEi;ér'QfS]ﬂ}'P e N[ ] ... Of ]
3DUTA |CYS347(N) 4.78 VAL344(CG1) |I3DU7A
3DU7A |CYS347(CA) 4.42|VAL344(0) 3DU7A C[]..0[]
3DU7A |CYS347(CB) 4.43 VAL344(0) |3DU7A C[]..0[]
3DU7A |CYS347(CB) 4.49 | VAL344(CG1) 3DU7A C[]..C[1]

3DU7A |CYS347(N) 3.98 ASP345(C)  |3DU7A N[]..C[]



3DU7A |CYS347(N)

3DU7A |CYS347(N)
3DU7A |CYS347(N)

3DU7A |CYS347(N)

3DU7A |CYS347(N)
3DU7A |CYS347(N)
3DU7A |CYS347(N)
3DU7A |CYS347(N)
3DU7A |CYS347(N)
3DU7A |CYS347(N)
3DU7A |CYS347(N)
3DU7A |CYS347(CA)
3DU7A |CYS347(CA)
3DU7A |CYS347(CA)
3DU7A |CYS347(CA)
3DU7A |CYS347(CA)
3DU7A |CYS347(CA)
3DU7A |CYS347(CA)
3DU7A |CYS347(CA)
3DU7A |CYS347(C)
3DU7A |CYS347(C)
3DU7A |CYS347(C)
3DU7A |CYS347(0)
3DU7A |CYS347(0)
3DU7A |CYS347(CB)
3DU7A |CYS347(CB)
3DU7A |CYS347(CB)
3DU7A |CYS347(CB)
3DU7A |CYS347(CB)
3DU7A |CYS347(CB)
3DU7A |CYS347(CB)
3DU7A |CYS347(SG)
3DU7A |CYS347(N)
3DU7A |CYS347(N)
3DU7A |CYS347(N)

3DU7A |CYS347(N)

3DU7A |CYS347(N)

3DU7A |CYS347(CA)
3DU7A |CYS347(CA)
3DU7A |CYS347(CA)
3DU7A |CYS347(CA)
3DU7A |CYS347(CA)
3DU7A |CYS347(CA)
3DU7A |CYS347(CA)
3DU7A |CYS347(C)

4.48| ASP345(0)

2.89| TRP346(N)
2.48| TRP346(CA)

2.24| TRP346(0)

3.54| TRP346(CB)
3.83| TRP346(CG)
4.94| TRP346(CD1)
3.62| TRP346(CD2)
4.75| TRP346(CE2)
3.16 | TRP346(CE3)
4.04| TRP346(CZ3)
4.36| TRP346(N)
3.85 TRP346(CA)
2.44| TRP346(C)
2.74| TRP346(0)
4.78 TRP346(CB)
4.49| TRP346(CD2)
3.60| TRP346(CE3)
4.10| TRP346(CZ3)
4.65 TRP346(CA)
3.34 TRP346(C)
3.58| TRP346(0)
4.18 TRP346(C)
4.65| TRP346(0)
4.83| TRP346(CA)
3.60| TRP346(C)
4.01| TRP346(0)
4.56 TRP346(CD2)
3.57| TRP346(CE3)
3.55 TRP346(CZ3)
4.53| TRP346(CH2)
4.75| TRP346(CZ3)
3.32 PRO348(N)
4.45PRO348(CA)
4.92 PRO348(C)

4.72 PRO348(0)

3.95 PRO348(CD)
2.47 |PRO348(N)
3.82|PRO348(CA)
4.39|PRO348(C)
4.54|PRO348(0)
4.76|PRO348(CB)
4.39| PRO348(CG)
3.01|PRO348(CD)
2.46| PRO348(CA)

3DU7A

3DU7A
3DU7A

3DU7A

3DU7A
3DU7A
3DU7A
3DU7A
3DU7A
3DU7A
3DU7A
3DU7A
3DU7A
3DU7A
3DU7A
3DU7A
3DU7A
3DU7A
3DU7A
3DU7A
3DU7A
3DU7A
3DU7A
3DU7A
3DU7A
3DU7A
3DU7A
3DU7A
3DU7A
3DU7A
3DU7A
3DU7A
3DU7A
3DU7A
3DU7A

3DU7A

3DU7A
3DU7A
3DU7A
3DU7A
3DU7A
3DU7A
3DU7A
3DU7A
3DU7A

[D-A-AA]:59.0° [A-D-DD]:153.7° d_planarity:88.8°
a_planarity:27.6°, maximum distance exceeded,
bad a_angle(sp2), bad d_planarity

[D-A-AA]:30.4° [A-D-DD]:92.8° d_planarity:1.3°
a_planarity:1.3°, bad a_angle(sp2)

[D-A-AA]:91.8° [A-D-DD]:73.9° d_planarity:-74.8°
a_planarity:-43.1°, maximum distance exceeded,
bad d_angle(sp2), bad d_planarity

N[ ] ...

N[]...
N[]...

N[ ] ...

N[] ..
N[]...

N[] ...

N[ ...
N[ ...
c[] ..
[l ..
..
c[] ..

c[] ..
] ..
c[] ..

..

] ..
o] ..

..
] ..

c[] ..
] ..

N[] ...
N[]...

N[]...
..
..
Il ..

] ..
..
c[] ..

O[]

N[]
Cl]

O[]

Cl]
Cl]

Cl]

Cl]
Cl]
N[]
Cl1]
Cl1]
O[]

Cl1]
Cl1]
Cl1]

Cl1]
O[]

Cl]

Cl1]
O[]

Cl1]
Cl1]

N[]
Cl]

Cl]
N[]
Cl1]
Cl1]

Cl1]
Cl1]
Cl1]



3DU7A |CYS347(C)
3DU7A |CYS347(C)
3DU7A |CYS347(C)
3DU7A |CYS347(C)
3DU7A |CYS347(C)
3DU7A |CYS347(0)
3DU7A |CYS347(0)
3DU7A |CYS347(0)
3DU7A |CYS347(0)
3DU7A |CYS347(0)
3DU7A |CYS347(0)
3DU7A |CYS347(0)
3DU7A |CYS347(CB)
3DU7A |CYS347(CB)
3DU7A |CYS347(CB)
3DU7A |CYS347(SG)
3DU7A |CYS347(SG)
3DU7A |CYS347(C)
3DU7A |CYS347(C)

3DU7A |CYS347(0)

3DU7A |CYS347(0)
3DU7A |CYS347(0)

3DU7A |CYS347(0)

3DU7A |CYS347(0)

3DU7A |CYS347(N)

3DU7A |CYS347(C)
3DU7A |CYS347(C)

chainl

3DU7A |CYS376(SG)
3DU7A |CYS376(CB)
3DU7A |CYS376(SG)
3DU7A |CYS376(SG)
3DU7A |CYS376(SG)
3DU7A |CYS376(SG)

3DU7A |CYS376(SG)

3DU7A |CYS376(SG)

3DU7A |CYS376(SG)
3DU7A |CYS376(0)
3DU7A |CYS376(0)
3DU7A |CYS376(0)

resl/atml |distance

2.88|PRO348(C)
3.17|PRO348(0)
3.50|PRO348(CB)
3.55 PRO348(CG)
2.52|PRO348(CD)
2.25|PRO348(N)
2.83|PRO348(CA)
2,55 PRO348(C)
2.64|PRO348(0)
3.92|PRO348(CB)
4.35 PRO348(CG)
3.59| PRO348(CD)
3.67|PRO348(N)
4.99 PRO348(CA)
4.18|PRO348(CD)
4.14|PRO348(N)
4.53|PRO348(CD)
3.72| THR349(N)
4.64| THR349(CA)

3.23| THR349(N)

3.82| THR349(CA)
4.63| THR349(C)

4.91| THR349(0G1)

4.33|GLY350(N)

4.17|PRO27(0)

4.71|PRO27(CA)
4.77|PRO27(0)

res2/atm2

4,55 ILE234(0)
4.22|SER237(CB)
4.74|SER237(CA)
457|SER237(C)
4.90| SER237(0)
3.73|SER237(CB)

4.70| SER237(0G)

4.68|ILE238(N)

4.48|ILE238(CG1)
4.08| ALA270(CA)
3.86| ALA270(C)
4.95| ALA270(0)

3DU7A
3DU7A
3DU7A
3DU7A
3DU7A
3DU7A
3DU7A
3DU7A
3DU7A
3DU7A
3DU7A
3DU7A
3DU7A
3DU7A
3DU7A
3DU7A
3DU7A
3DU7A
3DU7A

3DU7A

3DU7A
3DU7A

3DU7A

3DU7A

3DU7E

3DU7E
3DU7E

chain2

3DU7A
3DU7A
3DU7A
3DU7A
3DU7A
3DU7A

3DU7A

3DU7A

3DU7A
3DU7A
3DU7A
3DU7A

H-bond [D-A-AA]:103.9° [A-D-DD]:102.7°
d_planarity:47.6° a_planarity:5.8°

[D-A-AA]:124.6° [A-D-DD]:86.8° a_planarity:27.7°,
maximum distance exceeded

[D-A-AA]:117.5° [A-D-DD]:129.7° d_planarity:-46.0°
a_planarity:47.9°, maximum distance exceeded
[D-A-AA]:131.8° [A-D-DD]:117.8° d_planarity:63.2°
a_planarity:-28.4°, maximum distance exceeded,

bad d_planarity

H-bonding

[D-A-AA]:89.9° [A-D-DD]:40.6°, maximum distance
exceeded, bad d_angle(sp3)

[D-A-AA]:116.9° [A-D-DD]:102.1° d_planarity:81.8°,
maximum distance exceeded, bad d_planarity
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o[l ..
or]..
o] ..
or]..
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or]..
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S[]...
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or]..
or]..

or]..

N[] ...

Cl1]
O[]
Cl1]
Cl1]
Cl1]
N[]
Cl]
Cl]
o[l
Cl]
Cl]
Cl]
N[]

Cl1
N[]

N[]

N[]
Cl]

N[]

O[]

Charge
interaction

cl] ..

S[]...

S[]...
o] ..

or]..

Cl1]

Cl1]

Cl]
Cl]
Cl]



3DU7A |CYS376(0)
3DU7A |CYS376(SG)

3DU7A |CYS376(N)

3DUTA |CYS376(CA)
3DU7A |CYS376(CA)
3DU7A |CYS376(C)
3DU7A |CYS376(C)
3DU7A |CYS376(C)
3DU7A |CYS376(C)
3DU7A |CYS376(C)

3DU7A |CYS376(0)

3DU7A |CYS376(0)
3DU7A |CYS376(0)
3DU7A |CYS376(0)
3DU7A |CYS376(0)

3DUTA |CYS376(0)

3DU7A |CYS376(CA)
3DU7A |CYS376(CA)
3DU7A |CYS376(C)
3DU7A |CYS376(C)

3DU7A |CYS376(0)
3DU7A |CYS376(0)
3DU7A |CYS376(SG)

3DU7A |CYS376(SG)
3DU7A |CYS376(SG)
3DU7A |CYS376(N)
3DU7A |CYS376(N)
3DU7A |CYS376(CA)
3DU7A |CYS376(N)
3DU7A |CYS376(N)
3DU7A |CYS376(N)

3DUTA |CYS376(N)

3DU7A |CYS376(N)

3DUT7A |CYS376(CA)
3DU7A |CYS376(CA)
3DUTA |CYS376(CA)
3DU7A |CYS376(CA)
3DUTA |CYS376(CA)
3DU7A |CYS376(C)

3DU7A |CYS376(C)

3DUTA |CYS376(CB)
3DU7A |CYS376(CB)
3DUTA |CYS376(CB)

4.13| ALA270(CB)
4.89 ALA270(CB)

4.62| THR271(0)

451| THR271(C)
4.20| THR271(0)
4.08| THR271(N)
458 THR271(CA)
4.23| THR271(C)
4.06| THR271(0)
4.91| THR271(CB)

2.90 | THR271(N)

3.60| THR271(CA)
3.52| THR271(C)
3.67| THR271(0)
4.13| THR271(CB)

454 THR271(0G1)

4.72| TYR272(N)
450 TYR272(CA)
4.75 TYR272(N)
4.99| TYR272(CA)

4.04| TYR272(N)

4.60| TYR272(CA)

4.94 TYR272(N)

4.86| TYR272(CA)
4.80| TYR272(CD1)
4.75| ALA273(N)
4.76| ALA273(CB)
4.91| ALA273(N)
4.17|LEU318(N)
4.46| LEU318(CA)
3.82|LEU318(C)

2.74 | LEU318(0)

4.83 LEU318(CB)
4.37|LEU318(N)
4.70 LEU318(CA)
4.44|LEU318(C)
3.45|LEU318(0)
4.65|LEU318(CB)
4.44|LEU318(N)
4.50 LEU318(0)
4.07|LEU318(N)
4.03 LEU318(CA)
3.92|LEU318(C)

3DU7A
3DU7A

[D-A-AA]:114.0° [A-D-DD]:64.6° d_planarity:70.7°
3DUTA |a_planarity:71.8°, maximum distance exceeded,
bad d_angle(sp2), bad d_planarity

3DU7A
3DU7A
3DU7A
3DU7A
3DU7A
3DU7A
3DU7A

H-bond [D-A-AA]:158.6° [A-D-DD]:106.5° d_planarity:-
25.7° a_planarity:-90.0°

3DU7A
3DU7A
3DU7A
3DU7A

3DU7A

[D-A-AA]:129.1° [A-D-DD]:64.6° a_planarity:55.5°,
maximum distance exceeded

3DU7A
3DU7A
3DU7A
3DU7A

[D-A-AA]:118.2° [A-D-DD]:103.0° d_planarity:60.3°
3DUTA |a_planarity:-37.5°, maximum distance exceeded,
bad d_planarity

3DU7A

[D-A-AA]:100.6° [A-D-DD]:78.1° d_planarity:-89.9°,
3DUTA |maximum distance exceeded, bad d_angle(sp2),
bad d_planarity

3DU7A
3DU7A
3DU7A
3DU7A
3DU7A
3DU7A
3DU7A
3DU7A

3DU7A

3pU7A [D-A-AA]:145.8° [A-D-DD]:106.6° d_planarity:-76.9°
a_planarity:-53.0°, bad d_planarity
3DU7A
3DU7A
3DU7A
3DU7A
3DU7A
3DU7A
3DU7A
3DU7A
3DU7A
3DU7A
3DU7A
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O[]
Cl]

Cl1]
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O[]

N[]

Cl1]
O[]

N[]
O[]
N[]
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Cl1]



3DU7A |CYS376(CB)
3DU7A |CYS376(CB)
3DU7A |CYS376(CB)
3DU7A |CYS376(SG)
3DU7A |CYS376(SG)
3DU7A |CYS376(N)

3DU7A |CYS376(N)

3DU7A |CYS376(N)

3DU7A |CYS376(N)
3DU7A |CYS376(N)

3DU7A |CYS376(N)

3DU7A |CYS376(N)
3DU7A |CYS376(N)
3DU7A |CYS376(N)
3DU7A |CYS376(CA)
3DU7A |CYS376(CA)
3DU7A |CYS376(CA)
3DU7A |CYS376(CA)
3DU7A |CYS376(CA)
3DU7A |CYS376(CA)
3DU7A |CYS376(C)
3DU7A |CYS376(C)
3DU7A |CYS376(C)
3DU7A |CYS376(C)
3DU7A |CYS376(0)
3DU7A |CYS376(0)
3DU7A |CYS376(CB)
3DU7A |CYS376(CB)
3DU7A |CYS376(CB)
3DU7A |CYS376(SG)
3DU7A |CYS376(SG)
3DU7A |CYS376(N)
3DU7A |CYS376(N)
3DU7A |CYS376(N)
3DU7A |CYS376(CA)
3DU7A |CYS376(CA)
3DU7A |CYS376(CA)
3DU7A |CYS376(CA)
3DU7A |CYS376(CA)
3DU7A |CYS376(C)
3DU7A |CYS376(C)
3DU7A |CYS376(C)
3DU7A |CYS376(C)
3DU7A |CYS376(C)

3DU7A |CYS376(0)

3DU7A |CYS376(0)

3.07|LEU318(0)
3.57 LEU318(CB)
4.95|LEU318(CG)
4.76| LEU318(0)
4.64|LEU318(CB)
4.86| TYR319(N)
4.57| ALA374(C)

4.64| ALA374(0)

3.68| VAL375(N)
2.42| VAL375(CA)

2.24|VAL375(0)

2.86| VAL375(CB)
2.91|VAL375(CG1)
4.35 VAL375(CG2)
4.85|VAL375(N)
3.77 VAL375(CA)
2.39|VAL375(C)
2.69|VAL375(0)
4.20| VAL375(CB)
4.23| VAL375(CG1)
4.98 VAL375(CA)
3.73| VAL375(C)
4.09 VAL375(0)
4.79| VAL375(CG1)
4.60| VAL375(C)
4.69| VAL375(0)
4.46| VAL375(CA)
3.15 VAL375(C)
3.28| VAL375(0)
4.46|VAL375(C)
4.16| VAL375(0)
3.01| MET377(N)
4.40| MET377(CA)
4.83| MET377(CB)
2.44|MET377(N)
3.82| MET377(CA)
4.49| MET377(C)
4.65| MET377(0)
4.43| MET377(CB)
2.44| MET377(CA)
3.01|MET377(C)
3.17| MET377(0)
3.13| MET377(CB)
453 MET377(CG)

2.26| MET377(N)

2.79| MET377(CA)

3DU7A
3DU7A
3DU7A
3DU7A
3DU7A
3DU7A
3DU7A

3DU7A

3DU7A
3DU7A

3DU7A

3DU7A
3DU7A
3DU7A
3DU7A
3DU7A
3DU7A
3DU7A
3DUTA
3DU7A
3DU7A
3DU7A
3DU7A
3DU7A
3DU7A
3DU7A
3DU7A
3DU7A
3DU7A
3DU7A
3DU7A
3DU7A
3DU7A
3DU7A
3DU7A
3DU7A
3DU7A
3DU7A
3DU7A
3DU7A
3DU7A
3DU7A
3DUTA
3DU7A

3DU7A

3DU7A

[D-A-AA]:79.3° [A-D-DD]:135.7° d_planarity:44.3°

a_planarity:18.5°, maximum distance exceeded,
bad a_angle(sp2)

[D-A-AA]:30.0° [A-D-DD]:91.1° d_planarity:1.6°
a_planarity:2.0°, bad a_angle(sp2)

[D-A-AA]:29.6° [A-D-DD]:94.5° d_planarity:4.7°
a_planarity:3.0°, bad a_angle(sp2)

cll.
Crl.

N[]...
N[]...

N[ ] ...

N[ ...
N[] ...
N[ ...

..
] ..
..
cl] ..
cl]..

..
..

c[] ..
..
c[] ..
S[] ..
S[] ...
N[ ...
N[] ...

..
c[] ..
] ..

cl] ..
..
..
..
] ..

o] ..

or]..

- O[]
. C[]

N[]
Cl]

O[]

Cl]
Cl]
Cl]

Cl1]
Cl1]
O[]
Cl1]
Cl1]

Cl1]
O[]

Cl1
Cl1]
O[]
Cl]
O[]
N[]
Cl]

N[]
Cl1]
Cl]

Cl1]
Cl1]
Cl1]
O[]
Cl1]

N[]
Cl]



3DUTA |CYS376(0)
3DU7A |CYS376(0)
3DUTA |CYS376(0)
3DU7A |CYS376(0)
3DUTA |CYS376(CB)
3DU7A |CYS376(CB)
3DUTA |CYS376(CB)

3DU7A |CYS376(SG)

3DU7A |CYS376(SG)
3DU7A |CYS376(C)
3DU7A |CYS376(C)

3DU7A |CYS376(0)

3DU7A |CYS376(0)
3DU7A |CYS376(0)
3DU7A |CYS376(0)
3DU7A |CYS376(SG)

chainl

1CTSA |CYS184(SG)
1CTSA |CYS184(SG)
1CTSA |CYS184(SG)
1CTSA |CYS184(0)

1CTSA|CYS184(CB)
1CTSA | CYS184(CB)
1CTSA |CYS184(CB)
1CTSA |CYS184(SG)
1CTSA |CYS184(0)

1CTSA | CYS184(N)

1CTSA |CYS184(SG)
1CTSA | CYS184(N)
1CTSA |CYS184(N)

1CTSA |CYS184(N)

1CTSA |CYS184(CA)
1CTSA |CYS184(CA)
1CTSA |CYS184(C)
1CTSA |CYS184(C)
1CTSA |CYS184(0)
1CTSA |CYS184(CB)
1CTSA |CYS184(CB)
1CTSA |CYS184(CB)
1CTSA |CYS184(SG)

resl/atml |distance

2.80| MET377(C)
2.47|MET377(0)
3.27|MET377(CB)
4.43 MET377(CG)
3.20| MET377(N)
454/ MET377(CA)
4.93| MET377(C)

4.13| MET377(N)

4.93 MET377(0)
4.00 LEU378(N)
4.96 LEU378(CD2)

3.94 | LEU378(N)

4.84 | LEU378(CA)
4.90 LEU378(CG)
4.46 | LEU378(CD2)
4.55| LEU378(CD2)

res2/atm2

4.83| ALA118(C)

4.97| ALA118(0)

454/ ALA118(CB)
4.78|LEU120(CD2)
4.73|LEU120(CG)
3.94|LEU120(CD1)
4.47 LEU120(CD2)
4.63|LEU120(CD1)
4.98 LEU128(CD1)

4.73| ALA180(0)

4.04| ALA180(0)
4.73|LYS181(CA)
3.75/LYS181(C)

3.09|LYS181(0)

441
3.44
481
3.65
4.77
4.61
4.15
3.20
4.45

LYS181(C)
LYS181(0)
LYS181(C)
LYS181(0)
LYS181(0)
LYS181(CA)
LYS181(C)
LYS181(0)
LYS181(CA)

3DU7A
3DU7A
3DU7A
3DU7A
3DU7A
3DU7A
3DU7A

[D-A-AA]:47.0° [A-D-DD]:129.9° d_planarity:39.8°,
maximum distance exceeded, bad a_angle(sp3)

3DU7A
3DU7A
3DU7A

[D-A-AA]:84.1° [A-D-DD]:121.3° d_planarity:30.1°
3DUTA |a_planarity:28.3°, maximum distance exceeded,
bad a_angle(sp2)

3DU7A
3DU7A
3DU7A
3DU7A

3DU7A

chain2 H-bonding

1CTSA
1CTSA
1CTSA
1CTSA
1CTSA
1CTSA
1CTSA
1CTSA
1CTSA

[D-A-AA]:118.4° [A-D-DD]:116.1° d_planarity:-8.2°
1CTSA S o g -

a_planarity:47.9°, maximum distance exceeded
1CTSA
1CTSA
1CTSA

H-bond [D-A-AA]:112.3° [A-D-DD]:90.8° d_planarity:-46.2°
a_planarity:72.7°

1CTSA
1CTSA
1CTSA
1CTSA
1CTSA
1CTSA
1CTSA
1CTSA
1CTSA | Weakly positive

1CTSA

o[l ..
or]..
o] ..
or]..
..

S[]...

..

or]..

o] ..

Cl]
O[]
Cl]
Cl]
N[]

N[]

N[]

N[]

Cl]

Charge

interaction

cl] ..
Il ..

S[]...

N[ ] ...
- O[]

] ..
c[] ..

] ..

cl] ..
] ..

S[]...

Cl]
Cl]

O[]

Cl1]

Cl]
O[]

O[]

Cl1]
O[]

Cl]



1CTSA |CYS184(SG)
1CTSA |CYS184(SG)
1CTSA |CYS184(N)
1CTSA |CYS184(N)
1CTSA |CYS184(N)

1CTSA |CYS184(N)

1CTSA |CYS184(CA)
1CTSA |CYS184(CA)
1CTSA |CYS184(C)
1CTSA |CYS184(C)
1CTSA |CYS184(0)
1CTSA|CYS184(N)
1CTSA |CYS184(N)

1CTSA |CYS184(N)

1CTSA |CYS184(N)
1CTSA |CYS184(N)
1CTSA |CYS184(N)
1CTSA |CYS184(CA)
1CTSA |CYS184(CA)
1CTSA |CYS184(CA)
1CTSA|CYS184(CA)
1CTSA |CYS184(CA)
1CTSA|CYS184(C)
1CTSA |CYS184(C)
1CTSA |CYS184(C)
1CTSA |CYS184(C)
1CTSA |CYS184(0)
1CTSA |CYS184(0)
1CTSA |CYS184(CB)
1CTSA|CYS184(CB)
1CTSA |CYS184(CB)
1CTSA |CYS184(SG)
1CTSA |CYS184(N)
1CTSA | CYS184(N)
1CTSA |CYS184(N)
1CTSA |CYS184(CA)
1CTSA |CYS184(CA)
1CTSA |CYS184(CA)
1CTSA |CYS184(CA)
1CTSA|CYS184(C)
1CTSA |CYS184(C)
1CTSA|CYS184(C)
1CTSA |CYS184(C)
1CTSA |CYS184(C)
1CTSA |CYS184(C)

1CTSA |CYS184(0)

1CTSA |CYS184(0)

4.49|LYS181(C)
3.98|LYS181(0)
4.30 |LEU182(N)
4.29|LEU182(CA)
3.18 |LEU182(C)

3.20| LEU182(0)

4.33|LEU182(C)
4.06| LEU182(0)
4.42|LEU182(C)
3.75 LEU182(0)
4.82|LEU182(0)
2.84 PRO183(N)
2.41|PRO183(CA)

2.28|PRO183(0)

3.00| PRO183(CB)
3.82|PRO183(CG)
3.72|PRO183(CD)
4.24|PRO183(N)
3.80 PRO183(CA)
2.44|PRO183(C)
2.84|PRO183(0)
4.34|PRO183(CB)
4.74|PRO183(N)
4.42 |PRO183(CA)
3.03 | PRO183(C)
3.00| PRO183(0)
4.03 PRO183(C)
3.72|PRO183(0)
4.89 | PRO183(CA)
3.74|PRO183(C)
4.35/PRO183(0)
4.48 PRO183(C)
2.80| VAL185(N)
4.24|VAL185(CA)
4.84|VAL185(C)
2.40 | VAL185(N)
3.75| VAL185(CA)
4.44|VAL185(C)
4.84| VAL185(CB)
2.36| VAL185(CA)
3.01|VAL185(C)
3.80| VAL185(0)
3.67| VAL185(CB)

1CTSA
1CTSA
1CTSA
1CTSA
1CTSA

1CTSA

1CTSA
1CTSA
1CTSA
1CTSA
1CTSA
1CTSA
1CTSA

1CTSA

1CTSA
1CTSA
1CTSA
1CTSA
1CTSA
1CTSA
1CTSA
1CTSA
1CTSA
1CTSA
1CTSA
1CTSA
1CTSA
1CTSA
1CTSA
1CTSA
1CTSA
1CTSA
1CTSA
1CTSA
1CTSA
1CTSA
1CTSA
1CTSA
1CTSA
1CTSA
1CTSA
1CTSA
1CTSA

4.94 VAL185(CG1) 1CTSA
4.13|VAL185(CG2) |1CTSA

2.22|VAL185(N)

2.65 VAL185(CA)

1CTSA

1CTSA

[D-A-AA]:77.7° [A-D-DD]:115.8° d_planarity:71.6°
a_planarity:52.6°, bad a_angle(sp2), bad d_planarity

[D-A-AA]:27.7° [A-D-DD]:96.3° d_planarity:2.3°
a_planarity:5.3°, bad a_angle(sp2)

[D-A-AA]:29.6° [A-D-DD]:89.4° d_planarity:1.4°
a_planarity:13.1°, bad a_angle(sp2), bad d_angle(sp2)

S[]...
S[] ..

N[ ] ...
N[] ...
N[ ] ...

N[ ..

cl] ..
c[] ..
cl] ..
Il ...

N[ ] ...
N[ ] ...

N[] ..

N[ ...
N[] ..
N[ ...
] ..
Ccrl ...
] ..
Il ...
crl...

cl] ..
] ..
cl] ..
o]..

o[]..

] ..
cl] ..

S[]...

N[] ..
N[] ..

Il ...
] ..
crl ...

] ..
cl] ..
] ..
cl] ..

cl] ..
o[]..

o]..

Cl]
O[]
N[]
Cl1]
Cl1]

O[]

C[]
O[]
C[]
O[]

N[]
Cl1]

O[]

Cl]
Cl1]
Cl]
N[]
Cl]
Cl]
O[]
Cl1]

C[]
Cl]
O[]
Cl1]
O[]

Cl1]
O[]
Cl]
N[]
Cl1]

N[]
Cl]
Cl1]

Cl1]
Cl]
O[]
Cl]

Cl1]
N[]
Cl1]



1CTSA |CYS184(0)
1CTSA |CYS184(0)
1CTSA |CYS184(0)
1CTSA |CYS184(0)
1CTSA |CYS184(CB)
1CTSA |CYS184(CB)
1CTSA |CYS184(CB)

1CTSA | CYS184(SG)

1CTSA |CYS184(N)
1CTSA |CYS184(CA)
1CTSA|CYS184(C)
1CTSA |CYS184(C)
1CTSA |CYS184(C)

1CTSA | CYS184(0)

1CTSA |CYS184(0)
1CTSA |CYS184(0)
1CTSA |CYS184(N)
1CTSA |CYS184(N)
1CTSA |CYS184(CA)
1CTSA|CYS184(CA)
1CTSA |CYS184(C)
1CTSA|CYS184(C)
1CTSA |CYS184(C)
1CTSA |CYS184(C)

1CTSA | CYS184(0)

1CTSA |CYS184(0)
1CTSA |CYS184(0)
1CTSA |CYS184(0)
1CTSA|CYS184(C)
1CTSA |CYS184(C)

1CTSA | CYS184(0)

1CTSA |CYS184(0)
1CTSA |CYS184(0)
1CTSA |CYS184(0)
1CTSA |CYS184(0)
1CTSA |CYS184(CA)
1CTSA |CYS184(C)
1CTSA |CYS184(0)
1CTSA |CYS184(0)
1CTSA | CYS184(CB)
1CTSA|CYS184(SG)
1CTSA |CYS184(SG)
1CTSA |CYS184(SG)
1CTSA |CYS184(N)

3.02 VAL185(C)
3.40  VAL185(0)
4.14|VAL185(CB)
4,66 VAL185(CG2)
3.14 VAL185(N)
4.35|VAL185(CA)
4.93|VAL185(CG2)

4.81|VAL185(N)

4.56| ALA186(N)
454/ ALA186(N)
3.36| ALA186(N)
4.60| ALA186(CA)
4.74 ALA186(C)

3.66| ALA186(N)

4.74| ALA186(CA)
4.62| ALA186(C)
4.86| ALA187(N)
4.70| ALA187(CB)
4.75 ALA187(N)
4.39| ALA187(CB)
4.03| ALA187(N)
4.67| ALA187(CA)
4.95 ALA187(C)
4.31| ALA187(CB)

3.95 ALA187(N)

4.35 ALA187(CA)
4.26| ALA187(C)
4.10| ALA187(CB)
4.30|LYS188(N)
4.36|LYS188(CB)

3.46|LYS188(N)

3.97 |LYS188(CA)
3.17|LYS188(CB)
4.35|LYS188(CG)
4,30 | LYS188(CD)
4.39 |ILE200(CD1)
4,78 |ILE200(CD1)
4.53|1LE200(CG2)
4.16 | ILE200(CD1)
4.41|1LE200(CD1)
4.90 |ILE200(CD1)
4.86 | ILE203(CG1)
4.23|1ILE203(CD1)
4,56 MET216(SD)

1CTSA
1CTSA
1CTSA
1CTSA
1CTSA
1CTSA
1CTSA

1CTSA

1CTSA
1CTSA
1CTSA
1CTSA
1CTSA

1CTSA

1CTSA
1CTSA
1CTSA
1CTSA
1CTSA
1CTSA
1CTSA
1CTSA
1CTSA
1CTSA

1CTSA

1CTSA
1CTSA
1CTSA
1CTSA
1CTSA

1CTSA

1CTSA
1CTSA
1CTSA
1CTSA
1CTSA
1CTSA
1CTSA
1CTSA
1CTSA
1CTSA
1CTSA
1CTSA
1CTSA

[D-A-AA]:18.3° [A-D-DD]:148.1° d_planarity:66.6°,
maximum distance exceeded, bad a_angle(sp3),
bad d_planarity

[D-A-AA]:66.5° [A-D-DD]:130.2° d_planarity:66.2°
a_planarity:34.3°, maximum distance exceeded,
bad a_angle(sp2), bad d_planarity

[D-A-AA]:84.8° [A-D-DD]:95.6° d_planarity:-58.2°
a_planarity:75.0°, maximum distance exceeded,
bad a_angle(sp2)

H-bond [D-A-AA]:125.7° [A-D-DD]:100.2° d_planarity:-
44.6° a_planarity:72.3°

[D-A-AA]:138.8° [A-D-DD]:70.2° d_planarity:76.3°,

or]..
o]..
or]..

c[] ..
] ..

] ..

o[]..

cl] ..
] ..

] ..
o[]..

o]..
o[]..

o[]..
Il ...
crl...

o[]..

o[]..
o[]..

o[]..
o[]..

] ..

o[]..
cl] ..

S[]...

Cl1]
O[]

Cl1]

N[]
Cl]

N[]

N[]

Cl1]
N[]

Cl1]
N[]

Cl1]
Cl1]
Cl1]
N[]
C[]

N[]

Cl1]
Cl1]
Cl1]
Cl1]
Cl]

Cl1]
Cl]

Cl]



1CTSA |CYS184(N)

1CTSA|CYS184(CA)
1CTSA |CYS184(CA)
1CTSA |CYS184(CB)
1CTSA |CYS184(CB)
1CTSA |CYS184(SG)
1CTSA|CYS184(SG)

chainl
3F8UA | CYS244(N)

3FSUA |CYS244(N)
3F8UA |CYS244(N)

3F8UA | CYS244(N)

3FSUA |CYS244(CA)
3F8UA |CYS244(C)
3F8UA |CYS244(0)
3F8UA |CYS244(N)
3F8UA |CYS244(N)

3FSUA |CYS244(N)

3F8UA |CYS244(CA)
3FSUA |CYS244(CA)
3F8UA |CYS244(N)
3F8UA |CYS244(N)

3F8UA | CYS244(N)

3FSUA |CYS244(N)
3F8UA |CYS244(N)
3F8UA |CYS244(N)
3F8UA |CYS244(N)
3FSUA |CYS244(CA)
3F8UA |CYS244(CA)
3FSUA |CYS244(CA)
3F8UA |CYS244(CA)
3FSUA |CYS244(CA)
3F8UA |CYS244(CA)
3F8UA |CYS244(C)
3F8UA |CYS244(C)
3F8UA |CYS244(C)
3F8UA |CYS244(0)
3F8UA | CYS244(CB)
3F8UA |CYS244(CB)
3F8UA | CYS244(CB)

resl/atml |distance

4,00 MET216(CE)
4.29| MET216(SD)
4.33| MET216(CE)
4.79| MET216(SD)
4.94| MET216(CE)
4.48 MET216(SD)
4.42| MET216(CE)

res2/atm2
4.70|GLU216(0OEL)

4.95 GLU216(OE2)

4.79 |PHE241(C)
3.99 | PHE241(0)

4,59 |PHE241(0)
4,09 | PHE241(0)
4.66 | PHE241(0)
4.36|GLY242(CA)
3.25|GLY?242(C)

3.34|GLY242(0)

4.57|GLY242(C)
4.47 | GLY242(0)
2.82|ILE243(N)

2.49|ILE243(CA)

2.25|ILE243(0)

3.51|ILE243(CB)
3.48 | ILE243(CG1)
4.80 |ILE243(CG2)
4.83|1LE243(CD1)
4.28 |ILE243(N)
3.86 | ILE243(CA)
2.44|ILE243(C)
2.75 | 1LE243(0)
4,76 |ILE243(CB)
4.56 |ILE243(CG1)
4.98 |ILE243(CA)
3.75|ILE243(C)
4.23|1LE243(0)
4.60 | ILE243(C)
4.49 |ILE243(CA)
3.10 | ILE243(C)
3.15 1LE243(0)

maximum distance exceeded, bad d_angle(sp2),
bad d_planarity

1CTSA
1CTSA
1CTSA
1CTSA
1CTSA
1CTSA
1CTSA

chain2 H-bonding

A [D-A-AA]:107.1° [A-D-DD]:128.1° d_planarity:-24.1°
a_planarity:-33.1°, maximum distance exceeded
[D-A-AA]:95.0° [A-D-DD]:153.3° d_planarity:-37.2°
a_planarity:-29.9°, maximum distance exceeded
3FSUA

A [D-A-AAJ:124.2° [A-D-DD]:105.1° d_planarity-38.6°
a_planarity:53.3°, maximum distance exceeded

3F8U

3F8UA

3F8U

3F8UA
3F8UA
3F8UA
3F8UA
3F8UA

[D-A-AA]:75.0° [A-D-DD]:132.9° d_planarity:-89.5°
a_planarity:48.6°, bad a_angle(sp2), bad d_planarity

3F8UA
3F8UA
3F8UA
3F8UA

arguA [D-A-AA]:30.5° [A-D-DD]:93.4° d_planarity:1.7°
a_planarity:3.2°, bad a_angle(sp2)

3F8UA
3F8UA
3F8UA
3F8UA
3F8UA
3F8UA
3F8UA
3F8UA
3F8UA
3F8UA
3F8UA
3F8UA
3F8UA
3F8UA
3F8UA
3F8UA
3F8UA

3F8UA

N[] ...
Il ...
Ccrl ...

S[]...
S[]...

Cl]
S[]
Cl]

S[]
Cl]

Charge

interaction

N[] ...

cl] ..

N[] ..
N[] ...

N[ ] ...

] ..
N[] ..
N[] ...

N[ ] ...

N[] ...
N[ ] ...

] ..
c[] ..
] ..
Il ...

] ..
cl] ..

..
..
] ..

O[]

O[]

Cl]
Cl]

O[]

O[]
N[]
Cl]

O[]

Cl]
Cl]

N[]
Cl1]
Cl1]
O[]

Cl1]
O[]

Cl1]
Cl1
O[]



3F8UA | CYS244(CB)
3F8UA | CYS244(CB)
3F8UA |CYS244(SG)
3F8UA |CYS244(SG)
3F8UA |CYS244(N)
3F8UA |CYS244(N)
3F8UA |CYS244(N)
3F8UA |CYS244(N)
3F8UA |CYS244(CA)
3FSUA |CYS244(CA)
3FSUA |CYS244(CA)
3FSUA |CYS244(CA)
3FSUA |CYS244(CA)
3F8UA |CYS244(CA)
3FSUA |CYS244(CA)
3F8UA CYS244(C)
3F8UA |CYS244(C)
3F8UA |CYS244(C)
3F8UA |CYS244(C)
3F8UA |CYS244(C)
3F8UA CYS244(C)
3F8UA |CYS244(0)
3F8UA |CYS244(0)
3F8UA |CYS244(0)
3F8UA |CYS244(0)
3F8UA |CYS244(0)
3F8UA |CYS244(0)
3F8UA |CYS244(0)
3F8UA |CYS244(CB)
3F8UA | CYS244(CB)
3F8UA |CYS244(CB)
3F8UA | CYS244(CB)
3F8UA |CYS244(SG)
3F8UA |CYS244(SG)
3F8UA CYS244(C)

3FSUA |CYS244(0)

3F8UA |CYS244(N)
3FSUA |CYS244(CA)
3F8UA |CYS244(CA)
3F8UA |CYS244(C)
3F8UA |CYS244(C)
3F8UA |CYS244(C)
3F8UA |CYS244(0)
3F8UA |CYS244(0)

3F8UA |CYS244(0)
3F8UA |CYS244(0)

3FSUA |CYS244(0)

4.94|ILE243(CB)
439 |ILE243(CG1)
4.78 | ILE243(C)
4,52 |1LE243(0)
3.21 PRO245(N)
4,55 |PRO245(CA)
4.88 |PRO245(CG)
3.38 PRO245(CD)
2.45|PRO245(N)
3.82 PRO245(CA)
4,54 |PRO245(C)
4.33|PRO245(0)
4,73 |PRO245(CB)
4.34| PRO245(CG)
2.95 PRO245(CD)
2.45|PRO245(CA)
3.16 PR0O245(C)
3.21 PRO245(0)
3.61 PR0O245(CB)
3.62 PRO245(CG)
2.52 |PRO245(CD)
2.25 PRO245(N)
2.76 PRO245(CA)
3.17 PR0O245(C)
3.31 PRO245(0)
4.18 |PRO245(CB)
4,52 |PRO245(CG)
3.64|PR0O245(CD)
3.68 PRO245(N)
4.89 |PRO245(CA)
4.88 |PRO245(0)
4.39 |PRO245(CD)
4.25 | PRO245(N)
4.30 |PRO245(0)
4.30 HIS246(N)

4.06 | HIS246(N)

4.98| ARG280(NH?2)
4.89| ARG280(NE)
4.85| ARG280(NH?2)
3.98| ARG280(NE)
4.48| ARG280(CZ)
4.02| ARG280(NH?2)
451 ARG280(CG)
3.87| ARG280(CD)

2.74| ARG280(NE)

3.32 ARG280(CZ)

4.63| ARG280(NH1)

3F8UA
3F8UA
3F8UA
3F8UA
3F8UA
3F8UA
3F8UA
3F8UA
3F8UA
3F8UA
3F8UA
3F8UA
3F8UA
3F8UA
3F8UA
3F8UA
3F8UA
3F8UA
3F8UA
3F8UA
3F8UA
3F8UA
3F8UA
3F8UA
3F8UA
3F8UA
3F8UA
3F8UA
3F8UA
3F8UA
3F8UA
3F8UA
3F8UA
3F8UA
3F8UA

3F8UA

3F8UA
3F8UA
3F8UA
3F8UA
3F8UA
3F8UA
3F8UA
3F8UA

3F8UA

3F8UA

3F8UA

[D-A-AA]:92.7° [A-D-DD]:128.4° d_planarity:50.2°
a_planarity:19.2°, maximum distance exceeded

H-bond [D-A-AA]:176.2° [A-D-DD]:103.6° d_planarity:-
10.4° a_planarity:-0.4°

[D-A-AA]:157.6° [A-D-DD]:7.5° d_planarity:-50.9°
a_planarity:-70.5°, maximum distance exceeded,

..

N[] ...

N[] ...
] ..
cl]..

] ..

..
cl] ..
..
..
cl] ..
] ..
cl]..

..
o] ..

o[l ..
o] ..
o[l ..
o] ..

o] ..
cl] ..

..
S[]...
S[]...
] ..

o] ..

[l ..
Il ..
cl] ..

o] ..

Cl1]

N[]

Cl]
N[]
Cl1]

O[]

Cl1]
Cl1]
Cl1]
Cl1]
O[]
Cl]
Cl1]
Cl1]
N[]
Cl]
Cl]
O[]
Cl]

Cl]
N[]

Cl1]
N[]
O[]
N[]

N[]

N[]
Cl1]
N[+]

Cl]

~N[]
o] ..

C[1]



3F8UA | CYS244(0)

3F8UA |CYS244(CB)
3F8UA |CYS244(CB)
3F8UA |CYS244(SG)
3F8UA |CYS244(SG)

3F8UA |CYS244(SG)

3F8UA |CYS244(SG)
3F8UA |CYS244(SG)
3F8UA |CYS244(N)
3F8UA |CYS244(N)
3FSUA |CYS244(CA)
3F8UA |CYS244(CA)
3F8UA |CYS244(C)
3F8UA |CYS244(0)
3F8UA |CYS244(0)
3F8UA |CYS244(0)
3F8UA | CYS244(CB)
3F8UA |CYS244(CB)
3F8UA | CYS244(CB)
3F8UA |CYS244(CB)
3F8UA | CYS244(CB)
3F8UA |CYS244(SG)

3FSUA |CYS244(N)

3F8UA |CYS244(N)

3FSUA |CYS244(CA)
3FSUA |CYS244(CA)
3FSUA |CYS244(CA)
3F8UA |CYS244(CA)
3F8UA |CYS244(C)

3F8UA CYS244(C)

3F8UA |CYS244(CB)
3F8UA | CYS244(CB)
3FSUA |CYS244(CB)
3F8UA |CYS244(CB)
3F8UA |CYS244(SG)
3F8UA |CYS244(SG)
3F8UA |CYS244(SG)
3F8UA |CYS244(SG)
3FSUA |CYS244(CA)
3F8UA |CYS244(CA)
3F8UA |CYS244(C)

3F8UA CYS244(C)

3F8UA |CYS244(CB)
3F8UA | CYS244(CB)
3F8UA |CYS244(SG)

3.07 ARG280(NH2) 3F8UA a_planarity:-87.6°, bad d_angle(sp2) or1-

4.52 ARG280(NE) |[3F8UA

4.90 ARG280(NH2) [3F8UA

4.54|ARG280(CG) |3FS8UA

4.83 ARG280(CD) |3F8UA | Positive

456 Arc200NE) (3rBua DEEl I e

4.73|VAL283(CB) |[3FS8UA

4.13 VAL283(CG1) [3F8UA S[]...

4.93 MET284(CG) |[3F8UA

3.98 MET284(CE) |3F8UA N[T...

4.74 MET284(CG) |[3F8UA

4.39|MET284(CE) |3FS8UA C[]..

4.67 MET284(CE) |[3F8UA

4.85 MET284(CG) |[3F8UA

4.58 MET284(SD) |[3F8UA

4.23 MET284(CE) |[3F8UA o[]..

4.96 |MET284(CA) |3FS8UA

4.65 MET284(CB) |[3F8UA

3.45 MET284(CG) |[3FS8UA C[]..

4.22 MET284(SD) |[3F8UA C[]..

3.93 MET284(CE) |3F8UA C[]..

4.11 MET284(CG) |[3F8UA S[]...
[D-A-AA]:113.2° [A-D-DD]:47.5° d_planarity:51.4°

4.45 PHE299(0) 3F8UA |a_planarity:-79.2°, maximum distance exceeded, N[] ...
bad d_angle(sp2)

4.99 PHE299(CB) |[3F8UA

4.83 PHE299(CA) |[3FBUA

4.11 PHE299(C) 3FBUA C[]..

3.62 | PHE299(0) 3FBUA C[]..

4.39 |PHE299(CB) |3FS8UA C[]..

4.75 PHE299(C) 3F8UA

4.13 PHE299(0) 3FBUA C[]..

4.97 PHE299(CA) |[3F8UA

4.45 PHE299(C) 3FSUA C[]..

4.38 PHE299(0) 3FBUA C[]..

4.14 PHE299(CB) |[3F8UA C[]..

4.75|PHE299(CA) |3FSUA

4.07 PHE299(C) 3FBUA S[]...

4.36 PHE299(0) 3FSUA S[]...

4.06 PHE299(CB) |[3F8UA S[]...

459 ALA300(N) [3FBUA

4.61|ALA300(CA) |3FSUA

4.97 ALA300(N) [3FBUA

4.53|ALA300(CA) |3FSUA

4.67 ALA300(N) [3FBUA

4.81 ALA300(CA) |[3FBUA

3.75/ALA300(N)  |3FBUA [D-A-AA]:108.1° [A-D-DD]:78.6° d_planarity:88.1°, S[] .

bad d_angle(sp2)
[D-A-AA]:133.6° [A-D-DD]:89.0° d_planarity:-8.7°

. N[+]

Cl1]

Cl]

Cl1]

Cl]

Cl1]
S[1
Cl1]
Cl1]

O[]

Cl1]
O[]

Cl]

O[]

Cl1]
O[]
Cl]

Cl]
O[]

Cl1]

-N[1]



bad d_angle(sp2), bad d_planarity
3F8UA | CYS244(SG) 3.75 ALA300(CA) |3FBUA S[]...C[]
3F8UA | CYS244(SG) 3.94 ALA300(C) |3FBUA S[]..C[]
3F8UA | CYS244(SG) 4.53 ALA300(0) 3F8UA

[D-A-AA]:138.5° [A-D-DD]:120.2° d_planarity:-88.1°,

3FBUA | CYS244(SC) 4.03 VALSOL(N)  |3F8UA maximum distance exceeded, bad d_planarity

S[1...N[]

3FSUA |CYS244(SG) | 4.92|VAL301(CA) |3FBUA
3FSUA |CYS244(SG) |  4.77 VAL301(CB) |3FBUA

3F8UA |CYS244(SG) | 3.75 VAL301(CG1) |3F8UA S[]..C[]
chainl| resl/atml distance| res2/atm2 |chain2 H-bonding in(t:er:zggi?)n
3CF1A CYSIO5(N) = 4.13 ASP55(OD1) |3CFIA g'fpﬁnﬁﬁtlyl‘;%%[ﬁa'im'iﬂldfft;nc‘i—gs;‘:ggg303 N[] ... O[]
3CF1A CYS105(N) 4.43 THR56(C)  |3CF1A N[]..C[]
3CFIA CYSI05(N) | 336 THR56(0)  |3CFIA ngc’r;‘ig:zn'g‘r@'“s];g“ L [ ] ... Of ]
3CFIA CYSIOSN) | 497 THRS6(0GT) acF1A B e o ety

3CF1A CYSI105(CA)|  4.20| THR56(0)  3CFIA C[].. 0[]
3CF1A CYSI105(CA)|  4.91|THR56(0G1) 3CF1A

3CF1A CYS105(C) 419 THR56(0)  3CFIA C[].. 0[]
3CF1A CYS105(C) 4.04 THR56(0G1) |3CF1A C[]..0[]
3CF1A CYS105(0) 4.90 THR56(C)  |3CF1A

3CF1A CYS105(0) 430 THR56(0) | 3CFIA o[1..0[1]
3CF1A CYS105(0) 4.66 THR56(CB) | 3CF1A

3CF1A CYS105(0) 3.34 THR56(0G1) |3CF1A %‘Q&ﬁ%ﬁ&ﬁée{ggﬁ?j:153'4° a_planarity:81.0°, 0[]..0[]
3CF1A CYSI105(CB)|  4.50 THR56(0)  |3CFIA

3CF1A CYS105(N) 496 VAL57(N)  3CFIA

3CF1A CYS105(N) 455 VAL57(CA)  3CF1A

3CF1A CYS105(N) 497 VAL57(C)  |3CFIA

3CF1A CYSI105(CB)|  4.97|VAL57(CA) 3CFIA

3CF1A CYSI105(CB)|  4.69|VAL57(C)  3CFIA

3CF1A CYS105(N) 476 LEUSS(N)  3CF1A

3CF1A CYSI105(CB)|  4.40|LEU58(N)  3CFIA C[]..N[]
3CF1A CYSI105(CB)|  4.76|LEUS8(CA) 3CF1A

3CF1A CYSI105(CB)|  4.02|LEUS8(CB) | 3CFIA C[]..¢l]

3CF1A CYS105(CB) |  4.98|LEUS8(CG) |3CF1A
3CF1A CYS105(CB) |  4.89|LEUS8(CD2) |3CF1A
3CF1A CYS105(SG) | 4.61|LEUSS(CB) |3CF1A
3CF1A CYS105(SG) |  4.63|LEUS8(CD2) |3CF1A
3CF1A | CYS105(N) 3.84|GLN103(C) |3CF1A N[]...C[]

[D-A-AA]:101.7° [A-D-DD]:123.1° d_planarity:72.7° N[]...0[]
a_planarity:23.3°, bad d_planarity

3CF1A CYS105(N) 3.40|GLN103(0) |3CF1A

3CF1A|CYS105(CA)|  4.91|GLN103(C) |3CF1A
3CF1A |CYS105(CA)|  4.36|GLN103(0) |3CF1A C[]..0[]
3CF1A|CYS105(CB)|  4.91|GLN103(C) |3CF1A
3CF1A|CYS105(CB)|  4.13|GLN103(0) |3CF1A C[]..0[]



3CF1A | CYS105(N)
3CF1A | CYS105(N)

3CF1A CYS105(N)

3CF1A CYS105(N)
3CF1A | CYS105(N)
3CF1A CYS105(N)
3CF1A CYS105(CA)
3CF1A | CYS105(CA)
3CF1A CYS105(CA)
3CF1A | CYS105(CA)
3CF1A CYS105(CA)
3CF1A | CYS105(C)
3CF1A | CYS105(C)
3CF1A CYS105(C)
3CF1A CYS105(0)
3CF1A CYS105(CB)
3CF1A | CYS105(CB)
3CF1A CYS105(CB)
3CF1A CYS105(SG)
3CF1A CYS105(SG)
3CF1A CYS105(N)
3CF1A | CYS105(N)
3CF1A CYS105(N)
3CF1A | CYS105(N)
3CF1A CYS105(N)
3CF1A CYS105(CA)
3CF1A | CYS105(CA)
3CF1A CYS105(CA)
3CF1A | CYS105(CA)
3CF1A CYS105(CA)
3CF1A | CYS105(CA)
3CF1A | CYS105(C)
3CF1A CYS105(C)
3CF1A | CYS105(C)
3CF1A CYS105(C)
3CF1A | CYS105(C)
3CF1A CYS105(C)
3CF1A CYS105(0)
3CF1A CYS105(0)
3CF1A CYS105(0)
3CF1A | CYS105(0)
3CF1A CYS105(0)
3CF1A | CYS105(0)
3CF1A CYS105(0)
3CF1A CYS105(CB)
3CF1A CYS105(CB)
3CF1A CYS105(CB)
3CF1A | CYS105(SG)

3.51|PRO104(N)
2.42 PRO104(CA)

2.24|PRO104(0)

3.45|PRO104(CB)
4.28 PRO104(CG)
4,60 PRO104(CD)
4.72 | PRO104(N)
3.78|PRO104(CA)
2.41|PRO104(C)
2.73|PRO104(0)
4.71 PRO104(CB)
4.80 PRO104(CA)
3.62|PRO104(C)
4,08 PRO104(O)
4.61|PRO104(C)
4,53 PRO104(CA)
3.25 PRO104(C)
3.45|PRO104(0)
4.78|PRO104(C)
4.64|PRO104(O)
3.01|PRO106(N)
4.38 PRO106(CA)
4.92 PRO106(CB)
4.49 PRO106(CG)
2.99|PRO106(CD)
2.46 |PRO106(N)
3.85|PRO106(CA)
4.64|PRO106(C)
4.74 | PRO106(CB)
4.37|PRO106(CG)
2.93 PRO106(CD)
2.47|PRO106(CA)
3.28|PRO106(C)
4.48PRO106(O)
3.62|PRO106(CB)
3.65 PRO106(CG)
2.52|PRO106(CD)
2.26|PRO106(N)
2.80|PRO106(CA)
3.33|PRO106(C)
4.54PRO106(O)
4.20 PRO106(CB)
4,56 PRO106(CG)
3.63|PRO106(CD)
3.75|PRO106(N)
4.98 PRO106(CA)
4.44PRO106(CD)
4.52|PRO106(N)

3CF1A
3CF1A

3CF1A

3CF1A
3CF1A
3CF1A
3CF1A
3CF1A
3CF1A
3CF1A
3CF1A
3CF1A
3CF1A
3CF1A
3CF1A
3CF1A
3CF1A
3CF1A
3CF1A
3CF1A
3CF1A
3CF1A
3CF1A
3CF1A
3CF1A
3CF1A
3CF1A
3CF1A
3CF1A
3CF1A
3CF1A
3CF1A
3CF1A
3CF1A
3CF1A
3CF1A
3CF1A
3CF1A
3CF1A
3CF1A
3CF1A
3CF1A
3CF1A
3CF1A
3CF1A
3CF1A
3CF1A
3CF1A

[D-A-AA]:29.8° [A-D-DD]:92.9° d_planarity:0.0°
a_planarity:0.5°, bad a_angle(sp2)
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o] ..

o[] ..
] ..

c[] .

N[]
Cl]

O[]

Cl]
Cl]

Cl1]
Cl1]
O[]
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3CF1A CYS105(CA)
3CF1A | CYS105(CA)
3CF1A |CYS105(C)
3CF1A | CYS105(C)
3CF1A | CYS105(C)
3CF1A | CYS105(C)
3CF1A | CYS105(C)

3CF1A CYS105(0)

3CF1A CYS105(0)
3CF1A | CYS105(0)
3CF1A CYS105(0)
3CF1A | CYS105(0)
3CF1A CYS105(0)
3CF1A CYS105(CB)

3CF1A |CYS105(SG)

3CF1A | CYS105(SG)
3CF1A | CYS105(SG)
3CF1A | CYS105(SG)
3CF1A | CYS105(C)
3CF1A | CYS105(C)

3CF1A CYS105(0)

3CF1A CYS105(0)
3CF1A |CYS105(0)
3CF1A CYS105(0)
3CF1A CYS105(CB)

3CF1A |CYS105(SG)

3CF1A CYS105(SG)
3CF1A CYS105(SG)
3CF1A | CYS105(SG)
3CF1A CYS105(SG)
3CF1A | CYS105(SG)

3CF1A |CYS105(SG)

chainl

2VL2A | CYS47(CA)
2VL2A | CYS47(CA)
2VL2A |CYS47(CB)
2VL2A |CYS47(CB)
2VL2A |CYS47(CB)
2VL2A |CYS47(SG)
2VL2A CYS47(SG)
2VL2A |CYS47(SG)

resl/atml distance

4.35| ASP107(N)  |3CF1A
3.95|ASP107(0D1) |3CF1A
3.11/ASP107(N)  |3CF1A
4.46| ASP107(CA) |3CF1A
4.92| ASP107(CB) |3CF1A
4.69| ASP107(CG) |3CF1A
3.69| ASP107(OD1) |3CF1A

[D-A-AA]:85.5° [A-D-DD]:140.6° d_planarity:-24.9°

3CF1A a_planarity:46.4°, bad a_angle(sp2)

2.95| ASP107(N)

4.19| ASP107(CA)
4.41 | ASP107(C)

4,88 ASP107(CB) |3CF1A
4.60 ASP107(CG) |3CF1A
3.71|ASP107(0D1) |3CF1A
4.00 ASP107(OD1) |3CF1A

[D-A-AA]:89.0° [A-D-DD]:107.1° d_planarity:-8.6°,
3CF1A . .
maximum distance exceeded

3.98 ASP107(CG) |[3CF1A
2.84  ASP107(OD1) |3CF1A | Negative
4.49 ASP107(0D2) |3CF1A
452 |VAL108(N) |3CF1A
4.51 VAL108(CG2) | 3CF1A

[D-A-AA]:129.3° [A-D-DD]:117.4° d_planarity:-21.1°
3CF1A S o . -
a_planarity:61.4°, maximum distance exceeded

450 VAL108(CA) |3CF1A
4.11|VAL108(CB) |3CF1A
3.41|VAL108(CG2) |3CF1A
4.32|VAL108(CG2) |3CF1A

[D-A-AA]:106.0° [A-D-DD]:103.5° d_planarity:-63.7°,
A R ) .
maximum distance exceeded, bad d_planarity

3CF1A
3CF1A

4.70| ASP107(N)

3.64|VAL108(N)

4.83|VAL108(N) |3CF1

4.99|VAL108(CB) |3CF1A
3.59|VAL108(CG2) |3CF1A
4.31| TYR173(CE1) |3CF1A
4,67 TYR173(CE2) |3CF1A
4.08| TYR173(CZ) |3CF1A

[D-A-AA]:155.7° [A-D-DD]:87.6° d_planarity:-80.3°,
3.89 TYR173(OH) |3CF1A maximum distance exceeded, bad d_angle(sp2),
bad d_planarity

res2/atm2 | chain2 H-bonding

4.79|VAL39(CB) |2VL2A
478 VAL39(CG1) |2VL2A
3.83|VAL39(CB) |2VL2A
4.20 VAL39(CG1) |2VL2A

4.26 VAL39(CG2) |2VL2A
431 VAL39(CA) |2VL2A
4.37 | VAL39(C) 2VL2A
3.59 | VAL39(CB) |2VL2A

..
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..
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S[] ...
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Cl]
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O[]
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Il .
Il .
Il .
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S[]...
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Cl]
Cl]
Cl]
Cl]
Cl]



2VL2A CYS47(SG)
2VL2A |CYS47(SG)
2VL2A | CYS47(SG)
2VL2A |CYS47(SG)
2VL2A | CYS47(SG)
2VL2A CYS47(SG)
2VL2A |CYS47(SG)
2VL2A | CYS47(SG)
2VL2A | CYS47(CA)
2VL2A |CYS47(CB)
2VL2A |CYS47(CB)
2VL2A |CYS47(CB)
2VL2A CYS47(SG)
2VL2A |CYS47(SG)
2VL2A CYS47(SG)
2VL2A |CYS47(SG)
2VL2A |CYS47(N)

2VL2A |CYS47(N)
2VL2A |CYS47(N)
2VL2A |CYS47(N)

2VL2A | CYS47(CA)
2VL2A CYS47(CA)
2VL2A | CYS47(CA)
2VL2A CYS47(C)

2VL2A | CYS47(C)

2VL2A |CYS47(0)

2VL2A |CYS47(CB)
2VL2A |CYS47(CB)
2VL2A |CYS47(CB)
2VL2A |CYS47(CB)
2VL2A |CYS47(CB)
2VL2A |CYS47(CB)
2VL2A | CYS47(SG)
2VL2A CYS47(SG)
2VL2A |CYS47(SG)
2VL2A CYS47(SG)
2VL2A |CYS47(SG)
2VL2A |CYS47(N)

2VL2A |CYS47(N)

2VL2A |CYS47(N)

2VL2A |CYS47(N)

2VL2A CYS47(CA)
2VL2A | CYS47(CA)
2VL2A CYS47(C)
2VL2A | CYS47(C)
2VL2A |CYS47(0)
2VL2A |CYS47(N)

4.44
4.23
3.86
4.54
4.60
4.38
4.31
355
4.80
4.82
4.44
3.35
371
4.49
4.25
3.37
4.16

3.56

4.92

3.76

4.80
3.97
4.16
4.92
3.83
4.95
4.79
4.93
4.63
3.96
4.63
3.32
4.98
4.74
4.16
2.75
4.73
4.57
4.50
3.29

3.32

4.45
4.23
4.55
3.97
4.97
2.86

VAL39(CG1)
VAL39(CG2)
PROA40(N)
PRO4Q(CA)
PRO40(C)
PRO40(CB)
PRO40(CG)
PRO40(CD)
GLY41(0)
GLYA41(N)
GLY41(C)
GLY41(0)
GLY41(N)
GLY41(CA)
GLY41(C)
GLY41(0)
THR44(C)

THR44(0)
THR44(CB)
THR44(0G1)

THR44(C)
THRA44(0)
THR44(0G1)
THRA44(C)
THR44(0)
THR44(0)
THR44(N)
THR44(CA)
THRA44(C)
THR44(0)
THR44(CB)
THR44(0G1)
THR44(C)
THRA44(0)
THR44(CB)
THRA44(0G1)
THR44(CG2)
PROA45(N)
PRO45(CA)
PRO45(C)

PRO45(0)

PRO45(C)
PRO45(0)
PRO45(C)
PRO45(0)
PRO45(0)
GLY46(N)

2VL2A
2VL2A
2VL2A
2VL2A
2VL2A
2VL2A
2VL2A
2VL2A
2VL2A
2VL2A
2VL2A
2VL2A
2VL2A
2VL2A
2VL2A
2VL2A
2VL2A

2VL2A

2VL2A

2VL2A

2VL2A
2VL2A
2VL2A
2VL2A
2VL2A
2VL2A
2VL2A
2VL2A
2VL2A
2VL2A
2VL2A
2VL2A
2VL2A
2VL2A
2VL2A
2VL2A
2VL2A
2VL2A
2VL2A
2VL2A

2VL2A

2VL2A
2VL2A
2VL2A
2VL2A
2VL2A
2VL2A

H-bond [D-A-AA]:117.3° [A-D-DD]:113.2° d_planarity:-15.9°

[D-A-AA]:111.0° [A-D-DD]:95.2° d_planarity:-61.2°
a_planarity:74.4°, maximum distance exceeded, bad d_planarity

[D-A-AA]:138.4° [A-D-DD]:95.4° d_planarity:-9.3°, maximum
distance exceeded

H-bond [D-A-AA]:91.1° [A-D-DD]:169.5°

[D-A-AA]:77.7° [A-D-DD]:119.2° d_planarity:67.8°
a_planarity:44.3°, bad a_angle(sp2), bad d_planarity

S[] ..
S[]...
S[] ..

S[] ..
S[] ..
S[] ..

Il ..
Il ..
S[] ..
S[]...
S[] ..
S[]...
N[ ...

N[] ...

N[]...

] ..
cr] ..

..

] ..

..

S[]...
S[]...

N[]...
N[]...

N[ ] ...

..
c[] ..

] ..

N[]...

Cl]
Cl]
N[]

Cl]
Cl]
Cl]

Cl]
O[]
N[]
Cl]
Cl]
O[]

Cl]
O[]

O[]

O[]
O[]

O[]

O[]

O[]

Cl]
O[]

Cl]
Cl1]

O[]

Cl]
O[]

O[]

N[]



2VL2A | CYS47(N)
2VL2A | CYS47(N)

2VL2A | CYS47(CA)
2VL2A | CYS47(CA)
2VL2A | CYS47(CA)
2VL2A | CYS47(CA)
2VL2A CYS47(C)
2VL2A | CYS47(C)
2VL2A CYS47(C)
2VL2A | CYS47(C)
2VL2A |CYS47(0)
2VL2A |CYS47(0)
2VL2A |CYS47(CB)
2VL2A |CYS47(CB)
2VL2A |CYS47(CB)
2VL2A |CYS47(CB)
2VL2A |CYS47(SG)
2VL2A | CYS47(SG)
2VL2A | CYS47(N)
2VL2A |CYS47(N)
2VL2A | CYS47(N)
2VL2A |CYS47(N)
2VL2A | CYS47(CA)
2VL2A | CYS47(CA)
2VL2A | CYS47(CA)
2VL2A CYS47(CA)
2VL2A | CYS47(CA)
2VL2A CYS47(C)
2VL2A | CYS47(C)
2VL2A | CYS47(C)
2VL2A | CYS47(C)
2VL2A | CYS47(C)

2VL2A |CYS47(0)

2VL2A |CYS47(0)
2VL2A |CYS47(0)
2VL2A |CYS47(0)
2VL2A |CYS47(0)

2VL2A |CYS47(0)

2VL2A |CYS47(CB)
2VL2A |CYS47(CB)
2VL2A |CYS47(CB)

2VL2A | CYS47(SG)

2VL2A |CYS47(N)
2VL2A | CYS47(CA)
2VL2A CYS47(C)
2VL2A | CYS47(C)

2.42

2.26

4.26
3.81
2.45
2.81
4.78
4.47
3.08
3.04
4.02
3.66
5.00
4.83
3.72
4.29
4.93
4.22
2.79
4.23
491
4.98
2.42
3.80
4.69
4.75
4.66
2.44
3.34
4.27
3.63
3.77

2.26

2.79
3.50
4.13
4.16

4.35

3.19
4.43
4.50

4.73

4.54
4.69
3.61
4.94

GLY46(CA)
GLY46(0)

GLY46(N)
GLY46(CA)
GLY46(C)
GLY46(0)
GLY46(N)
GLY46(CA)
GLY46(C)
GLY46(0)
GLY46(C)
GLY46(0)
GLY46(N)
GLY46(CA)
GLY46(C)
GLY46(0)
GLY46(CA)
GLY46(C)
SER48(N)
SERA48(CA)
SER48(C)
SER48(CB)
SERA48(N)
SER48(CA)
SERA48(C)
SER48(CB)
SER48(0G)
SER48(CA)
SERA48(C)
SER48(0)
SER48(CB)
SER48(0G)

SER48(N)

SER48(CA)
SERA48(C)
SER48(0)
SER48(CB)

SER48(0G)

SER48(N)
SER48(CA)
SER48(0G)

SER48(N)

LYS49(N)
LYS49(N)
LYS49(N)
LYS49(CA)

2VL2A

2VL2A

2VL2A
2VL2A
2VL2A
2VL2A
2VL2A
2VL2A
2VL2A
2VL2A
2VL2A
2VL2A
2VL2A
2VL2A
2VL2A
2VL2A
2VL2A
2VL2A
2VL2A
2VL2A
2VL2A
2VL2A
2VL2A
2VL2A
2VL2A
2VL2A
2VL2A
2VL2A
2VL2A
2VL2A
2VL2A
2VL2A

2VL2A

2VL2A
2VL2A
2VL2A
2VL2A

2VL2A

2VL2A
2VL2A
2VL2A

2VL2A

2VL2A
2VL2A
2VL2A
2VL2A

[D-A-AA]:29.5° [A-D-DD]:95.6° d_planarity:0.3°
a_planarity:0.5°, bad a_angle(sp2)

[D-A-AA]:29.5° [A-D-DD]:94.9° d_planarity:3.5°
a_planarity:0.8°, bad a_angle(sp2)

[D-A-AA]:55.0° [A-D-DD]:72.9° a_planarity:40.5°, maximum
distance exceeded, bad a_angle(sp2)

[D-A-AA]:25.4° [A-D-DD]:153.0° d_planarity:77.7°,
maximum distance exceeded, bad a_angle(sp3), bad d_planarity
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or]..

or] ..
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Cl]
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Cl]
Cl]
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Cl]
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Cl]
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Cl]
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Cl]
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Cl]

Cl]
Cl]
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Cl]
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Cl]
Cl]
O[]

Cl]
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N[]
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N[]



2VL2A |CYS47(0)

2VL2A CYS47(C)
2VL2A CYS47(C)

2VL2A | CYS47(0)

2VL2A |CYS47(0)
2VL2A |CYS47(N)
2VL2A | CYS47(N)
2VL2A | CYS47(CA)
2VL2A CYS47(CA)
2VL2A | CYS47(CA)
2VL2A CYS47(C)
2VL2A | CYS47(C)
2VL2A | CYS47(C)
2VL2A CYS47(C)

2VL2A | CYS47(0)

2VL2A |CYS47(0)
2VL2A |CYS47(0)
2VL2A |CYS47(0)
2VL2A |CYS47(CB)
2VL2A CYS47(CA)
2VL2A | CYS47(C)
2VL2A | CYS47(C)

2VL2A | CYS47(0)

2VL2A |CYS47(0)
2VL2A |CYS47(0)
2VL2A |CYS47(0)
2VL2A |CYS47(0)
2VL2A CYS47(C)
2VL2A |CYS47(0)
2VL2A |CYS47(0)
2VL2A |CYS47(0)
2VL2A | CYS47(CA)
2VL2A CYS47(CA)
2VL2A | CYS47(C)
2VL2A | CYS47(C)
2VL2A | CYS47(C)
2VL2A |CYS47(0)
2VL2A |CYS47(0)
2VL2A |CYS47(0)
2VL2A CYS47(CB)
2VL2A |CYS47(CB)
2VL2A |CYS47(N)
2VL2A |CYS47(N)
2VL2A |CYS47(N)

4,01 LYS49(N)

4.40 ' THR50(N)
4.97 THR50(C)

4.36| THR50(N)

4.46 THR50(C)
4.89 HIS51(N)
4.75 HIS51(CB)
4.44 HIS51(N)
4.75 HIS51(CA)
3.98 |HIS51(CB)
4.09 HIS51(N)
4.58 HIS51(CA)
4.87 HIS51(C)
4.26 HIS51(CB)

3.61 | HIS51(N)

3.89 | HIS51(CA)
3.86 |HIS51(C)
3.78 |HIS51(CB)
4.93 | HIS51(CB)
4.80 |LEUS2(N)
4.09 LEU52(N)
4.63 LEU52(CB)

2.94 | LEU52(N)

3.77 |LEU52(CA)
4.79 | LEU52(C)
3.46 |LEU52(CB)
4.83|LEU52(CG)
4.64|PRO53(CD)
4.66 |PRO53(N)
4.80 PRO53(CG)
3.67 |PRO53(CD)
4.48 | TRP84(CZ2)
4,70 | TRP84(CH2)
4.89 | TRP84(CE2)
3.75 | TRP84(CZ2)
4.29 | TRP84(CH2)
4.71| TRP84(CE2)
3.53| TRP84(CZ2)
3.94 | TRP84(CH?2)
3.89 | TRP84(CZ2)
3.92 | TRP84(CH?2)
4.26 | ARG127(CZ2)

[D-A-AA]:63.0° [A-D-DD]:139.4° d_planarity:75.2°
2VL2A |a_planarity:37.1°, maximum distance exceeded,
bad a_angle(sp2), bad d_planarity

2VL2A
2VL2A

[D-A-AA]:83.6° [A-D-DD]:108.9° d_planarity:-31.5°
2VL2A |a_planarity:69.2°, maximum distance exceeded,
bad a_angle(sp2)

2VL2A
2VL2A
2VL2A
2VL2A
2VL2A
2VL2A
2VL2A
2VL2A
2VL2A
2VL2A

[D-A-AA]:103.9° [A-D-DD]:90.0° d_planarity:-52.0°
2VL2A |a_planarity:-73.3°, maximum distance exceeded,
bad d_angle(sp2)

2VL2A
2VL2A
2VL2A
2VL2A
2VL2A
2VL2A
2VL2A

H-bond [D-A-AA]:155.1° [A-D-DD]:113.7° d_planarity:-5.0°
a_planarity:-48.0°

2VL2A
2VL2A
2VL2A
2VL2A
2VL2A
2VL2A
2VL2A
2VL2A
2VL2A
2VL2A
2VL2A
2VL2A
2VL2A
2VL2A
2VL2A
2VL2A
2VL2A
2VL2A
2VL2A

2VL2A

3.95| ARG127(NH1) |2VL2A
3.83| ARG127(NH2) |2VL2A
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or] ..
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Cl]
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Cl]
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Cl]
Cl]

N[]

N[]
Cl]

Cl]

Cl]
Cl]

Cl]
Cl]

Cl]
Cl1]
Cl]
Cl]
Cl]
N[+]
N[+]



2VL2A |CYS47(CA)|  452|ARG127(CZ) |2VL2A

2VL2A|CYS47(CA)|  3.78| ARGL27(NH1) 2VL2A C[]..N[+]
2VL2A |CYS47(CA)|  4.44| ARGI127(NH2) |2VL2A C[]..N[+]
2VL2A|CYS47(CB)|  4.84| ARG127(CZ) |2VL2A
2VL2A|CYS47(CB)|  4.01|ARGI127(NH1) |2VL2A C[]..N[+]
2VL2A |CYS47(CB)|  4.70 ARG127(NH2) 2VL2A
2VL2A|CYS47(SG) | 3.97|ARGI127(CZ) |2VL2A S[]..CI[]

2VL2A |CYS47(SG) | 3.43|ARG127(NH1) |2VL2A H-bond [D-A-AA]:94.6° [A-D-DD]:104.6° d_planarity:12.2° |S[] ... N[+]
2VL2A|CYS47(SG) | 3.61|ARG127(NH2) |2VL2A |H-bond [D-A-AA]:116.0° [A-D-DD]:96.3° d_planarity:11.3° |S[]... N[+]
2VL2A |CYS47(N) 4.46 BEZ1162(C) |2VL2A N[]..C[]
2VL2A | CYS47(N) 3.58|BEZ1162(01) |2VL2A H-bond [D-A-AAJ:128.2° [A-D-DD]:135.2° d_planarity:-4.5° |N[] ... O[]

[D-A-AA]:70.5° [A-D-DD]:159.7° d_planarity:-22.4°,
maximum distance exceeded

2VL2A |CYS47(N) 4.72|BEZ1162(02) |2VL2A

2VL2A|CYS47(CA)|  4.73|BEZ1162(01) |2VL2A
2VL2A|CYS47(CB)|  4.64|BEZ1162(01) |2VL2A
2VL2A|CYS47(SG) |  4.77|BEZ1162(C) |2vL2A

[D-A-AA]:105.1° [A-D-DD]:132.9°, maximum distance

2VL2A |CYS47(SG) 3.82 BEZ1162(01) |2VL2A
exceeded

S[]..0[1]
2VL2A|CYS47(SG) |  4.79|BEZ1162(C6) |2VL2A

chainl | resl/atml |distance| res2/atm2 | chain2 H-bonding intcerlzcr:%i%n
1GZWA | CYS42(N) 3.90 |LEU34(C) 1GZWA N[]..C[]
1GZWA |CYS42(N) 285|LEU34(0)  |1GZWA :'gg?’:igg;ﬁ;g‘g;gf 07 [A-D-DDJ:123.8 d_planarity:- ¢ or
1GZWA |CYS42(CA) 4.84 | LEU34(C) 1GZWA

1GZWA |CYS42(CA) 3.85|LEU34(0) 1GZWA C[]..0[]
1GZWA |CYS42(C) 4.98 | LEU34(C) 1GZWA

1GZWA |CYS42(C) 3.95 LEU34(0) 1GZWA C[]..0[]
1GZWA |CYS42(CB) 4.96 | LEU34(C) 1GZWA

1GZWA |CYS42(CB) 4.27 |LEU34(0) 1GZWA C[]..O[]
1GZWA |CYS42(SG) 4.74 LEU34(CA) |1GZWA

1GZWA |CYS42(SG) 3.85 LEU34(C) 1GZWA S[]..C[]
1GZWA |CYS42(SG) 3.56 |LEU34(0) 1GZWA S[]..0[]
1GZWA |CYS42(SG) 426 |LEU34(CB) | 1GZWA S[1..C[1]
1GZWA |CYS42(N) 4.33 | GLY35(N) 1GZWA N[]..N[]
1GZWA |CYS42(N) 3.77|GLY35(CA) |1GZWA N[]..C[]
1GZWA |CYS42(CA) 4.83|GLY35(CA) |1GZWA

1GZWA |CYS42(CB) 4.68|GLY35(CA) |1GZWA

1GZWA CYS42(SG) | 402 GLY35(N) ~ |1GZWA L?a;ﬁm]aﬁiﬁgﬁ;[’e‘\;?e;'ﬂ?(}fﬁf Lfaﬁé??éﬂ%ﬁg'g“ S[1- NI
1GZWA |CYS42(SG) 3.87|GLY35(CA) |1GZWA S[1..C[1]
1GZWA |CYS42(SG) 4.94 GLY35(C) 1GZWA

1GZWA |CYS42(N) 4.23| ASN40(C) 1GZWA N[]..C[]

[D-A-AA]:84.9° [A-D-DD]:148.6° d_planarity:88.8°
1GZWA [CYS42(N) 4.16  ASN40(0) 1GZWA |a_planarity:24.4°, maximum distance exceeded, N[]..0[]
bad a_angle(sp2), bad d_planarity
1GZWA |CYS42(N) 3.54 |LEU41(N) 1GZWA N[]..N[]

1GZWA | CYS42(N) 2.43|LEU41(CA) |1GZWA N[]..C[]



1GZWA |CYS42(N)

1GZWA |CYS42(N)
1GZWA |CYS42(N)
1GZWA |CYS42(N)
1GZWA |CYS42(CA)
1GZWA |CYS42(CA)
1GZWA |CYS42(CA)
1GZWA |CYS42(CA)
1GZWA |CYS42(CA)
1GZWA |CYS42(C)
1GZWA |CYS42(C)
1GZWA |CYS42(C)
1GZWA |CYS42(C)
1GZWA |CYS42(0)
1GZWA |CYS42(0)
1GZWA |CYS42(CB)
1GZWA |CYS42(CB)
1GZWA |CYS42(CB)
1GZWA |CYS42(SG)
1GZWA |CYS42(N)
1GZWA |CYS42(N)
1GZWA |CYS42(N)

1GZWA |CYS42(N)

1GZWA |CYS42(N)
1GZWA |CYS42(CA)
1GZWA |CYS42(CA)
1GZWA |CYS42(CA)
1GZWA |CYS42(CA)
1GZWA |CYS42(C)
1GZWA |CYS42(C)
1GZWA |CYS42(C)
1GZWA |CYS42(C)
1GZWA |CYS42(C)
1GZWA |CYS42(C)

1GZWA |CYS42(0)

1GZWA |CYS42(0)
1GZWA |CYS42(0)
1GZWA |CYS42(0)
1GZWA |CYS42(0)
1GZWA |CYS42(0)
1GZWA |CYS42(CB)
1GZWA |CYS42(CB)
1GZWA |CYS42(CB)

1GZWA |CYS42(SG)

1GZWA |CYS42(SG)

2.25

3.38
4.74
4.97
4.80
3.79
2.41
2.73
4.60
4.42
3.13
3.28
4.76
4.15
4.02
4.85
3.67
4.16
4.49
2.59
4.03
4.75

5.00

4.95
2.44
3.80
491
4.53
2.42
3.71
4.40
3.18
4.56
4.76

2.25

2.73
4.17
3.27
441
4.27
3.38
4.66
4.95

3.59

4.70

LEU41(0)

LEU41(CB)
LEU41(CG)
LEU41(CD2)
LEU41(N)
LEU41(CA)
LEU41(C)
LEU41(0)
LEU41(CB)
LEU41(CA)
LEU41(C)
LEU41(0)
LEU41(CB)
LEU41(C)
LEU41(0)
LEU41(CA)
LEU41(C)
LEU41(0)
LEU41(C)
LEU43(N)
LEU43(CA)
LEU43(C)

LEU43(0)

LEU43(CB)
LEU43(N)
LEU43(CA)
LEU43(C)
LEU43(CB)
LEU43(CA)
LEU43(C)
LEU43(0)
LEU43(CB)
LEU43(CG)
LEU43(CD1)

LEU43(N)

LEU43(CA)
LEU43(C)
LEU43(CB)
LEU43(CG)
LEU43(CD1)
LEU43(N)
LEU43(CA)
LEU43(CB)

LEU43(N)

LEU43(CA)

1GZWA

1GZWA
1GZWA
1GZWA
1GZWA
1GZWA
1GZWA
1GZWA
1GZWA
1GZWA
1GZWA
1GZWA
1GZWA
1GZWA
1GZWA
1GZWA
1GZWA
1GZWA
1GZWA
1GZWA
1GZWA
1GZWA

1GZWA

1GZWA
1GZWA
1GZWA
1GZWA
1GZWA
1GZWA
1GZWA
1GZWA
1GZWA
1GZWA
1GZWA

1GZWA

1GZWA
1GZWA
1GZWA
1GZWA
1GZWA
1GZWA
1GZWA
1GZWA

1GZWA

1GZWA

[D-A-AA]:29.8° [A-D-DD]:92.6° d_planarity:0.8°
a_planarity:0.5°, bad a_angle(sp2)

[D-A-AA]:71.3° [A-D-DD]:98.3° d_planarity:-83.2°
a_planarity:-49.1°, maximum distance exceeded,
bad a_angle(sp2), bad d_planarity

[D-A-AA]:30.0° [A-D-DD]:92.6° d_planarity:0.4°
a_planarity:0.7°, bad a_angle(sp2)

[D-A-AA]:68.7° [A-D-DD]:132.4° d_planarity:87.0°,
bad d_planarity
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S[] ..
N[ ] ...
N[ ...

cr] ..
c[] ..

Il .
Il ..
Il ..
Il ..

o[]..

orl..
or]..
o[]..
or]..
o[]..
..

S[]...

O[]
Cl]

Cl]
Cl]
O[]

Cl]
Cll
O[]

Cl]
O[]

Cl]
O[]
Cl]
N[]
Cl]

N[]
Cl]

Cl]
Cl]
O[]
C[]

N[]

Cl]
Cl1]
Cl]
Cl]
Cl]
N[]

N[]



1GZWA |CYS42(SG)
1GZWA |CYS42(C)

1GZWA |CYS42(0)

1GZWA |CYS42(C)
1GZWA |CYS42(0)
1GZWA |CYS42(CA)
1GZWA |CYS42(C)
1GZWA |CYS42(C)
1GZWA |CYS42(0)
1GZWA |CYS42(0)
1GZWA |CYS42(CA)
1GZWA |CYS42(C)
1GZWA |CYS42(C)
1GZWA |CYS42(0)
1GZWA |CYS42(0)
1GZWA |CYS42(0)
1GZWA |CYS42(CB)
1GZWA |CYS42(CB)
1GZWA |CYS42(CB)
1GZWA |CYS42(SG)
1GZWA |CYS42(SG)
1GZWA |CYS42(SG)
1GZWA |CYS42(C)
1GZWA |CYS42(C)
1GZWA |CYS42(0)
1GZWA |CYS42(0)
1GZWA |CYS42(0)
1GZWA |CYS42(0)
1GZWA |CYS42(0)
1GZWA |CYS42(CB)
1GZWA |CYS42(N)
1GZWA |CYS42(CA)
1GZWA |CYS42(CA)
1GZWA |CYS42(N)
1GZWA |CYS42(CA)
1GZWA |CYS42(CB)
1GZWA |CYS42(CB)
1GZWA |CYS42(CB)
1GZWA |CYS42(SG)
1GZWA |CYS42(SG)
1GZWA |CYS42(SG)
1GZWA |CYS42(SG)
1GZWA |CYS42(SG)

4.60
4.43

4.69

4.57
4.40
5.00
4.74
4.84
4.66
4.58
4.69
4.22
491
4.79
3.61
4.75
491
4.00
4.71
4.64
4.27
3.95
4.62
4.55
4.73
3.44
3.50
4.82
4.46
411
4.28
4.74
4.62
4.38
4.54
481
4.75
3.63
3.76
4.92
3.79
4.89
3.69

chainl | resl/atml |distance

LEU43(CB)
HIS44(N)

HIS44(N)

ASN61(0)
ASN61(0)
SER62(CB)
SER62(CA)
SER62(CB)
SER62(CA)
SER62(CB)
LEU96(CD1)
LEU96(CD1)
LEU96(CD2)
LEU96(CG)
LEU96(CD1)
LEU96(CD2)
LEU96(CG)
LEU96(CD1)
LEU96(CD2)
LEU96(CG)
LEU96(CD1)
LEU96(CD2)
PHE108(CD2)
PHE108(CE2)
PHE108(CG)
PHE108(CD?2)
PHE108(CE?)
PHE108(CZ)
PRO109(O)
ASN110(0D1)
LEU112(CD2)
LEU112(CD1)
LEU112(CD2)
LEU114(CD2)
LEU114(CD2)
LEU114(CB)
LEU114(CG)
LEU114(CD2)
LEU114(CD2)
ILE117(CB)
ILE117(CG1)
ILE117(CG2)
ILE117(CD1)

res2/atm2

1GZWA
1GZWA C[]..N[]

[D-A-AA]:70.6° [A-D-DD]:172.4° d_planarity:-79.8°
1GZWA |a_planarity:24.1°, maximum distance exceeded,
bad a_angle(sp2), bad d_planarity

1GZWA
1GZWA O[]..0[1]
1GZWA
1GZWA
1GZWA
1GZWA
1GZWA
1GZWA
1GZWA C[]..C[]
1GZWA
1GZWA
1GZWA O[]..C[]
1GZWA
1GZWA
1GZWA C[1..C[]
1GZWA
1GZWA
1GZWA S[1...C[]
1GZWA S[1...C[]
1GZWA
1GZWA
1GZWA
1GZWA O[]..C[]
1GZWA O[]..C[]
1GZWA
1GZWA O[]..0[]
1GZWA C[].. O[]
1GZWA N[]...C[]
1GZWA
1GZWA
1GZWA N[]..C[]
1GZWA
1GZWA
1GZWA
1GZWA C[]1..C[]
1GZWA S[1..C[1]
1GZWA
1GZWA S[1...C[1]
1GZWA
1GZWA S[1...C[]

Charge

chain2 H-bonding interaction



1GZWA |CYS60(CA)
1GZWA |CYS60(CB)
1GZWA |CYS60(SG)

1GZWA | CYSB0(N)

1GZWA |CYS60(CA)
1GZWA |CYS60(CA)
1GZWA |CYS60(C)

1GZWA |CYS60(C)

1GZWA |CYS60(0)

1GZWA |CYS60(CB)
1GZWA |CYS60(CB)
1GZWA |CYS60(SG)
1GZWA |CYS60(SG)
1GZWA |CYS60(CA)
1GZWA |CYS60(SG)
1GZWA |CYS60(SG)
1GZWA |CYS60(SG)
1GZWA |CYS60(SG)
1GZWA |CYS60(SG)
1GZWA |CYSB0(N)

1GZWA |CYS60(CA)

1GZWA |CYS60(SG)

1GZWA | CYSB0(N)
1GZWA | CYSB0(N)

1GZWA |CYS60(SG)
1GZWA |CYS60(N)
1GZWA | CYSB0(N)

1GZWA |CYS60(N)

1GZWA |CYS60(N)
1GZWA |CYS60(N)
1GZWA |CYSB0(N)
1GZWA |CYS60(CA)
1GZWA |CYS60(CA)
1GZWA |CYS60(CA)
1GZWA |CYS60(CA)
1GZWA |CYS60(CA)
1GZWA |CYS60(CA)
1GZWA |CYS60(C)
1GZWA |CYS60(C)
1GZWA |CYS60(C)
1GZWA |CYS60(C)
1GZWA |CYS60(0)
1GZWA |CYS60(0)
1GZWA |CYS60(0)
1GZWA |CYS60(0)

4.94
411
4.04

4.16

4.34
3.13
4.77
3.60
4.80
4.86
3.82
4.95
4.17
4.92
4.35
4.86
4.76
3.83
4.45
4.92
4.90

4.99

4.15

4.14

4.09
3.47
2.43

2.25

3.39
3.30
4.68
4.71
3.81
2.44
2.78
4.64
4.36
4.69
3.49
3.90
4.45
4.76
3.88
4.57
4.21

LEU43(CD1)
LEU43(CD1)
LEU43(CD1)

HIS44(0)

HIS44(C)
HIS44(0)
HIS44(C)
HIS44(0)
HIS44(0)
HIS44(C)
HIS44(0)
HIS44(C)
HIS44(0)
PHE45(CA)
PHE45(CA)
PHE45(CB)
PHE45(CG)
PHE45(CD1)
PHE45(CE1)
ASN46(N)
ASN46(N)

ASN46(N)

ILE58(C)
ILE58(0)

ILE58(CG2)
VALS59(N)
VALS59(CA)

VAL59(0)

VALS59(CB)
VAL59(CG1)
VAL59(CG2)
VALS59(N)
VALS9(CA)
VALS59(C)
VAL59(0)
VAL59(CB)
VAL59(CG1)
VALS9(CA)
VALS59(C)
VAL59(0)
VALS59(CG1)
VALS9(CA)
VALS59(C)
VAL59(0)
VAL59(CG1)

1GZWA
1GZWA
1GZWA

[D-A-AA]:164.2° [A-D-DD]:37.8° d_planarity:11.0°
1GZWA |a_planarity:4.5°, maximum distance exceeded,
bad d_angle(sp2)

1GZWA
1GZWA
1GZWA
1GZWA
1GZWA
1GZWA
1GZWA
1GZWA
1GZWA
1GZWA
1GZWA
1GZWA
1GZWA
1GZWA
1GZWA
1GZWA
1GZWA

1GZWA [D-A-AA]:1_00.4 [A-D-DD]:143.7° d_planarity:-15.3°,
maximum distance exceeded

1GZWA

[D-A-AA]:81.6° [A-D-DD]:146.9° d_planarity:88.2°
1GZWA |a_planarity:30.0°, maximum distance exceeded,
bad a_angle(sp2), bad d_planarity

1GZWA
1GZWA
1GZWA

Weakly positive

[D-A-AA]:29.7° [A-D-DD]:94.4° d_planarity:1.1°
a_planarity:1.2°, bad a_angle(sp2)

1GZWA
1GZWA
1GZWA
1GZWA
1GZWA
1GZWA
1GZWA
1GZWA
1GZWA
1GZWA
1GZWA
1GZWA
1GZWA
1GZWA
1GZWA
1GZWA
1GZWA

1GZWA

..
S[]...

N[ ..

] ..
Il ...

Il ..

] ..

S[]...

S[] ..

S[]...
S[]...

N[] ...

N[ ] ...

S[]...

N[] ...
N[] ...

N[ ] ...

N[] ..
N[] ...

..
cl] ..
] ..

] ..
crl ...

Il ..
..

o] ..

o] ..

Cl1]
Cl]

O[]

Cl1]
O[]

O[]

O[]

O[]

Cl]

Cl]
Cl1]

C[1

O[]

Cl]
N[]
C[1]

O[]

Cl]
Cl]

Cl1]
Cl1]
O[]
Cl1]
Cl1]
O[]
Cl1]
Cl1]

Cl]



1GZWA |CYS60(CB)
1GZWA |CYS60(CB)
1GZWA |CYS60(CB)
1GZWA |CYS60(SG)
1GZWA |CYS60(SG)
1GZWA |CYS60(SG)
1GZWA |CYSB0(N)
1GZWA |CYS60(N)
1GZWA |CYS60(CA)
1GZWA |CYS60(CA)
1GZWA |CYS60(CA)
1GZWA |CYS60(CA)
1GZWA |CYS60(CA)
1GZWA |CYS60(C)
1GZWA |CYS60(C)
1GZWA |CYS60(C)
1GZWA |CYS60(C)
1GZWA |CYS60(C)
1GZWA |CYS60(C)

1GZWA |CYS60(0)

1GZWA |CYS60(0)
1GZWA |CYS60(0)
1GZWA |CYS60(0)
1GZWA |CYS60(0)
1GZWA |CYS60(0)
1GZWA |CYS60(0)

1GZWA |CYS60(0)

1GZWA |CYS60(CB)
1GZWA |CYS60(CB)

1GZWA |CYS60(SG)
1GZWA |CYS60(C)
1GZWA |CYS60(0)

1GZWA |CYS60(0)
1GZWA |CYS60(0)
1GZWA |CYS60(C)
1GZWA |CYS60(C)
1GZWA |CYS60(C)

1GZWA |CYS60(0)

1GZWA |CYS60(0)
1GZWA |CYS60(0)
1GZWA |CYS60(0)
1GZWA |CYS60(0)
1GZWA |CYS60(0)

4.72 | VAL59(CA)
3.48 |VAL59(C)
3.83 | VAL59(0)
4.94| VAL59(CA)
3.81 | VAL59(C)
3.86 | VAL59(0)
3.58 | ASNG1(N)
4,78 | ASNG1(CA)
2.42 | ASN6B1(N)
3.77 | ASN6G1(CA)
4.79 | ASN61(C)
4.76 | ASN61(O)
4.47 | ASNG1(CB)
2.40 ASN61(CA)
3.63 | ASN61(C)
3.94 | ASN61(0)
3.13| ASN61(CB)
4.32| ASN61(CG)
4.69 | ASN61(ND2)

2.24 | ASN61(N)

2.71|ASN61(CA)
4.14 | ASN61(C)
4.73 | ASN61(O)
3.20 ASN61(CB)
4.02 | ASNB1(CG)
4.83| ASN61(0OD1)

4.32| ASN61(ND2)

3.21 | ASN6L(N)
4.48| ASNGL(CA)

4.74 | ASNG1(N)
4.72 | SER62(N)
4.99 | SER62(N)

4.86 | THR70(C)
4.34| THR70(0)
456 |GLU71(CA)
4.82 GLU71(C)
5.00 | GLU71(CB)

454|GLUT71(N)

3.38| GLU71(CA)
3.59 |GLU71(C)
4.79|GLU71(0)
3.93|GLU71(CB)
450 | GLU71(CG)

1GZWA
1GZWA
1GZWA
1GZWA
1GZWA
1GZWA
1GZWA
1GZWA
1GZWA
1GZWA
1GZWA
1GZWA
1GZWA
1GZWA
1GZWA
1GZWA
1GZWA
1GZWA
1GZWA

1GZWA

1GZWA
1GZWA
1GZWA
1GZWA
1GZWA
1GZWA

1GZWA
1GZWA

1GZWA

1GZWA
1GZWA
1GZWA
1GZWA
1GZWA

1GZWA
1GZWA
1GZWA
1GZWA
1GZWA

[D-A-AA]:29.9° [A-D-DD]:92.0° d_planarity:0.4°
a_planarity:0.1°, bad a_angle(sp2)

[D-A-AA]:99.9° [A-D-DD]:68.3° d_planarity:-43.9°
1GZWA |a_planarity:2.8°, maximum distance exceeded,

bad d_angle(sp2)

[D-A-AA]:26.0° [A-D-DD]:157.8° d_planarity:69.9°,
1GZWA |maximum distance exceeded, bad a_angle(sp3),

bad d_planarity

[D-A-AA]:70.4° [A-D-DD]:162.8° d_planarity:34.1°
1GZWA |a_planarity:9.9°, maximum distance exceeded,

bad a_angle(sp2)

[D-A-AA]:150.2° [A-D-DD]:31.4° d_planarity:40.3°
1GZWA |a_planarity:19.3°, maximum distance exceeded,

bad d_angle(sp2)
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cl] ..

S[] ..
S[] ..
N[ ...

] ..
..

] ..
..
c[] ..
] ..
[l ..
] ..

o] ..

o] ..
or]..

o] ..
o] ..

o] ..

] ..
..

o] ..

o] ..
or]..

o] ..

Cl1]
O[]

Cl]
O[]

N[]

N[]
Cl1]

Cl]
Cl1]
Cl1]
O[]

Cl]
Cl]

N[]

C[]
Cl1]

Cl]
Cl1

N[]

N[]
Cl1]

O[]

C[1]
Cl1

Cl]



1GZWA | CYSB0(N) 431 /GLN72(N)  |1GZWA N[]..N[]

1GZWA |CYS60(N) 4.68|GLN72(CA) |1GZWA

1GZWA | CYS60(N) 3.99 GLN72(C) 1GZWA N[]..C[]

1GZWA CYS60(N) 2.82| GLN72(0) 1GZWA H-bond _[D'-A-Ae]:158.8° [A-D-DD]:122.2° d_planarity:-5.7° N[]..0[]
— I a_planarity:-30.8

1GZWA |CYS60(N) 491 GLN72(CB) |1GZWA

1GZWA [CYS60(CA)|  4.67|GLN72(N)  |1GZWA
1GZWA [CYS60(CA)|  4.81|GLN72(C) | 1GZWA

1GZWA [CYS60(CA)|  3.80|GLN72(0) |1GZWA C[]..0[]
1GZWA |CYS60(C) 401/GLN72(N)  |1GZWA C[1..N[]
1GZWA |CYS60(C) 4.81|GLNT72(CA) |1GZWA

1GZWA |CYS60(C) 489/GLN72(C)  |1GZWA

1GZWA |CYS60(C) 408|GLN72(0)  |1GZWA C[]..0[]
1GZWA |CYS60(C) 4.74|GLNT72(CB) |1GZWA

1GZWA | CYSB0(0) 285|GLNT2(N) | 1GZWA 1H520|;ci égnﬁrfyﬂgﬂsg [A-D-DD]:122.1° d plamarity:= |y g
1GZWA |CYS60(0) 3.83/GLN72(CA) |1GZWA o[]..c[]
1GZWA |CYS60(0) 4.10|GLN72(C)  |1GZWA o[]..c[1]
1GZWA |CYS60(0) 347|GLN72(0)  |1GZWA o[]..0[1
1GZWA |CYS60(0) 3.97|GLN72(CB) |1GZWA o[]..c[1]

1GZWA | CYS60(CB) 5.00 GLN72(N)  |1GZWA

1GZWA |CYS60(CB) 4.85 GLN72(C) 1GZWA

1GZWA | CYS60(CB) 4.05|GLN72(0) |1GZWA C[]1..9[]
1GZWA |CYS60(CB) 456 |GLN72(CB) |1GZWA

1GZWA |CYS60(SG) 497 |GLN72(0)  |1GZWA

1GZWA |CYS60(SG) 4.90 GLU74(0OE2) 1GZWA | Negative

1GZWA |CYS60(CB) 4.84 PHE106(CE2) 1GZWA

1GZWA [CYS60(SG) |  3.75|PHE106(CE2) 1GZWA S[1...C[]
1GZWA |CYS60(SG) |  3.84|PHE106(CZ) |1GZWA S[1..CI1
1GZWA [CYS60(CA)|  4.64|PHE108(CE1) 1GZWA
1GZWA |CYS60(C) 4.72 |PHE108(CD1) | 1GZWA
1GZWA |CYS60(C) 3.94 | PHE108(CE1) |1GZWA C[1..Cl]
1GZWA |CYS60(C) 4.96 | PHE108(CE2) |1GZWA
1GZWA |CYS60(C) 4.09 PHE108(CZ) |1GZWA C[]..C[]
1GZWA |CYS60(0) 4.82 |PHE108(CD1) | 1GZWA
1GZWA |CYS60(0) 3.88 | PHE108(CE1) |1GZWA o[]..c[]
1GZWA |CYS60(0) 4.19 PHE108(CZ) |1GZWA o[]..c[]
1GZWA [CYS60(CB) |  4.56 |PHE108(CG) |1GZWA
1GZWA |CYS60(CB)|  3.95 PHE108(CD1) 1GZWA c[1..cl]
1GZWA [CYS60(CB) |  3.96|PHE108(CE1) 1GZWA C[1..Cl]

1GZWA |CYS60(CB) 4.58 PHE108(CZ) |1GZWA

Charge

chainl | resl/atml |distance| res2/atm2 | chain2 H-bonding interaction

1WB0A | CYSB1(N) 4.90/LYS77(C)  |1W60A

1we0a [D-A-AAL:133.0° [A-D-DD]:122.3° d_planarity:-62.3°

1W60A | CYSBI(N) 3.97 LYST1(0) a_planarity:54.3°, maximum distance exceeded, bad d_planarity

N[].. O[]
1W60A |CYSBL(CA)|  4.91|LYS77(0)  |1W60A



1W60A |CYSB1(CB)
1W60A |CYS81(SG)
1WB0A |CYSB1(SG)
1WB60A | CYSB1(N)
1WB0A | CYSB1(N)

1WB60A |CYSB1(N)

1W60A |CYSB1(CA)
1W60A |CYSB1(CA)
1WB60A |CYS81(C)

1W60A |CYS81(CB)
1W60A |CYS81(CB)
1W60A |CYS81(CB)

1WB0A |CYSB1(SG)

1WB0A |CYSB1(SG)
1W60A |CYSB1(SG)
1WB0A |CYS81(SG)
1W60A | CYSB1(N)
1WB60A | CYSB1(N)
1WB0A | CYSB1(N)

1WB60A |CYSB1(N)

1WB60A |CYS81(CA)
1WB0A |CYSB1(CA)
1WB60A |CYS81(C)
1WB0A |CYS81(C)
1W60A | CYSB1(N)
1WB0A | CYSB1(N)

1WB0A | CYSB1(N)

1W60A | CYSB1(N)
1WB60A | CYS81(N)
1WB0A |CYSB1(CA)
1WB60A |CYS81(CA)
1WB0A |CYS81(CA)
1W60A |CYSB1(CA)
1WB0A |CYS81(CA)
1WB0A |CYS81(C)
1WB60A |CYS81(C)
1WB0A |CYSB1(C)
1WB0A |CYSB1(C)
1WB0A | CYS81(0)
1W60A | CYS81(O)
1W60A |CYS81(CB)
1WB0A |CYS81(CB)
1W60A |CYS81(CB)
1WB0A |CYS81(CB)

1WB60A | CYSB1(SG)

4.69
4.46
3.43
4.75
3.72

2.97

4.59
3.58
4.18
4.89
4.28
3.21

4.79

411
4.03
3.38
4.18
4.04
3.13

3.47

441
4.61
4.70
4.56
2.65
2.43

2.25

3.40
4.81
4.10
3.80
2.44
2.78
4.67
4.79
4.57
3.25
341
4.32
4.23
4.79
481
3.65
4.16

4.80

LYS77(0)
LYS77(C)
LYS77(0)
ILE78(CA)
ILE78(C)

ILE78(0)

ILE78(C)
ILE78(0)
ILE78(0)
ILE78(CA)
ILE78(C)
ILE78(0)

ILE78(N)

ILE78(CA)
ILE78(C)
ILE78(0)
LEU79(N)
LEU79(CA)
LEU79(C)

LEU79(0)

LEU79(C)
LEU79(0)
LEU79(C)
LEU79(0)
LYSB8O(N)
LYSBO(CA)

LYS80(0)

LYSB0(CB)
LYS80(CG)
LYSB80(N)
LYSB0(CA)
LYS80(C)
LYS80(0)
LYSB0(CB)
LYSB0(N)
LYSB80(CA)
LYS80(C)
LYS80(0)
LYSB80(C)
LYS80(0)
LYSBO(N)
LYSB80(CA)
LYS80(C)
LYS80(0)

LYS80(N)

1W60A
1WG60A
1W60A
1WG60A
1W60A

1WG60A

1WG60A
1W60A
1WG60A
1WG60A
1W60A
1WG60A

1W60A

1W60A
1WG60A
1WG60A
1WG60A
1WG60A
1WG60A

1WG60A

1WG60A
1W60A
1WG60A
1W60A
1WG60A
1W60A

1W60A

1WG60A
1WG60A
1W60A
1WG60A
1W60A
1WG60A
1W60A
1W60A
1WG60A
1W60A
1WG60A
1W60A
1WG60A
1WG60A
1W60A
1WG60A
1W60A

1W60

Weakly positive

H-bond [D-A-AA]:118.2° [A-D-DD]:102.2° d_planarity:-0.6°
a_planarity:70.9°

[D-A-AA]:115.8° [A-D-DD]:54.3° d_planarity:9.6°, maximum
distance exceeded, bad d_angle(sp2)

[D-A-AA]:63.6° [A-D-DD]:134.1° d_planarity:-86.1°
a_planarity:54.7°, bad a_angle(sp2), bad d_planarity

[D-A-AA]:29.7° [A-D-DD]:94.5° d_planarity:0.8°
a_planarity:0.3°, bad a_angle(sp2)

[D-A-AA]:78.6° [A-D-DD]:83.5° d_planarity:-64.5°, maximum
A

distance exceeded, bad d_angle(sp2), bad d_planarity

S[]...
S[]...

N[] ..
N[ ] ..

c[] ..
] ..

cl] ..
] ..

S[] ..
S[] ..
S[] ..

N[ ...
N[] ..
N[] ..

N[ ...
] ..

N[] ..
N[] ..

N[] ..
N[] ..

cl] ..
] ..
cl] ..
cl] ..

crl ...
Il ...

o[]..
o[]..

] ..
cl] ..

Cl]
O[]

Cl1]
O[]

O[]
O[]

Cl1
O[]

Cl]
Cl]
O[]
N[]
Cl1]
Cl1

O[]
Cl]

N[]
Cl1]

O[]
Cl]

N[]
Cl]
Cl]
O[]

Cl]
O[]
Cl1]
O[]

Cl]
O[]



1W60A |CYSB1(SG)
1W60A |CYS81(SG)
1WB0A |CYSB1(SG)
1WB60A | CYSB1(N)
1WB0A | CYSB1(N)
1W60A | CYSB1(N)

1WB60A |CYSB1(N)

1WB60A | CYSB1(N)
1WB0A |CYS81(CA)
1W60A |CYSB1(CA)
1WB0A |CYS81(CA)
1WB0A |CYSB1(CA)
1WB60A |CYS81(CA)
1WB0A |CYS81(C)
1WB0A |CYSB1(C)
1WB0A |CYS81(C)
1WB0A |CYSB1(C)

1WB60A |CYS81(0)

1WB0A | CYS81(0)
1WB0A | CYS81(0)
1W60A |CYS81(0)
1WB0A | CYS81(0)
1W60A |CYS81(CB)
1WB0A |CYS81(CB)

1WB60A | CYSB1(SG)
1W60A |CYS81(C)
1WB0A | CYS81(O)

1W60A CYS81(0)
1W60A CYS81(N)
1W60A CYS81(CA)
1W60A | CYS81(C)
1WB60A |CYS81(C)
1W60A CYS81(0)
1W60A CYS81(0)
1W60A | CYS81(CB)
1W60A | CYSB1(CB)

1WB60A |CYS81(0)
1WB0A |CYS81(CA)
1WB0A | CYS81(O)

1WB60A |CYSB1(CB)
1WB0A |CYS81(CB)
1WB0A |CYS81(CB)
1W60A |CYS81(CB)
1WB0A |CYSB1(SG)

4.86
4.04
4.66
2.66
4.10
4.77

4.53

4.78
2.42
3.80
451
4.52
4.82
2.43
3.19
3.49
3.67

2.25

2.77
3.31
3.84
4.18
3.41
4.68

4.94

4.11

3.86

4.98
4.88
4.70
4.20
4.22
4.36
4.74
4.65
431

4.48

4.74

4.96

4.47
4.14
3.77
3.35
4.27

LYS80(CA) | 1W60A
LYS80(C) | 1W60A
LYS80(0) | 1W60A
ALAS2(N) | 1W60A
ALAS2(CA) |1W60A
ALA82(C) | 1W60A
ALA82(0) | 1W60A
ALAB2(CB) |1W60A
ALAS2(N) | 1W60A
ALA82(CA) | 1W60A
ALAS2(C) | 1W60A
ALA82(0) | 1W60A
ALAB2(CB) |1W60A
ALA82(CA) | 1W60A
ALA82(C) | 1W60A
ALAS2(0) | 1W60A
ALA82(CB) | 1W60A
ALAS2(N) | 1W60A
ALAS2(CA) |1W60A
ALA8S2(C) | 1W60A
ALA82(0) | 1W60A
ALA82(CB) |1W60A
ALAS2(N) | 1W60A
ALAS2(CA) | 1W60A
ALAS2(N) | 1W60A
GLYB3(N)  |1W60A
GLY83(N)  |1W60A
GLYB3(CA) |1W60A
PHE103(CE2) |1W60A
PHE103(CE2) | 1W60A
PHE103(CD2) | 1W60A
PHE103(CE2) | 1W60A
PHE103(CD2) | 1W60A
PHE103(CE2) |1W60A
PHE103(CD2) | 1W60A
PHE103(CE2) |1W60A
LYS110(NZ) |1W60A
TYR114(OH) |1W60A
TYR114(OH) |1W60A
TYR114(CE1) | IW60A
TYR114(CE2) | IW60A

TYR114(CZ) |1W60A
TYR114(OH) |1W60A
TYR114(CE1) | IW60A

Weakly positive

[D-A-AA]:94.0° [A-D-DD]:80.5° d_planarity:62.3°
a_planarity:-25.2°, maximum distance exceeded,
bad d_angle(sp2), bad d_planarity

[D-A-AA]:29.6° [A-D-DD]:94.3° d_planarity:0.7°
a_planarity:0.1°, bad a_angle(sp2)

[D-A-AA]:26.1° [A-D-DD]:158.1° d_planarity:53.2°,
maximum distance exceeded, bad a_angle(sp3)

[D-A-AA]:92.7° [A-D-DD]:134.1° d_planarity:71.6°
a_planarity:24.1°, maximum distance exceeded, bad d_planarity

[D-A-AA]:158.5° [A-D-DD]:113.5° a_planarity:19.6°,
maximum distance exceeded

[D-A-AA]:91.1° [A-D-DD]:108.7° d_planarity:43.3°
a_planarity:-50.3°, maximum distance exceeded

S[]...

N[] ...
N[] ...

c[] ..
] ..

Il ...
Il ...
Il ...
Il ...

o[]..

o[]..
o[]..

o[]..
o[]..
] ..

cl] ..
o[]..

cl] ..
] ..
o[]..

] ..
or]..

cl] ..
] ..
cl] ..
] ..

S[]...

Cl]

N[]
Cl1]

N[]
Cl]

Cl1]
Cl]
O[]
Cl]

N[]

Cl1]
Cl1]
O[]
Cl1]
N[]

N[]
N[]

Cl1]
Cl]
Cl1]

Cl]
N[+]

Cl]
Cl]
Cl]
O[]
Cl]



1W60A |CYSB1(SG) | 4.88 | TYRL14(CE2) | IW60A

1W60A | CYS81(SG) 4.11 TYR114(CZ) 1W60A S[1...C[]
IWB0A |CYS8L(SG) | 3.76 TYRL14(OH) '1W60A t[)'gd%_/;g]ngﬁt; [A-D-DD]:94.4° d_planarity:-71.7°, S[] .. O[]
chainl | resl/atml |distance| res2/atm2 |chain2 H-bonding in(t:er:zggi?)n
1WB0A | CYS162(CB) 4.44|CYS135(CB) |1W60A C[1..C[]
1WB60A |CYS162(CB) 3.80 CYS135(SG) |1W60A C[]...9[]
1WB0A |CYS162(SG) 3.97 CYS135(CB) |1W60A S[]...C[]
1WB60A [CYS162(SG) 3.70 CYS135(SG) |1W60A | Disulphide bridge? S[]...9[1
1W60A | CYS162(SG) 4.00 VAL137(CG2) |[1IW60A S[]...C[]
1WB60A [CYS162(N) 4.30 ILE160(C) 1W60A N[]..C[]
[D-A-AA]:82.0° [A-D-DD]:142.7° d_planarity:77.8°
1W60A | CYS162(N) 4.29 |1LE160(0) 1W60A |a_planarity:27.0°, maximum distance exceeded, N[]..0O[]
bad a_angle(sp2), bad d_planarity
1W60A | CYS162(N) 3.57|SER161(N) | 1W60A N[]..N[]
1W60A | CYS162(N) 2.42 SER161(CA) |1W60A N[]..C[]
1W60A CYS162(N) | 2.25 SER161(0)  1W60A f[ilfp/lzn/:\ﬁt]yz(?f E{a\éz-_gr?g];gé.s;)d_planarity:1-5° N[]... O[]
1WB60A [CYS162(N) 3.30 SER161(CB) |1W60A N[]..C[]
1WB0A |CYS162(N) 461 SER161(0G) |1We0A [P-A-AAI185° [A-D-DD]:155.0° d_planarity:40.2°,
maximum distance exceeded, bad a_angle(sp3)
1W60A | CYS162(CA) 4.79 'SER161(N) 1WG60A
1WB60A |CYS162(CA) 3.80 SER161(CA) |1W60A C[]..C[]
1W60A | CYS162(CA) 2.43|SER161(C) 1W60A C[]..C[]
1WB0A | CYS162(CA) 2.77|SER161(0) | 1W60A C[]1..0[]
1W60A |CYS162(CA) 4.61|SER161(CB) |1W60A
1W60A CYS162(C) 4.78 SER161(CA) |1W60A
1WB60A |CYS162(C) 3.56 |SER161(C) 1W60A C[]1..C[]
1W60A CYS162(C) 3.96 SER161(0) 1WG60A C[]..0[]
1WB0A | CYS162(0) 4.89 |SER161(CA) |1W60A
1W60A | CYS162(0) 3.98 SER161(C) 1WG60A O[]..C[]
1W60A | CYS162(0) 4.66 SER161(0O) 1IWG60A
1W60A |CYS162(CB) 4.62|SER161(CA) | 1W60A
1WB60A | CYS162(CB) 3.40 SER161(C)  |1W60A C[1...C[]
1W60A |CYS162(CB) 3.73|SER161(0) 1W60A C[]..0[1]
1W60A | CYS162(SG) 4.62 SER161(C) 1WG60A
1WB0A |CYS162(SG) 4.49 |SER161(0)  |1W60A S[1...0[1]
1W60A | CYS162(N) 3.60 ALA163(N) | 1W60A N[]..N[]
1W60A | CYS162(N) 4.84 ALA163(CA) |1W60A
1W60A | CYS162(CA) 2.43|ALA163(N) |1W60A C[]..N[]
1W60A | CYS162(CA) 3.81 ALA163(CA) |1W60A C[]..C[]
1WB0A |CYS162(CA)|  4.81|ALA163(C) | 1W60A
1W60A | CYS162(CA) 4.80 ALA163(0) 1WG60A
1W60A | CYS162(CA) 4.55 ALA163(CB) |1W60A
1WB0A |CYS162(C) 2.44 ALA163(CA) 1W60A C[]..C[]
1WB0A |CYS162(C) 3.66 ALA163(C) |1W60A C[1...C[]
1WB60A |CYS162(C) 3.91 ALA163(0) |1W60A C[].. 0[]




1WB60A |CYS162(C)
1W60A |CYS162(0)

1WB0A | CYS162(0)
1WB0A | CYS162(0)
1WB0A | CYS162(0)
1WB0A | CYS162(0)
1W60A |CYS162(CB)
1WB0A |CYS162(CB)
1W60A |CYS162(CB)

1WB0A |CYS162(SG)

1WB0A | CYS162(SG)
1WB0A |CYS162(SG)
1WB0A |CYS162(C)

1WB0A | CYS162(N)

1WB0A |CYS162(CA)
1WB0A |CYS162(CA)
1WB0A |CYS162(C)
1WB0A |CYS162(SG)
1WB0A |CYS162(CA)
1WB0A |CYS162(CA)
1W60A |CYS162(SG)
1WB0A | CYS162(SG)
1WB0A |CYS162(SG)
1WB0A |CYS162(C)
1WB0A |CYS162(C)
1WB0A |CYS162(C)
1WB0A | CYS162(0)
1WB60A | CYS162(0)
1WB0A | CYS162(0)
1WB0A | CYS162(0)
1WB0A | CYS162(0)
1WB0A | CYS162(N)
1WB0A | CYS162(N)
1WB0A | CYS162(N)

1WB0A | CYS162(N)

1WB0A |CYS162(CA)
1W60A |CYS162(CA)
1WB0A |CYS162(CA)
1WB0A |CYS162(C)
1WB0A |CYS162(C)

1WB60A | CYS162(0)

1WB0A | CYS162(0)
1WB0A | CYS162(0)
1WB60A | CYS162(0)
1WB0A |CYS162(CB)

3.24| ALA163(CB)
2.25 ALA163(N)

2.78| ALA163(CA)
4.16| ALA163(C)
4.58 ALA163(0)
3.40| ALA163(CB)
3.24| ALA163(N)
453 ALA163(CA)
4.90| ALA163(0)

3.73 ALA163(N)

4.97| ALA163(CA)
4.49| ALA163(0)
4.80 LYS164(N)

4.95|GLY166(0)

4.99|GLY166(C)
4.08|GLY166(0)
4.09 GLY166(0)
4.80|GLY166(0)
457 VAL167(CA)
4.84|VAL167(CB)
4.72|VAL167(CA)
4.23|VAL167(CB)
4.80| VAL167(CG2)
4.36| PRO202(CA)
4.86|PRO202(C)
451|PRO202(CB)
4.78|PRO202(N)
3.46| PRO202(CA)
3.91 PRO202(C)
3.43|PRO202(CB)
4.52 PRO202(CG)
453 VAL203(N)
4.87| VAL203(CA)
4.06| VAL203(C)

2.84|VAL203(0)

4.61|VAL203(N)
4.85 VAL203(C)
3.75|VAL203(0)
4.34|VAL203(N)
4.19|VAL203(0)

3.57 VAL203(N)

4.64|VAL203(CA)
451|VAL203(C)
3.70| VAL203(0)
4.26| VAL203(N)

1WG60A

1WG60A

1W60A
1W60A
1WG60A
1W60A
1WG60A
1W60A
1WG60A

1WG60A

1W60A
1W60A
1WG60A

1W60A

1W60A
1W60A
1WG60A
1W60A
1WG60A
1W60A
1WG60A
1W60A
1W60A
1WG60A
1W60A
1WG60A
1W60A
1WG60A
1WG60A
1WG60A
1WG60A
1W60A
1WG60A
1W60A

1W60A

1WG60A
1WG60A
1W60A
1WG60A
1W60A

1WG60A

1WG60A
1W60A
1WG60A
1WG60A

[D-A-AA]:29.7° [A-D-DD]:94.5° d_planarity:0.7°
a_planarity:0.3°, bad a_angle(sp2)

[D-A-AA]:60.3° [A-D-DD]:142.6° d_planarity:-71.9°,
bad d_planarity

[D-A-AA]:134.7° [A-D-DD]:46.4° d_planarity:39.4°
a_planarity:23.6°, maximum distance exceeded,
bad d_angle(sp2)

H-bond [D-A-AA]:169.4° [A-D-DD]:117.9° d_planarity:-
23.5° a_planarity:-7.5°

[D-A-AA]:121.5° [A-D-DD]:129.9° d_planarity:-49.4°
a_planarity:-53.7°, maximum distance exceeded

] ..
or]..

o] ..
o] ..

or]..
crl...

S[]...

S[]...

cl] ..
Il ..

S[]...

..

or]..
o] ..
or]..

N[] ...
- O[]

cl] ..
Il ..
] ..

or]..

o] ..
cl] ..

Cl]
N[]

Cl]
Cl]

Cl]

N[]

N[]

O[]

O[]
O[]

Cl1]

Cl1]

Cl]
Cl]
Cl]

Cl]

O[]
N[]
O[]

N[]

O[]
N[]



1W60A |CYS162(CB)|  4.85|VAL203(CA) |1W60A
1W60A CYS162(CB)  4.71 VAL203(C) | 1W60A

1W60A |CYS162(CB)|  3.82|VAL203(0) |1we0A C[]..0[]
1WB0A |CYS162(CB)|  4.90| VAL203(CB) |1W60A

1WB0A |CYS162(CB)|  4.98| VAL203(CG2) | 1W60A

1W60A |CYS162(CB)|  4.90 MET229(SD) |1W60A

1WB60A | CYS162(CB) 3.84 MET229(CE) |1W60A C[1..C[]
1WB0A |CYS162(SG) 3.73 MET229(CE) |1W60A S[1...C[]
chainl | resl/atml |distance| res2/atm2 |chain2 H-bonding ing;gggieon
1RK4A | CYS191(N) 455 PHE114(CE1) 1RK4A

1RK4A |CYS191(SG) 4.82 PHE114(CG) |1RK4A

1RK4A |CYS191(SG) 3.58 |PHE114(CD1) | 1IRK4A S[]..C[1]
1RK4A |CYS191(SG) 3.69 |PHE114(CE1) |1RK4A S[1..C[]

1RK4A |CYS191(SG) 4.99 |PHE114(CZ) |1RK4A
1RK4A |CYS191(CB) 4.56 TYR117(CE2) |1RK4A

1RK4A |CYS191(SG) | 4.07|TYR117(CD2) |1RK4A S[]..CI[]
1RK4A |CYS191(SG) | 3.81|TYR117(CE2) |1RK4A S[1..Cl[]
1RK4A |CYS191(N) 456/ ILE118(CD1) |1RK4A
1RK4A |CYS191(CA)|  452|ILE118(CD1) |1RKA4A
1RK4A |CYS191(SG) | 4.41|ILE118(CD1) |1RK4A S[1..C[1]
1RK4A |CYS191(SG) | 4.19|LEU133(CD2) |1RK4A S[]..Cl[]

[D-A-AA]:144.6° [A-D-DD]:150.0° d_planarity:-0.4°

1RK4A | CYSI9L(N) 4.52 ILE186(0) 1RKaA a_planarity:16.4°, maximum distance exceeded

1RK4A |CYS191(N) 4.07 VAL187(C) |1RKA4A N[]..C[]
IRK4A CYSIOL(N) | 290 VALIS7(O)  IRK4A ;'_';’I‘;ﬂ;‘ri[é’:'ggﬁ]:”&g" [A-D-DDJ:107.6° d_planarity:-3.1% |1y o
1RK4A | CYS191(CA) 485 VAL187(C) |1RKA4A

1RK4A |CYS191(CA) 3.62|VAL187(0) |1RKA4A C[]1..0[]
1RK4A |CYS191(C) 4.65 VAL187(0) 1RK4A

1RK4A |CYS191(CB) 434 VAL187(C) |1RK4A C[]..C[]
1RK4A | CYS191(CB) 3.20 VAL187(0) | 1RKA4A C[]..0[]
1RK4A |CYS191(SG) 4.64 VAL187(CA) 1RK4A

1RK4A |CYS191(SG) 4.18|VAL187(C) |1RKA4A S[1...C[1]
1RK4A |CYS191(SG) 3.21|VAL187(0) |1RKA4A S[1..0[]
1RK4A | CYS191(SG) 4.99 VAL187(CB) |1RK4A

1RK4A |CYS191(SG) 4.03| VAL187(CG1) 1RK4A S[1..C[1]
1RK4A | CYS191(N) 4.87 GLN188(N) |1RK4A

1RK4A |CYS191(N) 4.81 GLN188(CA) |1RK4A

1RK4A | CYS191(N) 4.08|GLN188(C) |1RKA4A N[]..C[]

[D-A-AA]:96.4° [A-D-DD]:95.3° d_planarity:-63.4°
1RK4A |CYS191(N) 3.75|GLN188(0) |1RKA4A |a_planarity:79.8°, maximum distance exceeded, N[]..0O[]

bad d_planarity
1RK4A |CYS191(CA) 475/ GLN188(C) |1RK4A
1RK4A |CYS191(CA) 4.15|GLN188(0) |1RK4A C[]..0[]
1RK4A |CYS191(C) 4.89 GLN188(C) |1RK4A
1RK4A |CYS191(C) 3.96 |GLN188(0) |1RK4A C[]..0[]



1RK4A |CYS191(CB)
1RK4A |CYS191(CB)
1RKA4A |CYS191(CB)
1RK4A |CYS191(N)
1RK4A |CYS191(N)
1RK4A |CYS191(N)

1RK4A |CYS191(N)

1RK4A |CYS191(CA)
1RKA4A |CYS191(CA)
1RK4A |CYS191(C)
1RKA4A |CYS191(C)
1RK4A |CYS191(N)
1RK4A |CYS191(N)

1RK4A |CYS191(N)

1RK4A |CYS191(N)
1RK4A |CYS191(N)
1RK4A |CYS191(N)
1RK4A |CYS191(CA)
1RKA4A |CYS191(CA)
1RK4A |CYS191(CA)
1RK4A |CYS191(CA)
1RK4A |CYS191(CA)
1RK4A |CYS191(CA)
1RKA4A |CYS191(C)
1RK4A |CYS191(C)
1RKA4A |CYS191(C)
1RKA4A |CYS191(C)
1RK4A |CYS191(0)
1RK4A |CYS191(0)
1RK4A |CYS191(CB)
1RKA4A |CYS191(CB)
1RK4A |CYS191(CB)
1RKA4A |CYS191(SG)
1RKA4A |CYS191(SG)
1RK4A |CYS191(N)
1RK4A |CYS191(N)
1RKA4A |CYS191(N)
1RKA4A |CYS191(CA)
1RKA4A |CYS191(CA)
1RK4A |CYS191(CA)
1RKA4A |CYS191(CA)
1RK4A |CYS191(C)
1RKA4A |CYS191(C)
1RK4A |CYS191(C)
1RKA4A |CYS191(C)
1RKA4A |CYS191(C)
1RK4A |CYS191(0)

4.86| GLN188(CA)
4.73|GLN188(C)
4.26|GLN188(0)
4.46 | VAL189(N)
459 VAL189(CA)
3.48|VAL189(C)

3.70 | VAL189(0)

4.62 VAL189(C)
4.60| VAL189(0)
4.65VAL189(C)
4.27|VAL189(0)
2.84|VAL190(N)
2.45 VAL190(CA)

2.24|VAL190(0)

3.13| VAL190(CB)
3.63 VAL190(CG1)
456 VAL190(CG2)
4.21|VAL190(N)
3.81|VAL190(CA)
2.41|VAL190(C)
2.72|VAL190(0)
4.49| VAL190(CB)
4.69 VAL190(CG1)
4.66| VAL190(N)
441 VAL190(CA)
3.03| VAL190(C)
2.98| VAL190(0)
3.86 VAL190(C)
3.45|VAL190(0)
4.91|VAL190(CA)
3.72 | VAL190(C)
4.22|VAL190(0)
4.36 VAL190(C)
4.96| VAL190(0)
2.90 | LYS192(N)
4.33|LYS192(CA)
4.83/LYS192(C)
2.47 |LYS192(N)
3.84|LYS192(CA)
4.45|LYS192(C)
4.93|LYS192(CB)
2.43|LYS192(CA)
3.03/LYS192(C)
3.78|LYS192(0)
3.72|LYS192(CB)
4.95/LYS192(CG)
2.23|LYS192(N)

1RK4A
1RK4A
1RK4A
1RK4A
1RK4A
1RK4A

[D-A-AA]:70.5° [A-D-DD]:119.4° d_planarity:64.4°
1RKA4A |a_planarity:43.9°, maximum distance exceeded,
bad a_angle(sp2), bad d_planarity

1RK4A
1RK4A
1RK4A
1RK4A
1RK4A
1RK4A

[D-A-AA]:30.1° [A-D-DD]:92.0° d_planarity:3.2°
a_planarity:0.9°, bad a_angle(sp2)

1RKA4A
1RKA4A
1RKA4A
1RKA4A
1RKA4A
1RKA4A
1RKA4A
1RKA4A
1RKA4A
1RKA4A
1RKA4A
1RKA4A
1RKA4A
1RKA4A
1RKA4A
1RKA4A
1RKA4A
1RKA4A
1RKA4A
1RKA4A
1RKA4A
1RKA4A
1RKA4A
1RKA4A
1RKA4A
1RKA4A
1RKA4A
1RKA4A
1RKA4A
1RKA4A
1RKA4A
1RKA4A
1RK4A |[D-A-AA]:30.4° [A-D-DD]:93.1° d_planarity:0.0°

1RK4A

] ..
N[ ] ...

N[] ...

N[T...

..
N[ ] ...
N[ ] ...

N[]...

N[]...
N[]...

cl] ..
Il ..
] ..
..
cl] ..

] ..
c[] ..

] ..
or]..
o[]..

Il ..
Il ..
S[]...

N[ ] ...
N[ ] ...

Il ..
cr] ..
..

cr]..
c[] ..
] ..
cl] ..

or]..

O[]
N[]

Cl]

o[}

O[]
N[]
Cl1]

O[]

Cl1]
Cl]

N[]
Cl]
Cl]
O[]
Cl1]

Cl]
Cl]
O[]
Cl]
O[]

Cl]
O[]

Cl]

N[]
Cl1]

N[]
Cl]
Cl]

Cl]
Cl]
O[]
Cl1]

N[]



1RK4A |CYS191(0)
1RK4A |CYS191(0)
1RK4A |CYS191(0)
1RKA4A |CYS191(0)
1RK4A |CYS191(CB)
1RKA4A |CYS191(CB)

1RK4A |CYS191(SG)

1RK4A |CYS191(N)
1RK4A |CYS191(CA)
1RKA4A |CYS191(C)
1RK4A |CYS191(C)
1RKA4A |CYS191(C)

1RK4A |CYS191(0)

1RK4A |CYS191(0)
1RK4A |CYS191(0)
1RK4A |CYS191(N)
1RK4A |CYS191(CA)
1RKA4A |CYS191(C)
1RKA4A |CYS191(C)
1RK4A |CYS191(C)

1RK4A |CYS191(0)

1RKA4A |CYS191(0)
1RK4A |CYS191(0)
1RK4A |CYS191(CA)
1RK4A |CYS191(CA)
1RKA4A |CYS191(CA)
1RKA4A |CYS191(C)
1RK4A |CYS191(C)
1RKA4A |CYS191(C)
1RK4A |CYS191(C)

1RKA4A |CYS191(0)

1RK4A |CYS191(0)
1RK4A |CYS191(0)
1RKA4A |CYS191(0)
1RK4A |CYS191(0)
1RK4A |CYS191(0)
1RKA4A |CYS191(CB)
1RK4A |CYS191(C)
1RKA4A |CYS191(C)
1RK4A |CYS191(C)

1RKA4A |CYS191(0)

1RKA4A |CYS191(0)
1RK4A |CYS191(0)
1RKA4A |CYS191(CA)

2.73|LYS192(CA)
2.96|LYS192(C)
3.31/LYS192(0)
4.22|LYS192(CB)
3.25|LYS192(N)
4.56|LYS192(CA)

4.96|LYS192(N)

452 |LYS193(N)
4.52|LYS193(N)
3.38|LYS193(N)
4.53 | LYS193(CA)
4.63/LYS193(C)

3.56 | LYS193(N)

450|LYS193(CA)
4.28 | LYS193(C)
4.86 | TYR194(N)
4.72 | TYR194(N)
4.06| TYR194(N)
4.94| TYR194(CA)
4.86 | TYR194(C)

3.71 | TYR194(N)

4.40 | TYR194(CA)
4.04| TYR194(C)
454 ARG195(N)
4.47| ARG195(CB)
4.96| ARG195(CG)
3.92| ARG195(N)
4.53 ARG195(CA)
4.72| ARG195(C)
4.32 ARG195(CB)

2.93| ARG195(N)

3.39| ARG195(CA)
3,50 ARG195(C)
451 ARG195(0)
3.38| ARG195(CB)
4.46| ARG195(CG)
4.93| ARG195(CB)
4.25|GLY196(N)
4.91|GLY196(CA)
4.90 | GLY196(C)

3.08|GLY196(N)

3.88|GLY196(CA)
4.01|GLY196(C)
4.91|PHE197(N)

1RK4A
1RK4A
1RK4A
1RK4A
1RK4A
1RK4A

1RK4A

1RK4A
1RK4A
1RK4A
1RK4A
1RK4A

1RK4A

1RK4A
1RK4A
1RK4A
1RK4A
1RK4A
1RK4A
1RK4A

1RK4A

1RK4A
1RK4A
1RK4A
1RK4A
1RK4A
1RK4A
1RK4A
1RK4A
1RK4A

1RK4A

1RK4A
1RK4A
1RK4A
1RK4A
1RK4A
1RK4A
1RK4A
1RK4A
1RK4A

1RK4A

1RK4A
1RK4A
1RK4A

a_planarity:1.1°, bad a_angle(sp2)

[D-A-AA]:16.5° [A-D-DD]:156.6° d_planarity:52.5°,
maximum distance exceeded, bad a_angle(sp3)

[D-A-AA]:71.8° [A-D-DD]:122.2° d_planarity:64.2°
a_planarity:44.4°, maximum distance exceeded,
bad a_angle(sp2), bad d_planarity

[D-A-AA]:97.7° [A-D-DD]:108.3° d_planarity:-54.8°
a_planarity:84.9°, maximum distance exceeded

H-bond [D-A-AA]:138.3° [A-D-DD]:95.1° d_planarity:-18.4°
a_planarity:-64.3°

[D-A-AA]:160.9° [A-D-DD]:112.6° d_planarity:-65.6°
a_planarity:10.2°, bad d_planarity

o]..
o[]..
o]..

o] ..
] ..

cl] ..

o[]..

or]..

..

or]..

o[]..
or]..

Il .

Il .

] ..

- N[1]

or]..
or]..

o[]..
or]..

Il ..

Cl1]
Cl1]
O[]

Cl1]
N[]

N[]

N[]

Cl]

N[]

N[]

Cl1]
Cl]

Cl]

N[]

Cl]

Cl1]
Cl]

C[]
Cl1]

N[]

- N[1]

o[]..
o[]..

Cl1]
Cl]



1IRK4A |CYS191(CA)|  4.25 PHE197(0) |1RKA4A C[]..0[]
1RK4A|CYS191(CA)|  4.74|PHE197(CB) |1RK4A

1RK4A |CYS191(C) 395 PHEL97(N) | IRK4A C[]..N[]
1RK4A | CYS191(C) 452 PHEL97(CA) |IRK4A

1RK4A |CYS191(C) 441 PHE197(C) | 1IRK4A Cl]...Cl]
1RK4A |CYS191(C) 3.50 PHE197(0)  |IRK4A C[]..0[1
1RK4A |CYS191(C) 451 PHE197(CB) |IRK4A

1RK4A |CYS191(0) 318 PHEL97(N) |1RK4A ['&”:iggn’;mf;o 9% [A-D-DDJ:116.5% d planarity:= 5y
1RK4A |CYS191(0) 4.05 PHE197(CA) |IRK4A o[1..c[1
1RK4A |CYS191(0) 430 PHEL97(C) | IRK4A O[]..CI]
1RK4A |CYS191(0) 3.66 PHE197(0) |IRK4A o[1..0[1
1RK4A |CYS191(0) 4.12 PHE197(CB) |1RK4A O[]..CI]

1RK4A|CYS191(CB)|  4.86 PHE197(N) |1RK4A
1RK4A |CYS191(CB)|  4.68 PHE197(CA) |1RKA4A

1RK4A |CYS191(CB) |  4.48|PHE197(C) |1RK4A C[]..CI1
1RK4A |CYS191(CB) |  3.73|PHE197(0)  |1RK4A C[]1..0[]
1RK4A |CYS191(CB) |  4.01|PHE197(CB) |1RK4A C[]..C[]
1RK4A |CYS191(CB) |  4.34|PHE197(CG) |1RK4A C[]..Cl]
1RK4A |CYS191(CB) |  3.80 |PHE197(CD1) |1RK4A C[]..Cl]

1RK4A |CYS191(CB) |  4.75|PHE197(CE1) |1RKA4A
1RK4A |CYS191(SG) | 4.97|PHE197(CB) |1RK4A
1RK4A |CYS191(SG) |  4.96 PHE197(CG) |1RK4A
1RK4A |CYS191(SG) |  4.35|PHE197(CD1) |1RK4A S[]..Cl[]
1RK4A |CYS191(SG) | 4.94|PHE197(CE1) |1RK4A

chainl | resl/atml |distance| res2/atm2 | chain2 H-bonding in(t:er;zggi?)n
[D-A-AA]:117.1° [A-D-DD]:46.0° d_planarity:13.8°
2ALDA [CYST72(N) 4.74|GLY26(0) 2ALDA |a_planarity:69.3°, maximum distance exceeded,
bad d_angle(sp2)
2ALDA CYS72(CA) 4.76 |GLY26(C) 2ALDA
2ALDA |CYS72(CA) 3.87 | GLY26(0) 2ALDA C[]..0[]
2ALDA |CYST72(C) 4.90 GLY26(C) 2ALDA
2ALDA |CYS72(C) 4.14 | GLY26(0) 2ALDA C[].. 0[]
2ALDA |CYS72(0) 4.49 GLY26(C) 2ALDA O[]..C[]
2ALDA [CYS72(0) 3.73/GLY26(0) 2ALDA O[]..0[]
2ALDA | CYS72(CB) 4.79 | GLY26(0) 2ALDA
2ALDA CYS72(CA) 4.62|LYS27(CA) |2ALDA
2ALDA |CYS72(C) 4.94 LYS27(N) 2ALDA
2ALDA |CYST72(C) 3.99 LYS27(CA) |2ALDA C[]..C[]
2ALDA |CYS72(C) 4.64 LYS27(C) 2ALDA
2ALDA |CYST72(C) 429 LYS27(CB) |2ALDA C[]..C[]
2ALDA CYS72(C) 4.69 LYS27(CG) |2ALDA
[D-A-AA]:108.6° [A-D-DD]:35.3° d_planarity:2.9°
2ALDA [CYS72(0) 4.41 |LYS27(N) 2ALDA |a_planarity:-66.7°, maximum distance exceeded, O[]..N[]
bad d_angle(sp2)
2ALDA |CYS72(0) 3.33|LYS27(CA) |2ALDA O[]..C[]

2ALDA |CYS72(0) 3.67/LYS27(C)  |2ALDA o[]..cl]



2ALDA |CYS72(0)
2ALDA |CYST72(0)
2ALDA |CYS72(0)
2ALDA |CYST72(C)
2ALDA |CYST72(C)

2ALDA |CYS72(0)

2ALDA |CYS72(0)
2ALDA |CYST72(0)
2ALDA |CYS72(0)

2ALDA |CYST2(N)

2ALDA |CYST72(CB)
2ALDA | CYST72(SG)
2ALDA |CYST72(SG)
2ALDA |CYST72(N)
2ALDA |CYST72(N)

2ALDA |CYST72(N)

2ALDA |CYST72(CA)
2ALDA |CYST72(CA)
2ALDA |CYST72(C)
2ALDA |CYST72(C)
2ALDA |CYST72(0)
2ALDA |CYST72(CB)
2ALDA |CYST72(CB)
2ALDA |CYST72(CB)
2ALDA | CYST72(SG)
2ALDA |CYST72(SG)
2ALDA | CYST72(SG)
2ALDA |CYST72(N)
2ALDA |CYST72(N)
2ALDA |CYST72(N)

2ALDA |CYST72(N)

2ALDA |CYST72(CA)
2ALDA |CYST72(CA)
2ALDA |CYST72(C)
2ALDA |CYST72(C)
2ALDA |CYST2(N)
2ALDA |CYST72(N)

2ALDA |CYST72(N)

2ALDA |CYST2(N)
2ALDA |CYST72(N)
2ALDA |CYST72(N)
2ALDA |CYST72(CA)
2ALDA |CYST72(CA)
2ALDA |CYST72(CA)
2ALDA |CYST72(CA)

4.86
3.88
4.64
4.04
4.61

2.93

3.95
4.09
3.82

4.74

4.54
4.68
3.55
4.61
3.69

2.82

4.44
3.41
4.96
3.75
4.90
4.30
4.10
3.25
4.41
4.54
4.11
4.20
4.17
3.17

3.42

451
4.60
491
4.65
2.62
2.44

2.29

331
3.93
3.42
4.08
3.80
2.43
2.79

LYS27(0)
LYS27(CB)
LYS27(CG)
GLY28(N)
GLY28(0)

GLY28(N)

GLY28(CA)
GLY28(C)
GLY28(0)

ARG68(0)

ARG68(0)
ARG68(C)
ARG68(0)
VALG69(CA)
VAL69(C)

VALB9(0)

VAL69(C)
VAL69(0)
VAL69(C)
VAL69(0)
VAL69(0)
VAL69(CA)
VAL69(C)
VAL69(0)
VALG9(CA)
VAL69(C)
VAL69(0)
ASN70(N)
ASN70(CA)
ASNT70(C)

ASN70(0)

ASN70(C)
ASNT70(0)
ASN70(C)
ASN70(0)
PRO71(N)
PRO71(CA)

PRO71(0)

PRO71(CB)
PRO71(CG)
PRO71(CD)
PRO71(N)
PRO71(CA)
PRO71(C)
PRO71(0)

2ALDA
2ALDA
2ALDA
2ALDA
2ALDA

2ALDA

2ALDA
2ALDA
2ALDA

2ALDA

2ALDA
2ALDA
2ALDA
2ALDA
2ALDA

2ALDA

2ALDA
2ALDA
2ALDA
2ALDA
2ALDA
2ALDA
2ALDA
2ALDA
2ALDA
2ALDA
2ALDA
2ALDA
2ALDA
2ALDA

2ALDA

2ALDA
2ALDA
2ALDA
2ALDA
2ALDA
2ALDA

2ALDA

2ALDA
2ALDA
2ALDA
2ALDA
2ALDA
2ALDA
2ALDA

H-bond [D-A-AA]:149.9° [A-D-DD]:124.2° d_planarity:-

16.0° a_planarity:64.1°

[D-A-AA]:122.3° [A-D-DD]:104.8° d_planarity:-39.9°
a_planarity:34.2°, maximum distance exceeded

Weakly positive

H-bond [D-A-AA]:126.6° [A-D-DD]:100.8° d_planarity:-

19.6° a_planarity:78.8°

[D-A-AA]:67.9° [A-D-DD]:136.8° d_planarity:-86.0°
a_planarity:51.7°, bad a_angle(sp2), bad d_planarity

[D-A-AA]:28.6° [A-D-DD]:93.6° d_planarity:4.0°
a_planarity:11.7°, bad a_angle(sp2)
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Cl]
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Cl]
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Cl]
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O[]



2ALDA |CYST72(CA)
2ALDA |CYST72(CA)
2ALDA |CYST72(C)
2ALDA |CYST72(C)
2ALDA |CYST72(C)
2ALDA |CYST72(C)
2ALDA |CYS72(0)
2ALDA |CYS72(0)
2ALDA |CYST72(CB)
2ALDA |CYST72(CB)
2ALDA |CYS72(CB)
2ALDA |CYST72(CB)
2ALDA | CYST72(SG)
2ALDA |CYST72(SG)
2ALDA | CYST72(SG)
2ALDA |CYST72(N)
2ALDA |CYST72(N)
2ALDA |CYST72(N)
2ALDA |CYST72(N)
2ALDA |CYST72(CA)
2ALDA |CYST72(CA)
2ALDA |CYST72(CA)
2ALDA |CYST72(CA)
2ALDA |CYST72(CA)
2ALDA |CYST72(CA)
2ALDA |CYST72(C)
2ALDA |CYST72(C)
2ALDA |CYST72(C)
2ALDA |CYST72(C)
2ALDA |CYST72(C)
2ALDA |CYST72(C)
2ALDA |CYST72(C)

2ALDA |CYST72(0)

2ALDA |CYS72(0)
2ALDA |CYS72(0)
2ALDA |CYST72(0)
2ALDA |CYS72(0)
2ALDA |CYS72(0)
2ALDA |CYS72(0)
2ALDA |CYS72(CB)
2ALDA |CYST72(CB)
2ALDA |CYST72(CB)
2ALDA |CYST72(CB)
2ALDA |CYST72(CB)

2ALDA | CYST72(SG)
2ALDA |CYST72(C)

2ALDA |CYST72(0)

4.52
4.80
4.85
4.61
3.26
3.51
4.23
4.17
4.79
4.86
3.69
4.20
4.15
4.62
4.89
2.80
4.25
491
4.97
2.44
3.81
4.76
4.65
461
4.69
241
3.42
4.18
3.48
3.66
4.82
3.70

2.23

2.68
3.65
4.66
3.88
3.97
3.59
3.16
4.40
4.83
4.30
4.24

4.85

4.00

3.86

PRO71(CB)
PRO71(CD)
PRO71(N)
PRO71(CA)
PRO71(C)
PRO71(0)
PRO71(C)
PRO71(0)
PRO71(N)
PRO71(CA)
PRO71(C)
PRO71(0)
PRO71(C)
PRO71(0)
PRO71(CD)
ILE73(N)
ILE73(CA)
ILE73(C)
ILE73(CB)
ILE73(N)
ILE73(CA)
ILE73(C)
ILE73(CB)
ILE73(CG1)
ILE73(CD1)
ILE73(CA)
ILE73(C)
ILE73(0)
ILE73(CB)
ILE73(CG1)
ILE73(CG2)
ILE73(CD1)

ILE73(N)

ILE73(CA)
ILE73(C)
ILE73(0)
ILE73(CB)
ILE73(CG1)
ILE73(CD1)
ILE73(N)
ILE73(CA)
ILE73(CB)
ILE73(CG1)
ILE73(CD1)

ILE73(N)
GLY74(N)

GLY74(N)

2ALDA
2ALDA
2ALDA
2ALDA
2ALDA
2ALDA
2ALDA
2ALDA
2ALDA
2ALDA
2ALDA
2ALDA
2ALDA
2ALDA
2ALDA
2ALDA
2ALDA
2ALDA
2ALDA
2ALDA
2ALDA
2ALDA
2ALDA
2ALDA
2ALDA
2ALDA
2ALDA
2ALDA
2ALDA
2ALDA
2ALDA
2ALDA

>ALDA [D-A-AA]:30.8° [A-D-DD]:90.4° d_planarity:0.2°
a_planarity:7.7°, bad a_angle(sp2)

2ALDA

2ALDA

2ALDA

2ALDA

2ALDA

2ALDA

2ALDA

2ALDA

2ALDA

2ALDA

2ALDA

[D-A-AA]:18.0° [A-D-DD]:150.5° d_planarity:57.8°,

2ALDA maximum distance exceeded, bad a_angle(sp3)

2ALDA

D-A-AA]:87.4° [A-D-DD]:153.9° d_planarity:-74.1°
A

2ALD a_planarity:25.5°, maximum distance exceeded,

c[] ..
cl] ..

o[]..
o]..

] ..
c[] ..
S[]...

N[ ] ...
N[ ] ...

cl] ..
cl] ..

cl] ..
cl] ..
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cl] ..
cl] ..

] ..
or]..

o]..
o[]..

or]..
or]..
or]..
Il ...
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cl] ..
cl] ..

] ..
o[]..

Cl]
O[]
Cl1]
O[]

Cl]
O[]
Cl]

N[]
Cl1]

N[]
Cl]

Cl1]
Cl1]
O[]
Cl]
Cl]

Cl]
N[]

Cl1]
Cl1]

Cl1]
Cl1]
Cl1]
N[]
Cl]

Cl]
Cl1]

N[]
N[]



bad a_angle(sp2), bad d_planarity

2ALDA |CYST72(C) 4.65 PHE299(CZ) |2ALDA

2ALDA |CYS72(0) 4.31|PHE299(CE1) |2ALDA o[]..Cl[]
2ALDA |CYST72(0) 4.45| PHE299(CE2) |2ALDA o[]..cl]
2ALDA |CYS72(0) 3.60|PHE299(CZ) |2ALDA O[]..Cl]

2ALDA [CYS72(CA)|  4.96 ALA331(0) |2ALDA
2ALDA |CYS72(CB)|  4.69 ALA331(CA) |2ALDA

2ALDA |CYS72(CB)|  4.20 ALA331(C) |2ALDA C[1..Cl]
2ALDA|CYS72(CB)|  3.80 ALA331(0) |2ALDA C[]1..0[]
2ALDA |CYS72(CB)|  4.11 ALA331(CB) |2ALDA C[1..Cl]
2ALDA |CYS72(SG)|  4.88 ALA331(CA) |2ALDA

2ALDA|CYS72(SG)|  3.93 ALA331(C) |2ALDA S[]..CI[]
2ALDA |CYS72(SG) |  3.67 ALA331(0) |2ALDA S[]...0[]

2ALDA|CYS72(SG)|  4.55  ALA331(CB) |2ALDA
2ALDA|CYS72(CB)|  4.98 LEU332(N) |2ALDA

[D-A-AA]:102.9° [A-D-DD]:70.8° d_planarity:49.4°, S[]...N[]
maximum distance exceeded, bad d_angle(sp2)

2ALDA|CYS72(SG)|  4.01/LEU332(CA) |2ALDA S[1..C[1]
2ALDA |CYS72(SG)|  4.93 LEU332(C) |2ALDA
2ALDA |CYST72(SG)|  4.88 LEU332(0) |2ALDA
2ALDA|CYST72(SG)|  4.88 LEU332(CB) |2ALDA

2ALDA |CYST72(SG) 4.24 LEU332(N) |2ALDA

2ALDA |CYST72(SG) 4.46 LEU332(CG) 2ALDA S[]...C[]
2ALDA |CYST72(SG) 3.60 LEU332(CD2) 2ALDA S[1...C[1]
2ALDA |CYST2(N) 4.80 |SER335(0G) |2ALDA g?siﬁr;?e':]x:ggéézgyp‘t;;"33{;3'16'?;p%p'a“amy:55'2°' maximunm
2ALDA |CYST72(CA) 4.09 |SER335(CB) |2ALDA C[]..C[1
2ALDA |CYST72(CA) 4.06 SER335(0G) |2ALDA C[]..0[]
2ALDA |CYS72(C) 5.00 SER335(CB) |2ALDA
2ALDA |CYS72(0) 4.85|SER335(CB) |2ALDA
2ALDA | CYS72(CB) 3.93 | SER335(CB) |2ALDA C[]..C[]
2ALDA |CYS72(CB) 4.36 |SER335(0G) |2ALDA C[]..0[]
2ALDA |CYST72(SG) 4.86 | SER335(CA) |2ALDA
2ALDA | CYST72(SG) 3.48 | SER335(CB) |2ALDA S[]..C[]
2ALDA CYS72(SG) 3.87 SER335(0G) |2ALDA £I3(—;:\e-$ﬁ\]:92.9° [A-D-DD]:63.4°, maximum distance S[]...0[]
chainl | resl/atml |distance res2/atm2 | chain2 H-bonding intcer;gg?i%n
2ALDA | CYS239(N) 4.81 GLY194(C) |2ALDA
[D-A-AA]:125.2° [A-D-DD]:124.9° d_planarity:-69.8°
2ALDA | CYS239(N) 3.99 GLY194(0) |2ALDA a_planarity:19.5°, maximum distance exceeded, N[]...O[1]
bad d_planarity
2ALDA |CYS239(CA) 4.97 GLY194(0) |2ALDA
2ALDA | CYS239(N) 4.81 ASP195(N) 2ALDA
2ALDA | CYS239(N) 3.83 ASP195(CA) |2ALDA N[]1..C[]
2ALDA |CYS239(N) 4.44  ASP195(C) 2ALDA N[]..C[]
[D-A-AA]:75.8° [A-D-DD]:60.6° d_planarity:89.8°
2ALDA [CYS239(N) 4.58 ASP195(0) 2ALDA |a_planarity:-51.2°, maximum distance exceeded,

bad a_angle(sp2), bad d_angle(sp2), bad d_planarity



2ALDA |CYS239(N)

2ALDA |CYS239(CA)
2ALDA |CYS239(CA)
2ALDA |CYS239(CA)
2ALDA |CYS239(CA)
2ALDA |CYS239(CB)
2ALDA |CYS239(CB)
2ALDA |CYS239(CB)
2ALDA |CYS239(SG)
2ALDA |CYS239(SG)
2ALDA |CYS239(CA)
2ALDA |CYS239(CB)
2ALDA |CYS239(CB)
2ALDA |CYS239(CB)
2ALDA |CYS239(SG)
2ALDA |CYS239(SG)
2ALDA |CYS239(CB)
2ALDA |CYS239(CB)

2ALDA |CYS239(SG)

2ALDA |CYS239(SG)
2ALDA |CYS239(SG)
2ALDA |CYS239(CB)
2ALDA |CYS239(CB)
2ALDA |CYS239(CB)
2ALDA |CYS239(CB)
2ALDA |CYS239(SG)
2ALDA |CYS239(N)

2ALDA |CYS239(N)

2ALDA |CYS239(N)

2ALDA |CYS239(N)

2ALDA |CYS239(CA)
2ALDA |CYS239(CA)
2ALDA |CYS239(C)
2ALDA |CYS239(0)
2ALDA |CYS239(CB)
2ALDA |CYS239(CB)
2ALDA|CYS239(CB)
2ALDA |CYS239(CB)
2ALDA |CYS239(N)
2ALDA |CYS239(N)
2ALDA |CYS239(N)

2ALDA |CYS239(N)

2ALDA |CYS239(CA)
2ALDA |CYS239(CA)
2ALDA |CYS239(0)
2ALDA |CYS239(0)

4.16 | ASP195(CB)
4.13 ASP195(CA)
4.30| ASP195(C)
4.07 ASP195(0)
4.32| ASP195(CB)
4.62| ASP195(CA)
4.37| ASP195(C)
4.16 | ASP195(0)
4.95 ASP195(C)
4.33| ASP195(0)
4.62 | HIS196(0)
4.88 | HIS196(N)
4.32|HIS196(C)
3.54 |HIS196(0)
4.24|HIS196(C)
3.81 HIS196(0)
4.91| ASP197(N)
4.78| ASP197(CA)

4.34| ASP197(N)

3.87|ASP197(CA)
4.22| ASP197(CB)
4.78 PRO235(CA)
4,66 |PRO235(C)

3.90 |PRO235(CB)
4.81|PRO235(CG)
4.10 PRO235(CB)
4.94| GLY236(N)

456 GLY236(CA)
3.76 |GLY236(C)

3.11|GLY236(0)

4,58 |GLY236(C)
3.79|GLY236(0)
4.65|GLY236(0)
4.38|GLY236(0)
4.06 |GLY236(N)
4.45|GLY236(CA)
4.17|GLY236(C)
3.34/GLY236(0)
4.31 | HIS237(N)
4.39 |HIS237(CA)
3.31 HIS237(C)

3.59 |HIS237(0)

4.68 HI1S237(C)
4.85 HIS237(0)
4.94 HIS237(C)
4.52|HIS237(0)

2ALDA
2ALDA
2ALDA
2ALDA
2ALDA
2ALDA
2ALDA
2ALDA
2ALDA
2ALDA
2ALDA
2ALDA
2ALDA
2ALDA
2ALDA
2ALDA
2ALDA
2ALDA

2ALDA

2ALDA
2ALDA
2ALDA
2ALDA
2ALDA
2ALDA
2ALDA
2ALDA
2ALDA
2ALDA

2ALDA

2ALDA
2ALDA
2ALDA
2ALDA
2ALDA
2ALDA
2ALDA
2ALDA
2ALDA
2ALDA
2ALDA

2ALDA
2ALDA
2ALDA
2ALDA

Weakly negative

Weakly positive

[D-A-AA]:97.3° [A-D-DD]:61.9° d_planarity:49.2°,
maximum distance exceeded, bad d_angle(sp2)

Negative

H-bond [D-A-AA]:113.8° [A-D-DD]:106.5° d_planarity:-5.4°

a_planarity:86.5°

[D-A-AA]:66.8° [A-D-DD]:144.0° d_planarity:-68.9°
2ALDA |a_planarity:44.2°, maximum distance exceeded,
bad a_angle(sp2), bad d_planarity
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2ALDA |CYS239(N)
2ALDA |CYS239(N)

2ALDA |CYS239(N)

2ALDA |CYS239(N)
2ALDA |CYS239(CA)
2ALDA |CYS239(CA)
2ALDA |CYS239(CA)
2ALDA |CYS239(CA)
2ALDA |CYS239(CA)
2ALDA |CYS239(C)
2ALDA |CYS239(C)
2ALDA |CYS239(C)
2ALDA |CYS239(C)

2ALDA |CYS239(0)

2ALDA |CYS239(0)
2ALDA |CYS239(0)
2ALDA |CYS239(0)
2ALDA |CYS239(CB)
2ALDA |CYS239(CB)
2ALDA |CYS239(CB)
2ALDA |CYS239(CB)
2ALDA |CYS239(N)
2ALDA |CYS239(N)
2ALDA |CYS239(CA)
2ALDA |CYS239(CA)
2ALDA |CYS239(CA)
2ALDA |CYS239(CA)
2ALDA |CYS239(CA)
2ALDA |CYS239(C)
2ALDA |CYS239(C)
2ALDA |CYS239(C)
2ALDA |CYS239(C)
2ALDA |CYS239(C)
2ALDA |CYS239(C)

2ALDA |CYS239(0)

2ALDA |CYS239(0)
2ALDA |CYS239(0)
2ALDA |CYS239(0)
2ALDA |CYS239(0)

2ALDA |CYS239(0)

2ALDA |CYS239(0)

2ALDA |CYS239(CB)
2ALDA |CYS239(CB)
2ALDA |CYS239(CB)

2ALDA |CYS239(SG)

2.65| ALA238(N)
2.43| ALA238(CA)

2.27| ALA238(0)

3.53| ALA238(CB)
4.10| ALA238(N)
3.79| ALA238(CA)
2.42| ALA238(C)
2.79| ALA238(0)
4.74| ALA238(CB)
4.89 ALA238(N)
4.36| ALA238(CA)
2.99 | ALA238(C)
3.12| ALA238(0)

4.88 | ALA238(N)

4.50| ALA238(CA)
3.41 ALA238(C)
3.80| ALA238(0)
4.80 ALA238(N)
4.90| ALA238(CA)
3.74| ALA238(C)
4.29| ALA238(0)
3.50 | THR240(N)
4.73 THR240(CA)
2.46| THR240(N)
3.82| THR240(CA)
4.60 | THR240(C)
4.89 THR240(CB)
4.99| THR240(0G1)
2.41| THR240(CA)
3.26| THR240(C)
4.13 | THR240(0)
3.67| THR240(CB)
4.08| THR240(0G1)
4,05 THR240(CG2)

2.22| THR240(N)

2.74| THR240(CA)
3.34| THR240(C)
3.90| THR240(0)
4.17 | THR240(CB)

4.88 | THR240(0G1)

4.52| THR240(CG2)
3.35 THR240(N)
4.57 | THR240(CA)
4.89| THR240(C)

3.46 | THR240(N)

2ALDA
2ALDA

2ALDA

2ALDA
2ALDA
2ALDA
2ALDA
2ALDA
2ALDA
2ALDA
2ALDA
2ALDA
2ALDA

2ALDA

2ALDA
2ALDA
2ALDA
2ALDA
2ALDA
2ALDA
2ALDA
2ALDA
2ALDA
2ALDA
2ALDA
2ALDA
2ALDA
2ALDA
2ALDA
2ALDA
2ALDA
2ALDA
2ALDA
2ALDA

2ALDA

2ALDA
2ALDA
2ALDA
2ALDA

2ALDA

2ALDA
2ALDA
2ALDA
2ALDA

2ALDA

[D-A-AA]:29.0° [A-D-DD]:94.4° d_planarity:6.0°
a_planarity:12.7°, bad a_angle(sp2)

[D-A-AA]:83.4° [A-D-DD]:66.5° d_planarity:66.3°
a_planarity:-38.1°, maximum distance exceeded,
bad a_angle(sp2), bad d_angle(sp2), bad d_planarity

[D-A-AA]:29.7° [A-D-DD]:94.1° d_planarity:2.4°
a_planarity:7.7°, bad a_angle(sp2)

[D-A-AA]:43.7° [A-D-DD]:52.6° a_planarity:3.7°, maximum
distance exceeded, bad a_angle(sp2), bad d_angle(sp3)

[D-A-AA]:71.3° [A-D-DD]:126.8° d_planarity:83.6°,
bad d_planarity
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2ALDA |CYS239(SG) |  4.48 THR240(CA) |2ALDA S[1..Cl[]

2ALDA |CYS239(SG) 4.37|THR240(C) |2ALDA S[1...C[]

2ALDA |CYS239(CA) 4.62 GLN241(N) |2ALDA

2ALDA CYS239(C) 3.58 GLN241(N) |2ALDA C[]..N[]

2ALDA |CYS239(C) 4.81 GLN241(CA) |2ALDA

2ALDA |CYS239(C) 498 GLN241(C) |2ALDA

2ALDA |CYS239(C) 428 GLN241(0) |2ALDA C[]..0[]
[D-A-AA]:68.7° [A-D-DD]:128.9° d_planarity:73.9°

2ALDA |CYS239(0) 3.84 GLN241(N) |2ALDA |a_planarity:49.0°, maximum distance exceeded, O[].-N[]
bad a_angle(sp2), bad d_planarity

2ALDA |CYS239(0) 4.88 GLN241(CA) |2ALDA

2ALDA |CYS239(0) 4.69 GLN241(C) |2ALDA

2ALDA |CYS239(0) 3.85 GLN241(0) |2ALDA O[]..0[1]

2ALDA |CYS239(CB) 457 |GLN241(N)  |2ALDA
2ALDA |CYS239(CB) 4,50 GLN241(0) |2ALDA
H-bond [D-A-AA]:110.4° [A-D-DD]:105.1° d_planarity:-

2ALDA |CYS239(SG) 3.61 GLN241(N) |2ALDA , " S[1..N[]
2ALDA |CYS239(SG) 4.22 GLN241(CA) 2ALDA S[1..C[1]
2ALDA |CYS239(SG) 4.53 GLN241(C) 2ALDA
2ALDA |CYS239(SG) 3.92|GLN241(0) |2ALDA S[1..0[1]
2ALDA | CYS239(SG) 3.92 GLN241(CB) |2ALDA S[1..C[]
2ALDA |CYS239(SG) 4.32 GLN241(CG) |2ALDA S[1..C[1]
2ALDA |CYS239(0) 452 LYS242(NZ) |2ALDA |[P-A-AAL156.3° [A-D-DD]:117.9° a_planarity:15.7°,
maximum distance exceeded

2ALDA | CYS239(SG) 4.43 PHE243(CE2) |2ALDA S[1..C[]

. . . . Charge
chainl | resl/atml |distance| res2/atm2 | chain2 H-bonding interaction

[D-A-AA]:145.6° [A-D-DD]:71.9° d_planarity:-25.2°,

2ALDA CYS338(SG) | 397 GLY26(N)  2ALDA ' no S[1...N[]
2ALDA [CYS338(SG) |  3.78 /GLY26(CA) |2ALDA S[1..C[]
2ALDA|CYS338(SG) |  3.63/GLY26(C)  |2ALDA S[1..Cl[]
2ALDA [CYS338(SG) |  3.73/GLY26(0) | 2ALDA S[1..0[]

2ALDA |CYS338(CB) 4.93|LYS27(0) 2ALDA

[D-A-AA]:154.0° [A-D-DD]:110.0° d_planarity:74.6°,

2ALDA CYS333(SG) | 3.93 LYS27(N)  |2ALDA -0t

S[]...N[]
2ALDA|CYS338(SG) |  4.63/LYS27(CA) |2ALDA

2ALDA |CYS338(SG) 4.34|LYS27(C) 2ALDA S[1...C[]
2ALDA |CYS338(SG) 3.98 LYS27(0) 2ALDA | Weakly positive S[]...0[1]
2ALDA |CYS338(N) 4.09|LEU283(CG) |2ALDA N[1..C[]
2ALDA |CYS338(N) 4.02|LEU283(CD2) |2ALDA N[]...C[]
2ALDA CYS338(CA) 4.10 LEU283(CG) |2ALDA C[]..C[]
2ALDA CYS338(CA) 4.69 LEU283(CD1) |2ALDA

2ALDA [CYS338(CA) 4.16 LEU283(CD2) |2ALDA C[]..C[]
2ALDA |CYS338(CB) 4.47 |LEU283(CG) |2ALDA C[]1..C[]
2ALDA |CYS338(CB) 4.88 |LEU283(CD1) |2ALDA

2ALDA |CYS338(CB) 4.09 LEU283(CD2) |2ALDA C[]..C[]
2ALDA |CYS338(N) 4.97 |ASN287(CG) |2ALDA

2ALDA |CYS338(N) 4.43| ASN287(ND2) | 2ALDA N[]...N[]



2ALDA |CYS338(CA)
2ALDA |CYS338(CA)
2ALDA |CYS338(CA)
2ALDA |CYS338(CA)
2ALDA |CYS338(C)
2ALDA |CYS338(C)
2ALDA |CYS338(C)
2ALDA |CYS338(C)
2ALDA |CYS338(0)
2ALDA |CYS338(0)
2ALDA |CYS338(0)

2ALDA |CYS338(0)

2ALDA |CYS338(CB)
2ALDA |CYS338(CA)
2ALDA |CYS338(C)

2ALDA |CYS338(0)

2ALDA |CYS338(CB)
2ALDA |CYS338(CB)
2ALDA |CYS338(CA)
2ALDA |CYS338(CA)
2ALDA |CYS338(CB)
2ALDA |CYS338(CB)
2ALDA |CYS338(CB)
2ALDA |CYS338(CB)
2ALDA |CYS338(CB)
2ALDA |CYS338(SG)
2ALDA |CYS338(SG)
2ALDA |CYS338(SG)
2ALDA |CYS338(CB)
2ALDA |CYS338(CB)
2ALDA |CYS338(SG)
2ALDA |CYS338(SG)
2ALDA |CYS338(N)

2ALDA |CYS338(N)

2ALDA |CYS338(N)

2ALDA |CYS338(CA)
2ALDA |CYS338(CB)
2ALDA |CYS338(CB)
2ALDA |CYS338(SG)
2ALDA |CYS338(SG)
2ALDA |CYS338(N)
2ALDA |CYS338(N)
2ALDA |CYS338(N)

2ALDA |CYS338(N)

2ALDA |CYS338(CA)
2ALDA |CYS338(C)

4.73| ASN287(CB) |2ALDA
4,01 ASN287(CG) |2ALDA
4.32| ASN287(0D1) | 2ALDA
3.52| ASN287(ND2) | 2ALDA
4.27|ASN287(CB) |2ALDA
3.65 ASN287(CG) |2ALDA
3.68| ASN287(0OD1) | 2ALDA
3.69| ASN287(ND2) | 2ALDA
4.52| ASN287(CB) |2ALDA
3.65 ASN287(CG) |2ALDA
3.27| ASN287(0OD1) | 2ALDA

4.40 ASN287(ND2) | 2ALDA
3.84|LEU297(0) |2ALDA
4.26|LEU297(0) | 2ALDA
3.89|LEU297(0) |2ALDA
4.57|LEU297(C) |2ALDA
3.61|LEU297(0) [2ALDA
4.94| THR298(CA) |2ALDA
4.97 | THR298(0G1) | 2ALDA
4.75| THR298(N) | 2ALDA
3.93 THR298(CA) |2ALDA
4.91 THR298(C) |2ALDA
3.96 THR298(CB) |2ALDA
3.50| THR298(0G1) |2ALDA
4.93| THR298(CA) |2ALDA
4.40 THR298(CB) |2ALDA
3.60 THR298(0G1) | 2ALDA
4.57 | PHE299(CD1) | 2ALDA
4.82 | PHE299(CE1) |2ALDA
4.77 | PHE299(CD1) | 2ALDA
4.51 | PHE299(CE1) |2ALDA
4.93| ASN334(CA) |2ALDA
411 ASN334(C) |2ALDA

2.95 ASN334(0) |2ALDA

3.89| ASN334(0) |2ALDA
4.85 ASN334(C)  |2ALDA
3.66| ASN334(0) |2ALDA
4.74| ASN334(C)  |2ALDA
3.76 ASN334(0) |2ALDA
4.87|SER335(N)  |2ALDA
4.81 |SER335(CA) |2ALDA
4.14|SER335(C)  |2ALDA

3.76|SER335(0)  |2ALDA

4.36|SER335(0) | 2ALDA
4.43|SER335(0) |2ALDA

[D-A-AA]:72.6° [A-D-DD]:70.7° d_planarity:57.3°
3.87 ASN287(ND2) 2ALDA |a_planarity:-67.6°, maximum distance exceeded,
bad a_angle(sp2), bad d_angle(sp2)

H-bond [D-A-AA]:72.3° [A-D-DD]:114.7°

H-bond [D-A-AA]:154.0° [A-D-DD]:118.2° d_planarity:-

26.4° a_planarity:-79.1°

[D-A-AA]:99.2° [A-D-DD]:104.1° d_planarity:-37.4°
a_planarity:85.9°, maximum distance exceeded
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2ALDA|CYS338(CB)
2ALDA (CYS338(CB)

2ALDA |CYS338(SG)

2ALDA |CYS338(SG)
2ALDA |CYS338(SG)
2ALDA |CYS338(SG)
2ALDA |CYS338(N)
2ALDA |CYS338(N)
2ALDA |CYS338(N)

2ALDA |CYS338(N)

2ALDA |CYS338(CA)
2ALDA |CYS338(CA)
2ALDA |CYS338(C)
2ALDA |CYS338(C)
2ALDA |CYS338(N)
2ALDA |CYS338(N)

2ALDA |CYS338(N)

2ALDA |CYS338(N)
2ALDA |CYS338(CA)
2ALDA |CYS338(CA)
2ALDA |CYS338(CA)
2ALDA |CYS338(CA)
2ALDA |CYS338(CA)
2ALDA |CYS338(C)
2ALDA |CYS338(C)
2ALDA |CYS338(C)
2ALDA |CYS338(C)
2ALDA |CYS338(0)
2ALDA |CYS338(0)
2ALDA |CYS338(CB)
2ALDA |CYS338(CB)
2ALDA |CYS338(CB)
2ALDA |CYS338(SG)
2ALDA |CYS338(N)
2ALDA |CYS338(N)
2ALDA |CYS338(N)
2ALDA |CYS338(N)
2ALDA |CYS338(CA)
2ALDA |CYS338(CA)
2ALDA |CYS338(CA)
2ALDA |CYS338(CA)
2ALDA |CYS338(CA)
2ALDA |CYS338(C)
2ALDA |CYS338(C)
2ALDA |CYS338(C)
2ALDA |CYS338(C)
2ALDA |CYS338(C)

4.97 |SER335(C)
4.37 | SER335(0)

4.90 | SER335(N)

4.15 | SER335(CA)
4.15 | SER335(C)
3.45|SER335(0)
4.27 | LEU336(N)
4.33|LEU336(CA)
3.17|LEU336(C)

3.30 LEU336(0)

4.43|LEU336(C)
4.31|LEU336(0)
4,59 |LEU336(C)
4.10 | LEU336(0)
2.81|ALA337(N)
2.47|ALA337(CA)

2.20| ALA337(0)

3.35|ALA337(CB)
4.27| ALA337(N)
3.85| ALA337(CA)
2.43|ALA337(C)
2.70| ALA337(0)
4.64| ALA337(CB)
4.85 ALA337(N)
455 ALA337(CA)
3.17|ALA337(C)
3.06| ALA337(0)
4.36| ALA337(C)
4.17 | ALA337(0)
4.94| ALA337(CA)
3.70| ALA337(C)
4.17 | ALA337(0)
4.79| ALA337(C)
2.69|GLN339(N)
4.13 | GLN339(CA)
4.69|GLN339(C)
4.82 | GLN339(CB)
2.44|GLN339(N)
3.84|GLN339(CA)
4.61 | GLNS339(C)
4.77|GLN339(CB)
4.90| GLN339(CG)
2.47|GLN339(CA)
3.41|GLN339(C)
4.58 | GLN339(0)
3.56 | GLN339(CB)
3.81 GLN339(CG)

2ALDA
2ALDA

2ALDA

2ALDA
2ALDA
2ALDA
2ALDA
2ALDA
2ALDA

2ALDA

2ALDA
2ALDA
2ALDA
2ALDA
2ALDA
2ALDA

2ALDA

2ALDA
2ALDA
2ALDA
2ALDA
2ALDA
2ALDA
2ALDA
2ALDA
2ALDA
2ALDA
2ALDA
2ALDA
2ALDA
2ALDA
2ALDA
2ALDA
2ALDA
2ALDA
2ALDA
2ALDA
2ALDA
2ALDA
2ALDA
2ALDA
2ALDA
2ALDA
2ALDA
2ALDA
2ALDA
2ALDA

[D-A-AA]:98.2° [A-D-DD]:51.4° d_planarity:19.7°,
maximum distance exceeded, bad d_angle(sp2)

[D-A-AA]:73.2° [A-D-DD]:123.5° d_planarity:79.1°
a_planarity:45.6°, bad a_angle(sp2), bad d_planarity

[D-A-AA]:31.2° [A-D-DD]:91.9° d_planarity:6.9°
a_planarity:13.9°, bad a_angle(sp2)

..

S[] ..
S[]...
S[] ..
N[ ...
N[] ...
N[ ...

N[]...

] ..
cl] ..

[l ..
N[ ...
N[] ...

N[] ...

N[]...
] ..
] ..
..
cl] ..

] ..
] ..
o[]..

o] ..

c[] ..
] ..

N[]...
N[]...

] ..
] ..

c[] ..
] ..

cl] ..
..

O[]

Cl1
Cl1]
O[]
N[]
Cl]
Cl]

O[]

Cl]
O[]

O[]
N[]
Cl]

O[]

Cl]
N[]
Cl]
Cl]
O[]

Cl]
O[]
Cl]
O[]

Cl]
O[]

N[]
Cl]

N[]
Cl]

Cl]
Cl]

Cll
Cl]



[D-A-AA]:31.6° [A-D-DD]:97.9° d_planarity:11.8°
A

2ALDA |CYS338(0) 2.21|GLN33(N)  [2ALD. a_planarity:21.3°, bad a_angle(sp2) OLT.-NL]
2ALDA | CYS338(0) 2.81 GLN339(CA) 2ALDA O[]..CI[]
2ALDA |CYS338(0) 3.89 GLN339(C) |2ALDA O[]..CI[]
2ALDA | CYS338(0) 4.94 GLN339(0) |2ALDA
2ALDA CYS338(0) 3.86 GLN339(CB) 2ALDA Oo[]..C[]
2ALDA | CYS338(0) 3.84 GLN339(CG) 2ALDA O[]..CI[]
2ALDA | CYS338(CB) 3.53 GLN339(N) |2ALDA C[]..N[]
2ALDA | CYS338(CB) 4.83 GLN339(CA) [2ALDA
2ALDA (CYS338(SG) 3.90 GLN339(N) | 2ALDA EgdAd_ApQ]ng:; [A-D-DDJ:130.0° d_planarity:68 57, S[]..N[]
2ALDA | CYS338(SG) 4.97 GLN339(CA) |2ALDA
2ALDA | CYS338(SG) 4.44 GLN339(CG) [2ALDA S[]..C[]
2ALDA | CYS338(N) 420 GLY340(N) |2ALDA N[]..N[]
2ALDA |CYS338(CA) 4.36|GLY340(N) |2ALDA C[]..N[]
2ALDA |CYS338(C) 3.52 GLY340(N) |2ALDA C[]..N[]
2ALDA | CYS338(C) 4.87 GLY340(CA) |2ALDA
[D-A-AA]:44.3° [A-D-DD]:152.6° d_planarity:-85.1°
2ALDA CYS338(0) 4.30|GLY340(N) |2ALDA |a_planarity:26.2°, maximum distance exceeded, O[].-N[]
bad a_angle(sp2), bad d_planarity
chainl | resl/atml |distance| res2/atm2 | chain2 H-bonding ing;gggi%n
3GR4A |CYS49(N) 4.06 | ILE47(C) 3GR4A N[]..C[]
[D-A-AA]:81.9° [A-D-DD]:140.3° d_planarity:-88.6°
3GR4A |[CYS49(N) 4.04 1LE47(0) 3GRA4A |a_planarity:30.6°, maximum distance exceeded, N[]..0[]
bad a_angle(sp2), bad d_planarity
3GR4A |CYS49(N) 492 ILE47(CG2) |[3GR4A
3GR4A | CYS49(SG) 4.70 | ILE47(C) 3GR4A
3GR4A | CYS49(SG) 451 ILE47(0) 3GR4A
3GR4A | CYS49(SG) 4.97 | ILE47(CB) 3GR4A
3GR4A |CYS49(SG) 3.72 |ILE47(CG2) |3GR4A S[1...C[]
3GR4A |CYS49(N) 3.44 |1LE48(N) 3GR4A N[]..N[]
3GR4A |[CYS49(N) 2.44 | 1LE48(CA) 3GR4A N[]...C[]
3GR4A CYS49(N) 226 ILE48(0)  |3GR4A EpﬁnAaﬁt]fff L”;&i‘_ﬁ?&;?@ﬁ%d—p'anariw:l‘oo N[]... O[]
3GR4A |CYS49(N) 3.47 |ILE48(CB) 3GR4A N[]..C[]
3GR4A |CYS49(N) 4.77 ILE48(CG1) |[3GR4A
3GR4A |CYS49(N) 3.50 ILE48(CG2) |3GR4A N[]..C[]
3GR4A |CYS49(CA) 4.66 | ILE48(N) 3GR4A
3GR4A |[CYS49(CA) 3.80 | ILE48(CA) 3GR4A C[]..C[]
3GR4A |[CYS49(CA) 2.43|1LE48(C) 3GR4A C[]..C[]
3GR4A |[CYS49(CA) 2.77 |1LE48(0) 3GR4A C[]..0[]
3GR4A |[CYS49(CA) 4.72 | ILE48(CB) 3GR4A
3GR4A |CYS49(CA) 455 ILE48(CG2) |[3GR4A
3GR4A |CYS49(C) 4.70 | ILE48(CA) 3GR4A
3GR4A |CYS49(C) 3.46 | ILE48(C) 3GR4A C[]..C[]

3GR4A |CYS49(C) 3.80 | ILE48(0) 3GR4A C[]..0[]



3GRA4A [CYS49(C)
3GR4A |CYS49(0)
3GR4A |CYS49(0)
3GR4A |CYS49(0)
3GR4A |CYS49(0)
3GR4A |CYS49(CB)
3GR4A |CYS49(CB)
3GR4A |CYS49(CB)

3GR4A |CYS49(SG)

3GR4A |CYS49(SG)
3GR4A |CYS49(SG)
3GR4A |CYS49(SG)
3GR4A |CYS49(N)
3GR4A |CYS49(N)
3GR4A |CYS49(CA)
3GR4A |CYS49(CA)
3GR4A |CYS49(CA)
3GR4A |CYS49(CA)
3GRA4A |CYS49(CA)
3GR4A |CYS49(CA)
3GRA4A [CYS49(C)
3GR4A |CYS49(C)
3GR4A |CYS49(C)
3GR4A |CYS49(C)
3GR4A |CYS49(C)
3GRA4A [CYS49(C)

3GR4A |CYS49(0)

3GR4A |CYS49(0)
3GR4A |CYS49(0)
3GR4A |CYS49(0)
3GR4A |CYS49(0)

3GR4A |CYS49(0)

3GR4A |CYS49(CB)
3GR4A |CYS49(CB)
3GR4A |CYS49(CB)
3GR4A |CYS49(CB)

3GR4A |CYS49(SG)

3GR4A |CYS49(CA)
3GR4A |CYS49(C)
3GR4A |CYS49(C)
3GR4A |CYS49(C)
3GR4A |CYS49(C)

3GR4A | CYS49(0)

3GR4A | CYS49(0)
3GR4A |CYS49(0)

4,67 |ILE48(CG2)
4.98 | ILE48(CA)
4.02 | 1ILE48(C)
4.63 | ILE48(O)
4,73 |1LE48(CG2)
4,71 |ILE48(CA)
3.51|ILE48(C)
3.92 | ILE48(0)

4.81|ILE48(N)

4.73|ILE48(CA)
3.76 | ILE48(C)
4.08 | ILE48(O)
3.47 | THR50(N)
4,73 THR50(CA)
2.40 | THR50(N)
3.76 | THR50(CA)
4.37 | THR50(C)
4.55 | THR50(O)
4.83| THR50(CB)
4.88 | THR50(0G1)
2.41 | THR50(CA)
3.08| THR50(C)
3.56 | THR50(0)
3.68 | THR50(CB)
3.93 | THR50(0G1)
4.89 | THR50(CG2)

2.23| THR50(N)

2.74| THR50(CA)
3.21 THR50(C)
3.95 THR50(0)
4.19| THR50(CB)

4.52| THR50(0G1)

3.34 | THR50(N)
4.56 | THR50(CA)
4.68| THR50(C)
4.61| THR50(O)

4.96 | THR50(N)

4.95|ILE51(CD1)
3,83/ ILE51(N)

4.95|ILE51(CA)
459 ILE51(CG1)
4.26|ILE51(CD1)

3.54|1ILE51(N)

4.60 ILE51(CA)
4.77|ILE51(CB)

3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A

3GR4A

3GR4A
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[D-A-AA]:96.1° [A-D-DD]:77.9° d_planarity:65.2°, maximum
distance exceeded, bad d_angle(sp2), bad d_planarity

[D-A-AA]:29.5° [A-D-DD]:94.3° d_planarity:1.7°
a_planarity:0.3°, bad a_angle(sp2)

[D-A-AA]:53.5° [A-D-DD]:67.4° a_planarity:28.9°, maximum
distance exceeded, bad a_angle(sp2)

[D-A-AA]:22.1° [A-D-DD]:152.5° d_planarity:51.0°,
maximum distance exceeded, bad a_angle(sp3)

[D-A-AA]:94.8° [A-D-DD]:128.1° d_planarity:81.3°
a_planarity:30.6°, maximum distance exceeded, bad d_planarity
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3GR4A |CYS49(0)
3GR4A |CYS49(0)
3GR4A |CYS49(CB)
3GR4A |CYS49(CB)
3GR4A |CYS49(SG)
3GR4A |CYS49(N)
3GR4A |CYS49(CA)
3GR4A |CYS49(CA)
3GR4A |CYS49(0)
3GR4A |CYS49(CB)
3GR4A |CYS49(CB)
3GR4A |CYS49(CB)

3GR4A |CYS49(SG)

3GRA4A |CYS49(SG)
3GR4A |CYS49(SG)
3GR4A |CYS49(SG)
3GR4A |CYS49(SG)
3GR4A |CYS49(N)

3GR4A | CYS49(N)

3GR4A |CYS49(CA)
3GR4A | CYS49(C)
3GR4A | CYS49(0)
3GR4A | CYS49(0)
3GR4A | CYS49(CB)
3GR4A |CYS49(SG)
3GR4A | CYS49(N)
3GR4A |CYS49(N)
3GR4A | CYS49(C)
3GR4A |CYS49(C)

3GR4A |CYS49(0)

3GR4A |CYS49(0)
3GR4A |CYS49(0)
3GR4A |CYS49(0)
3GR4A |CYS49(0)
3GR4A |CYS49(N)
3GR4A |CYS49(CA)
3GR4A |CYS49(C)
3GRA4A |CYS49(C)
3GR4A |CYS49(C)
3GRA4A [CYS49(C)

3GR4A | CYS49(0)

3GR4A |CYS49(0)
3GR4A |CYS49(0)
3GR4A |CYS49(0)
3GR4A |CYS49(0)

3.79 ILE51(CG1)
3.74|ILE51(CD1)
4.24|ILE51(CD1)
3.60 METG64(CE)
3.79  MET64(CE)
4.61 MET69(CG)
4.90 MET69(CG)
4.92  MET69(SD)
472 MET69(SD)
4.64 MET69(CB)
3.93 MET69(CG)
3.84 MET69(SD)

4.96 | MET69(N)

4.19 MET69(CA)
3.79| MET69(CB)
3.62| MET69(CG)
4.21| MET69(SD)
4.07 VAL71(C)

2.85|VAL71(0)

3.82|VAL71(0)
4.09|VAL71(0)
4.34|VAL71(C)
3.51|VAL71(0)
4.11|VAL71(0)
4.76 VAL71(0)
4.91|ALAT2(N)
4.83|ALAT2(CA)
4.61| ALAT72(CA)
4.75| ALAT72(C)

4.38| ALAT2(N)

3.46 ALAT2(CA)
3.62 | ALA72(C)
4.84 ALAT2(0)
4.46 | ALAT2(CB)
4.70 ARG73(N)
4.89|ARGT73(N)
3.86 ARG73(N)
458 ARGT73(CA)
4.52| ARG73(0)
4.20 ARG73(CB)

2.84| ARG73(N)

3.77 | ARG73(CA)
4.27|ARG73(C)
3.83 ARG73(0)
3.77| ARG73(CB)

3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A

[D-A-AA]:135.0° [A-D-DD]:51.0° d_planarity:-68.5°,
maximum distance exceeded, bad d_angle(sp2), bad d_planarity
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3GR4A
3GR4A
3GR4A
3GR4A

3GR4A

3GRAA H-bond .[D.-A-A:A]:170.4° [A-D-DD]:122.7° d_planarity:-5.3°
a_planarity:85.4
3GR4A

3GR4A

3GR4A

3GR4A

3GR4A

3GR4A

3GR4A

3GR4A

3GR4A

3GR4A

[D-A-AA]:140.6° [A-D-DD]:43.2° d_planarity:2.3°
3GR4A |a_planarity:-23.5°, maximum distance exceeded,
bad d_angle(sp2)
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H-bond [D-A-AA]:142.0° [A-D-DD]:119.9° d_planarity:-1.5°

3GR4A L
a_planarity:70.1
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3GR4A | CYS49(N) 4.93|LEU361(N) |3GR4A

[D-A-AA]:132.2° [A-D-DD]:52.2° d_planarity:31.9°
3GR4A |[CYS49(N) 4.60 LEU361(0) |3GR4A |a_planarity:-18.4°, maximum distance exceeded,
bad d_angle(sp2)

3GR4A |CYS49(CA)| 475 LEU361(N) |3GR4A
3GR4A |CYS49(CA)|  5.00|LEU361(CA) |3GR4A
3GR4A |CYS49(CA)|  4.80 LEU361(C) |3GR4A

3GRAA|CYSA(CA) 389 LEU36L(O) |3GR4A CI1..0[]
3GR4A |CYSAI(CA)| 457 LEU361(CB) |3GR4A

3GR4A |CYSA9(C) | 496 LEU361(C) |3GR4A

3GRAA|CYSA9(C) | 385 LEU361(0) |3GR4A C[].. 0[]
3GRA4A CYSA9(0) | 496 LEU361(0) |3GR4A

3GRAA |CYSA9(SG) | 500 LEU361(CB) |3GR4A

3GRAA |CYSA9(SG) | 4.44|LEU361(CD1) 3GR4A S[1..CI1
3GRAA|CYSAY(CA)|  4.75 THR365(CB) |3GR4A

3GR4A |CYSA9(CA)|  3.87 THR365(0G1) 3GR4A C[].. 0[]
3GRAA |CYSA9(CA)  4.91 THR365(CG2) 3GR4A

3GRAA CYSA9(C) | 4.86 THR365(CB) |3GR4A

3GRA4ACYSA9(C) | 3.79 THR365(0GL) | 3GR4A C[1.. 0[]
3GRAA CYSA9(0) | 477 THR365(0GL) 3GRAA 5%1;2@1;355;5%5Eg]r;;fe?'si;?—p'a”a'"y:67'5°' maximum

3GRAA |CYSA9(CB) | 4.26 THR365(CB) |3GR4A Il ¢l
3GR4A |CYSA9(CB) | 3.83 THR365(0G1) 3GR4A C[].. 0[]
3GRAA|CYSA(CB) | 4.28 THR365(CG2) 3GR4A CI1..Cl1

3GRAA|CYS49(SG) |  4.94| THR365(CB) |3GR4A

[D-A-AA]:47.1° [A-D-DD]:85.8°, maximum distance
exceeded, bad a_angle(sp3)

3GR4A |CYS49(SG) | 4.34 THR365(CG2) |3GRAA S[1..Cl]
3GRAA|CYS49(CB)|  4.96| VAL375(CG2) |3GR4A
3GRAA|CYS49(SG) |  4.68|VAL375(CB) |3GR4A

3GR4A | CYS49(SG) 4.83 THR365(0G1) [3GR4A

3GR4A | CYS49(SG) 4.48 VAL375(CG1) |3GR4A S[1..C[1]

3GR4A |CYS49(SG) 3.67 | VAL375(CG2) | 3GR4A S[]..C[]

chainl | resl/atml |distance  res2/atm2 | chain2 H-bonding _ Charge
interaction

3GR4A |[CYS152(CB) 4.60 GLY122(C) |[3GR4A
3GR4A |CYS152(CB) 4.66 GLY122(0) |[3GR4A
A [D-A-AA]:133.0° [A-D-DD]:73.1° d_planarity:-14.1°,

3GR4A CYSIS2(SG) | 385 GLY122(N) |3GR4A oA S[1...N[]
3GR4A [CYS152(SG)|  3.70|GLY122(CA) 3GR4A S[1..C[1
3GR4A |CYSI52(SG) | 3.71/GLY122(C) |3GR4A S[]..C[]
3GR4A [CYS152(SG) | 4.10/GLY122(0) | 3GR4A S[1..0[]
3GR4A | CYS152(N) 4.08|LEU123(C) |3GR4A N[1..C[]
3GR4A |CYS152(N) 294|LEU123(0) |3GR4A ng"“a‘iggn’:‘r@'*Effls a1 .. O[]
3GR4A |CYSI52(CA)|  4.49|LEUI23(C)  3GR4A C[]..Cl]
3GR4A |CYS152(CA)| 361 LEUL23(0) |3GR4A CI].. 0[]
3GR4A |CYS152(C) 495 LEU123(C) |3GR4A

3GR4A |CYS152(C) 4.22|LEU123(0) |3GR4A C[]..0[]



3GR4A |CYS152(0)
3GR4A |CYS152(0)
3GR4A |CYS152(CB)
3GR4A |CYS152(CB)
3GR4A |CYS152(CB)
3GR4A |CYS152(CB)

3GR4A |[CYS152(SG)

3GR4A |CYS152(SG)
3GRA4A |CYS152(SG)
3GR4A |CYS152(SG)
3GR4A |CYS152(N)
3GR4A |CYSI152(N)
3GR4A |CYS152(N)
3GR4A |CYS152(CA)
3GR4A |CYS152(CA)
3GR4A |CYS152(CA)
3GR4A |CYS152(C)
3GR4A |CYS152(C)
3GR4A |CYS152(C)
3GR4A |CYS152(C)
3GR4A |CYS152(C)
3GR4A |CYS152(C)
3GR4A |CYS152(C)

3GR4A |CYS152(0)

3GR4A |CYS152(0)
3GR4A |CYS152(0)
3GR4A |CYS152(0)
3GR4A |CYS152(0)
3GR4A |CYS152(0)
3GR4A |CYS152(0)
3GR4A |CYS152(0)
3GR4A |CYS152(CB)
3GR4A |CYS152(CB)
3GR4A |CYS152(CB)
3GR4A |CYS152(CB)
3GR4A |CYS152(CB)

3GR4A |CYS152(SG)

3GR4A | CYS152(N)
3GR4A | CYS152(N)
3GR4A |CYS152(CA)
3GR4A |CYS152(C)
3GR4A |CYS152(C)
3GR4A |CYS152(C)

3GR4A |CYS152(0)

3GR4A |CYS152(0)

461
3.92
471
4.92
3.87
3.32

4.01

4.76
4.21
3.69
4.70
4.47
473
4.82
4.44
4.42
4.92
4.10
457
4.85
4.87
4.87
3.84

4.45

3.42
3.57
4.77
4.22
4.62
4.08
3.88
4.13
4.05
4.92
4.52
3.67

4.85

3.99
481
4.48
3.92
4.90
4.87

2.81

3.73

LEU123(C)
LEU123(0)
LEU123(N)
LEU123(CA)
LEU123(C)
LEU123(0)

LEU123(N)

LEU123(CA)
LEU123(C)
LEU123(0)
ILE124(N)
ILE124(CA)
ILE124(C)
ILE124(N)
ILE124(CA)
ILE124(CD1)
ILE124(N)
ILE124(CA)
ILE124(C)
ILE124(CB)
ILE124(CG1)
ILE124(CG2)
ILE124(CD1)

ILE124(N)

ILE124(CA)
ILE124(C)
ILE124(0)
ILE124(CB)
ILE124(CG1)
ILE124(CG2)
ILE124(CD1)
ILE124(N)
ILE124(CA)
ILE124(CB)
ILE124(CG1)
ILE124(CD1)

ILE124(N)

LYS125(N)
LYS125(CA)
LYS125(N)
LYS125(N)
LYS125(CA)
LYS125(CG)

LYS125(N)

LYS125(CA)

3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A

[D-A-AA]:101.0° [A-D-DD]:111.8° d_planarity:76.7°,
maximum distance exceeded, bad d_planarity
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3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A

[D-A-AA]:105.1° [A-D-DD]:38.1° d_planarity:28.2°
3GRA4A |a_planarity:-51.8°, maximum distance exceeded,
bad d_angle(sp2)
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[D-A-AA]:56.1° [A-D-DD]:98.1° d_planarity:51.8°,
maximum distance exceeded, bad a_angle(sp3)
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3GR4A

H-bond [D-A-AA]:150.3° [A-D-DD]:118.7° d_planarity:-
22.5° a_planarity:-24.6°

3GR4A

3GR4A

o]..

cl] ..
cl] ..

S[]...

S[]...
S[] ..

N[ ] ...

..

cl] ..

cl] ..

cl] ..

or]..

o[]..
o[]..

o] ..
or]..
or]..

cl] ..
CI] ..

cr] ..

N[] ..

cl] ..
Il ...

o[]..
o[]..

O[]

Cl1]
O[]

N[]

Cl]
O[]

Cl1]

Cl]

Cl]

Cl1]

Cl]
N[]

Cl1]
Cl1]

Cl]
Cl1]
Cl1]

N[]
Cl]

Cl1

N[]

N[]
N[]

N[]
Cl1]



3GR4A |CYS152(0)
3GR4A |CYS152(0)
3GR4A |CYS152(CB)
3GR4A |CYSI152(N)

3GR4A |CYS152(N)

3GR4A |CYS152(CA)
3GR4A |CYS152(CB)
3GR4A |CYS152(SG)
3GR4A |CYS152(SG)
3GRA4A |CYS152(SG)
3GR4A |CYS152(SG)
3GR4A |CYS152(N)
3GR4A |CYS152(N)
3GR4A |CYS152(N)

3GR4A |CYS152(N)

3GR4A |CYSI152(N)
3GR4A | CYS152(N)

3GR4A |CYS152(N)

3GR4A |CYS152(N)
3GR4A |CYS152(CA)
3GR4A |CYS152(CA)
3GR4A |CYS152(CA)
3GR4A |CYS152(CA)
3GR4A |CYS152(CA)
3GR4A |CYS152(C)
3GR4A |CYS152(C)
3GR4A |CYS152(C)
3GR4A |CYS152(0)
3GR4A |CYS152(0)
3GR4A |CYS152(0)
3GR4A |CYS152(CB)
3GR4A |CYS152(CB)
3GR4A |CYS152(CB)
3GR4A |CYS152(CB)

3GR4A |[CYS152(SG)

3GR4A |CYS152(SG)
3GR4A |CYS152(SG)
3GR4A |CYSI152(N)

3GR4A |CYSI152(N)

3GR4A |CYS152(CA)
3GR4A |CYS152(CA)
3GR4A |CYS152(CA)
3GR4A |CYS152(CA)
3GRA4A |CYS152(CA)
3GR4A |CYS152(CA)

4.28 LYS125(CB)
3.71 LYS125(CG)
4.88 | LYS125(N)
4.80 TYR148(C)

3.71| TYR148(0)

4.45 TYR148(0)
4.79| TYR148(0)
4.97| TYR148(C)
3.80 | TYR148(0)
4.81| MET149(C)
454 MET149(0)
4.89|GLU150(N)
4.65 GLU150(CA)
3.67|GLU150(C)

4.15|GLU150(0)

2.77|LYS151(N)
2.44 |LYS151(CA)

2.26 | LYS151(0)

3.74|LYS151(CB)
4.20 |LYS151(N)
3.82|LYS151(CA)
2.45LYS151(C)
2.78 | LYS151(0)
4.97 |LYS151(CB)
4.42 | LYS151(CA)
3.08|LYS151(C)
3.15/LYS151(0)
4.27 |LYS151(CA)
3.24|LYS151(C)
3.50 |LYS151(0)
4.89 |LYS151(N)
4.90 LYS151(CA)
3.74|LYS151(C)
4.26 |LYS151(0)

4.78|LYS151(N)

4.34|LYS151(C)
4.98|LYS151(0)
3.58| ASP153(N)
4.81| ASP153(CA)
2.42| ASP153(N)
3.80 | ASP153(CA)
4.85 ASP153(C)
4.82| ASP153(0)
4.45| ASP153(CB)
4.82| ASP153(CG)

3GR4A
3GR4A
3GR4A
3GR4A

[D-A-AA]:149.0° [A-D-DD]:111.3° d_planarity:-89.8°
3GRA4A |a_planarity:-57.9°, maximum distance exceeded,
bad d_planarity

3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A

[D-A-AA]:59.0° [A-D-DD]:161.2° d_planarity:-40.5°
3GRA4A |a_planarity:39.7°, maximum distance exceeded,
bad a_angle(sp2)

3GR4A
3GR4A

[D-A-AA]:29.8° [A-D-DD]:94.3° d_planarity:1.3°
a_planarity:0.1°, bad a_angle(sp2)

3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A

[D-A-AA]:82.5° [A-D-DD]:100.4° d_planarity:-55.0°,
maximum distance exceeded

3GR4A
3GR4A
3GR4A | Weakly positive
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A

o] ..
or]..

N[ ...

] ..

S[]...

N[ ] ...
N[ ...

N[ ] ...
N[] ...

N[ ] ...

N[] ...
] ..
cl] ..
cl] ..
cl] ..

..
cl] ..
] ..

o[]..
o[]..

o[]..

Crl ...
Il ...

S[]...
N[ ] ...
] ..
cl] ..

Il ...

Cl]
Cl1]

or]

O[]

O[]

Cl1]

O[]

N[]
Cl1]

O[]

Cl]
N[]
Cl]
Cl]
O[]

Cl]
Cl1]
O[]
Cl1]
Cl1]
O[]

Cl1]
O[]

Cl]
N[]
N[]
Cll

Cl]



3GR4A |CYS152(CA)
3GR4A |CYS152(C)
3GR4A |CYS152(C)
3GR4A |CYS152(C)
3GR4A |CYS152(C)
3GR4A |CYS152(C)
3GR4A |CYS152(C)
3GR4A |CYS152(C)

3GR4A |CYS152(0)

3GR4A |CYS152(0)
3GR4A |CYS152(0)
3GR4A |CYS152(0)
3GR4A |CYS152(0)
3GR4A |CYS152(0)
3GR4A |CYS152(0)
3GR4A |CYS152(0)
3GR4A |CYS152(CB)
3GR4A |CYS152(CB)

3GR4A |CYS152(SG)
3GR4A |CYS152(C)
3GR4A |CYS152(N)

3GR4A |CYS152(CA)
3GR4A |CYS152(CA)
3GR4A |CYS152(CA)
3GR4A |CYS152(C)

3GR4A |CYS152(C)

3GR4A |CYS152(0)

3GR4A |CYS152(CB)
3GR4A |CYS152(CB)
3GR4A |CYS152(SG)
3GR4A |CYS152(CA)
3GR4A |CYS152(CB)
3GR4A |CYS152(CB)
3GRA4A |CYS152(SG)
3GR4A |CYS152(SG)
3GR4A |CYS152(SG)
3GR4A |CYS152(SG)
3GR4A |CYS152(CB)

3GR4A |CYS152(SG)

3GR4A | CYS152(SG)
3GR4A |CYS152(SG)
3GR4A |CYS152(SG)
3GR4A |CYS152(SG)

4.99 | ASP153(0D1)
2.43| ASP153(CA)
3.71 | ASP153(C)
3.99  ASP153(0)
3.08 | ASP153(CB)
3.76  ASP153(CG)
4.13| ASP153(0D1)
4.49 | ASP153(0D2)

2.25 | ASP153(N)

2.77 | ASP153(CA)
4.25 | ASP153(C)
4.78 | ASP153(0)
3.06 | ASP153(CB)
4.04| ASP153(CG)
4.71 | ASP153(0D1)
458 | ASP153(0D2)
3.19 ASP153(N)
450 ASP153(CA)

4.83| ASP153(N)
4.84|GLU154(N)
457 |ILE156(0)

4.50 | ILE156(C)
3.37|ILE156(0)
4.78 | ILE156(CG2)
4.89 | ILE156(C)
3.67 |ILE156(0)
4.88 | ILE156(0)
4.86 | ILE156(C)
3.83|ILE156(0)
4.51|ILE156(0)
4.87 |LEU157(CA)
4.49 LEU157(CA)
4.02 | LEU157(CD1)
4.20 |LEU157(CA)
4.31|LEU157(C)
4.90 |LEU157(CG)
3.80 |LEU157(CD1)
4.68 TRP158(N)

3.46 | TRP158(N)

4.24 TRP158(CA)
457 | TRP158(C)
3.97 TRP158(0)
4.08| TRP158(CB)

3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A

3GR4A

3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A

[D-A-AA]:20.7° [A-D-DD]:158.7° d_planarity:67.2°,
3GR4A |maximum distance exceeded, bad a_angle(sp3),

bad d_planarity
3GR4A

[D-A-AA]:142.4° [A-D-DD]:29.1° d_planarity:38.1°
3GRA4A |a_planarity:76.7°, maximum distance exceeded,
bad d_angle(sp2)

3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A

3GR4A 19.9°

3GR4A
3GR4A
3GR4A
3GR4A

[D-A-AA]:29.5° [A-D-DD]:94.3° d_planarity:1.0°
a_planarity:1.8°, bad a_angle(sp2)

H-bond [D-A-AA]:121.5° [A-D-DD]:112.6° d_planarity:-

] ..
cl] ..
] ..
] ..
cl] ..
] ..
cl] ..

o[]..

o[]..
o]..

o] ..

or]..

] ..
cl] ..

cl] ..
c[] ..

cr] ..

Il ..

] ..
cl] ..
S[]...
S[]...

S[]...

S[]...
S[]...

Cl]
Cl1]
O[]
Cl1]
Cl]
O[l
O[l

N[]

Cl1]
Cl1]

Cl]
Cl1]

N[]
Cl]

Cl]
O[]

O[]

O[]

Cl]
Cl1]
Cl]
Cl]

Cl]

N[
S[]...

Cl]

O[]
Cl1]



chainl

3GR4A |CYS326(N)

3GRA4A |CYS326(CA)
3GR4A |CYS326(CA)
3GR4A |CYS326(CA)
3GR4A |CYS326(C)

3GRA4A |CYS326(SG)
3GR4A |CYS326(SG)

3GRA4A |CYS326(SG)
3GR4A |CYS326(SG)

3GR4A |[CYS326(SG)

3GR4A | CYS326(SG)

3GR4A |CYS326(CB)
3GR4A |CYS326(CB)
3GR4A |CYS326(SG)
3GR4A |CYS326(SG)
3GR4A |CYS326(SG)

3GR4A | CYS326(SG)

3GR4A |CYS326(CB)
3GR4A |CYS326(N)

3GRA4A |CYS326(N)

3GR4A |CYS326(N)
3GR4A |CYS326(N)

3GR4A |CYS326(N)

3GRA4A |CYS326(N)
3GR4A |CYS326(N)
3GR4A |CYS326(N)
3GRA4A |CYS326(CA)
3GR4A |CYS326(CA)
3GRA4A |CYS326(CA)
3GR4A |CYS326(CA)
3GRA4A |CYS326(CA)
3GR4A |CYS326(CA)
3GR4A |CYS326(C)
3GR4A |CYS326(C)
3GR4A |CYS326(C)
3GRA4A |CYS326(C)
3GR4A |CYS326(C)
3GR4A |CYS326(0)
3GR4A |CYS326(0)
3GR4A |CYS326(0)
3GR4A |CYS326(0)
3GR4A |CYS326(0)

resl/atml |distance

res2/atm2

4.99| VAL292(N)
4.99| VAL292(N)
4.42|VAL292(0)
4.60| VAL292(CB)
4.27|VAL292(0)
4.97 | ARG294(CG)
4.12| ARG294(CD)

3.95 ARG294(NE)
3.80| ARG294(CZ)

3.71| ARG294(NH1)

4.39| ARG294(NH2)

4.95 GLN310(CD)
4.82|GLN310(NE2)
4.70| GLN310(CG)
3.84|GLN310(CD)
3.72| GLN310(OE1)

3.84 | GLN310(NE2)

4.99|ILE314(CD1)
4.27|VAL324(C)

4.30| VAL324(0)

3.52|ILE325(N)
2.45|ILE325(CA)

2.24|ILE325(0)

3.42 | ILE325(CB)
4.72|1ILE325(CG1)
3.38 | ILE325(CG2)
4.82 |ILE325(N)
3.83 | ILE325(CA)
2.45|ILE325(C)
2.79 |ILE325(0)
4.60 |ILE325(CB)
4.31|1LE325(CG2)
4.45 | 1LE325(CA)
3.23|ILE325(C)
3.54|ILE325(0)
4.74|1LE325(CB)
3.98 | ILE325(CG2)
4.63|ILE325(CA)
3.74|1ILE325(C)
4.32|ILE325(0)
4.79 | ILE325(CB)
3.75|ILE325(CG2)

chain2 H-bonding

3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A

3GRAA [D-A-AA]:145.2° [A-D-DD]:73.8° d_planarity:73.9°,
bad d_angle(sp2), bad d_planarity

3GR4A | Positive

3GRAA [D-A-AA]:176.1° [A-D-DD]:83.3° d_planarity:-77.5°,
bad d_angle(sp2), bad d_planarity

[D-A-AA]:144.9° [A-D-DD]:55.5° d_planarity:84.0°,
3GR4A |maximum distance exceeded, bad d_angle(sp2),
bad d_planarity

3GR4A
3GR4A
3GR4A
3GR4A
3GR4A

3GRaa | [D-A-AAL113.4° [A-D-DD]:79.9° d_planarity:65.4°,
bad d_angle(sp2), bad d_planarity
3GR4A
3GR4A

[D-A-AA]:80.0° [A-D-DD]:155.1° d_planarity:-86.8°
3GR4A |a_planarity:25.9°, maximum distance exceeded,
bad a_angle(sp2), bad d_planarity

3GR4A
3GR4A

A [D-A-AA]:30.0° [A-D-DD]:95.2° d_planarity:5.1°
a_planarity:1.1°, bad a_angle(sp2)

3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A

3GR4

Charge
interaction

cl] ..

cl] ..

S[1...
S[]..
S[]..
S[1...

S[]...

S[]...
S[]...

S[]...

N[] ..
N[ ..

N[] ..
N[] ..
N[] ..

N[] ...
N[ ] ...
cl] ..
cl] ..
cl] ..
] ..
cl] ..
] ..
] ..
cr] ..

o]..
o]..

o[]..

O[]

O[]

Cl]
N[]
Cl]
N[+]

N[+]

Cl]
O[]

N[]

Cl1]

O[]

N[]
Cl1]

O[]
Cl]
Cl1]
Cl]
Cl]
O[]
Cl]
Cl]
Cl]
O[]
Cl]

Cl1]
O[]

Cl1]



3GR4A |CYS326(CB)
3GR4A |CYS326(CB)
3GR4A |CYS326(CB)
3GR4A |CYS326(N)
3GR4A |CYS326(N)
3GRA4A |CYS326(CA)
3GR4A |CYS326(CA)
3GR4A |CYS326(CA)
3GR4A |CYS326(CA)
3GR4A |CYS326(CA)
3GRA4A |CYS326(C)
3GR4A |CYS326(C)
3GRA4A |CYS326(C)
3GR4A |CYS326(C)

3GR4A |CYS326(0)

3GR4A |CYS326(0)
3GR4A |CYS326(0)
3GR4A |CYS326(0)
3GR4A |CYS326(0)
3GR4A |CYS326(CB)
3GR4A |CYS326(CB)

3GR4A | CYS326(SG)

3GR4A |CYS326(SG)
3GRA4A |CYS326(SG)
3GR4A |CYS326(SG)
3GR4A |CYS326(C)

3GR4A |CYS326(0)

3GRA4A |CYS326(CA)
3GR4A |CYS326(C)
3GR4A |CYS326(0)
3GR4A |CYS326(0)
3GR4A |CYS326(0)
3GR4A |CYS326(CB)
3GR4A |CYS326(CB)
3GR4A |CYS326(SG)
3GR4A |CYS326(SG)
3GR4A |CYS326(SG)
3GR4A |CYS326(CB)
3GR4A |CYS326(SG)
3GR4A |CYS326(N)
3GR4A |CYS326(CA)
3GR4A |CYS326(CB)
3GR4A |CYS326(N)

3GR4A |CYS326(N)

3GR4A |CYS326(CA)

4.90 | ILE325(CA)
3.68 | ILE325(C)
4.11|ILE325(0)
3.45 ALA327(N)
4.63| ALA327(CA)
2.42 | ALA327(N)
3.78 | ALA327(CA)
4.81 | ALA327(C)
4.95| ALA327(0)
454 ALA327(CB)
2.43| ALA327(CA)
3.58  ALA327(C)
4.02| ALA327(0)
3.36 |ALA327(CB)

2.25 ALA327(N)

2.79| ALA327(CA)
3.98 ALA327(C)
4.68| ALA327(0)
3.75| ALA327(CB)
3.42| ALA327(N)
471 ALA327(CA)

3.59 | ALA327(N)

4.73| ALA327(CA)
4.97 | ALA327(C)
4.70| ALA327(0)
453 THR328(N)

4.62 | THR328(N)

4.93 MET330(SD)
4.14| MET330(SD)
4.65| MET330(CG)
3.54 MET330(SD)
4.73| MET330(CE)
4.37 | MET330(SD)
4.37|MET330(CE)
4.85 MET330(CG)
4.21| MET330(SD)
3.93 MET330(CE)
3.99| ALA351(CB)
3.94| ALA351(CB)
4.39| ALA356(CB)
4.97 ALA356(CB)
4.29| ALA356(CB)
4.22/CYS358(C)

3.08|CYS358(0)

4.13/CYS358(0)

3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A

3GR4A

3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A

3GR4A

3GR4A
3GR4A
3GR4A
3GR4A

3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A

3GR4A

3GR4A

[D-A-AA]:29.6° [A-D-DD]:95.7° d_planarity:3.1°
a_planarity:0.1°, bad a_angle(sp2)

[D-A-AA]:70.3° [A-D-DD]:136.8° d_planarity:84.8°,

bad d_planarity

[D-A-AA]:78.4° [A-D-DD]:171.0° d_planarity:83.9°
3GR4A |a_planarity:15.8°, maximum distance exceeded,
bad a_angle(sp2), bad d_planarity

H-bond [D-A-AA]:155.2° [A-D-DD]:126.6° d_planarity:-

10.0° a_planarity:65.0°

] ..
cl] ..

N[] ...

cl] ..
] ..

] ..
cl] ..
cl] ..
CI] ...

o[]..

o[]..
o[]..

or]..

cl] ..

S[]...

] ..

o]..

cl] ..
[l ..

S[]...
S[] ..
crl...
S[] ..
N[] ...

cl] ..
N[] ...

cl] ..

Cl]
O[]

N[]

N[]
Cl]

Cl]
Cl1]
O[]
Cl]

N[]

Cl1]
Cl1]

Cl]
N[]

N[]

S[]

S[]

S[]
Cl1]

S[]
Cl]
Cl]
Cl1]
Cl]

Cl1
Cl1]

- O[]

O[]



3GRA4A |CYS326(C)
3GR4A |CYS326(0)
3GR4A |CYS326(0)
3GR4A |CYS326(CB)
3GR4A |CYS326(N)
3GR4A |CYS326(N)
3GR4A |CYS326(C)
3GR4A |CYS326(C)

3GR4A |CYS326(0)

3GR4A |CYS326(0)
3GR4A |CYS326(0)
3GR4A |CYS326(0)
3GR4A |CYS326(0)
3GR4A |CYS326(0)
3GR4A |CYS326(CB)
3GR4A |CYS326(CB)
3GR4A |CYS326(C)
3GR4A |CYS326(C)

3GR4A |CYS326(0)

3GR4A |CYS326(0)
3GR4A |CYS326(0)
3GR4A |CYS326(0)
3GR4A |CYS326(0)

chainl

3GR4A |CYS358(N)
3GR4A |CYS358(CA)
3GRAA |CYS358(CA)
3GR4A |CYS358(C)
3GR4A |CYS358(0)
3GRA4A |CYS358(N)

3GR4A |CYS358(N)

3GR4A |CYS358(CA)
3GR4A |CYS358(CA)
3GR4A |CYS358(CA)
3GR4A |CYS358(CA)
3GR4A |CYS358(C)

3GR4A |CYS358(C)

3GR4A |CYS358(0)

3GR4A |CYS358(CB)
3GR4A |CYS358(CB)
3GR4A |CYS358(CB)
3GR4A |CYS358(CB)

resl/atml |distance

4.55|CYS358(0)
4.72|CYS358(C)
4.04/CYS358(0)
4.26|CYS358(0)
4.90 | ILE359(N)

4.63|ILE359(CA)
4.68 | ILE359(CA)
4.98 | ILE359(C)

4.62 | 1LE359(N)

3.61 | ILE359(CA)
3.79 | ILE359(C)

4.87 | ILE359(0)

4.45 | ILE359(CB)
4.75 | ILE359(CG2)
4.99 1LE359(CA)
4.63 | ILE359(CG2)
4.43 MET360(N)
459 MET360(CB)

3.23 MET360(N)

4.04| MET360(CA)
4.85 MET360(C)
4.68 MET360(0)
3.69| MET360(CB)

res2/atm2

4.08 THR45(CG2)
4.85 THR45(C)
3.80 | THR45(CG2)
3.98 THR45(CG2)
4.74 | THR45(CG2)
4.69 | GLY46(N)

4.48|GLY46(0)

4.14|GLY46(N)
4.43 GLY46(CA)
4.11|GLY46(C)
3.19|GLY46(0)
4.68|GLY46(C)
3.53|GLY46(0)
4.74|GLY46(0)
4.63|GLY46(N)
4.47 GLY46(CA)
4.10|GLY46(C)
3.41/GLY46(0)

3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A

3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A

3GR4A

3GR4A
3GR4A
3GR4A
3GR4A

chain2

3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A

3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A

[D-A-AAJ:136.1° [A-D-DD]:39.2° d_planarity:28.5°
3GR4A |a_planarity:-16.1°, maximum distance exceeded,

bad d_angle(sp2)

H-bond [D-A-AA]:171.8° [A-D-DD]:113.4° d_planarity:-

55.2° a_planarity:11.4°

H-bonding

[D-A-AA]:125.2° [A-D-DD]:24.1° d_planarity:7.0°
3GRA4A |a_planarity:-26.3°, maximum distance exceeded,

bad d_angle(sp2)

o]..

] ..

o[]..
o[]..

o[l ..

Il ..

o[]..
o[]..

o] ..

O[]
O[]

Cl1]
Cl1]

Cl]

N[]

N[]
Cl1]

Cl]

Charge

interaction

N[ ] ...

] ..
cl] ..

N[ ...

Il ...
Il ...
Il ...
crl...

cl] ..

Il .

cl] ..
cl] ..

Cl1]

Cl]
Cl1]

O[]

N[]
Cl]
Cl1]
O[]

O[]

Cl]

Cl1]
O[]



3GR4A |CYS358(SG)

3GR4A |CYS358(SG)
3GR4A |CYS358(SG)
3GR4A |CYS358(SG)
3GR4A |CYS358(CB)
3GR4A |CYS358(CB)
3GR4A |CYS358(SG)
3GR4A |CYS358(SG)
3GR4A |CYS358(N)

3GR4A CYS358(N)

3GRA4A |CYS358(CA)
3GR4A |CYS358(C)
3GR4A |CYS358(0)
3GR4A |CYS358(0)
3GR4A |CYS358(CB)
3GR4A |CYS358(N)
3GR4A |CYS358(N)
3GR4A |CYS358(CA)
3GR4A |CYS358(C)
3GR4A |CYS358(C)
3GR4A |CYS358(C)
3GR4A |CYS358(C)

3GR4A CYS358(0)

3GR4A |CYS358(0)
3GR4A |CYS358(0)
3GR4A |CYS358(0)
3GR4A |CYS358(0)
3GR4A |CYS358(0)
3GR4A |CYS358(0)
3GR4A |CYS358(CB)
3GR4A |CYS358(CB)
3GR4A |CYS358(CB)
3GR4A |CYS358(CB)
3GR4A |CYS358(SG)
3GR4A |CYS358(C)
3GR4A |CYS358(C)

3GR4A |CYS358(0)

3GR4A |CYS358(0)
3GR4A |CYS358(0)
3GR4A |CYS358(0)
3GR4A |CYS358(0)
3GRA4A |CYS358(N)
3GR4A |CYS358(N)

3GR4A |CYS358(N)

4.32|GLY46(N)

4.02|GLY46(CA)
4.19 GLY46(C)

4.00|GLY46(0)

4.22|ILE48(CG1)
3.81|ILE48(CD1)
4.47 ILE48(CG1)
4.15 | ILE48(CD1)
433 VAL324(C)

3.20 | VAL324(0)

4.22|VAL324(0)
4.48|VAL324(0)
4.58|VAL324(C)
3.84|VAL324(0)
4.49|VAL324(0)
4.90 | ILE325(N)
456 ILE325(CA)
4.71|ILE325(CA)
4.31|ILE325(CA)
4.83|ILE325(C)
4.88|ILE325(CB)
450 |ILE325(CG2)

4.48 | 1LE325(N)

3.46 | ILE325(CA)
3.77 | ILE325(C)
4.98 | ILE325(0)
4.29 | 1LE325(CB)
4.83|1LE325(CG1)
4.06 |ILE325(CG2)
4.47 |ILE325(CA)
451 1LE325(CB)
4.04|1LE325(CG1)
4.40 |ILE325(CG2)
4.66 |ILE325(CG1)
4.22 | CYS326(N)
4.72 | CYS326(0)

3.08|CYS326(N)

4.13|CYS326(CA)
4.55|CYS326(C)
4.04|CYS326(0)
4.26|CYS326(CB)
4.37| ALA356(CA)
3.34| ALA356(C)

3.60| ALA356(0)

3GRIA [D-A-AA]:8_8.0° [A-D-DD]:68.3° d_planarity:-27.0°,
maximum distance exceeded, bad d_angle(sp2)
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A

3GRaa H-bond [D-A-AA]:150.5° [A-D-DD]:124.8° d_planarity:-
13.6° a_planarity:44.4°
3GR4A

3GR4A

3GR4A

3GR4A

3GR4A

3GR4A

3GR4A

3GR4A

3GR4A

3GR4A

3GR4A

3GR4A

[D-A-AA]:127.3° [A-D-DD]:38.8° d_planarity:8.3°
3GRA4A |a_planarity:-37.3°, maximum distance exceeded,
bad d_angle(sp2)

3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A

H-bond [D-A-AA]:155.2° [A-D-DD]:126.6° d_planarity:-
10.0° a_planarity:65.0°

3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A

[D-A-AA]:68.0° [A-D-DD]:127.0° d_planarity:70.8°
3GRA4A |a_planarity:47.9°, maximum distance exceeded,
bad a_angle(sp2), bad d_planarity

3GR4A

S[]...

S[] ..
S[] ..
S[] ..
] ..
crl ...
S[] ..
S[] ..
N[] ...

N[ ...

] ..
cl] ..

or]..
crl ...

cl] ..

o[]..

o[]..
o]..

o] ..

o]..
cl] ..

cl] ..
cl] ..

cl] ..

o[]..
o[]..

o[]..
o] ..

N[] ..
N[] ..

N[] ..

N[]

Cl]
Cl]
O[]
Cl]
Cl1]
Cl]
Cl]
Cl1]
O[]

O[]
O[]

O[]
O[]

Cl]

N[]

Cl1]
Cl1]

Cl]

Cl1]
Cl]

Cl1]
Cl]

N[]

N[]
Cl1]

O[]
Cl]
Cl1]
Cl1]

O[]



3GR4A |CYS358(N)
3GR4A |CYS358(CA)
3GR4A |CYS358(CA)
3GR4A |CYS358(C)
3GR4A |CYS358(C)
3GR4A |CYS358(C)
3GR4A |CYS358(0)
3GR4A |CYS358(0)
3GR4A |CYS358(0)
3GR4A |CYS358(0)
3GR4A |CYS358(N)
3GR4A |CYS358(N)

3GRA4A |CYS358(N)

3GR4A |CYS358(N)
3GRA4A |CYS358(N)
3GR4A |CYS358(CA)
3GR4A |CYS358(CA)
3GR4A |CYS358(CA)
3GRA4A |CYS358(CA)
3GRA4A |CYS358(CA)
3GR4A |CYS358(C)
3GR4A |CYS358(C)
3GR4A |CYS358(C)
3GR4A |CYS358(C)

3GR4A |CYS358(0)

3GR4A |CYS358(0)
3GR4A |CYS358(0)
3GR4A |CYS358(0)
3GR4A |CYS358(CB)
3GR4A |CYS358(CB)
3GR4A |CYS358(CB)
3GR4A |CYS358(CB)
3GR4A |CYS358(SG)
3GR4A |CYS358(SG)
3GR4A |CYS358(SG)
3GR4A |CYS358(SG)
3GR4A |CYS358(N)
3GRA4A |CYS358(N)
3GR4A |CYS358(CA)
3GR4A |CYS358(CA)
3GR4A |CYS358(CA)
3GRA4A |CYS358(CA)
3GR4A |CYS358(CA)
3GRA4A |CYS358(CA)
3GRA4A |CYS358(CA)
3GR4A |CYS358(C)
3GR4A |CYS358(C)

4.35 ALA356(CB)
4,57 ALA356(C)
4.65| ALA356(0)
4.82 | ALA356(C)
4.94| ALA356(0)
459 ALA356(CB)
4.71| ALA356(CA)
4.49| ALA356(C)
4.86 | ALA356(0)
3.77| ALA356(CB)
2.79| ASP357(N)
2.41| ASP357(CA)

2.27| ASP357(0)

3.10| ASP357(CB)
4.50| ASP357(CG)
4.21|ASP357(N)
3.82 ASP357(CA)
2.46 | ASP357(C)
2.84| ASP357(0)
4.44| ASP357(CB)
4.76| ASP357(N)
4.77 ASP357(CA)
3.59| ASP357(C)
4.08 | ASP357(0)

4.49| ASP357(N)

4.85 ASP357(CA)
3.99| ASP357(C)
4.75| ASP357(0)
4.68| ASP357(CA)
3.44| ASP357(C)
3.76| ASP357(0)
4.85 ASP357(CB)
4.77| ASP357(CA)
3.65| ASP357(C)
3.66 | ASP357(0)
4.53| ASP357(CB)
3.62 | ILE359(N)
4.87|ILE359(CA)
2.37|ILE359(N)
3.74|ILE359(CA)
4.60 | ILE359(C)
4.53 |ILE359(0)
4.69|ILE359(CB)
4.96 | ILE359(CG1)
4.77|ILE359(CG2)
2.43|ILE359(CA)
3.51|ILE359(C)

3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A

3GR4A

3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A

3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A
3GR4A

[D-A-AA]:28.5° [A-D-DD]:96.4° d_planarity:1.2°
a_planarity:2.7°, bad a_angle(sp2)

[D-A-AA]:95.3° [A-D-DD]:95.7° d_planarity:83.8°
3GR4A |a_planarity:-31.8°, maximum distance exceeded,

bad d_planarity

Weakly negative

N[].

o[]..

or]..
N[] ...
N[] ..

N[ ..
N[] ..

cl] ..
] ..
cl] ..
cl] ..
cr] ..

cl] ..
] ..

o]..

o[]..

cl] ..
cl] ..

S[]...

S[]...

N[] ..

cl] ..
..

cl] ..
] ..

- C[1]

Cl1]

Cl]
N[]
Cl1]

O[]
Cl]
N[]
Cl]

Cl1]
O[]

Cl1]

Cl1]
O[]

N[]

Cl1

Cl]
O[]

Cl]

O[]

N[]

N[]
Cl]

Cl]
Cl]



3GR4A |CYS358(C) 3.78/ILE359(0)  |3GR4A C[]1..0[]

3GR4A | CYS358(C) 3.46 ILE359(CB) | 3GR4A Cl]..C[]
3GR4A | CYS358(C) 4.08 ILE359(CG1) 3GR4A C[]..C[]
3GR4A | CYS358(C) 3.56 | ILE359(CG2) 3GR4A Cl]..C[]
[D-A-AA]:29.6° [A-D-DD]:94.8° d_planarity:1.0°
3GR4A |CYS358(0) 2.25|ILE359(N)  |3GR4A a_planarity5.4°, bad & angle(sp2) O[]1..N[1]
3GR4A | CYS358(0) 2.77 ILE359(CA) | 3GR4A O[]..C[]
3GR4A | CYS358(0) 3.94 ILE359(C) 3GR4A O[]..C[]
3GR4A |CYS358(0) 4.49|1LE359(0)  |3GR4A O[]..0[1]
3GR4A | CYS358(0) 3.79 ILE359(CB) |3GR4A O[]...C[]
3GR4A |CYS358(0) 4.76 | ILE359(CG1) |3GR4A
3GR4A | CYS358(0) 3.59 ILE359(CG2) 3GR4A O[]..C[]
3GR4A | CYS358(CB) 3.01 | ILE359(N) 3GR4A C[]...N[]
3GR4A |CYS358(CB) 4.24|1LE359(CA) |3GR4A C[1..C[]
3GR4A | CYS358(CB) 4.63 ILE359(C) 3GR4A
3GR4A |CYS358(CB) 432|ILE359(0)  |3GR4A C[].. 0[]
[D-A-AA]:20.6° [A-D-DD]:151.3° d_planarity:79.7°,
3GR4A |CYS358(SG) 4.63 ILE359(N) 3GR4A |maximum distance exceeded, bad a_angle(sp3),
bad d_planarity
3GR4A |CYS358(C) 4.55 MET360(N) [3GR4A
[D-A-AA]:74.7° [A-D-DD]:138.3° d_planarity:57.9°
3GR4A | CYS358(0) 4.72 MET360(N) |3GR4A |a_planarity:27.6°, maximum distance exceeded,
bad a_angle(sp2)
3GR4A |CYS358(SG) 4.42 |HIS464(C)  |3GR4A S[1..C[1]
3GR4A | CYS358(SG) 3.50 | HIS464(0) 3GR4A S[]...0[]
[D-A-AA]:127.0° [A-D-DD]:110.3° d_planarity:73.2°
3GR4A |CYS358(N) 4.76 |[LEU465(0) | 3GR4A |a_planarity:-85.4°, maximum distance exceeded,
bad d_planarity
3GRAA CYS358(SG) | 4.61 LEU465(N) |3GR4A [D-A-AAL172.8° [A-D-DD]:50.1° d_planarity24.5°,
maximum distance exceeded, bad d_angle(sp2)
3GR4A |CYS358(SG) 3.84 |LEU465(CA) |3GR4A S[1..C[]
3GR4A | CYS358(SG) 3.95 LEU465(C) | 3GR4A S[1..C[1]
3GR4A | CYS358(SG) 3.70 LEU465(0) | 3GR4A S[]...0[]
3GR4A |CYS358(SG) 4.85 LEU465(CB) |3GR4A
3GR4A |CYS358(SG) 4.45 | LEU465(CD2) | 3GR4A S[1..C[]
3GRAA CYS358(SG) | 4.90 TYR466(N) |3GR4A [DAAAL148.4° [A-D-DDL118.6° d_planarity:45.2°,
maximum distance exceeded
chainl | resl/atml |distance| res2/atm2 | chain2 H-bonding . Charg_e
interaction
1IWYIA | CYS41(N) 4.42|GLY10(N)  |1IWYIA N[]..N[]
[D-A-AA]:113.6° [A-D-DD]:34.9° d_planarity:27.3°
IWYIA | CYS41(N) 4.73 GLY10(O) 1WYIA |a_planarity:-36.2°, maximum distance exceeded,
bad d_angle(sp2)
1WYIA | CYS41(CA) 419 GLY10(N)  1WYIA C[]..N[]
IWYIA | CYS41(CA) 452 GLY10(CA) 1WYIA
1WYIA CYS41(CA) 4.46|/GLY10(C)  |1IWYIA C[]..C[]
1IWYIA |CYS41(CA) 3.64/GLY10(0) |1IWYIA C[1..0[]

1IWYIA | CYS41(C) 492|GLYI0(N) |1WYIA



IWYIA | CYS41(C)

1IWYIA |CYS41(C)

1WYIA CYS41(0)

1WYIA CYS41(CB)
1WYIA |CYS41(CA)
IWYIA |CYS41(CA)
1WYIA |CYS41(CA)
1WYIA CYS41(CB)
1WYIA | CYS41(CB)
1WYIA CYS41(CB)
IWYIA CYS41(CB)
1WYIA CYS41(CB)

1IWYIA | CYS41(SG)

IWYIA CYS41(SG)
1WYIA | CYS41(SG)
IWYIA | CYS41(SG)
1WYIA | CYS41(SG)
IWYIA CYS41(N)

IWYIA CYS41(N)

IWYIA | CYS41(SG)
1WYIA | CYS41(N)
IWYIA CYS41(N)

IWYIA CYS41(N)

1WYIA | CYS41(N)
IWYIA CYS41(N)
IWYIA CYS41(N)
1WYIA |CYS41(CA)
IWYIA CYS41(CA)
1WYIA |CYS41(CA)
1WYIA | CYS41(CA)
1WYIA |CYS41(CA)
1WYIA |CYS41(CA)
IWYIA CYS41(C)
1WYIA | CYS41(C)
1IWYIA | CYS41(C)
1IWYIA |CYS41(C)
1WYIA CYS41(0)
IWYIA CYS41(0)
1WYIA CYS41(0)
IWYIA CYS41(0)
1WYIA | CYS41(CB)
1WYIA CYS41(CB)
1WYIA | CYS41(CB)
IWYIA | CYS41(SG)
IWYIA CYS41(SG)
1WYIA | CYS41(SG)

4.68|GLY10(C)
3.66 /GLY10(0)
4.85|GLY10(0)
4.42|GLY10(0)
4.65 TRP12(NE1)
4.81 | TRP12(CE2)
4.84 | TRP12(CZ2)
4.99 TRP12(CD2)
4.14 | TRP12(NE1)
4.02 | TRP12(CE2)
3.68 | TRP12(CZ2)
4.41 | TRP12(CH2)

4.32 | TRP12(NE1)

4.47 | TRP12(CE2)
4.00 TRP12(CZ2)
4.99 TRP12(CH2)
3.77 |LEU28(CD1)
4.50 VAL39(C)

4.65 VAL39(0)

4.87| VAL39(CG1)
3.58 | VAL40(N)
2.45|VAL40(CA)

2.25 VAL40(0)

3.35 VAL40(CB)
3.34 VAL40(CG1)
4.72| VAL40(CG2)
4.83 | VAL40(N)
3.84 | VAL40(CA)
2.45|VAL40(C)
2.79 | VAL40(0)
4.64| VAL40(CB)
4,50  VAL40(CG1)
4.73| VAL40(CA)
3.50 | VAL40(C)
3.90 | VAL40(0)
4.56 | VAL40(CG1)
5.00 VAL40(CA)
4.06 | VAL40(C)
4.73 | VAL40(0)
4.43| VAL40(CG1)
4.71 | VAL40(CA)
3.48 | VAL40(C)
3.86 | VAL40(0)
4,79 VAL40(CA)
3.72| VAL40(C)
3.86 | VAL40(0)

IWYIA
IWYIA
IWYIA
IWYIA
IWYIA
IWYIA
IWYIA
IWYIA
IWYIA
IWYIA
IWYIA
IWYIA

IWYIA [D-A-AA]:72.0° [A-D-DD]:146.3° d_planarity:-65.1°,

IWYIA
IWYIA
IWYIA
IWYIA
IWYIA

IWYIA
IWYIA
IWYIA

1Wyia [D-A-AAL:29.9° [A-D-DD]:95.5° d_planarity:0.3°

IWYIA
IWYIA
IWYIA
IWYIA
IWYIA
IWYIA
IWYIA
IWYIA
IWYIA
IWYIA
IWYIA
IWYIA
IWYIA
IWYIA
IWYIA
IWYIA
IWYIA
IWYIA
IWYIA
IWYIA
IWYIA
IWYIA
IWYIA

maximum distance exceeded, bad d_planarity

[D-A-AA]:75.3° [A-D-DD]:153.5° d_planarity:75.7°
1WYIA |a_planarity:23.9°, maximum distance exceeded,

bad a_angle(sp2), bad d_planarity

a_planarity:0.7°, bad a_angle(sp2)

] ..

] ..

] ..
] ..
cl] ..
] ..

S[] ..

S[]...
S[]...

S[]...

N[]...

N[]...
N[]...

N[]...

N[]...
N[]...

[l .
] ..
[l ..

] ..
cl] ..

or]..

or] ..

cl] ..
] ..

S[]...
S[] ...

O[]

O[]

N[]
Cl1
C[1]
Cl]

N[]

Cl1]
Cl1]

Cl1]
Cl]

N[]
Cll

O[]

Cl]
Cl]

C[]
Cl1]
O[]

Cl]

O[]

Cl]

Cl]

Cl]
O[]

Cl1]
O[]



IWYIA CYS41(N)
1WYIA | CYS41(N)
1IWYIA | CYS41(CA)
1WYIA |CYS41(CA)
1WYIA |CYS41(CA)
IWYIA |CYS41(CA)
1WYIA | CYS41(C)
1IWYIA | CYS41(C)
1IWYIA |CYS41(C)
1IWYIA | CYS41(C)

1IWYIA |CYS41(0)

1WYIA CYS41(0)
1WYIA CYS41(0)
IWYIA CYS41(0)
1WYIA CYS41(0)
1WYIA CYS41(CB)
1WYIA | CYS41(CB)

IWYIA CYS41(SG)

1IWYIA |CYS41(CA)
1IWYIA |CYS41(C)
1WYIA | CYS41(C)
IWYIA CYS41(C)
1WYIA CYS41(0)
IWYIA CYS41(0)
1WYIA CYS41(0)
1WYIA CYS41(CB)
1WYIA | CYS41(CB)
1WYIA CYS41(CB)
IWYIA CYS41(N)
1WYIA CYS41(CB)
IWYIA | CYS41(SG)
1WYIA | CYS41(N)

IWYIA CYS41(N)

1WYIA |CYS41(CA)
1IWYIA |CYS41(C)
1WYIA CYS41(0)
IWYIA CYS41(0)
1WYIA CYS41(CB)
1IWYIA | CYS41(SG)
1WYIA | CYS41(N)
IWYIA CYS41(N)
IWYIA CYS41(C)
1WYIA | CYS41(C)

IWYIA CYS41(0)

1WYIA CYS41(0)

3.49
4.74
2.44
3.82
4.66
4.77
2.43
3.39
4.27
3.56

2.25

2.76
3.68
4.77
3.98
3.45
4.72

4.97

4.64
3.76
4.29
3.37
3.72
391
2.92
4.83
4.69
4.61
4.35
4.59
3.89
4.21

3.04

4.05
441
4.64
3.87
4.21
4.92
4.93
4.68
4.63
4.74

4.57

3.52

ALA42(N)
ALA42(CA)
ALA42(N)
ALA42(CA)
ALA42(C)
ALA42(CB)
ALA42(CA)
ALA42(C)
ALA42(0)
ALA42(CB)

ALA42(N)

ALA42(CA)
ALA42(C)
ALA42(0)
ALA42(CB)
ALA42(N)
ALA42(CA)

ALA42(N)

PROA43(CD)
PROA43(N)
PRO43(CG)
PRO43(CD)
PROA43(N)
PRO43(CG)
PRO43(CD)
PRO43(CG)
PRO43(CD)
LEUS5(CD2)
ILE59(CG2)
ILE59(CG2)
ILE59(CG2)
ALAG0(C)

ALAB0(O)

ALA60(0)
ALA60(0)
ALAG0(C)
ALAG60(0)
ALA60(0)
ALA60(0)
VAL61(N)
VALG61(CA)
VAL61(CA)
VAL61(C)

VAL61(N)

VALG61(CA)

IWYIA
IWYIA
IWYIA
IWYIA
IWYIA
IWYIA
IWYIA
IWYIA
IWYIA
IWYIA

IWYIA [D-A-AA]:30.0° [A-D-DD]:93.5° d_planarity:0.1°
a_planarity:0.6°, bad a_angle(sp2)

1WYIA

IWYIA

IWYIA

IWYIA

IWYIA

1WYIA

[D-A-AA]:26.9° [A-D-DD]:157.8° d_planarity:50.6°,
maximum distance exceeded, bad a_angle(sp3)

IWYIA
IWYIA
IWYIA
IWYIA
IWYIA
IWYIA
IWYIA
IWYIA
IWYIA
IWYIA
IWYIA
IWYIA
IWYIA
IWYIA
IWYIA

H-bond [D-A-AA]:158.4° [A-D-DD]:124.7° d_planarity:-8.5°
a_planarity:66.2°

IWYIA
IWYIA
IWYIA
IWYIA
IWYIA
IWYIA
IWYIA
IWYIA
IWYIA
IWYIA

IWYIA

[D-A-AA]:137.0° [A-D-DD]:36.8° d_planarity:14.9°
1WYIA |a_planarity:-24.8°, maximum distance exceeded,
bad d_angle(sp2)

IWYIA

N[] ..

cl] ..
..

] ..
cl] ..
] ..
cl] ..

or]..

or]..
or]..

or]..
cl] ..

] ..
[l .
[l ..

o] ..
o[]..

or]..

N[] ..

S[]...
N[]...

N[]...

cl] ..
] ..

or]..
c[] ..

O[].

N[]

N[]
C[1]

Cl1]
Cl1
O[]
Cl]

N[]

Cl]
Cl]

Cl]
N[]

N[]
Cl]
C[]
N[]
Cl]
Cl]

Cl]

Cl1
Cl]

O[]

O[]
O[]

O[]
O[]

- C[1]



1IWYIA |CYS41(0) 3.62 VALGL(C) |1WYIA o[]..cl1

1WYIA |CYS41(0) 4.80 VAL6L(O)  |IWYIA
1IWYIA | CYS41(0) 434\ VALBL(CB) |IWYIA O[]..C[]
1WYIA |CYS41(0) 4.10 VAL61(CG1) |[IWYIA o[]..cC[]
1WYIA | CYS41(0) 4.82| VALB1(CG2) |IWYIA
IWYIA | CYS41(N) 471 ALAG2(N)  |IWYIA
1IWYIA CYS41(CA) 494 ALAB2(N)  |IWYIA
1IWYIA | CYS41(C) 3.90 ALAB2(N)  |IWYIA C[1..N[]
1WYIA |CYS41(C) 459 |ALAG2(CA) 1WYIA
1IWYIA CYS41(C) 490 ALAB2(C)  |IWYIA
1IWYIA | CYS41(C) 425 ALAG2(0)  |IWYIA C[1..0[]
1IWYIA | CYS41(C) 435 ALAB2(CB) |1IWYIA C[1..C[]

H-bond [D-A-AA]:144.1° [A-D-DD]:118.4° d_planarity:-20.0°

IWYIA | CYS41(0) 2.83 ALAG62(N) IWYIA a_planarity:72.2° O[]...N[]
IWYIA |CYS41(0) 3.75|ALA62(CA) 1IWYIA Oo[]..C[]
1IWYIA |CYS41(0) 4.12|ALAB2(C) 1IWYIA o[]..C[]
1IWYIA |CYS41(0) 3.57|ALA62(0) 1IWYIA Oo[]..0[]
IWYIA |CYS41(0) 3.85|ALAG2(CB) [1WYIA Oo[]..C[]
1IWYIA CYS41(SG) 4.99 |PHE240(CD2) | IWYIA

IWYIA CYS41(SG) 4.14 |PHE240(CE2) | IWYIA S[1...C[]
1IWYIA CYS41(SG) 4.47 |PHE240(CZ) |1WYIA S[]...C[]
chainl | resl/atml |distance| res2/atm2 | chain2 H-bonding in&?gggi?)n
1IWYIA |CYS86(0) 4.63|1LE48(0) IWYIA

1IWYIA CYS86(CB) 4.90 ILE48(C) IWYIA

1WYIA CYS86(CB) 4.97|ILE48(CB) |1IWYIA

1IWYIA CYS86(CB) 4.11|1LE48(CG2) 1WYIA C[]..C[]
1WYIA CYS86(SG) 4.83|1LE48(CG2) 1WYIA

IWYIA | CYS86(CA) 4.38|ASP49(0OD1) 1WYIA C[]..0O[]
1IWYIA | CYS86(C) 4.64 ASP49(0OD1) 1WYIA

1WYIA |CYS86(0) 4.53|ASP49(CA) 1IWYIA

IWYIA | CYS86(0) 4.08 ASP49(0OD1) [ 1WYIA O[] ...O[]
1WYIA CYS86(CB) 4.52 | ASP49(N) IWYIA

1IWYIA CYS86(CB) 4.35|ASP49(CA) 1IWYIA C[]..C[]
1WYIA CYS86(CB) 4.40 |ASP49(CB) 1WYIA C[]..C[]
1IWYIA CYS86(CB) 4.55|ASP49(CG) 1IWYIA

1IWYIA CYS86(CB) 4.24 ASP49(0OD1) 1WYIA C[].. O[]

i xsssc)| o9 sy oo ARSI RO ODITOS ¢ ity 8 i
IWYIA CYS86(SG) | 4.92|ASP49(CA) |IWYIA
IWYIA CYSB6(SG) | 4.46 ASP49(CB) |IWYIA S[1..C[]
IWYIA CYS86(SG) | 4.67|ASP49(CG) |1WYIA

IWYIA |CYS86(SG) | 4.78 ASP49(OD1) | IWYIA | Negative

1WYIA | CYS86(C) 4.74| ARG52(CB) |1WYIA
1IWYIA | CYS86(C) 4.37| ARG52(CG) | 1WYIA C[1..Cl]
1IWYIA |CYS86(0) 3.55 ARG52(CB) |1WYIA o[]..¢[1

1WYIA CYS86(0) 3.33| ARG52(CG) |1WYIA o[1..c[1]



IWYIA CYS86(0)
1WYIA |CYS86(N)

1WYIA CYS86(N)
IWYIA CYS86(N)

1WYIA |CYS86(N)

1WYIA | CYS86(CA)
1WYIA | CYS86(CA)
1IWYIA |CYS86(C)
1WYIA CYS86(CB)
IWYIA CYS86(CB)
1WYIA | CYS86(SG)
1WYIA | CYS86(SG)
1WYIA | CYS86(SG)
IWYIA CYS86(N)
IWYIA CYS86(N)
1WYIA CYS86(N)

1IWYIA | CYS86(N)

IWYIA | CYS86(CA)
1WYIA | CYS86(CA)
1IWYIA | CYS86(C)
1IWYIA |CYS86(C)
1WYIA CYS86(0)
1WYIA | CYS86(CB)
1WYIA CYS86(CB)
IWYIA CYS86(CB)

1WYIA CYS86(SG)

1WYIA | CYS86(SG)
IWYIA CYS86(SG)
1WYIA | CYS86(N)
IWYIA CYS86(N)
1WYIA | CYS86(N)

1WYIA CYS86(N)

1WYIA | CYS86(CA)
IWYIA | CYS86(CA)
1WYIA | CYS86(C)
IWYIA | CYS86(C)
1WYIA CYS86(0)
1WYIA CYS86(CB)
1WYIA | CYS86(N)
1WYIA CYS86(N)

1IWYIA |CYS86(N)

1IWYIA | CYS86(N)
1WYIA CYS86(N)

1IWYIA | CYS86(N)

4.42

4.95

4.97
3.97

2.77

4.97
3.76
4.86
4.69
3.61
4.96
4.13
3.22
4.76
461
3.79

3.33

4.58
3.84
4.89
3.86
4.64
4.76
4.50
3.83

4.85

4.85
4.76
4.19
4.13
2.96

2.90

4.18
3.85
4.33
3.66
4.79
4.96
2.73
2.43

2.24

3.30
4.12

ARG52(CD)
GLY81(0)

MET82(CA)
MET82(C)

MET82(0)

MET82(C)
MET82(0)
MET82(0)
MET82(C)
MET82(0)
MET82(CA)
MET82(C)
MET82(0)
ILE83(N)
ILE83(CA)
ILEB3(C)

ILES3(O)

ILE83(C)
ILE83(0)
ILE83(C)
ILEB3(0)
ILE83(0)
ILEB3(CA)
ILEB3(C)
ILE83(O)

ILES3(N)

ILEB3(CA)
ILE83(O)
LYS84(N)
LYSB4(CA)
LYS84(C)

LYS84(0)

LYS84(C)
LYS84(0)
LYS84(C)
LYS84(0)
LYS84(0)
LYS84(0)
ASP85(N)
ASP85(CA)

ASP85(0)

ASP85(CB)
ASP85(CG)

IWYIA

IWYIA

IWYIA
IWYIA

IWYIA

IWYIA
IWYIA
IWYIA
IWYIA
IWYIA
IWYIA
IWYIA
IWYIA
IWYIA
IWYIA
IWYIA

IWYIA

IWYIA
IWYIA
IWYIA
IWYIA
IWYIA
IWYIA
IWYIA
IWYIA

IWYIA

IWYIA
IWYIA
IWYIA
IWYIA
IWYIA

IWYIA

IWYIA
IWYIA
IWYIA
IWYIA
IWYIA
IWYIA
IWYIA
IWYIA

IWYIA

IWYIA
IWYIA

4.84| ASP85(OD1) |IWYIA

[D-A-AA]:128.9° [A-D-DD]:164.2° d_planarity:-41.2°
a_planarity:35.6°, maximum distance exceeded

H-bond [D-A-AA]:165.3° [A-D-DD]:123.0° d_planarity:-41.9°
a_planarity:71.8°

H-bond [D-A-AA]:102.1° [A-D-DD]:99.3° d_planarity:-21.5°
a_planarity:79.3°

[D-A-AA]:91.1° [A-D-DD]:81.5° d_planarity:31.9°, maximum
distance exceeded, bad d_angle(sp2)

[D-A-AA]:80.6° [A-D-DD]:120.6° d_planarity:-87.0°
a_planarity:49.4°, bad a_angle(sp2), bad d_planarity

[D-A-AA]:29.8° [A-D-DD]:94.4° d_planarity:0.3°
a_planarity:0.4°, bad a_angle(sp2)

[D-A-AA]:48.8° [A-D-DD]:129.6° d_planarity:21.3°
a_planarity:53.4°, maximum distance exceeded,

or]..

N[ ..
. O[]

cl] ..

Il ...

S[]...
S[]...

N[] ..
N[] ...

cr] ..

] ..

cl] ..
] ..

N[] ...
N[] ...
N[] ...

N[ ] ...

Ccrl...
crl...
Il ...
crl...

N[] ...
N[] ...

N[ ...

N[] ...
N[] ...

Cl]

Cl]

O[]

O[]

Cl]
O[]

Cl]
O[]

O[]

O[]

Cl1]
O[]

N[]
Cl]
Cl]

O[]
Cl1]
O[]

Cl1]
O[]

N[]
Cl]

O[]

Cl]
Cl]



1IWYIA | CYS86(N)

IWYIA | CYS86(CA)
1WYIA | CYS86(CA)
IWYIA | CYS86(CA)
1WYIA | CYS86(CA)
1WYIA | CYS86(CA)
1IWYIA |CYS86(C)
1WYIA | CYS86(C)
IWYIA | CYS86(C)
1WYIA | CYS86(C)
1WYIA CYS86(0)
1WYIA CYS86(0)
1WYIA CYS86(CB)
IWYIA CYS86(CB)
1WYIA CYS86(CB)
IWYIA CYS86(CB)
1WYIA | CYS86(SG)
1WYIA | CYS86(SG)
1WYIA | CYS86(SG)
1WYIA | CYS86(SG)
IWYIA CYS86(N)
1WYIA CYS86(N)
IWYIA CYS86(N)
1WYIA | CYS86(CA)
1WYIA | CYS86(CA)
1WYIA | CYS86(CA)
1WYIA | CYS86(C)
IWYIA | CYS86(C)
1WYIA | CYS86(C)

IWYIA CYS86(0)

IWYIA CYS86(0)
1WYIA CYS86(0)
1WYIA CYS86(0)
1WYIA CYS86(CB)
1WYIA CYS86(CB)
IWYIA CYS86(N)
1WYIA | CYS86(CA)
1IWYIA | CYS86(C)
1IWYIA |CYS86(C)
1IWYIA | CYS86(C)

1WYIA |CYS86(0)

1WYIA CYS86(0)
1WYIA CYS86(0)
IWYIA CYS86(CB)
1WYIA | CYS86(CA)

4.53

4.16
3.80
2.43
2.76
4.59
4.75
4.61
3.33
3.55
4.47
4.55
4.96
4.80
3.62
4.09
4.95
4.03
4.49
4.89
2.70
4.15
4.95
2.45
3.81
4.64
241
3.28
441

2.23

2.71
3.37
431
3.58
4.79
4.60
4.37
3.27
4.63
4.96

3.46

4.68
4.99
4.67
4.61

bad a_angle(sp2)
[D-A-AA]:63.3° [A-D-DD]:116.2° d_planarity:49.1°

ASP85(0D2) 1WYIA |a_planarity:46.2°, maximum distance exceeded,

ASP85(N)
ASP85(CA)
ASP85(C)
ASP85(0)
ASP85(CB)
ASP85(N)
ASP85(CA)
ASP85(C)
ASP85(0)
ASP85(C)
ASP85(0)
ASP85(N)
ASP85(CA)
ASP85(C)
ASP85(0)
ASP85(CA)
ASP85(C)
ASP85(0)
ASP85(CB)
GLY87(N)
GLY87(CA)
GLY87(C)
GLY87(N)
GLY87(CA)
GLY87(C)
GLY87(CA)
GLY87(C)
GLY87(0)

GLY87(N)

GLY87(CA)
GLY87(C)
GLY87(0)
GLY87(N)
GLY87(CA)
ALA8B(N)
ALABS(N)
ALABS(N)
ALABB(CA)
ALAB8(CB)
ALA8B(N)
ALABB(CA)
ALABB(CB)
ALABB(N)
LYS18(CE)

IWYIA
IWYIA
IWYIA
IWYIA
IWYIA
IWYIA
IWYIA
IWYIA
IWYIA
IWYIA
IWYIA
IWYIA
IWYIA
IWYIA
IWYIA
IWYIA
IWYIA
IWYIA
IWYIA
IWYIA
IWYIA
IWYIA
IWYIA
IWYIA
IWYIA
IWYIA
IWYIA
IWYIA

IWYIA

IWYIA
IWYIA
IWYIA
IWYIA
IWYIA
IWYIA
IWYIA
IWYIA
IWYIA
IWYIA

IWYIA

IWYIA
IWYIA
IWYIA
1wWYIB

bad a_angle(sp2)

[D-A-AA]:30.3° [A-D-DD]:92.1° d_planarity:0.5°
a_planarity:0.3°, bad a_angle(sp2)

[D-A-AA]:71.0° [A-D-DD]:140.4° d_planarity:-75.9°
a_planarity:47.3°, bad a_angle(sp2), bad d_planarity

] ..
c[] ..
] ..
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Il ...

cr] ..
o] ..

cl] ..
] ..

S[]...
S[]...

N[] ...
N[] ..

Il ..
cl] ..

c[] ..
crl...
Il ...

or]..
or]..

o] ..
o] ..

] ..

cr] ..
cl] ..

or]..

N[]
Cl1]
Cl1]
O[]

Cl]
O[]
Cl]

Cl1]
O[]

Cl]
O[]

N[]
Cl]

N[]
Cl1]

Cl1]
Cl1]
O[]

N[]

Cl]
Cl]
O[]
N[]

N[]
N[]

N[]



IWYIA CYS86(CA)|  4.66|LYS18(NZ) |1wYIB
IWYIA CYS86(SG) | 4.81|LYS18(CE) |1WYIB | positive

1WYIA | CYS86(SG) 4.86 ALA46(C) 1WYIB
1WYIA | CYS86(SG) 436 |ALA46(0) | 1WYIB S[1...0[]
1WYIA | CYS86(SG) 4.29 ALA46(CB) 1WYIB S[]..C[]
[D-A-AA]:115.4° [A-D-DD]:117.0° d_planarity:85.2°
IWYIA |CYS86(N) 4.78 TYR47(OH) 1WYIB |a_planarity:-16.8°, maximum distance exceeded,
bad d_planarity
1WYIA | CYS86(SG) 4.10 TYR47(CD1) 1WYIB S[]..C[]
1WYIA | CYS86(SG) 3.41|TYR47(CE1) | 1WYIB S[1...C[]
1WYIA | CYS86(SG) 415 TYR47(CZ) 1WYIB S[1..C[1]

[D-A-AA]:129.8° [A-D-DD]:78.0° d_planarity:-34.2°,

IWYIA CYS86(SC) 4.21|TYR47(OH) (IWYIB maximum distance exceeded, bad d_angle(sp2) St1--Of]
chainl | resl/atml |distance res2/atm2 |chain2 H-bonding intCe:T’:(r:%iZn
1WYIA CYS126(SG) 3.68 VAL92(CG1) |IWYIA S[]..C[]
1WYIA |CYS126(N) 4.82 LEU93(N) IWYIA
1WYIA | CYS126(N) 491 LEU93(CA) |1WYIA
IWYIA | CYS126(N) 3.92 |LEU93(C) IWYIA N[]1..C[]
IWYIA CYS126(N) 2,69 LEU93(0) IWYIA aH_-;Igﬂgri[tS:?éf\A]:ﬂ&Bo [A-D-DD]:115.8° d_planarity:-5.4° N[]...O[]
1WYIA |[CYS126(CA) 4.74 LEU93(C) IWYIA
1WYIA | CYS126(CA) 3.58 LEU93(O) IWYIA C[]..0[]
1WYIA | CYS126(C) 4.31 LEU93(0) IWYIA C[]..0[]
1WYIA | CYS126(0) 4.95 LEU93(C) IWYIA
1WYIA | CYS126(0) 4.05 LEU93(0) IWYIA O[]..0[1]
1WYIA | CYS126(CB) 4.42 LEU93(C) IWYIA C[]..C[]
1WYIA | CYS126(CB) 3.47 |LEU93(O) IWYIA C[]..0[]
IWYIA CYSI26(SG)  4.80 LEU93(N) | 1WYIA ﬁ'ﬁ;ﬂ%ﬁ]ijligz?;e['g‘;?egggftgﬁgigﬁ':ﬂ?;"y:'62'8°'
1WYIA CYS126(SG) 4.55 LEU93(C) IWYIA
1WYIA CYS126(SG) 3.76 |LEU93(O) IWYIA S[]...0[]
1WYIA |[CYS126(N) 4.76 GLY94(N) IWYIA
1WYIA | CYS126(N) 4.64 GLY94(CA) |1IWYIA
1WYIA |CYS126(N) 4.65 GLY94(C) IWYIA

[D-A-AA]:78.8° [A-D-DD]:60.8° d_planarity:-11.9°
IWYIA | CYS126(N) 4.73 GLY94(0) 1WYIA |a_planarity:-76.8°, maximum distance exceeded,

bad a_angle(sp2), bad d_angle(sp2)
1WYIA |[CYS126(CA) 4.87 GLY94(CA) |1WYIA
1WYIA | CYS126(CA) 4.47 GLY94(C) IWYIA C[]..C[]
1WYIA |[CYS126(CA) 4.21 GLY94(0) IWYIA C[]..0[]
1WYIA | CYS126(C) 4.87 GLY94(CA) |1WYIA
IWYIA | CYS126(C) 451 GLY94(C) IWYIA
1WYIA | CYS126(C) 3.93/GLY94(0) IWYIA C[]..0[]
1WYIA | CYS126(0) 4.08 GLY94(CA) |1IWYIA O[]..CI[]
1WYIA |CYS126(0) 3.95 GLY94(C) IWYIA O[]..CI[]
1WYIA | CYS126(0) 3.35/GLY94(0) IWYIA O[]..0O[1
1WYIA | CYS126(CB) 4.84 GLY94(N) IWYIA



1IWYIA CYS126(CB)
1IWYIA |CYS126(CB)
1WYIA CYS126(CB)
1WYIA | CYS126(SG)
1WYIA | CYS126(SG)
IWYIA |CYS126(CA)

1WYIA CYS126(0)

1WYIA CYS126(CB)
1IWYIA CYS126(CB)
1IWYIA |CYS126(CB)
1WYIA CYS126(CB)

1IWYIA |CYS126(SG)

IWYIA CYS126(SG)
1WYIA | CYS126(SG)
IWYIA | CYS126(SG)
1WYIA | CYS126(SG)
1WYIA CYS126(CB)
IWYIA |CYS126(C)
1WYIA |CYS126(C)
1WYIA |CYS126(C)
1IWYIA |CYS126(0)

1WYIA CYS126(0)
1WYIA | CYS126(0)

IWYIA CYS126(0)

IWYIA CYS126(0)

IWYIA CYS126(N)
IWYIA CYS126(N)

IWYIA | CYS126(CA)
1IWYIA |CYS126(CB)
IWYIA CYS126(SG)
1WYIA | CYS126(SG)
1WYIA | CYS126(SG)
IWYIA CYS126(N)

1WYIA | CYS126(N)

IWYIA CYS126(N)

IWYIA CYS126(N)

1WYIA |CYS126(CA)
IWYIA | CYS126(CA)
1IWYIA |CYS126(CA)
IWYIA | CYS126(CA)
IWYIA | CYS126(CA)

4.38| GLY94(CA)
3.58 GLY94(C)
3.38|GLY94(0)
4.38 GLY94(C)
455 GLY94(0)
4.96 |HIS95(N)

4.99  HIS95(N)

3.79 HIS95(N)
3.78 | HIS95(CA)
4.71 HIS95(C)
4.78 HIS95(CB)

4.05 | HIS95(N)

3.89 HIS95(CA)
4.31 | HIS95(CB)
4.53 | HIS95(CG)
4.12 |HIS95(CD2)
4.81 |SER96(N)

4,54 | ARGI9(NE)
4.82 | ARG99(CZ)

4.18| ARGI9(NH?2)

4.81| ARG99(CD)
3.51| ARG99(NE)

3.65| ARG99(CZ)

4.93 ARG99(NH1)

2.96| ARG99(NH?2)

3.82 | ILE124(C)
3.51 | 1LE124(0)

4.65|1LE124(0)
4.811LE124(0)
4.79 ILE124(C)
4.02|1LE124(0)
4.35|1LE124(CG2)
3.42| ALA125(N)
2.41| ALA125(CA)

2.26| ALA125(0)

3.48| ALA125(CB)
4.69| ALA125(N)
3.81| ALA125(CA)
2.45 ALA125(C)
2.82| ALA125(0)
476 ALA125(CB)

IWYIA
IWYIA
IWYIA
IWYIA
IWYIA
IWYIA

[D-A-AA]:98.6° [A-D-DD]:101.4° d_planarity:31.1°
IWYIA 200 L - 5
a_planarity:-44.2°, maximum distance exceeded

IWYIA
IWYIA
IWYIA
IWYIA

[D-A-AA]:68.8° [A-D-DD]:73.2° d_planarity:87.2°,
IWYIA |maximum distance exceeded, bad d_angle(sp2),
bad d_planarity

IWYIA
IWYIA
IWYIA
1WYIA | Weakly positive
IWYIA
IWYIA
IWYIA
IWYIA
IWYIA

[D-A-AA]:141.5° [A-D-DD]:85.3° d_planarity:-13.7°
1WYIA |a_planarity:72.4°, maximum distance exceeded,
bad d_angle(sp2)

IWYIA

[D-A-AA]:158.6° [A-D-DD]:13.9° d_planarity:51.7°
1WYIA |a_planarity:33.6°, maximum distance exceeded,
bad d_angle(sp2)

H-bond [D-A-AA]:170.8° [A-D-DD]:110.8° d_planarity:-
19.6° a_planarity:23.5°

IWYIA

[D-A-AA]:94.9° [A-D-DD]:134.1° d_planarity:-82.7°
IWYIA |a_planarity:27.3°, maximum distance exceeded,
bad d_planarity

IWYIA
IWYIA
IWYIA
IWYIA
IWYIA
IWYIA
IWYIA

IWYIA

[D-A-AA]:29.3° [A-D-DD]:96.0° d_planarity:1.4°
a_planarity:1.7°, bad a_angle(sp2)

IWYIA
IWYIA
IWYIA
IWYIA
IWYIA
IWYIA

IWYIA

cl] ..
] ..
cl] ..
S[]...

c[] ..
] ..

S[]..

S[]...
S[] ..
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or]..

o] ..
N[]...

N[] ...

S[]...
S[] ..
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N[]...
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Cl]
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C[]

N[]

Cl]
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N[+]

N[]

Cl]

N[+]
Cl]

O[]

O[]
Cl1]
N[]
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O[]
Cl]

Cl]
Cl]
O[]



1IWYIA |CYS126(C)
1IWYIA | CYS126(C)
1WYIA |CYS126(C)
1IWYIA |CYS126(0)
1WYIA | CYS126(0)
IWYIA CYS126(0)
1WYIA CYS126(CB)
1WYIA CYS126(CB)
1IWYIA |CYS126(CB)
IWYIA CYS126(SG)
IWYIA CYS126(SG)
1WYIA | CYS126(SG)
IWYIA CYS126(N)
IWYIA | CYS126(N)
1WYIA | CYS126(CA)
1IWYIA |CYS126(CA)
1WYIA | CYS126(CA)
IWYIA | CYS126(CA)
1WYIA |CYS126(CA)
IWYIA | CYS126(CA)
1IWYIA |CYS126(CA)
1WYIA |CYS126(C)
IWYIA |CYS126(C)
1WYIA |CYS126(C)
IWYIA |CYS126(C)
1WYIA |CYS126(C)
1WYIA |CYS126(C)
1IWYIA | CYS126(C)

IWYIA CYS126(0)

1WYIA CYS126(0)
1IWYIA |CYS126(0)
1WYIA | CYS126(0)
IWYIA CYS126(0)
1WYIA | CYS126(0)
1WYIA CYS126(0)
1IWYIA |CYS126(CB)
1WYIA CYS126(CB)
1IWYIA CYS126(CB)

IWYIA |CYS126(SG)

1WYIA |CYS126(C)
1WYIA CYS126(0)

IWYIA CYS126(N)
1IWYIA | CYS126(C)
1WYIA CYS126(0)
IWYIA CYS126(N)
1WYIA | CYS126(N)

470 | ALA125(CA)
3.40 ALA125(C)
3.61|ALA125(0)
4,95 ALA125(CA)
3.92 | ALA125(C)
4.36| ALA125(0)
4.77| ALA125(CA)
3.64 | ALA125(C)
4.16 | ALA125(0)
4,95 ALA125(CA)
4.07| ALA125(C)
4.62| ALA125(0)
3.58 | ILE127(N)
4.82 | ILE127(CA)
2.40 |ILE127(N)
3.74 | ILE127(CA)
4.68 |ILE127(C)
4.56 |ILE127(0)
459 1LE127(CB)
4.71|1LE127(CG1)
4,61 |ILE127(CG2)
2.38|ILE127(CA)
3.50 |ILE127(C)
3.72|ILE127(0)
3.31|ILE127(CB)
3.80 |ILE127(CG1)
3.35|ILE127(CG2)
4.79|ILE127(CD1)

2.24|ILE127(N)

2.69 | ILE127(CA)
3.92 | ILE127(C)
4.39 |ILE127(0)
3.53 | ILE127(CB)
439 |ILE127(CG1)
3.19ILE127(CG2)
3.24|ILE127(N)
4.45|ILE127(CA)
4.73|ILE127(0)

4.82 | ILE127(N)

4.62|GLY128(N)

4.79|GLY128(N)

4.74|1LE150(CD1)
4.92 | ILE150(CD1)
4,52 1LE150(CD1)
4.77 ALA163(N)
4.50| ALA163(0)

IWYIA
IWYIA
IWYIA
IWYIA
IWYIA
IWYIA
IWYIA
IWYIA
IWYIA
IWYIA
IWYIA
IWYIA
IWYIA
IWYIA
IWYIA
IWYIA
IWYIA
IWYIA
IWYIA
IWYIA
IWYIA
IWYIA
IWYIA
IWYIA
IWYIA
IWYIA
IWYIA
IWYIA

IWYIA

IWYIA
IWYIA
IWYIA
IWYIA
IWYIA
IWYIA
IWYIA
IWYIA
IWYIA

IWYIA

IWYIA

IWYIA
IWYIA
IWYIA
IWYIA

1WYIA |[D-A-AA]:128.4° [A-D-DD]:37.2° d_planarity:10.2°

[D-A-AA]:29.9° [A-D-DD]:91.3° d_planarity:0.6°
a_planarity:1.9°, bad a_angle(sp2)

[D-A-AA]:22.4° [A-D-DD]:151.4° d_planarity:58.1°,
maximum distance exceeded, bad a_angle(sp3)

[D-A-AA]:74.7° [A-D-DD]:149.5° d_planarity:45.3°
1IWYIA |a_planarity:18.1°, maximum distance exceeded,

bad a_angle(sp2)
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a_planarity:-7.4°, maximum distance exceeded,
bad d_angle(sp2)

IWYIA CYS126(N) 4.90 ALAI163(CB) |1WYIA
IWYIA CYS126(CA)| 457 |ALALG3(N) |1WYIA
IWYIA CYS126(CA)|  4.76 ALA163(CA) |IWYIA

IWYIA CYS126(CA)|  4.47|ALA163(C) |1WYIA c[1..cl]
IWYIA CYS126(CA)|  3.45|/ALA163(0) |1WYIA C[1..0[1]
IWYIA CYS126(CA)|  4.41|ALA163(CB) |IWYIA c[]..cl]
1WYIA |CYS126(C) 484/ ALALB3(C) |1IWYIA

IWYIA |CYS126(C) 3.66| ALA163(0) 1WYIA C[]..0[1]
1WYIA | CYS126(0) 487 ALAL63(0) |1WYIA

IWYIA CYS126(CB)|  4.15|ALA163(0) |1WYIA C[1..0[1]

1WYIA | CYS126(CB) 4.73 ALA163(CB) 1WYIA
IWYIA |CYS126(SG) 4.83|/ALA163(0) |1IWYIA

1WYIA | CYS126(SG) 4.27 ALA163(CB) 1WYIA S[]..C[]
1WYIA |[CYS126(CA) 4.06 GLU165(0OEL) 1WYIA C[]...O[-]
1WYIA | CYS126(C) 4.20 GLU165(0EL) 1WYIA C[]...O[-]
IWYIA | CYS126(0) 4.78 | GLU165(0EL)  IWYIA
1WYIA | CYS126(CB) 4.83 GLU165(CG) [1WYIA
1WYIA CYS126(CB) 4.08 GLU165(CD) 1WYIA C[]..C[]
1WYIA | CYS126(CB) 2.94 GLU165(0E1L) | IWYIA C[]...O[-]
1WYIA CYS126(CB) 4.92 GLU165(0E2)  IWYIA
IWYIA |CYS126(SG) 4.37|GLU165(CD) [1IWYIA S[1...C[]
1WYIA CYS126(SG) 3.55 GLU165(0EL) | IWYIA | negative S[].. O[]
IWYIA |CYS126(SG) 3.90 LEU230(CD2) | 1IWYIA S[1...C[]
chainl| resl/atml |distance| res2/atm2 chain2 H-bonding in&?gggi%n
1IRIA | CYS404(N) 4.99 'HIS336(ND1) 1IRIA
1IRIA |CYS404(N) 4.97 HIS336(CE1) |1IRIA
1IRIA |CYS404(C) 4.93 HIS336(CE1) |1IRIA
1IRIA |CYS404(N) 4.68 ALA337(N) |1IRIA
[D-A-AA]:127.3° [A-D-DD]:37.7° d_planarity:33.4°
1IRIA |CYS404(N) 4.38 | ALA337(0) |1IRIA |a_planarity:-22.9°, maximum distance exceeded, N[]...O[1]
bad d_angle(sp2)
1IRIA |CYS404(N) 4.90 ALA337(CB) |1IRIA
1IRIA |CYS404(CA) 4.33 ALA337(N) |1IRIA C[]..N[]
1IRIA |CYS404(CA) 4.48 ALA337(CA) 1IRIA C[]..C[]
1IRIA |CYS404(CA) 423 ALA337(C) |1IRIA C[]..C[]
1IRIA |CYS404(CA) 3.35/ALA337(0) |1IRIA C[]..0[]
1IRIA |CYS404(CA) 4.14 ALA337(CB) |1IRIA C[]..C[]
1IRIA |CYS404(C) 4.67 ALA337(C) |1IRIA
1IRIA |CYS404(C) 3.56 ALA337(0) |1IRIA C[]..0[]
1IRIA |[CYS404(0) 4.77 ALA337(0) |1IRIA

1IRIA |CYS404(CB) |  4.86 ALA337(C) |1IRIA
1IRIA |CYS404(CB)|  4.21|ALA337(0) |1IRIA C[]..0[1



1IRIA
1IRIA
1IRIA
1IRIA
1IRIA
1IRIA
1IRIA
1IRIA
1IRIA
1IRIA
1IRIA
1IRIA

1IRIA

1IRIA
1IRIA
1IRIA
1IRIA
1IRIA
1IRIA
1IRIA
1IRIA
1IRIA
1IRIA

1IRIA

1IRIA
1IRIA
1IRIA
1IRIA
1IRIA
1IRIA
1IRIA
1IRIA
1IRIA
1IRIA
1IRIA
1IRIA
1IRIA
1IRIA
1IRIA
1IRIA
1IRIA
1IRIA
1IRIA
1IRIA
1IRIA
1IRIA
1IRIA

CYS404(CB)
CYS404(SG)
CYS404(SG)
CYS404(SG)
CYS404(CB)
CYS404(CB)
CYS404(SG)
CYS404(SG)
CYS404(SG)
CYS404(SG)
CYS404(SG)
CYS404(N)

CYS404(N)

CYS404(CA)
CYS404(CA)
CYS404(CB)
CYS404(CB)
CYS404(SG)
CYS404(SG)
CYS404(SG)
CYS404(SG)
CYS404(N)

CYS404(N)

CYS404(N)

CYS404(N)
CYS404(N)
CYS404(N)
CYS404(CA)
CYS404(CA)
CYS404(CA)
CYS404(CA)
CYS404(CA)
CYS404(C)
CYS404(C)
CYS404(C)
CYS404(0)
CYS404(0)
CYS404(CB)
CYS404(CB)
CYS404(CB)
CYS404(SG)
CYS404(SG)
CYS404(SG)
CYS404(N)
CYS404(N)
CYS404(CA)
CYS404(CA)

4.23 ALA337(CB)
4.82| ALA337(CA)
4.90 ALA337(0)

3.62| ALA337(CB)
4.94 LEU339(CG)
4.04 | LEU339(CD1)
4.82 LEU339(CG)
3.70 LEU339(CD1)
4.81|1ILE395(CG1)
4.36 | ILE395(CG2)
4.13|1LE395(CD1)
3.76 | 1LE402(C)

3.24|ILE402(0)

4.76 | 1LE402(C)
4.08 | 1LE402(0)
4.98 | 1LE402(C)
4.00 1LE402(0)
4.411LE402(C)
3.37 | ILE402(0)
4.71 | 1LE402(CB)
4.12 | 1LE402(CG2)
3.50 PRO403(N)
2.42 PRO403(CA)

2.26 PRO403(0)

3.41 PRO403(CB)
4.71|PRO403(CG)
4.67 PRO403(CD)
4.71|PRO403(N)
3.80 | PRO403(CA)
2.43|PRO403(C)
2.80 |PRO403(0)
4.72|PRO403(CB)
4.78| PRO403(CA)
3.58|PRO403(C)
4.03|PRO403(0)
4.10| PRO403(C)
4.82|PRO403(0)
4.62| PRO403(CA)
3.43 PRO403(C)
3.82|PRO403(0)
4.96 PRO403(CA)
3.91|PRO403(C)
4.02|PRO403(0)
3.54 | ASP405(N)
4.85| ASP405(CA)
2.43| ASP405(N)
3.81| ASP405(CA)

1IRIA
1IRIA
1lIRIA
1lIRIA
1lIRIA
1IRIA
1lIRIA
1lIRIA
1lIRIA
1lIRIA
1IRIA
1lIRIA

1lIRIA

1lIRIA
1lIRIA
1lIRIA
1lIRIA
1lIRIA
1lIRIA
1lIRIA
1IRIA
1IRIA
1lIRIA

1IRIA

1IRIA
1lIRIA
1lIRIA
1lIRIA
1lIRIA
1lIRIA
1lIRIA
1IRIA
1lIRIA
1lIRIA
1lIRIA
1IRIA
1IRIA
1lIRIA
1IRIA
1lIRIA
1IRIA
1lIRIA
1lIRIA
1IRIA
1lIRIA
1IRIA
1lIRIA

[D-A-AA]:104.9° [A-D-DD]:115.8° d_planarity:67.8°
a_planarity:25.7°, bad d_planarity

[D-A-AA]:29.3° [A-D-DD]:95.9° d_planarity:2.1°
a_planarity:0.9°, bad a_angle(sp2)
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1IRIA
1IRIA
1IRIA
1IRIA
1IRIA
1IRIA
1IRIA
1IRIA
1IRIA
1IRIA

1IRIA

1IRIA
1IRIA
1IRIA
1IRIA
1IRIA
1IRIA
1IRIA
1IRIA
1IRIA

1IRIA

1IRIA
1IRIA
1IRIA

1IRIA

1IRIA
1IRIA
1IRIA
1IRIA
1IRIA
1IRIA
1IRIA

1IRIA

1IRIA
1IRIA
1IRIA
1IRIA
1IRIA
1IRIA
1IRIA
1IRIA
1IRIA
1IRIA
1IRIA
1IRIA

CYS404(CA)
CYS404(CA)
CYS404(CA)
CYS404(CA)
CYS404(C)
CYS404(C)
CYS404(C)
CYS404(C)
CYS404(C)
CYS404(C)

CYS404(0)

CYS404(0)
CYS404(0)
CYS404(0)
CYS404(0)
CYS404(0)
CYS404(0)
CYS404(CB)
CYS404(CB)
CYS404(CB)

CYS404(SG)

CYS404(C)
CYS404(C)
CYS404(C)

CYS404(0)

CYS404(0)
CYS404(0)
CYS404(CB)
CYS404(CB)
CYS404(CB)
CYS404(SG)
CYS404(N)

CYS404(N)

CYS404(CA)
CYS404(0)
CYS404(0)
CYS404(CB)
CYS404(N)
CYS404(N)
CYS404(CA)
CYS404(CA)
CYS404(C)
CYS404(C)
CYS404(C)
CYS404(C)

4.54| ASP405(C)
4.96 ASP405(0)
4.83| ASP405(CB)
4.70| ASP405(0D1)
2.47| ASP405(CA)
3.37|ASP405(C)
4.07| ASP405(0)
3.63| ASP405(CB)
3.98 ASP405(CG)
3.51|ASP405(0D1)

2.26| ASP405(N)

2.84| ASP405(CA)
3.71| ASP405(C)
4.66 | ASP405(0)
4.12| ASP405(CB)
4.32| ASP405(CG)
3.60| ASP405(0D1)
3.29| ASP405(N)
4.47| ASP405(CA)
4.74| ASP405(C)

4.84 | ASP405(N)

3.93 PHE406(N)
4.53 PHE406(CD1)
4.95 PHE406(CE1)

3.89 | PHE406(N)

4.35| PHE406(CD1)
4.88|PHE406(CE1)
4.11|PHE406(CD1)
3.82 PHE406(CE1)
4.96 | PHE406(CZ)
4.39 PHE406(CE1)
4.71|PRO473(C)

3.71 PROA473(0)

4.65PRO473(0)
4.92|PRO473(C)
4.49|PROA73(0)
4.54|PROA73(0)
4.39| THR474(CA)
4.92| THR474(CG2)
4.73| THR474(CA)
4.89| THR474(CG2)
4.27| THR474(CA)
4.64| THR474(C)
455 THR474(CB)
4.83| THR474(CG2)

1IRIA
1IRIA
1lIRIA
1IRIA
1lIRIA
1lIRIA
1lIRIA
1lIRIA
1IRIA
1lIRIA

1lIRIA

1lIRIA
1lIRIA
1lIRIA
1lIRIA
1lIRIA
1IRIA
1lIRIA
1lIRIA
1lIRIA

1lIRIA

1IRIA
1lIRIA
1lIRIA

1lIRIA

1lIRIA
1lIRIA
1IRIA
1IRIA
1lIRIA
1lIRIA
1lIRIA

1IRIA

1lIRIA
1lIRIA
1IRIA
1IRIA
1lIRIA
1IRIA
1lIRIA
1lIRIA
1lIRIA
1lIRIA
1IRIA
1lIRIA

[D-A-AA]:29.3° [A-D-DD]:97.1° d_planarity:3.4°
a_planarity:4.1°, bad a_angle(sp2)

[D-A-AA]:24.2° [A-D-DD]:144.3° d_planarity:68.2°,
maximum distance exceeded, bad a_angle(sp3), bad d_planarity

[D-A-AA]:82.7° [A-D-DD]:150.4° d_planarity:-65.0°
a_planarity:40.8°, maximum distance exceeded,
bad a_angle(sp2), bad d_planarity

[D-A-AA]:138.7° [A-D-DD]:122.7° d_planarity:-30.3°
a_planarity:32.1°, maximum distance exceeded
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[D-A-AA]:141.1° [A-D-DD]:21.7° d_planarity:25.8°

1IRIA | CYS404(0) 447 THR474(N)  |1IRIA |a_planarity:-5.0°, maximum distance exceeded, O[]...N[]
bad d_angle(sp2)

1IRIA |CYS404(0) 3.17 THR474(CA) |1IRIA O[]..CI[]

1IRIA |[CYS404(0) 3.43 THR474(C) |1IRIA O[]..C[]

1IRIA |CYS404(0) 4.63 THR474(0) |1IRIA

1IRIA |CYS404(0) 3.53 THR474(CB) |1IRIA O[]..C[]

1IRIA | CYS404(0) 4.85 THR474(0G1) 1IRIA [D-A-AA]:148.5° [A-D-DD]:19.1° a_planarity:-54.9°,

maximum distance exceeded, bad d_angle(sp3)

1IRIA |CYS404(0) 4.08 THR474(CG2) |1IRIA O[]..C[]
1IRIA |CYS404(CB) 4.68 THR474(CA) |1IRIA

1IRIA | CYS404(CB) 4.57 THR474(CB) |1lIRIA

1IRIA |CYS404(CB) 4.04| THR474(CG2) 1IRIA C[]..C[1]

1IRIA |CYS404(SG) 4.91 THRA474(CG2) |1IRIA

1IRIA |CYS404(C) 3.93|ASN475(N)  |1IRIA C[1..N[]

1IRIA |CYS404(C) 4.88 ASN475(CA) |1IRIA

1IRIA |CYS404(C) 4.36 ASN475(0)  |1IRIA C[1..0[]

1IRIA |CYS404(C) 4.87|ASN475(CB) |1IRIA

1IRIA |CYS404(0) 2.74 ASN475(N) | 1IRIA H-bond _[D'-A-A;A]:163.1° [A-D-DD]:128.2° d_planarity:-1.0° O[] .. N[]
I = a_planarity:31.6

1IRIA | CYS404(0) 3.81 ASN475(CA) |1IRIA O[]..C[]

1IRIA |CYS404(0) 4.13|ASN475(C)  |1IRIA O[]..C[]

1IRIA |CYS404(0) 3.54 ASN475(0)  |1IRIA O[]..0[]

1IRIA |CYS404(0) 4.05|ASN475(CB) |1IRIA O[]..C[]

1IRIA |CYS404(0) 4.65 ASN475(CG) |1IRIA

1IRIA | CYS404(0) 4.65 ASN475(0D1) |1IRIA

chainl | resl/atml |distance | res2/atm2 |chain2 H-bonding in&t"zzgi%n

2DFDA |CYS71(C) 4.88 ALA10(CB) |2DFDA

2DFDA |CYS71(0) 4.09 ALA10(CB) |2DFDA O[]..C[]

2DFDA |CYS71(SG) 4.99 ALA10(CA) |2DFDA

2DFDA |CYS71(SG) 4.19 ALA10(CB) |2DFDA S[1...C[1]

2DFDA CYS71(SG) 4.22|LEU12(CD2) |2DFDA S[1...C[]

2DFDA | CYST1(0) 4.51 ARG34(NHI) | 2DFDA e[l?r-)gh?ﬁt]ylflzs?: Ergz;nzljm]:cilii?é?;edgﬂaeggzg :t;gg.giplanarity

2DFDA CYS71(CA) 4.28 THR36(CB) |2DFDA C[]..C[]

2DFDA |CYS71(CA) 4.31| THR36(0G1) | 2DFDA C[]..0[]

2DFDA |CYS71(CA) 4.76 THR36(CG2) |2DFDA

2DFDA |CYST71(C) 4.25 THR36(CB) |2DFDA C[]..C[]

2DFDA | CYS71(C) 3.79|THR36(0G1) |2DFDA C[]..-0[]

2DFDA |CYS71(C) 4.73 | THR36(CG2) |2DFDA

2DFDA |CYS71(0) 4.86 THR36(CA) |2DFDA

2DFDA | CYS71(0) 3.41 THR36(CB) |2DFDA O[]..C[]

2DFDA |CYS71(0) 2.70 | THR36(0G1) [2DFDA |H-bond [D-A-AA]:144.4° [A-D-DD]:106.8° a_planarity:-25.2° |O[] ... O[]

2DFDA CYS71(0) 3.90 |THR36(CG?2) [2DFDA Oo[]..cl]

2DFDA CYS71(CB) 4.55|THR36(CB) |[2DFDA



2DFDA |CYS71(CB)
2DFDA |CYS71(SG)
2DFDA |CYS71(SG)
2DFDA |CYS71(SG)
2DFDA |CYS71(SG)
2DFDA |CYS71(SG)
2DFDA |CYS71(SG)
2DFDA |CYS71(CB)

2DFDA |CYS71(SG)

2DFDA |CYS71(SG)
2DFDA |CYS71(SG)
2DFDA |CYS71(SG)
2DFDA |CYS71(CB)
2DFDA |CYS71(CB)
2DFDA |CYS71(CB)

2DFDA |CYS71(SG)

2DFDA |CYS71(SG)
2DFDA |CYS71(SG)
2DFDA |CYS71(SG)
2DFDA |CYS71(SG)
2DFDA |CYS71(N)
2DFDA |CYS71(N)
2DFDA |CYS71(N)
2DFDA |CYS71(N)
2DFDA |CYS71(N)
2DFDA |CYS71(N)
2DFDA |CYS71(N)

2DFDA |CYS71(N)

2DFDA |CYS71(CA)
2DFDA |CYS71(CA)
2DFDA |CYS71(CA)
2DFDA |CYST71(CA)
2DFDA |CYS71(CA)
2DFDA |CYST71(CA)
2DFDA |CYS71(CA)
2DFDA |CYS71(CA)
2DFDA |CYST71(C)

2DFDA |CYS71(0)

2DFDA |CYS71(CB)
2DFDA |CYS71(CB)
2DFDA |CYS71(CB)
2DFDA |CYS71(CB)
2DFDA |CYS71(CB)
2DFDA |CYS71(CB)
2DFDA |CYS71(CB)
2DFDA |CYS71(SG)

461
4.29
3.76
3.79
3.64
3.58
491
5.00

4.03

4.43
3.96
4.14
4.35
4.84
4.67

4.07

4.35
3.67
4.67
4.94
4.99
4.16
3.98
4.27
3.88
4.19
3.98

4.56

4.85
4.02
4.28
3.70
421
3.63
3.88
4.49
4.80
4.94
4.00
3.61
4.27
3.41
4.66
3.89
4.47
4.61

THR36(0G1)
THR36(CA)
THR36(C)
THR36(0)
THR36(CB)
THR36(0G1)
THR36(CG2)
LEU37(0)

LEU37(N)

LEU37(CA)
LEU37(C)
LEU37(0)
TYR38(CB)
TYR38(CG)
TYR38(CD1)

TYR38(N)

TYR38(CA)
TYR38(CB)
TYR38(CG)
TYR38(CD1)
TYR62(CB)
TYR62(CG)
TYR62(CD1)
TYR62(CD2)
TYR62(CE1)
TYR62(CE2)
TYR62(CZ)

TYR62(OH)

TYR62(CB)
TYR62(CG)
TYR62(CD1)
TYR62(CD2)
TYR62(CEL)
TYR62(CE2)
TYR62(CZ)
TYR62(OH)
TYR62(CE2)
TYR62(CE2)
TYR62(CB)
TYR62(CG)
TYR62(CD1)
TYR62(CD2)
TYR62(CE1)
TYR62(CE2)
TYR62(CZ)
TYR62(CB)

2DFDA
2DFDA
2DFDA
2DFDA
2DFDA
2DFDA
2DFDA
2DFDA

2DFDA

2DFDA
2DFDA
2DFDA
2DFDA
2DFDA
2DFDA

2DFDA

2DFDA
2DFDA
2DFDA
2DFDA
2DFDA
2DFDA
2DFDA
2DFDA
2DFDA
2DFDA
2DFDA

2DFDA

2DFDA
2DFDA
2DFDA
2DFDA
2DFDA
2DFDA
2DFDA
2DFDA
2DFDA
2DFDA
2DFDA
2DFDA
2DFDA
2DFDA
2DFDA
2DFDA
2DFDA
2DFDA

H-bond [D-A-AA]:113.3° [A-D-DD]:80.7°

[D-A-AA]:134.2° [A-D-DD]:96.0° d_planarity:68.6°, maximum
distance exceeded, bad d_planarity

[D-A-AA]:125.3° [A-D-DD]:90.7° d_planarity:73.5°, maximum
distance exceeded, bad d_planarity

[D-A-AA]:56.7° [A-D-DD]:78.0° d_planarity:53.1°
a_planarity:-82.8°, maximum distance exceeded,
bad a_angle(sp2), bad d_angle(sp2)

S[]...
S[]...
S[]...
S[]...
S[]...

S[]...

S[]...
S[]...
S[]...
Il ..

N[ ] ...
N[] ...
N[ ...
N[] ...
N[ ...
N[] ...

cr] ..
Il ..
Il ..
cl] ..
Il ..
] ..
..

..
cl] ..
Il ..
cr] ..

Il ..
Il .

Cl]
Cl]
O[]
Cl]
O[]

N[]

Cl]
Cl]
O[]
Cl1]

-~ N[]

S[]...
S[] ..

Cl]
Cl]

Cl]
Cl1]
Cl]
Cl1]
Cl]
Cl]

Cl]
Cl]
Cl]
Cl]
Cl]
Cl]
O[]

Cl1]
Cl]
Cl]
Cl]

Cl]
Cl]



2DFDA |CYS71(SG)
2DFDA |CYS71(SG)
2DFDA |CYS71(SG)
2DFDA |CYS71(N)

2DFDA |CYS71(N)

2DFDA |CYS71(CA)
2DFDA |CYS71(CB)
2DFDA |CYS71(CB)
2DFDA [CYS71(N)
2DFDA |CYS71(N)
2DFDA |CYS71(N)

2DFDA |CYS71(N)

2DFDA |CYS71(CA)
2DFDA |CYST71(CA)
2DFDA |CYST71(C)
2DFDA |CYST71(C)
2DFDA | CYS71(CB)
2DFDA |CYS71(CB)
2DFDA | CYS71(CB)
2DFDA |CYS71(CB)
2DFDA |CYST71(SG)
2DFDA |CYS71(N)
2DFDA |CYS71(N)
2DFDA |CYS71(N)

2DFDA |CYS71(N)

2DFDA |CYST71(CA)
2DFDA |CYS71(CA)
2DFDA |CYS71(C)
2DFDA |CYST71(C)
2DFDA |CYS71(N)
2DFDA |CYS71(N)

2DFDA |CYS71(N)

2DFDA |CYS71(N)
2DFDA |CYS71(N)
2DFDA |CYS71(CA)
2DFDA |CYS71(CA)
2DFDA |CYS71(CA)
2DFDA |CYS71(CA)
2DFDA |CYST71(CA)
2DFDA |CYS71(C)
2DFDA |CYS71(C)
2DFDA |CYST71(C)
2DFDA |CYS71(C)
2DFDA |CYS71(0)
2DFDA |CYS71(0)
2DFDA |CYS71(CB)

4.37
3.71
4.22
4.43

3.28

4.26
4.95
4.03
4.96
4.50
3.66

2.96

4.45
3.50
4.98
3.82
4.40
4.16
3.30
4.55
4.78
431
431
3.23

3.32

4.43
4.28
4.60
4.05
2.81
2.46

2.22

3.33
4.73
4.23
3.83
2.43
2.73
4.65
4.79
4.46
3.08
3.03
4.04
3.66
4.96

TYR62(CG)
TYR62(CD2)
TYR62(CE2)
GLN67(C)

GLN67(0)

GLN67(0)
GLN67(C)
GLN67(0)
LEUG8(N)
LEU68(CA)
LEU68(C)

LEU68(0)

LEU68(C)
LEU68(O)
LEUG8(C)
LEU68(O)
LEUGB(CA)
LEU68(C)
LEU68(O)
LEU68(CD1)
LEU68(O)
PROBI(N)
PRO69(CA)
PROG9(C)

PROB9(O)

PRO69(C)
PRO69(0)
PRO69(C)
PRO69(0)
ASP70(N)
ASP70(CA)

ASP70(0)

ASP70(CB)
ASP70(CG)
ASP70(N)
ASP70(CA)
ASP70(C)
ASP70(0)
ASP70(CB)
ASP70(N)
ASP70(CA)
ASP70(C)
ASP70(0)
ASP70(C)
ASP70(0)
ASP70(N)

2DFDA
2DFDA
2DFDA
2DFDA

2DFDA

2DFDA
2DFDA
2DFDA
2DFDA
2DFDA
2DFDA

2DFDA

2DFDA
2DFDA
2DFDA
2DFDA
2DFDA
2DFDA
2DFDA
2DFDA
2DFDA
2DFDA
2DFDA
2DFDA

2DFDA

2DFDA
2DFDA
2DFDA
2DFDA
2DFDA
2DFDA

2DFDA

2DFDA
2DFDA
2DFDA
2DFDA
2DFDA
2DFDA
2DFDA
2DFDA
2DFDA
2DFDA
2DFDA
2DFDA
2DFDA
2DFDA

H-bond [D-A-AA]:156.9° [A-D-DD]:122.9° d_planarity:-27.9°

a_planarity:15.6°

H-bond [D-A-AA]:114.5° [A-D-DD]:98.8° d_planarity:-38.7°

a_planarity:84.3°

[D-A-AA]:74.9° [A-D-DD]:121.7° d_planarity:77.7°
a_planarity:50.8°, bad a_angle(sp2), bad d_planarity

[D-A-AA]:30.5° [A-D-DD]:93.2° d_planarity:0.1°
a_planarity:3.0°, bad a_angle(sp2)

S[] ..
S[]...
S[] ..

N[]...
.. O[]
cr] ..

Il ..

N[]...
N[]...

N[T...

Il ..
cr] ..

Il ..
cl] ..
Il ..
cr] ..

N[]...
N[]...
N[]...

N[T...

Il ..
cr] ..

Il .
N[ ...
N[] ...

N[] ...
N[] ...

cr] ..
Il ..
cr] ..
cl] ..

..
cr] ..

Il ..
o[]..

or] ..

Cl]
Cl]
Cl]
Cl1]

O[]

O[]

Cl]
Cl1]

o[}

Cl]
O[]

O[]
Cl]
Cl]
O[]

N[]
Cl1]
Cl]

o[}

Cl]
O[]

O[]
N[]
Cl1]

O[]
Cl]

N[]
Cl]
Cl]
O[]

Cl]
Cl]
O[]
Cl1]
O[]



2DFDA CYS71(CB)|  4.89|ASP70(CA) |2DFDA

2DFDA [CYS71(CB)|  3.70|/ASP70(C)  |2DFDA C[]..CI]
2DFDA |CYS71(CB)|  4.22|ASP70(0)  |2DFDA C[1..0[]
2DFDA |CYS71(N) 2.77|LEU72(N)  |2DFDA N[]..N[]
2DFDA |CYS71(N) 4.21|LEUT2(CA) |2DFDA N[]..C[]
2DFDA [CYS71(N) 494/LEU72(C) |2DFDA

2DFDA |CYS71(N) 4.90|LEU72(CB) |2DFDA

2DFDA |CYS71(CA)|  2.44|LEU72(N) |2DFDA C[1..N[]
2DFDA |CYS71(CA)|  3.82|LEU72(CA) |2DFDA C[]..CI1

2DFDA CYS71(CA)|  4.72|LEU72(C) |2DFDA
2DFDA CYS71(CA)|  4.75/LEU72(CB) |2DFDA
2DFDA CYS71(CA)|  4.87|LEU72(CG) |2DFDA

2DFDA |CYS71(C) 2.45 LEU72(CA) |2DFDA Cl]...cl]
2DFDA|CYS71(C) 334 LEU72(C) |2DFDA cr]..cil
2DFDA |CYS71(C) 429 LEU72(0) |2DFDA C[]..0[]
2DFDA|CYS71(C) 3.62 LEU72(CB) |2DFDA cr]..c[]
2DFDA |CYS71(C) 3.99 LEU72(CG) |2DFDA I Il
2DFDA |CYS71(C) 4.35 LEU72(CD2) |2DFDA Cr]...cl]
2DFDA |CYST71(0) 2.26|LEU72(N)  |2DFDA g?pﬁnfi‘ﬁ‘t]ysz L’;&Z’_Dar?g;f(ssg)d—p'a”amy:""So O[] .. N[]
2DFDA |CYS71(0) 280 LEU72(CA) |2DFDA o[1.-¢[]
2DFDA |CYS71(0) 346 LEU72(C) |2DFDA o[1..c[]
2DFDA|CYS71(0) 410 LEU72(0) |2DFDA 0[].. 0[]
2DFDA |CYS71(0) 417 LEU72(CB) |2DFDA o[1..c[]
2DFDA|CYS71(0) 457|LEU72(CG) |2DFDA

2DFDA |CYS71(0) 454 LEU72(CD?2) |2DFDA

2DFDA [CYS7L(CB)|  3.26 LEU72(N) |2DFDA Cl]..N[]
2DFDA [CYS71(CB)|  4.50 LEU72(CA) |2DFDA I Il

2DFDA CYS71(CB)|  4.77|LEU72(CG) |2DFDA

[D-A-AA]:49.1° [A-D-DD]:119.5° d_planarity:44.3°, maximum

2DFDA |CYSTI(SC) 4.14 LEUT2(N) 2DFDA distance exceeded, bad a_angle(sp3)

S[1...N[]

2DFDA |CYS71(N) 4.61 LYS73(N) 2DFDA
2DFDA CYS71(CA) 4.72 | LYS73(N) 2DFDA
2DFDA | CYS71(C) 3.61 LYS73(N) 2DFDA C[]..N[]
2DFDA (CYS71(C) 495 LYS73(CA) |2DFDA
2DFDA (CYS71(C) 4.95 LYS73(0) 2DFDA
[D-A-AA]:65.8° [A-D-DD]:139.7° d_planarity:77.0°
2DFDA CYS71(0) 3.94 LYS73(N) 2DFDA |a_planarity:38.0°, maximum distance exceeded, O[]...N[]
bad a_angle(sp2), bad d_planarity
2DFDA |CYS71(0) 4.63|LYS73(0) 2DFDA
2DFDA (CYS71(C) 4.33 /CYS75(SG) |2DFDA C[]..9[1
2DFDA |CYS71(0) 493/ CYS75(CB) |2DFDA
2DFDA |CYS71(0) 3.32|/CYS75(SG) |2DFDA O[]...9[]
chainl | resl/atml |distance res2/atm2 | chain2 H-bonding in(tfer;zggi%n
2DFDA |CYS267(C) 4.22 SER262(0) 2DFDA C[].. 0[]

2DFDA |CYS267(0) 4.78 SER262(CA) |2DFDA



2DFDA |CYS267(0)
2DFDA |CYS267(0)
2DFDA |CYS267(0)

2DFDA | CYS267(0)

2DFDA |CYS267(0)

2DFDA |CYS267(0)
2DFDA |CYS267(N)
2DFDA |CYS267(N)
2DFDA |CYS267(N)

2DFDA |CYS267(N)
2DFDA |CYS267(N)
2DFDA |CYS267(N)

2DFDA |CYS267(CA)
2DFDA |CYS267(CA)
2DFDA |CYS267(CA)
2DFDA |CYS267(CA)
2DFDA |CYS267(C)
2DFDA |CYS267(C)
2DFDA |CYS267(C)

2DFDA |CYS267(0)

2DFDA |CYS267(0)
2DFDA |CYS267(0)
2DFDA |CYS267(0)
2DFDA |CYS267(0)

2DFDA |CYS267(0)

2DFDA |CYS267(CB)
2DFDA |CYS267(CB)
2DFDA |CYS267(SG)
2DFDA |CYS267(SG)
2DFDA |CYS267(N)
2DFDA |CYS267(N)

2DFDA |CYS267(N)

2DFDA | CYS267(N)
2DFDA |CYS267(N)
2DFDA | CYS267(CA)
2DFDA |CYS267(CA)
2DFDA |CYS267(CA)
2DFDA |CYS267(CA)
2DFDA |CYS267(CA)
2DFDA | CYS267(CA)
2DFDA |CYS267(C)
2DFDA | CYS267(C)
2DFDA |CYS267(C)

4.10 'SER262(C)
3.22 SER262(0)
4.41 SER262(CB)

4.80 SER262(0G)

4.90 | GLN263(N)

4.96| GLN263(CA)
4.85 THR265(N)
4.12 | THR265(CA)
3.13| THR265(C)

3.24| THR265(0)
3.84| THR265(CB)
2.92| THR265(0G1)

4.39 | THR265(C)
4.28 | THR265(0)
4.81 THR265(CB)
3.59| THR265(0G1)
4.63 THR265(C)
4.12 | THR265(0)
4.13| THR265(0G1)

4.70 | THR265(N)

4.84 THR265(CA)
4,08 THR265(C)
3.42| THR265(0)
4.87 | THR265(CB)

3.70| THR265(0G1)

4.66 THR265(CB)
3.31| THR265(0G1)
4.68 THR265(CB)
3.61| THR265(0G1)
2.84|GLU266(N)
2.48|GLU266(CA)

2.20|GLU266(0)

3.51|GLU266(CB)
3.63 GLU266(CG)
4.28 | GLU266(N)
3.85 GLU266(CA)
2.42|GLU266(C)
2.70 | GLU266(0)
479 GLU266(CB)
4.77| GLU266(CG)
4.86 GLU266(N)
4.43| GLU266(CA)
3.06 | GLU266(C)

2DFDA
2DFDA
2DFDA

[D-A-AA]:153.9° [A-D-DD]:65.4° a_planarity:86.0°,
maximum distance exceeded

[D-A-AA]:159.6° [A-D-DD]:84.1° d_planarity:27.2°
2DFDA |a_planarity:23.2°, maximum distance exceeded,
bad d_angle(sp2)

2DFDA
2DFDA
2DFDA
2DFDA

2DFDA

[D-A-AA]:73.8° [A-D-DD]:126.4° d_planarity:88.6°
a_planarity:57.6°, bad a_angle(sp2), bad d_planarity

2DFDA

2DFDA

H-bond [D-A-AA]:119.6° [A-D-DD]:105.1° d_planarity:-
21.4°

2DFDA
2DFDA
2DFDA
2DFDA
2DFDA
2DFDA
2DFDA

[D-A-AA]:135.6° [A-D-DD]:86.4° d_planarity:-1.6°
2DFDA |a_planarity:-17.2°, maximum distance exceeded,
bad d_angle(sp2)

2DFDA
2DFDA
2DFDA
2DFDA

2DFDA

[D-A-AA]:101.6° [A-D-DD]:138.6° a_planarity:-7.1°,
maximum distance exceeded

2DFDA
2DFDA
2DFDA
2DFDA H-bond [D-A-AA]:65.9° [A-D-DD]:131.0°
2DFDA
2DFDA

2DFDA

[D-A-AA]:31.2° [A-D-DD]:92.8° d_planarity:1.5°
a_planarity:1.1°, bad a_angle(sp2)

2DFDA
2DFDA
2DFDA
2DFDA
2DFDA
2DFDA
2DFDA
2DFDA
2DFDA
2DFDA
2DFDA

2DFDA

o[1.
o[1.
or1.

N[]...
N[]...

N[]...
N[]...
N[T...

] ..
cl] ..

] ..

..
cl] ..

or]..
o[]..

o[]..

..

S[] ..
N[] ...
N[ ...

N[]...

N[]...
N[]...
..
..
cl] ..
] ..

] ..
] ..

- C[1]
O[]
- C[1]

Cl]
Cl]

O[]
Cl]
O[]

Cl]
O[]

O[]

O[]
O[]

Cl]
O[]

O[]

O[]

O[]
N[]
Cl]

O[]

Cl]
Cl]
N[]
Cl]
Cl]
O[]

Cl]
Cl]



2DFDA |CYS267(C)
2DFDA |CYS267(0)

2DFDA |CYS267(0)
2DFDA |CYS267(0)
2DFDA |CYS267(0)
2DFDA |CYS267(CB)
2DFDA |CYS267(CB)
2DFDA |CYS267(CB)
2DFDA |CYS267(SG)
2DFDA |CYS267(SG)
2DFDA |CYS267(SG)
2DFDA |CYS267(N)
2DFDA |CYS267(N)
2DFDA |CYS267(CA)
2DFDA |CYS267(CA)
2DFDA |CYS267(CA)
2DFDA |CYS267(CA)
2DFDA |CYS267(CA)
2DFDA |CYS267(CA)
2DFDA |CYS267(C)
2DFDA |CYS267(C)
2DFDA |CYS267(C)
2DFDA |CYS267(C)
2DFDA |CYS267(C)
2DFDA |CYS267(C)

2DFDA |CYS267(0)

2DFDA |CYS267(0)
2DFDA |CYS267(0)
2DFDA |CYS267(0)
2DFDA |CYS267(0)

2DFDA |CYS267(0)

2DFDA |CYS267(0)

2DFDA |CYS267(CB)
2DFDA |CYS267(CB)
2DFDA |CYS267(CB)

2DFDA CYS267(SG)

2DFDA |CYS267(CA)
2DFDA |CYS267(CA)
2DFDA | CYS267(C)
2DFDA |CYS267(C)
2DFDA |CYS267(C)
2DFDA |CYS267(C)

2DFDA |CYS267(0)

2DFDA |CYS267(0)
2DFDA |CYS267(0)

3.07|GLU266(0)
4.64| GLU266(N)

4.50 | GLU266(CA)
3.42|GLU266(C)
3.66|GLU266(0)
4.93| GLU266(CA)
3.71|GLU266(C)
4.18 | GLU266(0)
4.26|GLU266(C)
4.88|GLU266(0)
4.95| GLU266(CG)
3.52| THR268(N)
4.71 THR268(CA)
2.42| THR268(N)
3.78| THR268(CA)
4.52 | THR268(C)
4.82 THR268(CB)
4.97 | THR268(0G1)
4.95 THR268(CG2)
2.40| THR268(CA)
3.14| THR268(C)
4.15 THR268(0)
3.66| THR268(CB)
4,08 THR268(0G1)
4,00 THR268(CG2)

2.24| THR268(N)

2.71| THR268(CA)
3.16| THR268(C)
3.90| THR268(0)
4.15 THR268(CB)

4.84| THR268(0G1)

455 THR268(CG2)
3.30| THR268(N)
4.60 THR268(CA)
4.89 THR268(C)

4.90 | THR268(N)

4.29 TYR269(N)
4.25|TYR269(0)
3.19 TYR269(N)
4.39 | TYR269(CA)
4.41|TYR269(C)
3.94 TYR269(0)

3.37 | TYR269(N)

4.36 TYR269(CA)
4.31 | TYR269(C)

2DFDA

2DFDA

2DFDA
2DFDA
2DFDA
2DFDA
2DFDA
2DFDA
2DFDA
2DFDA
2DFDA
2DFDA
2DFDA
2DFDA
2DFDA
2DFDA
2DFDA
2DFDA
2DFDA
2DFDA
2DFDA
2DFDA
2DFDA
2DFDA
2DFDA

2DFDA

2DFDA
2DFDA
2DFDA
2DFDA

2DFDA

2DFDA
2DFDA
2DFDA
2DFDA

2DFDA

2DFDA
2DFDA
2DFDA
2DFDA
2DFDA
2DFDA

2DFDA

2DFDA
2DFDA

[D-A-AA]:92.9° [A-D-DD]:75.1° d_planarity:37.5°
a_planarity:-35.8°, maximum distance exceeded,
bad d_angle(sp2)

[D-A-AA]:29.7° [A-D-DD]:91.8° d_planarity:3.1°
a_planarity:1.3°, bad a_angle(sp2)

[D-A-AA]:45.6° [A-D-DD]:53.0° a_planarity:1.3°, maximum
distance exceeded, bad a_angle(sp2), bad d_angle(sp3)

[D-A-AA]:21.1° [A-D-DD]:157.4° d_planarity:41.8°,
maximum distance exceeded, bad a_angle(sp3)

[D-A-AA]:70.7° [A-D-DD]:123.5° d_planarity:86.1°
a_planarity:46.5°, bad a_angle(sp2), bad d_planarity

[l ..

or] ..

o] ..
o] ..

] ..
..
S[]...

N[]...

[l ..
Il .

Il ..
[l ..
[l .
[l ..
[l .
] ..

o] ..

o] ..
or]..
o[]..
o[]..

[l ..

..
cl] ..
..
] ..
cl] ..
] ..

or]..

or]..
o] ..

O[]

Cl]
Cl]
O[]

Cl]
O[]

Cl1]

N[]

N[]
Cl]

Cl]
Cl]
O[]
Cl]
O[]
Cl]

N[]

Cl]
Cl]
O[]
Cl]

N[]

N[]
O[]
N[]
Cl]
Cl]
O[]

N[]

Cl]
Cl]



2DFDA |CYS267(0) 4.08 TYR269(0) |2DFDA o[]..0[]

2DFDA |CYS267(CB)|  4.26|TYR269(N) |2DFDA C[]..N[]
2DFDA |CYS267(CB)|  4.98| TYR269(CA) |2DFDA
2DFDA |CYS267(CB)|  4.29|TYR269(C) |2DFDA C[]..CI]
2DFDA |CYS267(CB)|  3.26|TYR269(0) |2DFDA C[]..0[1
2DFDA |CYS267(SG) |  4.51|TYR269(0) |2DFDA
2DFDA |CYS267(0) 4.59 |PHE270(CB) |2DFDA
2DFDA |CYS267(CB)|  4.45|PHE270(CB) |2DFDA C[]..Cl]
2DFDA |CYS267(CB)|  4.72|PHE270(CG) |2DFDA
2DFDA |CYS267(CB)|  4.09|PHE270(CD2) |2DFDA C[]..Cl]
2DFDA |CYS267(SG) |  4.16|PHE270(CD2) |2DFDA S[1..Cl[]
2DFDA |CYS267(SG) |  4.61|PHE270(CE2) |2DFDA
2DFDA |CYS267(SG) |  4.26|ILE302(CA) |2DFDA S[1..Cl[]
2DFDA |CYS267(SG) |  4.63|ILE302(C)  |2DFDA
2DFDA |CYS267(SG) |  4.09|ILE302(0)  |2DFDA S[1..0[]
2DFDA |CYS267(SG) |  4.26|ILE302(CB) |2DFDA S[1..Cl]
2DFDA |CYS267(SG) |  3.79|ILE302(CG1) |2DFDA S[1..CI[]
2DFDA |CYS267(SG) |  4.14|ILE302(CG2) |2DFDA S[1..Cl[]

2DFDA |CYS267(SG) |  4.62|ILE302(CD1) |2DFDA
2DFDA |CYS267(CB)|  4.80|LEU305(CB) |2DFDA
2DFDA [CYS267(CB)|  4.88|LEU305(CD1) | 2DFDA

2DFDA |CYS267(SG) |  3.95|LEU305(CB) |2DFDA S[1..Cl[]
2DFDA |CYS267(SG) |  4.72|LEU305(CG) |2DFDA
2DFDA |CYS267(SG) |  4.16|LEU305(CD1) |2DFDA S[]..C[]

2DFDA [CYS267(CA)|  4.74|LYS306(CG) |2DFDA
2DFDA |CYS267(CB)|  4.94|LYS306(CG) |2DFDA

[D-A-AA]:105.3° [A-D-DD]:107.0° d_planarity:-68.9°,

2DFDA |CYS261(SC) 4.65 LYS306(N) 2DFDA maximum distance exceeded, bad d_planarity

2DFDA CYS267(SG) 4.23 LYS306(CG) |2DFDA | positive S[]...C[]
2DFDA | CYS267(CA) 4.53 ILE309(CD1) |2DFDA
2DFDA |CYS267(C) 454 ILE309(CD1) |2DFDA
2DFDA |CYS267(CB) 4.15 ILE309(CD1) |2DFDA C[]..C[]
chainl| resl/atml Distance| res2/atm2 | chain2 H-bonding ing;gggi%n
2ZKRn | CYS75(0) 5.00 | CYS61(0) 2ZKRn
2ZKRn CYS75(C) 458 GLN62(CA) |2ZKRn
2ZKRn |CYS75(C) 4.74|GLN62(C) 2ZKRn
2ZKRn CYS75(C) 4.92 GLN62(CG) |2ZKRn

[D-A-AA]:125.2° [A-D-DD]:26.9° d_planarity:53.0°
2ZKRn |CYS75(0) 4.87 GLN62(N) 2ZKRn |a_planarity:24.3°, maximum distance exceeded,

bad d_angle(sp2)
2ZKRn | CYS75(0) 3.63 GLN62(CA) |2ZKRn O[]..C[]
2ZKRn |CYS75(0) 3.65 GLN62(C) 2ZKRn Oo[]..C[]
2ZKRn | CYS75(0) 4.84 GLN62(0) 2ZKRn
2ZKRn | CYS75(0) 4.29 GLN62(CB) |2ZKRn O[]..C[]
2ZKRn | CYS75(0) 3.93 GLN62(CG) |2ZKRn O[]..C[]

2ZKRn | CYS75(N) 4.86 | ILE63(N) 2ZKRn



2ZKRn

2ZKRn

2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn

2ZKRn

2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn

2ZKRn

2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn

2ZKRn

2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn

CYST75(N)
CYS75(N)

CYS75(N)
CYS75(N)
CYS75(CA)
CYS75(CA)
CYST75(CA)
CYS75(CA)
CYS75(C)
CYS75(C)
CYS75(C)
CYS75(C)
CYS75(C)

CYST75(0)

CYS75(0)
CYS75(0)
CYS75(0)
CYS75(0)
CYS75(0)
CYS75(CB)
CYS75(CB)
CYST75(SG)
CYS75(N)
CYS75(N)

CYS75(N)

CYS75(N)
CYS75(N)
CYST75(CA)
CYS75(CA)
CYS75(CA)
CYS75(C)
CYS75(C)
CYS75(0)
CYS75(0)
CYS75(0)
CYS75(0)
CYS75(0)
CYS75(N)
CYS75(N)

CYS75(N)

CYS75(N)
CYS75(N)
CYS75(N)
CYS75(CA)
CYS75(CA)

4.88

3.94

4.69
331
491
4.84
5.00
3.55
391
4.75
4.56
4.68
3.47

2.81

3.72
4.02
3.58
3.95
3.01
4.86
3.39
4.66
4.43
3.39

3.61

481
3.92
4.55
4.59
4.27
4.85
3.62
4.69
4.52
4.95
4.45
3.04
2.85
2.43

2.23

3.17
3.28
3.56
4.23
3.83

ILE63(C)
ILE63(0)

ILE63(CB)
ILEG3(CG2)
ILE63(N)
ILEG3(0)
ILE63(CB)
ILE63(CG2)
ILE63(N)
ILE63(CA)
ILEG3(0)
ILE63(CB)
ILE63(CG2)

ILE63(N)

ILE63(CA)
ILEG3(C)
ILE63(O)
ILE63(CB)
ILEG3(CG2)
ILE63(CB)
ILE63(CG2)
ILE63(CG2)
ILE73(CA)
ILE73(C)

ILE73(0)

ILE73(CB)
ILE73(CG2)
ILE73(C)
ILE73(0)
ILE73(CG2)
ILE73(C)
ILE73(CG2)
ILE73(CA)
ILE73(C)
ILE73(0)
ILE73(CB)
ILE73(CG2)
VALT74(N)
VALT4(CA)

VAL74(0)

VAL74(CB)
VALT4(CG1)
VAL74(CG2)
VALTA(N)
VALT4(CA)

2ZKRn

2ZKRn

2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn

2ZKRn

2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn

2ZKRn

2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn

2ZKRn

2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn

[D-A-AA]:134.8° [A-D-DD]:120.4° d_planarity:-12.7°
a_planarity:-3.1°, maximum distance exceeded

H-bond [D-A-AA]:148.3° [A-D-DD]:117.6° d_planarity:-11.9°
a_planarity:84.6°

[D-A-AA]:69.7° [A-D-DD]:124.4° d_planarity:67.8°
a_planarity:50.0°, maximum distance exceeded,
bad a_angle(sp2), bad d_planarity

[D-A-AA]:30.4° [A-D-DD]:98.2° d_planarity:0.2°
a_planarity:1.8°, bad a_angle(sp2)
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2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn

2ZKRn

2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn

2ZKRn

2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn

2ZKRn

2ZKRn
2ZKRn

CYST75(CA)
CYS75(CA)
CYS75(CA)
CYS75(CA)
CYS75(CA)
CYST75(C)
CYS75(C)
CYS75(C)
CYS75(C)

CYS75(0)

CYS75(0)
CYS75(0)
CYS75(0)
CYS75(CB)
CYS75(CB)
CYS75(CB)
CYS75(CB)
CYS75(CB)
CYS75(CB)
CYS75(SG)
CYS75(SG)
CYST75(SG)
CYS75(SG)
CYST75(SG)
CYS75(SG)
CYS75(N)
CYS75(N)
CYS75(CA)
CYST75(CA)
CYS75(CA)
CYS75(CA)
CYS75(CA)
CYS75(C)
CYS75(C)
CYS75(C)
CYST75(C)

CYS75(0)

CYS75(0)
CYS75(0)
CYS75(0)
CYS75(0)
CYS75(CB)
CYS75(CB)

CYS75(SG)

CYS75(C)
CYS75(C)

2.48|VALT4(C)
2.83|VALT4(0)
4.52 \VALT74(CB)
4.50 VALT74(CG1)
4.62 \VALT74(CG2)
4.74 | VAL74(N)
4.79 | VALT4(CA)
3.67 | VAL74(C)
4.17 \VALT74(0)

4.42 |\ VALTA(N)

4.80 | VALT74(CA)
4.02 | VAL74(C)
4.79 VALT4(0)
4.62 VALTA(CA)
3.34|VALT74(C)
3.58 | VAL74(0)
4.86 | VAL74(CB)
4.64| VALT74(CG1)
4.59 VALT4(CG2)
4.67 | VALT74(CA)
3.42|VALT4(C)
3.22|VALT4(0)
473 | VAL74(CB)
4.88 | VAL74(CG1)
3.93| VAL74(CG2)
3.65 | ALAT6(N)
4.90 |ALAT6(CA)
2.43 | ALAT6(N)
3.82|ALAT76(CA)
4.84 | ALAT6(C)
4.81 | ALAT6(0)
4.45|ALAT6(CB)
2.45|ALAT6(CA)
3.70 | ALA76(C)
3.97 |ALA76(0)
3.08 ALA76(CB)

2.22| ALAT6(N)

2.75 ALAT6(CA)
4.20 | ALA76(C)
4.75 ALAT76(0)
3.10 ALAT76(CB)
3.06 | ALA76(N)
4.40 ALA76(CA)

4.59 | ALAT6(N)

4.76 | ARG77(N)

2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn

[D-A-AA]:97.8° [A-D-DD]:96.1° d_planarity:88.5°
2ZKRn |a_planarity:-26.2°, maximum distance exceeded,
bad d_planarity

2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn

[D-A-AA]:31.0° [A-D-DD]:94.5° d_planarity:1.3°
a_planarity:2.3°, bad a_angle(sp2)

2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn

2ZKRn

[D-A-AA]:24.1° [A-D-DD]:163.2° d_planarity:-85.2°,
maximum distance exceeded, bad a_angle(sp3), bad d_planarity

2ZKRn

2ZKRn

4.73|LEU104(CD1) 2ZKRn
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2ZKRn |CYS75(0) 4.35|LEU104(CD1) | 2ZKRn o[]..c[]
2ZKRn|CYS75(CB)|  4.17|LEU104(0) |2ZKRn C[]..0[]
2ZKRn |CYS75(SG) 4.96|LEU104(0) |2ZKRn
2ZKRn|CYS75(CA)|  4.82|ARG107(CG) |2ZKRn
2ZKRn|CYS75(CA)|  4.58| ARG107(CD) |2ZKRn

2ZKRn |CYS75(C) 4.71| ARG107(CD) |2ZKRn

2ZKRn|CYS75(CB)|  4.12|ARG107(C) |2ZKRn C[]..Cl]
2ZKRn|CYS75(CB)|  4.19|ARG107(0) |2ZKRn C[]..0[1]
2ZKRn|CYS75(CB)|  4.54|ARG107(CB) |2ZKRn

2ZKRn |CYS75(CB) 3.76|ARG107(CG) |2ZKRn C[]..Cl]
2ZKRn |CYS75(CB) 3.97|ARG107(CD) |2ZKRn C[]..Cl]
2ZKRn |CYS75(SG) 4.41| ARG107(CA) |2ZKRn S[1..CI]
2ZKRn |CYS75(SG) 3.38| ARG107(C) |2ZKRn S[1...C[]
2ZKRn |CYS75(SG) 2.97|ARG107(0) |2ZKRn S[1..0[]
2ZKRn |CYS75(SG) 4.11 | ARG107(CB) |2ZKRn S[1..Cl[]
2ZKRn |CYS75(SG) 3.97|ARG107(CG) |2ZKRn | Positive S[1..Cl1
2ZKRn |CYS75(SG) 4.39| ARG107(CD) |2ZKRn S[1..CI]
2ZKRn |CYS75(CB) 3.78|LEU108(N) |2ZKRn C[]..N[]
2ZKRn|CYS75(CB) 3.78|LEU108(CA) |2ZKRn C[]..CI]
2ZKRn|CYS75(CB)|  4.25|LEU108(CB) |2ZKRn c[]..Cl]

2ZKRn CYS75(CB) 4.72 LEU108(CG) |2ZKRn

[D-A-AA]:84.2° [A-D-DD]:78.0° d_planarity:61.1°,

2ZKRn |CYS75(SG) 3.52|LEUI0B(N) | 2ZKRn o e o pianarity

S[1..N[1]

2ZKRn |CYS75(SG) 3.52 |LEUL08(CA) |2ZKRn S[1..C[]
2ZKRn | CYS75(SG) 4.37|LEU108(C) |2ZKRn S[1..CI1
2ZKRn |CYS75(SG) 4.32|LEU108(0) |2ZKRn S[1..0[]

2ZKRn | CYS75(SG) 4.55 | LEU108(CB) |2ZKRn
2ZKRn|CYS75(SG) 4.71 PRO138(N) |2ZKRn
2ZKRn | CYS75(SG) 4.51 PRO138(CA) |2ZKRn

2ZKRn |CYS75(SG) 4.27 |PRO138(CB) |2ZKRn S[1...C[]
2ZKRn | CYS75(SG) 3.73 PRO138(CG) |2ZKRn S[]..C[]
2ZKRn |CYS75(SG) 4.47 |PRO138(CD) |2ZKRn S[1...C[]
chainl | resl/atml distance  res2/atm2 |chain2 H-bonding . Charg_e
interaction

2ZKRn|CYS99(CA)|  4.94|ARG77(CZ) |2ZKRn
2ZKRn|CYS99(CA)|  4.88| ARG77(NH1) |2ZKRn

2ZKRn | CYS99(CA) 4.48 ARG77(NH2) |2ZKRn C[]...N[+]
2ZKRn CYS99(C) 455 ARGT77(NE) |2ZKRn
2ZKRn CYS99(C) 3.68 ARG77(CZ) |2ZKRn C[]..C[]
2ZKRn CYS99(C) 3.71|ARG77(NH1) 2ZKRn C[]...N[+]
2ZKRn CYS99(C) 3.46 ARG77(NH2) 2ZKRn C[]...N[+]
2ZKRn CYS99(0) 4.96 |ARG77(CD) |2ZKRn
[D-A-AA]:114.5° [A-D-DD]:50.6° d_planarity:-66.2°
2ZKRn |[CYS99(0) 3.89 ARG77(NE) |2ZKRn |a_planarity:35.5°, maximum distance exceeded, O[].-N[]
bad d_angle(sp2), bad d_planarity
2ZKRn | CYS99(0) 3.22| ARG77(CZ) |2ZKRn O[]..C[]

2ZKRn |[CYS99(0) 3.68 ARG77(NH1) |2ZKRn [D-A-AA]:81.7° [A-D-DD]:59.5° d_planarity:62.3° O[]...N[+]



2ZKRn

2ZKRn
2ZKRn

2ZKRn

2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn

2ZKRn

2ZKRn

2ZKRn

2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn

2ZKRn

2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn

2ZKRn

2ZKRn
2ZKRn
2ZKRn

CYS99(0)

CYS99(CB)
CYS99(CB)

CYS99(SG)

CYS9(CA)
CYS99(C)
CYS99(0)
CYS99(CB)
CYS99(CB)
CYS99(CB)
CYS99(SG)
CYS99(SG)
CYS99(0)
CYS99(0)
CYS99(SG)
CYS99(SG)

CYS99(N)
CYS99(N)
CYS99(N)

CYS99(CA)
CYS99(C)
CYS99(CB)
CYS99(CB)
CYS99(N)
CYS99(N)
CYS99(N)

CYS99(N)

CYS99(CA)
CYS9(CA)
CYS99(C)
CYS99(C)
CYS99(0)
CYS99(CB)
CYS99(CB)
CYS99(CB)
CYSI9(N)
CYS99(N)
CYS99(N)

CYS99(N)

CYS99(CA)
CYS99(CA)
CYS99(C)

2.84| ARG77(NH2)

4.84| ARG77(NH1)
4.42| ARGT7(NH?2)

4.01| ARG77(NH2)

4,50 LEU82(CD1)
4.39 LEU82(CD1)
4,60 LEU82(CD1)
4.76 |LEU82(CG)
3.41 | LEU82(CD1)
4.96 LEU82(CD2)
4.65 LEU82(CG)
3.15 LEU82(CD1)
4.95 TYR85(CD1)
4.46 TYR85(CE1)
4.60 TYR85(CD1)
4.94 TYR85(CE1)

4.94 | TYR94(0)
4.15 | ALA95(C)
2.97 | ALA95(0)

3.79| ALA95(0)
4.86 | ALA95(0)
4.53 | ALA95(C)
3.40 ALA95(0)
4.93 ALA96(N)
479 | ALA96(CA)
4.02 ALA96(C)

3.35| ALA96(0)

4.74| ALA96(C)
3.84 ALA96(0O)
4.92 | ALA96(C)
3.79 | ALA96(0)
4.93 ALA96(0)
4.82 ALA96(CA)
4.69 | ALA96(C)
3.96 ALA96(0O)
4.62 | ALA97(N)
4.71| ALA97(CA)
3.61 ALA97(C)

3.75| ALA97(0)

4.77| ALA97(C)
4.68 ALA97(0)
4.81| ALA97(C)

a_planarity:46.9°, maximum distance exceeded,
bad a_angle(sp2), bad d_angle(sp2), bad d_planarity

[D-A-AA]:110.2° [A-D-DD]:94.9° d_planarity:84.0°
a_planarity:73.0°, bad d_planarity

2ZKRn
2ZKRn | Positive

[D-A-AA]:90.4° [A-D-DD]:134.2° d_planarity:31.7°, maximum
distance exceeded

2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn

2ZKRn

2ZKRn

[D-A-AA]:138.7° [A-D-DD]:152.2° d_planarity:-31.0°
a_planarity:12.8°, maximum distance exceeded

2ZKRn

2ZKRn

H-bond [D-A-AA]:159.9° [A-D-DD]:113.0° d_planarity:-12.0°
a_planarity:89.8°

2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn

2ZKRn

[D-A-AA]:114.5° [A-D-DD]:97.9° d_planarity:-73.1°
a_planarity:88.5°, bad d_planarity

2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn

[D-A-AA]:73.8° [A-D-DD]:121.1° d_planarity:53.0°
2ZKRn |a_planarity:46.3°, maximum distance exceeded,
bad a_angle(sp2)
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2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn

2ZKRn

2ZKRn
2ZKRn
2ZKRn
2ZKRn

2ZKRn

2ZKRn
2ZKRn

CYS99(C)
CYS99(N)
CYS99(N)

CYS99(N)

CYS99(N)
CYS99(N)
CYSI9(N)
CYS99(N)
CYSI9(N)
CYS99(CA)
CYS99(CA)
CYS99(CA)
CYS99(CA)
CYS9(CA)
CYS99(CA)
CYS99(CA)
CYS99(C)
CYS99(C)
CYS99(C)
CYS99(C)
CYS99(0)
CYS99(0)
CYS99(CB)
CYS99(CB)
CYS99(CB)
CYS99(CB)
CYS99(N)
CYSI9(N)
CYS99(N)
CYS99(N)
CYS99(CA)
CYS99(CA)
CYS9(CA)
CYS99(CA)
CYS99(C)
CYS99(C)
CYS99(C)
CYS99(C)
CYS99(C)

CYS99(0)

CYS99(0)
CYS99(0)
CYS99(0)
CYS99(0)

CYS99(0)

CYS99(CB)
CYS99(CB)

4.39 ALA97(0)
3.05| TYR98(N)
2.47 TYR98(CA)

2.24| TYR98(0)

3.02| TYR98(CB)
3.56 TYR98(CG)
4,70 TYR98(CD1)
3.44 | TYR98(CD2)
4.67 | TYR98(CE2)
4.43 TYR98(N)
3.86 | TYR98(CA)
2.47 | TYR98(C)
2.80 | TYR98(0)
4.39| TYR98(CB)
4.66 | TYR98(CG)
4.17 | TYR98(CD2)
4.89 | TYR98(N)
4.49| TYR98(CA)
3.02| TYR98(C)
2.81|TYR98(0)
3.95| TYR98(C)
3.46 | TYR98(O)
4.88 TYR98(CA)
3.73|TYR98(C)
4.28| TYR98(O)
4.90 | TYR98(CD2)
2.83 | THR100(N)
4.18| THR100(CA)
4.69 | THR100(C)
493 THR100(CB)
2.46 | THR100(N)
3.84| THR100(CA)
4.44| THR100(C)
490 THR100(CB)
2.48| THR100(CA)
3.11 | THR100(C)
3.77 | THR100(O)
3.76 |THR100(CB)
4.02| THR100(0G1)

2.24 | THR100(N)

2.82| THR100(CA)
3.10| THR100(C)
3.34| THR100(0)
4.30 THR100(CB)

4.64| THR100(0G1)

3.30| THR100(N)
4.70 THR100(CA)

2ZKRn
2ZKRn
2ZKRn

2ZKRn

2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn

2ZKRn

2ZKRn
2ZKRn
2ZKRn
2ZKRn

2ZKRn

2ZKRn
2ZKRn

[D-A-AA]:30.5° [A-D-DD]:95.9° d_planarity:3.7°
a_planarity:5.5°, bad a_angle(sp2)

[D-A-AA]:30.7° [A-D-DD]:96.9° d_planarity:5.8°
a_planarity:2.0°, bad a_angle(sp2)

[D-A-AA]:53.3° [A-D-DD]:67.3° a_planarity:19.1°, maximum
distance exceeded, bad a_angle(sp2)
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2ZKRn

2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn

2ZKRn

2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn

2ZKRn

2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn

2ZKRn

2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn

2ZKRn

CYS99(SG)

CYSI9(N)
CYS99(CA)
CYS99(C)
CYS99(C)
CYS99(C)

CYS99(0)

CYS99(0)
CYS99(0)
CYS99(N)
CYSI9(N)
CYS99(CA)
CYS99(CA)
CYS99(CA)
CYS99(CA)
CYS99(C)
CYS99(C)
CYS99(C)
CYS99(C)
CYS99(C)

CYS99(0)

CYS99(0)
CYS99(0)
CYS99(0)
CYS99(0)
CYS99(0)
CYS99(C)
CYS99(C)

CYS99(0)

CYS99(0)

CYS99(0)

CYS99(CB)
CYS99(CB)
CYS99(SG)
CYS99(N)

CYS9(CA)
CYS99(CB)
CYS99(CB)
CYS99(SG)
CYS99(SG)
CYS99(SG)
CYS99(SG)
CYS99(SG)
CYS99(SG)

CYS99(SG)

4.48 | THR100(N)

4.47 GLY101(N)
4.61|GLY101(N)
3.60|GLY101(N)
4.66 | GLY101(CA)
4.65/GLY101(C)

3.82|GLY101(N)

4,66 |GLY101(CA)
4.31|GLY101(C)
4.80 |LEU102(N)
3.85 LEU102(CD1)
454 |LEU102(N)
4,55 |LEU102(CB)
4.82 | LEU102(CG)
3.83 LEU102(CD1)
3.90 | LEU102(N)
4,59 |LEU102(CA)
4.92 |LEU102(C)
4.42 |LEU102(CB)
4,32 |LEU102(CD1)

3,51 LEU102(N)

3.92|LEU102(CA)
3.96|LEU102(C)

3.77 | LEU102(CB)
4.76|LEU102(CG)
4.36 | LEU102(CD1)
4.18|LEU103(N)

4.88 | LEU103(CB)

3.08 LEU103(N)

3.97|LEU103(CA)
3.73|LEU103(CB)
4,51 |HIS194(CD2)
4.09 | HIS194(NE?)
4.51 HIS194(NE2)
4.34| TYR239(CE1)
4.68 | TYR239(CE1)
4.43 | TYR239(CD1)
4.23| TYR239(CE1)
4,93 TYR239(CD1)
4.80 | TYR239(CE1)
4.90| ALA242(CA)
4.32| ALA242(C)
4.46| ALA242(0)
4.18| ALA242(CB)

4.34 | HIS243(N)

2ZKRn

2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn

2ZKRn

2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
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2ZKRn
2ZKRn
2ZKRn

2ZKRn
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2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn

2ZKRn

2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn
2ZKRn

2ZKRn

[D-A-AA]:39.7° [A-D-DD]:141.6° d_planarity:38.9°, maximum
distance exceeded, bad a_angle(sp3)

[D-A-AA]:70.3° [A-D-DD]:116.6° d_planarity:55.3°
a_planarity:50.6°, maximum distance exceeded,
bad a_angle(sp2)

[D-A-AA]:98.8° [A-D-DD]:94.5° d_planarity:-52.7°
a_planarity:88.9°, maximum distance exceeded

H-bond [D-A-AA]:148.3° [A-D-DD]:118.0° d_planarity:-17.9°
a_planarity:74.7°

[D-A-AA]:130.0° [A-D-DD]:94.0° d_planarity:80.9°, maximum
distance exceeded, bad d_planarity
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2ZKRn|CYS99(SG) | 4.68|HIS243(CA) |2ZKRn
2ZKRn|CYs99(cA)|  4.83|ILE246(CD1) |2ZKRn

2ZKRn | CYS99(0) 4.65|ILE246(CD1) |2ZKRn

2ZKRn | CYS99(SG) 4.83|ILE246(CG1) |2ZKRn

2ZKRn |CYS99(SG) 4.07 |ILE246(CG2) |2ZKRn S[1...C[1]

2ZKRn |CYS99(SG) 4.07|ILE246(CD1) |2ZKRn S[1...C[]

chainl | resl/atml |distance res2/atm2 |chain2 H-bonding ing;zggi?)n

2ZKQc | CYS97(SG) 4.92|GLY33(0) |2ZKQc

2ZKQc |[CYS97(CB) 3.99 SER35(0G) |2ZKQc C[]..0[]

2ZKQc |CYS97(SG) 4.67|SER35(CA) |2ZKQc

2ZKQc |CYS97(SG) 3.90 SER35(CB) |2ZKQc S[1...C[]

2ZKQc |CYS97(SG) 2.95 SER35(0G) |2ZKQc H-bond [D-A-AA]:111.3° [A-D-DD]:123.2° S[1..0[]

2ZKQc |[CYS97(CB) 4.25|THR53(0G1) |2ZKQc C[]..0[]

2ZKQc |CYS97(SG) 4.81 THR53(0G1) 2ZKQc [D-A-AA]:61.3° [A-D-DD]:157.6°, maximum distance exceeded

2ZKQc | CYS97(CB) 4.94|VAL91(CG1) 2ZKQc

2ZKQc |CYS97(N) 4.99 | THR93(C) 2ZKQc

27KQc CYSO7(N) | 397 THRI3(O) | 2ZKQc EpﬁngrAn]ylfe,l; et ol sodiriv N[]..0[]

2ZKQc | CYS97(CB) 4.97|THR93(0)  |2ZKQc

2ZKQc |CYS97(N) 4.27|ARG94(CA) |2ZKQc N[]...C[]

2ZKQc |CYS97(N) 3.52| ARG94(C) 2ZKQc N[]...C[]

27KQc|CYSOT(N) | 2.85 ARG9A(O)  2ZKQc a“_‘yﬁ‘;;‘gri[tty’;f;ﬁé]:ll?’-s" [A-D-DD]:105.4° d_planarity:-27.9° |\ 11 ory

2ZKQc |CYS97(CA) 4.95|ARG94(CA) |2ZKQc

2ZKQc |CYS97(CA) 4.41 ARG94(C) 2ZKQc C[]..C[]

2ZKQc |CYS97(CA) 3.52 ARG94(0) 2ZKQc C[]..0[]

2ZKQc |CYS97(C) 4.90|ARG94(C) 2ZKQc

2ZKQc | CYS97(C) 3.77 ARG94(0)  |2ZKQc C[1..0[]

2ZKQc |CYS97(0) 4.53|ARG94(C) 2ZKQc

2ZKQc |CYS97(0) 3.32| ARGY94(0) 2ZKQc o[]..0[]

2ZKQc |[CYS97(CB) 4.46 |ARG94(CA) |2ZKQc C[]..C[]

2ZKQc |CYS97(CB) 439 ARG94(C)  |2ZKQc C[]..C[1

2ZKQc | CYS97(CB) 3.64 ARG94(0)  |2ZKQc C[1..0[]

27ZKQc |CYS9I7(N) 427|GLY95(N)  |2ZKQc N[]..N[]

2ZKQc | CYS97(N) 4.40 |GLY95(CA) |2ZKQc N[]...C[]

2ZKQc |CYS97(N) 3.40 GLY95(C) 2ZKQc N[]...C[]
[D-A-AA]:72.9° [A-D-DD]:133.4° d_planarity:82.7°

2ZKQc |[CYS97(N) 3.55 GLY95(0) 2ZKQc |a_planarity:54.5°, maximum distance exceeded, N[]...0O[]

bad a_angle(sp2), bad d_planarity
2ZKQc | CYS97(CA) 4.70 GLY95(C) 2ZKQc
2ZKQc | CYS97(CA) 4.67 GLY95(0) 2ZKQc

2ZKQc |CYS97(C) 494/GLY95(C)  |2ZKQc
2ZKQc | CYS97(C) 459/GLY95(0)  |2ZKQc
2ZKQc|CYS97(0) 492/GLY95(C)  |2ZKQc

2ZKQc |CYS97(0) 4.59 GLY95(0) 2ZKQc
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2ZKQc
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2ZKQc
2ZKQc
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2ZKQc
2ZKQc
2ZKQc
2ZKQc
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2ZKQc
2ZKQc

2ZKQc

2ZKQc
2ZKQc
2ZKQc
2ZKQc
2ZKQc
2ZKQc
2ZKQc

2ZKQc

2ZKQc
2ZKQc
2ZKQc
2ZKQc
2ZKQc
2ZKQc

2ZKQc

2ZKQc

CYS97(N)
CYS97(N)

CYS97(N)

CYS97(N)
CYS97(N)
CYS97(CA)
CYS97(CA)
CYS97(CA)
CYS97(CA)
CYS97(CA)
CYS97(C)
CYS97(C)
CYS97(C)
CYS97(C)
CYS97(0)
CYS97(0)
CYS97(CB)
CYS97(CB)
CYS97(CB)
CYS97(N)
CYS97(N)
CYS97(CA)
CYS97(CA)
CYS97(CA)
CYS97(CA)
CYS97(C)
CYS97(C)
CYS97(C)
CYS97(C)

CYS97(0)

CYS97(0)
CYS97(0)
CYS97(0)
CYS97(0)
CYS97(CB)
CYS97(CB)
CYS97(CB)

CYS97(SG)

CYS97(SG)
CYS97(SG)
CYS97(CA)
CYS97(C)
CYS97(C)
CYS97(C)

CYS97(0)

CYS97(0)

2.85|LEU96(N)
2.47 | LEU96(CA)

2.23|LEU96(0)

3.32 | LEU96(CB)
4.68 LEU96(CG)
4.30 LEU96(N)
3.84 LEU96(CA)
2.44 | LEU96(C)
2.73|LEU96(0)
4,57 LEU96(CB)
4.93 LEU96(N)
4.59 LEU96(CA)
3.21 | LEU96(C)
3.28 | LEU96(0)
3.99 | LEU96(C)
4.29 LEU96(0)
4.89 LEU96(CA)
3.69 | LEU96(C)
4.14 LEU96(0)
3.39 ALA98(N)
4.73 ALA98(CA)
2.43 ALA98(N)
3.81 ALA98(CA)
4.28 ALA98(C)
4.84 ALA98(CB)
2.45 ALA98(CA)
2.91 ALA98(C)
3.62 | ALA98(0)
3.73 | ALA98(CB)

2.25| ALA98(N)

2.79 | ALA98(CA)
2.75 ALA98(C)
3.05 ALA98(0)
4.28 | ALA98(CB)
3.53 ALA98(N)
4.72| ALA98(CA)
4.74| ALA98(C)

3.58| ALA98(N)

4.47| ALA98(CA)
4.19 | ALA98(C)
4.29 | ILE99(N)
3.24 | 1LE99(N)
4.43|1LE99(CA)
4.64|1LE99(C)

3.24|ILE99(N)

4.17 | ILE99(CA)

2ZKQc
27KQc

[D-A-AA]:31.1° [A-D-DD]:92.9° d_planarity:1.1°
a_planarity:1.0°, bad a_angle(sp2)

2ZKQc
2ZKQc
2ZKQc
2ZKQc
2ZKQc
2ZKQc
2ZKQc
2ZKQc
2ZKQc
2ZKQc
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2ZKQc
2ZKQc
2ZKQc
2ZKQc
2ZKQc
2ZKQc
2ZKQc
2ZKQc
2ZKQc
2ZKQc
2ZKQc

27KQc [D—A—AA_]:?%O.Z: [A-D-DD]:95.2° d_planarity:1.7°
a_planarity:8.2°, bad a_angle(sp2)

2ZKQc

2ZKQc

2ZKQc

2ZKQc

2ZKQc

2ZKQc

2ZKQc

27KQc EZdAd_Angthso [A-D-DD]:119.2° d_planarity:69.4°,
2ZKQc
2ZKQc
2ZKQc
2ZKQc
2ZKQc
2ZKQc

[D-A-AA]:78.9° [A-D-DD]:119.5° d_planarity:66.6°

22KQc a_planarity:56.7°, bad a_angle(sp2), bad d_planarity
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2ZKQc
2ZKQc
2ZKQc
2ZKQc
2ZKQc
2ZKQc
2ZKQc
2ZKQc
2ZKQc
2ZKQc
2ZKQc
2ZKQc
2ZKQc
2ZKQc
2ZKQc
2ZKQc

2ZKQc

2ZKQc
2ZKQc
2ZKQc
2ZKQc
2ZKQc
2ZKQc
2ZKQc
2ZKQc
2ZKQc
2ZKQc
2ZKQc
2ZKQc
2ZKQc

2ZKQc

27KQc
2ZKQc

2ZKQc

2ZKQc
2ZKQc
2ZKQc
2ZKQc
2ZKQc
2ZKQc
2ZKQc
2ZKQc
2ZKQc
2ZKQc
2ZKQc

CYS97(0)
CYS97(0)
CYS97(CB)
CYS97(SG)
CYS97(SG)
CYS97(SG)
CYS97(SG)
CYS97(SG)
CYS97(SG)
CYS97(SG)
CYS97(CA)
CYS97(CA)
CYS97(C)
CYS97(C)
CYS97(C)
CYS97(C)

CYS97(0)

CYS97(0)
CYS97(0)
CYS97(0)
CYS97(0)
CYS97(CB)
CYS97(CB)
CYS97(CB)
CYS97(SG)
CYS97(SG)
CYS97(SG)
CYS97(C)
CYS97(C)
CYS97(C)

CYS97(0)

CYS97(0)
CYS97(0)

CYS97(N)

CYS97(CA)
CYS97(CA)
CYS97(C)
CYS97(C)
CYS97(0)
CYS97(CB)
CYS97(SG)
CYS97(SG)
CYS97(C)
CYS97(C)
CYS97(0)

3.98 1LE99(C) 2ZKQc
4.95 ILE99(O) 2ZKQc
4.40 | ILE99(N) 2ZKQc
3.38 | ILE99(N) 2ZKQc
3.94 ILE99(CA)  |2ZKQc
4.41|ILE99(C) 2ZKQc
3.72 ILE99(CB)  |2ZKQc
4.42|ILE99(CG1) |2ZKQc
4.86 |ILE99(CG2) |2ZKQc
4.78|ILE99(CD1) |2ZKQc
477 |ALAL00(N) |2ZKQc
4.85|ALAL00(CB) |2ZKQc
3.97 ALAL00(N) |2ZKQc
4.70| ALA100(CA) |2ZKQc
498 ALAL00(C) |2ZKQc
451 ALAL00(CB) |2ZKQc

3.19 ALAI100(N) |2ZKQc

3.68| ALA100(CA) |2ZKQc
3.79|ALAI00(C) |2ZKQc
4,99 ALA100(0) |2ZKQc
3.56| ALA100(CB) |2ZKQc
4.26 ALALOO(N) |2ZKQc
4.85 ALAL00(CA) |2ZKQc
4.10 ALA100(CB) |2ZKQc
3.77|ALAL0O(N)  |2ZKQc
4.78 ALAL00(CA) |2ZKQc
451 ALAL00(CB) |2ZKQc
417 GLN101(N) |2ZKQc
5.00 GLN101(CA) |2ZKQc
4.44|GLN101(CB) |2ZKQc

2.97 GLN101(N) |2ZKQc

3.87 GLN101(CA) |2ZKQc
3.55/GLN101(CB) |2ZKQc

4.55|ASP169(0D2) | 2ZKQc

4.79| ASP169(CG) |2ZKQc
3.53| ASP169(0D2) |22KQc
4.70 ASP169(CG) |2ZKQc
3.67 | ASP169(0D2) |2ZKQc
4.83| ASP169(0D2) | 2ZKQc
4.28 | ASP169(0D2) |2ZKQc
4.96| ASP169(CG) |2ZKQc
3.77| ASP169(0D2) |2ZKQc
4.78 | ILE188(CG1) |2ZKQc
4.20 1ILE188(CD1) |2ZKQc
4,64 1LE188(CD1) |2ZKQc

H-bond [D-A-AA]:111.9° [A-D-DD]:101.2° d_planarity:-46.2°

H-bond [D-A-AA]:121.2° [A-D-DD]:97.9° d_planarity:-50.6°
a_planarity:89.8°

H-bond [D-A-AA]:92.5° [A-D-DD]:127.1° d_planarity:-8.4°

H-bond [D-A-AA]:163.7° [A-D-DD]:118.0° d_planarity:-5.2°
a_planarity:16.6°

[D-A-AA]:148.0° [A-D-DD]:38.8° d_planarity:12.3°
a_planarity:32.3°, maximum distance exceeded,
bad d_angle(sp2)

Negative

or] ..

] ..
S[]...
S[]...
S[]...
S[]...
S[]...

c[] ..

or7..

or]..
or]..

or]..
[l .

..

S[]...

c[] ..

] ..
or]..

o[]..
o[]..

] ..

[l ..

[l ..

S[]...

] ..

Cl]
N[]
N[]
Cl1]
Cl1]

Cl1]
Cl1]

N[]

N[]

Cl]
Cl]

Cl]
N[]

Cl]

N[]

N[]

Cll
N[]

Cl]
Cl]

O[]

O[]

O[]

O[]

Cl]



chainl

1YY9A |CYS267(N)
1YY9A |CYS267(N)
1YY9A |CYS267(SG)
1YY9A |CYS267(SG)
1YY9A |CYS267(SG)
1YY9A |CYS267(SG)
1YY9A|CYS267(N)
1YY9A |CYS267(N)
1YY9A |CYS267(N)

1YY9A |CYS267(N)

1YY9A |CYS267(CA)
1YY9A |CYS267(CA)
1YY9A |CYS267(C)
1YY9A |CYS267(0)
1YY9A |CYS267(0)
1YY9A |CYS267(CB)
1YY9A |CYS267(CB)

1YY9A | CYS267(SG)

1YY9A |CYS267(SG)
1YY9A |CYS267(SG)
1YY9A |CYS267(N)
1YY9A |CYS267(N)
1YY9A | CYS267(CA)
1YY9A |CYS267(CA)
1YY9A |CYS267(CA)
1YY9A |CYS267(CA)
1YY9A |CYS267(C)
1YY9A |CYS267(C)
1YY9A |CYS267(C)
1YY9A |CYS267(C)

1YY9A |CYS267(0)

1YY9A |CYS267(0)
1YY9A |CYS267(0)
1YY9A |CYS267(0)
1YY9A |CYS267(0)
1YY9A |CYS267(0)
1YY9A |CYS267(CB)
1YY9A |CYS267(CB)
1YY9A |CYS267(CB)
1YY9A |CYS267(CB)
1YY9A |CYS267(CB)

resl/atml |distance

res2/atm2

5.00| PHE230(CB)

5.00| PHE230(CD2)

4.96| PHE230(CA)
3.76| PHE230(CB)
4.36| PHE230(CG)

4.54|PHE230(CD2)

4.66 ARG231(N)

4.89| ARG231(CA)

3.89| ARG231(C)

2.71| ARG231(0)

4.69| ARG231(C)
3.64| ARG231(0)
4.18| ARG231(0)
4.69| ARG231(C)
3.77| ARG231(0)
4.34| ARG231(C)
3.60| ARG231(0)

4.80| ARG231(N)

4.30| ARG231(C)

3.78| ARG231(0)
4.69| ASP232(N)

4.59| ASP232(CA)
4.71| ASP232(CA)
4.81|ASP232(CB)
4.93| ASP232(CG)

4.58| ASP232(0D1)

4.74| ASP232(CA)
4.99 ASP232(CB)
4.79| ASP232(CG)

4.09| ASP232(0D1)

4.82 | ASP232(N)

3.96 ASP232(CA)
4.68| ASP232(C)

4.47|ASP232(CB)
4.29| ASP232(CG)

3.43|ASP232(0D1)

4.54| ASP232(N)

3.99| ASP232(CA)
3.67 ASP232(CB)
3.78| ASP232(CG)

3.74| ASP232(0D1)

chain2

1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A

1YY9A

1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A

1YY9A

1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A

1YY9A

1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A

H-bonding

H-bond [D-A-AA]:160.7° [A-D-DD]:118.4° d_planarity:-
13.2° a_planarity:76.2°

[D-A-AA]:106.0° [A-D-DD]:95.5° d_planarity:-85.3°,
maximum distance exceeded, bad d_planarity

Weakly positive

[D-A-AA]:117.3° [A-D-DD]:46.3° d_planarity:6.2°
a_planarity:-12.0°, maximum distance exceeded,
bad d_angle(sp2)

Charge

interaction
S[1..C[1]
S[]...C[]
N[]...C[]
N[]... O[]
C[].. 0[]
C[]..0[]
O[].-0[]
C[]..Cl[]
C[].. 0[]
S[]..C[1]
S[].. O[]
C[]... O[]
o[]..C[]
O[]..C[]
O[]..C[]
O[].. 0[]

..
cl] ..
..
..

Cl1
Cl1]
Cl1
O[]



1YY9A |CYS267(CB)
1YY9A | CYS267(SG)

1YY9A |CYS267(SG)
1YY9A |CYS267(SG)
1YY9A |CYS267(SG)
1YY9A |CYS267(SG)

1YY9A |CYS267(0)

1YY9A [CYS267(SG)
1YY9A |CYS267(SG)

1YY9A |CYS267(N)

1YY9A |CYS267(CA)
1YY9A |CYS267(CA)
1YY9A |CYS267(C)

1YY9A |CYS267(CB)
1YY9A |CYS267(CB)
1YY9A |CYS267(CB)

1YY9A | CYS267(SG)

1YY9A |CYS267(SG)
1YY9A |CYS267(SG)
1YY9A |CYS267(SG)
1YY9A |CYS267(SG)
1YY9A |CYS267(CB)
1YY9A |CYS267(SG)
1YY9A |CYS267(SG)
1YY9A |CYS267(CA)
1YY9A |CYS267(C)

1YY9A |CYS267(C)

1YY9A |CYS267(C)

1YY9A |CYS267(0)

1YY9A |CYS267(CB)
1YY9A |CYS267(CB)
1YY9A |CYS267(CB)

1YY9A |CYS267(N)

1YY9A |CYS267(CA)
1YY9A | CYS267(CA)
1YY9A |CYS267(C)
1YY9A |CYS267(C)
1YY9A |CYS267(0)
1YY9A |CYS267(CB)
1YY9A | CYS267(CA)
1YY9A |CYS267(N)

1YY9A |CYS267(N)

1YY9A |CYS267(N)
1YY9A |CYS267(N)

4.50 | ASP232(0D2)
4.66 | ASP232(N)

4.56| ASP232(CA)
4.06| ASP232(CB)
4.60 ASP232(CG)
4.96| ASP232(0D1)

4.44 | GLU233(N)

4.48 THR239(C)
4.61| THR239(0)

3.72|CYS240(SG)

453 CYS240(CB)
3.29CYS240(SG)
4.69 CYS240(SG)
4.35|CYS240(CA)
3.92|CYS240(CB)
3.02|CYS240(SG)

3.77|CYS240(N)

3.18|CYS240(CA)
450|CYS240(C)

3.05/CYS240(CB)
2.04|CYS240(SG)
4.38|PRO241(CD)
4.74|PRO241(N)

4.09| PRO241(CD)
4.77|LYS260(CB)
455/ LYS260(CB)
4.74|LYS260(CG)
4.69|LYS260(CD)
4.78|LYS260(CD)
4.32|LYS260(CB)
4.88 LYS260(CG)
4.49|LYS260(CD)

452| TYR261(0)

465/ TYR261(C)
3.48| TYR261(0)
4.98| TYR261(C)
3.76| TYR261(0)
4.98| TYR261(0)
4.24| TYR261(0)
4.79 SER262(CA)
4.98| PHE263(N)

4.91 PHE263(0)

4,51 ALA265(C)
4.62| ALA265(0)

1YY9A

1YY9A

1YY9A
1YY9A
1YY9A
1YY9A

1YY9A

1YY9A
1YY9A

1YY9A

1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A

1YY9A

1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A

1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A

1YY9A

1YY9A

1YY9A [D-A-AA]:77.2° [A-D-DD]:159.7° d_planarity:79.6°

[D-A-AA]:75.2° [A-D-DD]:77.2° d_planarity:50.3°,
maximum distance exceeded, bad d_angle(sp2)

Negative

[D-A-AA]:155.7° [A-D-DD]:138.5° d_planarity:-35.6°
a_planarity:-29.7°, maximum distance exceeded

[D-A-AA]:144.8° [A-D-DD]:61.6° d_planarity:68.3°,
bad d_angle(sp2), bad d_planarity

[D-A-AA]:142.3° [A-D-DD]:55.7° d_planarity:-80.4°,
bad d_angle(sp2), bad d_planarity

[D-A-AA]:150.0° [A-D-DD]:37.7° d_planarity:4.9°
1YY9A la_planarity:6.4°, maximum distance exceeded,

bad d_angle(sp2)

[D-A-AA]:125.2° [A-D-DD]:120.2° d_planarity:19.6°
a_planarity:-51.4°, maximum distance exceeded

c[] .

S[]...

o] ..
S[] ...

N[ ..

..

..
cl] ..
..

S[]...

S[] ...
S[] ...
S[] ...
S[] ..
c[] ..

S[]...

cl] ..

..

..

c[] .

..

O[]

Cl1]

N[]
Cl]

S[]

S[1

Cl1]
Cl1]
S[]

N[]

Cl1]
Cl]
Cl1]
S[]
Cl1]

Cl]

Cl1]

Cl1]

O[]

O[]

O[]



1YY9A |CYS267(N)
1YY9A |CYS267(N)

1YY9A |CYS267(N)

1YY9A |CYS267(N)
1YY9A |CYS267(N)

1YY9A |CYS267(N)
1YY9A |CYS267(CA)
1YY9A |CYS267(CA)
1YY9A | CYS267(CA)
1YY9A |CYS267(CA)
1YY9A | CYS267(CA)
1YY9A |CYS267(CA)
1YY9A |CYS267(C)
1YY9A |CYS267(C)
1YY9A |CYS267(C)
1YY9A |CYS267(C)
1YY9A |CYS267(C)
1YY9A |CYS267(0)
1YY9A |CYS267(0)
1YY9A |CYS267(0)
1YY9A |CYS267(0)
1YY9A |CYS267(0)
1YY9A |CYS267(CB)
1YY9A |CYS267(CB)
1YY9A |CYS267(CB)
1YY9A |CYS267(SG)
1YY9A |CYS267(SG)
1YY9A |CYS267(SG)
1YY9A |CYS267(N)
1YY9A|CYS267(N)
1YY9A |CYS267(N)
1YY9A |CYS267(CA)
1YY9A |CYS267(CA)
1YY9A |CYS267(CA)
1YY9A | CYS267(CA)
1YY9A |CYS267(CA)
1YY9A |CYS267(C)
1YY9A |CYS267(C)
1YY9A |CYS267(C)
1YY9A |CYS267(C)
1YY9A |CYS267(C)
1YY9A |CYS267(C)

1YY9A |CYS267(0)

1YY9A |CYS267(0)

3.56| THR266(N)
2.40| THR266(CA)

2.27| THR266(0)

3.28| THR266(CB)
4.07| THR266(0G1)

3.15| THR266(CG2)
4.85 THR266(N)
3.79| THR266(CA)
2.46 | THR266(C)
2.85| THR266(0)
4.54| THR266(CB)
4.05| THR266(CG2)
452 THR266(CA)
3.36| THR266(C)
3.78| THR266(0)
4.81| THR266(CB)
3.89| THR266(CG2)
4.74| THR266(CA)
3.89| THR266(C)
459 THR266(0)
4.86| THR266(CB)
3.93| THR266(CG2)
4.79| THR266(CA)
3.61| THR266(C)
4.07| THR266(0)
4.90| THR266(CA)
3.90| THR266(C)
4.28| THR266(0)
3.44|VAL268(N)
4.58| VAL268(CA)
4.83| VAL268(CB)
2.38|VAL268(N)
3.73| VAL268(CA)
4.76| VAL268(C)
4.87|VAL268(0)
4.32| VAL268(CB)
2.44|VAL268(CA)
3.61| VAL268(C)
4.02| VAL268(0)
3.26| VAL268(CB)
457|VAL268(CG1)
3.90 VAL268(CG2)

2.26 VAL268(N)

2.86 VAL268(CA)

a_planarity:14.4°, maximum distance exceeded,
bad a_angle(sp2), bad d_planarity

1YY9A
1YY9A

[D-A-AA]:29.1° [A-D-DD]:97.2° d_planarity:3.4°
1YY9A a_planarity:1.2°, bad a_angle(sp2)

1YY9A

[D-A-AA]:47.5° [A-D-DD]:151.6° d_planarity:-88.8°,
1YY9A maximum distance exceeded, bad a_angle(sp3),
bad d_planarity

1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A

[D-A-AA]:28.9° [A-D-DD]:99.0° d_planarity:10.0°
a_planarity:4.2°, bad a_angle(sp2)

1YY9A

1YY9A

N[]...
N[]...

N[] ..
N[] ...

N[ ..

N[] ..

] ..
..
c[] ..

Il ..

cr] ..
..

..

o] ..

o] ..

c[] ..
] ..

S[] ..
S[]...
N[ ...

[ ..
c[] ..

crl ...
[l ..
c[] ..
] ..
] ..

..
o] ..

o[]..

N[]
Cl]

O[]
Cl]

O[]

Cl]

Cl1]
Cl1]
O[]

Cl1]

Cl1]
O[]

Cl1]

Cl]

Cl]

Cl1]
O[]

Cl]
O[]

N[]

N[]
Cl1]

Cl1]
Cl1]
Cl1]
O[]

Cl1]

Cl1]
N[]
Cl]



1YY9A |CYS267(0) 410/ VAL268(C) |1YY9A o[]..c[]
1YY9A |CYS267(0) 478 VAL268(0) |1YY9A
1YY9A |CYS267(0) 3.73|VAL268(CB) |1YY9A o[]..c[]
1YY9A |CYS267(0) 3.93 VAL268(CG2) 1YY9A o[]..¢[1
1YY9A|CYS267(CB)|  3.29|VAL268(N) |1YY9A C[]..N[]
1YY9A|CYS267(CB)|  4.64| VAL268(CA) |1YY9A

[D-A-AA]:20.8° [A-D-DD]:166.2° d_planarity:25.2°,
maximum distance exceeded, bad a_angle(sp3)
1YY9A

[D-A-AA]:72.9° [A-D-DD]:151.3° d_planarity:65.0°
1YY9A la_planarity:12.9°, maximum distance exceeded,
bad a_angle(sp2), bad d_planarity

1YY9A | CYS267(SG) 4.88 VAL268(N) |1YY9A

1YY9A |CYS267(C) 4.58|LYS269(N)

1YY9A |CYS267(0) 4.79|LYS269(N)

chainl | resl/atml |distance| res2/atm2 |chain2 H-bonding in(t:er;zggi?)n
1YY9A | CYS287(N) 4.79 VAL276(CB) |1YY9A

1YY9A | CYS287(N) 4.86 VAL276(CG1) 1YY9A

1YY9A |CYS287(N) 4.72 \VAL276(CG2) 1YY9A

1YY9A CYS287(CB) 4.94 \VAL276(CG1) 1YY9A

1YY9A |CYS287(SG) 4.39 VAL276(CB) |1YY9A S[1...C[]
1YY9A |CYS287(SG) 3.46 | VAL276(CG1) 1YY9A S[1...C[]
1YY9A |CYS287(SG) 4.56  VAL276(CG2) 1YY9A

1YY9A | CYS287(N) 4.83 ARG285(C) |1YY9A

1YY9A | CYS287(N) 3.67 ALA286(N) |1YY9A N[]..N[]
1YY9A |CYS287(N) 2.44 | ALA286(CA) 1YY9A N[]..C[]
1YYOA CYS287(N) | 227 ALA286(0) |1YY9A g'fpﬁnm]yz(f; [)fa\dz_gr?gllfé -Ffz")d—p'a”a”tyﬂo" N[]...0[]
1YY9A | CYS287(N) 3.19 ALA286(CB) |1YY9A N[]...C[]
1YY9A |CYS287(CA) 493 ALA286(N) |1YY9A

1YY9A |CYS287(CA) 3.85/ALA286(CA) |1YY9A C[]..C[]
1YY9A CYS287(CA) 2.49 ALA286(C) |1YY9A C[]..C[]
1YY9A |CYS287(CA) 2.87 ALA286(0) |1YY9A C[]..-0[]
1YY9A CYS287(CA) 4.60 ALA286(CB) 1YY9A

1YY9A |CYS287(C) 471 ALA286(CA) |1YY9A

1YY9A |CYS287(C) 3.25/ALA286(C) |1YY9A C[]..C[]
1YY9A |CYS287(C) 3.20 ALA286(0) |1YY9A C[]..0[]
1YY9A |CYS287(0) 4.94 ALA286(CA) |1YY9A

1YY9A | CYS287(0) 3.65/ALA286(C) |1YY9A Oo[]..cC[]
1YY9A | CYS287(0) 3.69 ALA286(0) |1YY9A Oo[]..0[]
1YY9A CYS287(CB) 4.87 ALA286(CA) |1YY9A

1YY9A CYS287(CB) 3.75|ALA286(C) |1YY9A C[]..C[]
1YY9A CYS287(CB) 434 ALA286(0) |1YY9A C[]..0[]
1YY9A |CYS287(SG) 4.44 ALA286(C) |1YY9A S[1...C[]
1YY9A | CYS287(N) 3.64 | GLY288(N) |1YY9A N[]..N[]
1YY9A | CYS287(N) 4.96 GLY288(CA) 1YY9A

1YY9A |CYS287(CA) 2.41 GLY288(N) |1YY9A C[]..-N[]
1YY9A |CYS287(CA) 3.79 | GLY288(CA) |1YY9A C[]..C[]
1YY9A CYS287(CA) 436 GLY288(C) |1YY9A C[]..C[]



1YY9A |CYS287(CA)
1YY9A |CYS287(C)
1YY9A |CYS287(C)
1YY9A |CYS287(C)

1YY9A |CYS287(0)

1YY9A |CYS287(0)
1YY9A |CYS287(0)
1YY9A |CYS287(0)
1YY9A |CYS287(CB)
1YY9A |CYS287(CB)
1YY9A |CYS287(CB)
1YY9A |CYS287(CB)

1YY9A |CYS287(SG)
1YY9A |CYS287(C)
1YY9A |CYS287(0)

1YY9A |CYS287(0)
1YY9A |CYS287(CA)
1YY9A |CYS287(C)
1YY9A |CYS287(CB)
1YY9A |CYS287(CB)
1YY9A |CYS287(CB)

1YY9A |CYS287(SG)

1YY9A |CYS287(CB)
1YY9A |CYS287(CB)
1YY9A |CYS287(CB)
1YY9A |CYS287(CB)

1YY9A | CYS287(SG)

1YY9A |CYS287(SG)
1YY9A |CYS287(SG)
1YY9A |CYS287(SG)
1YY9A |CYS287(CB)

1YY9A [CYS287(SG)

1YY9A |CYS287(SG)
1YY9A |CYS287(SG)
1YY9A |CYS287(SG)
1YY9A |CYS287(SG)
1YY9A |CYS287(SG)

1YY9A [CYS287(N)

1YY9A |CYS287(CA)
1YY9A |CYS287(CA)
1YY9A |CYS287(C)

4.26 | GLY288(0)
2.44|GLY288(CA)
3.02 GLY288(C)
3.23|GLY288(0)

2.25|GLY288(N)

2.79|GLY288(CA)
2.98|GLY288(C)
3.31|GLY?288(0)
3.23|GLY288(N)
4.43|GLY288(CA)
453|GLY288(C)
4.01|GLY?288(0)

4.59 | GLY288(N)
3.98 ALA289(N)
3.57| ALA289(N)

4.66| ALA289(CA)
4.68|SER291(0G)
4.47|SER291(0G)
4.58|SER291(C)
4.49|SER291(0)
3.99|SER291(0G)

4.49| SER291(0G)

4.48| TYR292(N)
4.40| TYR292(CA)
4.38| TYR292(C)
4.76| TYR292(0)

459 TYR292(N)

4.40| TYR292(CA)
3.80| TYR292(C)
3.83| TYR292(0)
457 |GLU293(N)

3.95 GLU293(N)

4.13|GLU293(CA)
4.27|GLU293(CB)
4.84|GLU293(CG)
4.47 | LYS301(C)
4.36LYS301(0)

4.12 | CYS302(SG)

4.81/CYS302(CB)
3.32|CYS302(SG)
4.42|CYS302(SG)

1YY9A
1YY9A
1YY9A
1YY9A

1YY9A

1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A

1YY9A

1YY9A

1YY9A

1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A

1YY9A

1YY9A
1YY9A
1YY9A
1YY9A

1YY9A

1YY9A
1YY9A
1YY9A
1YY9A

1YY9A

1YY9A
1YY9A
1YY9A
1YY9A
1YY9A

1YY9A

1YY9A
1YY9A
1YY9A

[D-A-AA]:29.5° [A-D-DD]:95.0° d_planarity:3.1°
a_planarity:4.4°, bad a_angle(sp2)

[D-A-AA]:32.2° [A-D-DD]:147.5° d_planarity:77.0°,
maximum distance exceeded, bad a_angle(sp3),
bad d_planarity

[D-A-AA]:100.1° [A-D-DD]:130.6° d_planarity:65.8°
a_planarity:25.8°, maximum distance exceeded,
bad d_planarity

[D-A-AA]:62.5° [A-D-DD]:128.8°, maximum distance
exceeded

[D-A-AA]:75.1° [A-D-DD]:73.4° d_planarity:-79.4°,
maximum distance exceeded, bad d_angle(sp2),
bad d_planarity

[D-A-AA]:98.7° [A-D-DD]:86.7° d_planarity:68.6°,
bad d_angle(sp2), bad d_planarity

Negative

[D-A-AA]:152.3° [A-D-DD]:48.3° d_planarity:-80.5°,
maximum distance exceeded, bad d_angle(sp2),
bad d_planarity

cl] ..
] ..
cl] ..
] ..

o[]..

or]..
or]..
or]..

cl] ..
Il ...

] ..

] ..

o[]..

] ..

] ..
cl] ..

S[] ..

] ..
Il ...
Il ...

S[] ..
S[] ...
S[] ..

S[]...

S[]...
S[]...

S[]...
S[]...

N[ ...

Il ...
Il ...

O[]
Cl]

Cl1]
O[]

N[]

Cl]
Cl]
O[]

N[]
Cl]

O[]

N[]

N[]

O[]

O[]
O[]

O[]

N[]
Cl]
Cl]

Cl]
Cl]
O[]

N[]

Cl]
Cl]

Cl]
O[]

S[1

S[]
S[]



1YY9A |CYS287(CB)
1YY9A |CYS287(CB)
1YY9A |CYS287(CB)

1YY9A [CYS287(SG)

1YY9A |CYS287(SG)
1YY9A |CYS287(SG)
1YY9A |CYS287(SG)
1YY9A |CYS287(SG)

chainl | resl/atml

1YY9A |CYS446(N)
1YY9A |CYS446(N)

1YY9A | CYS446(N)

1YY9A |CYS446(CA)
1YY9A |CYS446(CA)
1YY9A |CYS446(C)
1YY9A |CYS446(C)
1YY9A |CYS446(0)
1YY9A |CYS446(0)
1YY9A |CYS446(CB)
1YY9A |CYS446(CB)
1YY9A |CYSA446(SG)
1YY9A |CYS446(N)
1YY9A |CYS446(N)

1YY9A |CYS446(0)

1YY9A |CYS446(0)
1YY9A |CYS446(0)
1YY9A |CYS446(0)

1YY9A |CYS446(0)
1YY9A |CYS446(N)
1YY9A |CYS446(N)

1YY9A |CYS446(CA)
1YY9A | CYS446(CA)
1YY9A |CYS446(CB)
1YY9A |CYS446(SG)
1YY9A |CYS446(SG)
1YY9A |CYS446(N)

1YY9A |CYS446(N)

1YY9A |CYS446(N)

1YY9A |CYS446(N)
1YY9A |CYS446(N)

4.86|CYS302(CA)
4.16|/CYS302(CB)
3.04|CYS302(SG)

4.00 CYS302(N)

3.47|CYS302(CA)
4.82/CYS302(C)

3.12|CYS302(CB)
2.05 CYS302(SG)

distance| res2/atm2

4.49| THR422(CA)
3.78 THR422(C)

2.68| THR422(0)

4.75| THR422(C)
3.53| THR422(0)
4.94| THR422(C)
3.78| THR422(0)
4.40| THR422(C)
3.39| THR422(0)
4.86| THR422(C)
3.67| THR422(0)
458 THR422(0)
4.77|SER423(N)
4.91|SER423(CA)

4.75 SER423(N)

4.10 SER423(CA)
4.78 |SER423(C)
4.88 SER423(CB)

4.68|LEU424(N)
3.77| ASN444(C)
3.31| ASN444(0)

4.97 | ASN444(C)
4.45| ASN444(0)
4.53| ASN444(0)
4.78 ASN444(C)
4.03| ASN444(0)
3.43|LEU445(N)
2.40| LEU445(CA)

2.26|LEU445(0)

3.39|LEU445(CB)
3.32|LEU445(CG)

1YY9A
1YY9A
1YY9A

[D-A-AA]:151.4° [A-D-DD]:58.5° d_planarity:85.4°,
bad d_angle(sp2), bad d_planarity

1YY9A
1YY9A
1YY9A
1YY9A

1YY9A

Disulphide bridge?

chain2 H-bonding

1YY9A
1YY9A

1YY9A 2.2° a_planarity:-58.8°

1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A

[D-A-AA]:122.6° [A-D-DD]:55.1° d_planarity:11.9°
1YY9A a_planarity:-50.8°, maximum distance exceeded,
bad d_angle(sp2)

1YY9A
1YY9A
1YY9A

[D-A-AA]:160.4° [A-D-DD]:138.5° d_planarity:-59.4°
1YY9A MO0 ; :
a_planarity:84.9°, maximum distance exceeded

1YY9A

1vyoa [D-A-AA]:102.0° [A-D-DD]:133.9° d_planarity:89.3°
a_planarity:16.2°, bad d_planarity

1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A

[D-A-AA]:29.4° [A-D-DD]:93.2° d_planarity:2.6°
a_planarity:1.1°, bad a_angle(sp2)

1YY9A
1YY9A

1YY9A

H-bond [D-A-AA]:147.2° [A-D-DD]:113.9° d_planarity:-

C[]..C[]
C[1..98[1]
S[1...N[]
S[1...C[]
S[]...C[1]
S[1... 8[1

Charge

interaction

N[]..C[]
N[]..C[]
N[]..0[]
C[]..0I[]
C[]..0I]
o[]..C[]
O[]..0[1]
C[1..0I]
O[]..C[]
N[]..C[]
N[]..0[]
C[]..0[]
S[1.. 0[]
N[]...N[]
N[]..C[]
N[].. 0[]

N[]...
N[] ..

Cl]
Cl1]



1YY9A |CYS446(N)
1YY9A |CYS446(N)
1YY9A |CYS446(CA)
1YY9A | CYS446(CA)
1YY9A |CYS446(CA)
1YY9A |CYS446(CA)
1YY9A |CYS446(CA)
1YY9A |CYS446(CA)
1YY9A | CYS446(CA)
1YY9A |CYS446(C)
1YY9A |CYS446(C)
1YY9A |CYS446(C)
1YY9A |CYS446(C)
1YY9A |CYS446(C)
1YY9A |CYS446(0)
1YY9A |CYS446(0)
1YY9A |CYS446(0)
1YY9A |CYS446(0)
1YY9A |CYS446(0)
1YY9A |CYS446(0)
1YY9A |CYS446(0)
1YY9A |CYS446(CB)
1YY9A |CYS446(CB)
1YY9A |CYS446(CB)
1YY9A |CYSA446(SG)
1YY9A |CYS446(SG)
1YY9A |CYS446(SG)
1YY9A |CYSA446(N)
1YY9A |CYS446(N)
1YY9A |CYS446(N)
1YY9A |CYS446(N)
1YY9A |CYS446(CA)
1YY9A | CYS446(CA)
1YY9A |CYS446(CA)
1YY9A | CYS446(CA)
1YY9A |CYS446(CA)
1YY9A |CYS446(CA)
1YY9A |CYS446(CA)
1YY9A |CYS446(C)
1YY9A |CYS446(C)
1YY9A |CYS446(C)
1YY9A |CYS446(C)
1YY9A |CYS446(C)
1YY9A |CYS446(C)
1YY9A |CYS446(C)
1YY9A |CYS446(C)

1YY9A |CYS446(0)

1YY9A |CYS446(0)

3.26| LEU445(CD1)
4.79 LEU445(CD2)
4.70| LEU445(N)
3.77 LEU445(CA)
2.41|LEU445(C)
2.75 | LEU445(0)
4.63|LEU445(CB)
4.32|LEU445(CG)
4.31 LEU445(CD1)
457 |LEU445(CA)
3.40|LEU445(C)
3.80|LEU445(0)
4.31|LEU445(CG)
4.12|LEU445(CD1)
4.37|LEU445(CA)
3.53 | LEU445(C)
4.17|LEU445(0)
4.63| LEU445(CB)
3.61| LEU445(CG)
3.18|LEU445(CD1)
4.61 LEU445(CD2)
4.72|LEU445(CA)
3.49|LEU445(C)
3.86|LEU445(0)
4.95| LEU445(CA)
3.84|LEU445(C)
3.96 | LEU445(0)
3.61| TYR447(N)
4.88| TYR447(CA)
4.39| TYR447(CD1)
4.92| TYR447(CE1)
2.38| TYR447(N)
3.78| TYR447(CA)
4.68| TYR447(C)
4.33| TYR447(CB)
4.26| TYR447(CG)
3.87| TYR447(CD1)
4.49| TYR447(CE1)
2.49| TYR447(CA)
3.32| TYR447(C)
453 TYR447(0)
3.01| TYR447(CB)
3.32| TYR447(CG)
3.23| TYR447(CD1)
4.41| TYR447(CD2)
4.25| TYR447(CE1)

2.26| TYR447(N)

2.90| TYR447(CA)

1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A

1YY9A

1YY9A

[D-A-AA]:28.7° [A-D-DD]:100.0° d_planarity:6.4°
a_planarity:0.7°, bad a_angle(sp2)

N[] ...

..
Il ..
Il ..

cl] ..
Il ..

] ..
cr] ..
] ..

Il ..
o[]..

o[]..
o[]..

o[]..
o[]..

] ..
[ ..

S[]...
S[]...
N[] ...

N[] ...

..
Il .

..
..
cl] ..
..
cr] ..
..

Il .
Il ..
Il ..
Il ..
Il .

o[]..
o]..

Cl]

Cl]
Cl]
O[]

Cl]
Cl]

Cl]
O[]
Cl]
Cl]
Cl1]
Cl]
O[]

Cl1]
Cl1]

Cl]
O[]

Cl]
O[]

N[]

Cl]

N[]
Cl]

Cl]
Cl]
Cl]
Cl]
Cl]
Cl]

Cl]
Cl]
Cl]
Cl]
Cll

N[]
Cl1]



1YY9A |CYS446(0)
1YY9A |CYS446(0)
1YY9A |CYS446(0)
1YY9A |CYS446(0)
1YY9A |CYS446(0)
1YY9A |CYS446(0)
1YY9A |CYS446(0)
1YY9A |CYS446(CB)
1YY9A |CYS446(CB)
1YY9A |CYS446(CB)
1YY9A |CYS446(CB)
1YY9A |CYS446(CB)
1YY9A |CYS446(CB)
1YY9A |CYS446(CB)
1YY9A |CYS446(CB)
1YY9A |CYS446(CB)

1YY9A |CYS446(SG)

1YY9A [|CYS446(SG)

1YY9A |CYS446(CA)

1YY9A |CYS446(C)
1YY9A |CYS446(C)
1YY9A |CYS446(C)

1YY9A | CYS446(0)

1YY9A |CYS446(0)
1YY9A |CYS446(0)
1YY9A |CYS446(SG)
1YY9A |CYS446(SG)
1YY9A |CYS446(SG)

1YY9A | CYS446(N)

1YY9A |CYS446(CA)
1YY9A |CYS446(CA)

1YY9A |CYS446(C)

1YY9A |CYS446(CB)
1YY9A |CYS446(CB)

1YY9A | CYS446(SG)

1YY9A |CYS446(SG)
1YY9A |CYS446(SG)
1YY9A |CYS446(SG)

1YY9A |CYS446(CB)
1YY9A |CYS446(CB)

1YY9A |CYS446(SG)
1YY9A |CYS446(SG)
1YY9A |CYS446(SG)
1YY9A |CYSA446(SG)
1YY9A |CYS446(SG)

3.43| TYR447(C)
4.63| TYR447(0)
3.01| TYR447(CB)
3.52 TYR447(CG)
3.28| TYR447(CD1)
4.82| TYR447(CD2)
4.43| TYR447(CE1)
2.90| TYR447(N)
4.17| TYR447(CA)
451| TYR447(CB)
3.94| TYR447(CG)
3.44| TYR447(CD1)
453| TYR447(CD2)
3.64| TYR447(CE1)
4.69| TYR447(CE2)
4.28| TYR447(C2)

4.52| TYR447(N)

4.86| TYR447(CE1)
4.44| ALA448(N)
3.15 ALA448(N)
4.48| ALA448(CA)
4.77| ALA448(CB)

3.06| ALA448(N)

4.18| ALA448(CA)
4.35| ALA448(CB)
4.38| ARG470(CB)
4.12| ARG470(CG)
3.96 ARGA470(CD)

4.48|CYSA75(SG)

4.88|CYS475(CB)
3.64|CYSA475(SG)
4.82|CYS475(SG)
3.94|CYS475(CB)
3.07|CYSA475(SG)

4.73|CYSAT5(N)

3.97|CYS475(CA)
3.14|CYS475(CB)
2.07|CYS475(SG)
4.09| GLN480(0)
4.56 GLN480(CB)
4.34|GLN480(0)
4.07|GLN480(CB)
4.86| GLN480(CG)
4.32| GLN480(CD)
3.77|GLN480(OE1)

1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A

1YY9A

1YY9A
1YY9A
1YY9A
1YY9A
1YY9A

1YY9A

1YY9A
1YY9A
1YY9A
1YY9A
1YY9A

1YY9A

1YY9A
1YY9A
1YY9A
1YY9A
1YY9A

1YY9A

1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A
1YY9A

[D-A-AA]:19.9° [A-D-DD]:151.0° d_planarity:-80.9°,
maximum distance exceeded, bad a_angle(sp3),
bad d_planarity

[D-A-AA]:83.1° [A-D-DD]:132.5° d_planarity:-46.5°
a_planarity:37.6°, bad a_angle(sp2)

Positive

[D-A-AA]:135.6° [A-D-DD]:46.9° d_planarity:61.7°,
maximum distance exceeded, bad d_angle(sp2),
bad d_planarity

[D-A-AA]:130.2° [A-D-DD]:50.7° d_planarity:-51.3°,
maximum distance exceeded, bad d_angle(sp2)

Disulphide bridge

or] ..

o[]..
o]..
or]..

o[]..
cr] ..
..

] ..
[l ..

..

Il ..

] ..
..
Il ..

o[7..

o]..
o[]..
S[]...
S[]...
S[]...

N[]...

] ..

[l ..
Il ..

S[]...
S[]...
S[]...
cr] ..

S[]...
S[]...

S[]...
S[]...

Cl]

Cl1]
Cl1]
Cl1]

Cl1]
N[]
Cl]

Cl]
Cl]

Cl]

Cl]

N[]
N[]
Cl]

N[]

Cl1]
Cl]
Cl]
Cl]
Cl]

S[]

S[]

Cl]
S[]

Cl]
Cl]
S[1
O[]

O[]
Cl]

Cl]
O[]



1YY9A |CYSA446(SG)

[D-A-AA]:109.1° [A-D-DD]:54.1° d_planarity:62.4°,
4.97 GLN480(NE2) | 1YY9A |maximum distance exceeded, bad d_angle(sp2),
bad d_planarity

chainl| resl/atml |distance| res2/atm2 | chain2 H-bonding

1Z2BA |CYS295(N)
172BA |CYS295(CA)
1Z2BA |CYS295(CA)
1Z2BA |CYS295(C)
172BA |CYS295(C)
1Z2BA |CYS295(C)
172BA |CYS295(0)

1Z2BA |CYS295(0)

1Z2BA |CYS295(0)

172BA |CYS295(CB)
1Z2BA |CYS295(CB)
1Z2BA |CYS295(SG)
172BA |CYS295(SG)
1Z2BA |CYS295(SG)
172BA |CYS295(SG)
1Z2BA |CYS295(N)

172BA | CYS295(N)

1Z2BA | CYS295(CA)
1Z2BA |CYS295(CB)
1Z2BA | CYS295(SG)
172BA |CYS295(SG)
1Z2BA |CYS295(N)
172BA |CYS295(N)

1Z2BA |CYS295(N)

1Z2BA |CYS295(CA)
1Z2BA | CYS295(CA)
1Z2BA |CYS295(C)
1Z2BA | CYS295(CB)
172BA |CYS295(CB)
1Z2BA |CYS295(CB)
172BA |CYS295(SG)
1Z2BA |CYS295(SG)
1Z2BA | CYS295(SG)
1Z2BA |CYS295(N)
1Z2BA |CYS295(N)
172BA |CYS295(N)

1Z2BA |CYS295(N)

4.91 | THR271(CG2) |1Z2BA
4,63 THR271(CB) |1Z2BA
3.79| THR271(CG2) |122BA
477 THR271(CB) |1Z2BA
4.99 | THR271(0G1) |122BA
3.89 | THR271(CG2) |1Z2BA
4.02| THR271(CB) |1z2BA

[D-A-AA]:139.1° [A-D-DD]:81.1° a_planarity:-19.8°,

3.99 THR271(0G1) | 122BA maximum distance exceeded

3.20 THR271(CG2) |1Z2BA
4.90 THR271(CB) |1Z2BA
4.49 | THR271(CG2) |1Z2BA
461 THR271(0) |1Z2BA
456 THR271(CB) |1Z2BA
4.48 | THR271(CG2) |1Z2BA
4.98 ALA273(CA) |1Z2BA
457|ILE291(C)  |1Z2BA

349|ILE2010)  |122BA 3H6t;or:i p[:zn,:r%As]lléeo [A-D-DD]:118.2° d_planarity:-
437]ILE291(0)  |1Z2BA
424|1LE291(0)  |1Z2BA
4.95ILE291(C)  |1Z2BA
4.02|ILE291(0)  |1Z2BA
459 THR292(CA) |1Z2BA
3.60 THR292(C)  |1Z2BA

271|THR292(0)  |1Z2BA :522353;%—?%]:128.3" [A-D-DD]:99.4° d_planarity:-25.3°
437/ THR292(C) |1Z2BA
3.28 | THR292(0) 1Z2BA
3.97 |THR292(0) |1Z2BA
4.37 THR292(CA) |1Z2BA
3.87 | THR292(C) 1Z2BA
2.79|THR292(0) |1Z2BA
451 THR292(CA) |1Z2BA
456 | THR292(C) |1Z2BA
3.81 | THR292(0) 1Z2BA
4.23|ASN293(N)  [1Z2BA
419 ASN293(CA) |1Z2BA
3.25 ASN293(C) 1Z2BA

[D-A-AA]:59.7° [A-D-DD]:135.3° d_planarity:79.3°
3.70 ASN293(0) |1Z2BA |a_planarity:47.3°, maximum distance exceeded,
bad a_angle(sp2), bad d_planarity

Charge

interaction

..

c[] .

o] ..
o] ..
o] ..

..

S[] ..

N[ ] ...

Il ..
cl] ..

S[]...

N[ ] ...
N[ ] ...

] ..
Il ..
Ccrl...
..
c[] .
crl...

S[]...

N[] ..
N[] ...
N[ ..

N[ ] ...

Cl1]

Cl1]
Cl]

O[]
Cl]

Cl1]

Cl]

O[]

O[]
O[]

O[]

Cl]
O[]

Cl1]
O[]
O[]
Cl1]
Cl1]
O[]

O[]
N[]
Cl]
Cl]

O[]



1Z2BA |CYS295(CA)
1Z2BA | CYS295(CA)
1Z2BA |CYS295(C)
172BA | CYS295(C)
172BA |CYS295(N)
1Z2BA |CYS295(N)

172BA |CYS295(N)

172BA |CYS295(N)
1Z2BA |CYS295(CA)
1Z2BA | CYS295(CA)
1Z2BA |CYS295(CA)
1Z2BA | CYS295(CA)
172BA |CYS295(CA)
1Z2BA |CYS295(C)
172BA |CYS295(C)
1Z2BA |CYS295(C)
172BA | CYS295(C)
1Z2BA |CYS295(0)
1Z2BA |CYS295(0)
172BA |CYS295(CB)
1Z2BA |CYS295(CB)
172BA | CYS295(CB)
1Z2BA |CYS295(CB)
172BA |CYS295(SG)
1Z2BA |CYS295(N)
1Z2BA |CYS295(N)
172BA |CYS295(N)
1Z2BA |CYS295(N)
1Z2BA | CYS295(CA)
1Z2BA |CYS295(CA)
1Z2BA | CYS295(CA)
172BA |CYS295(CA)
1Z2BA |CYS295(CA)
172BA |CYS295(C)
1Z2BA |CYS295(C)
172BA | CYS295(C)
1Z2BA |CYS295(C)
1Z2BA |CYS295(C)
172BA |CYS295(C)
1Z2BA |CYS295(C)
172BA | CYS295(C)

1Z2BA |CYS295(0)

1Z2BA |CYS295(0)
172BA | CYS295(0)
1Z2BA |CYS295(0)
172BA | CYS295(0)
172BA |CYS295(0)

452 ASN293(C)
4.84| ASN293(0)
4.86| ASN293(C)
4.84| ASN293(0)
2.60 | ALA294(N)
2.38| ALA294(CA)

2.26| ALA294(0)

3.13| ALA294(CB)
4.03| ALA294(N)
3.77| ALA294(CA)
2.46| ALA294(C)
2.85| ALA294(0)
4.39| ALA294(CB)
471 ALA294(N)
4.41| ALA294(CA)
3.00| ALA294(C)
2.95| ALA294(0)
3.94| ALA294(C)
3.58 | ALA294(0)
4.61| ALA294(N)
4.76| ALA294(CA)
3.69 | ALA294(C)
4.30| ALA294(0)
4.68| ALA294(C)
2.66 | PHE296(N)
4.03| PHE296(CA)
4.40 | PHE296(C)
4.88 | PHE296(CB)
2.32 | PHE296(N)
3.69|PHE296(CA)
4.38 |PHE296(C)
4.65 PHE296(CB)
4.74 | PHE296(CG)
2.40 | PHE296(CA)
3.20 | PHE296(C)
4.27 |PHE296(0)
3.57 |PHE296(CB)
3.83|PHE296(CG)
451 |PHE296(CD1)
4.11 | PHE296(CD2)
4.98| PHE296(CE?2)

2.26 |PHE296(N)

2.79|PHE296(CA)
3.52 |PHE296(C)
4.73|PHE296(0)
4.08 PHE296(CB)
4.28| PHE296(CG)

172BA
172BA
1Z2BA
172BA
172BA
172BA

172BA

172BA
1Z2BA
172BA
1Z2BA
172BA
172BA
172BA
172BA
1Z2BA
172BA
1Z2BA
172BA
172BA
172BA
172BA
1Z2BA
172BA
1Z2BA
172BA
172BA
1Z2BA
172BA
1Z2BA
172BA
172BA
172BA
172BA
1Z2BA
172BA
172BA
172BA
172BA
1Z2BA
172BA

1Z2BA

172BA
172BA
1Z2BA
172BA
172BA

[D-A-AA]:28.8° [A-D-DD]:97.9° d_planarity:3.0°
a_planarity:0.0°, bad a_angle(sp2)

[D-A-AA]:28.4° [A-D-DD]:95.4° d_planarity:1.8°
a_planarity:3.1°, bad a_angle(sp2)

N[] ..
N[ ] ...

N[] ...

N[] ...
cl] ..
..
..
] ..
..

..
..

] ..
o] ..

or]..

..
cl] ..

N[] ...
N[ ...
N[ ..

] ..
..
..

..
..
] ..
cl] ..
cl] ..

c[] .

o] ..

o] ..
o] ..

o] ..
o] ..

N[]
Cl]

O[]

Cl]
N[]
Cl1]
Cl1]
O[]
Cl]

Cl1]
Cl1]
O[]
Cl]
O[]

Cl1]
O[]

N[]
Cl]
Cl]

N[]
Cl1]
Cl1]

Cl1]
Cl1]
O[]
Cl]
Cl1]

Cl1]

N[]

Cl]
Cl]

Cl]
Cl]



1Z2BA |CYS295(0)

1Z2BA | CYS295(CB)
1Z2BA |CYS295(CB)
172BA | CYS295(CB)
172BA |CYS295(CB)
1Z2BA |CYS295(CB)
172BA |CYS295(CB)
1Z2BA |CYS295(CB)

1Z2BA | CYS295(SG)

172BA | CYS295(N)
1Z2BA |CYS295(N)
1Z2BA | CYS295(CA)
172BA |CYS295(C)
1Z2BA |CYS295(C)
172BA |CYS295(C)
1Z2BA |CYS295(C)
172BA | CYS295(C)

1Z2BA |CYS295(0)

1Z2BA |CYS295(0)
172BA |CYS295(0)
172BA |CYS295(0)
1Z2BA |CYS295(0)

172BA |CYS295(0)

172BA |CYS295(CB)
1Z2BA |CYS295(SG)
172BA |CYS295(SG)
1Z2BA |CYS295(SG)
172BA |CYS295(SG)
1Z2BA |CYS295(SG)

172BA |CYS295(SG)

1Z2BA | CYS295(SG)
172BA |CYS295(C)
1Z2BA |CYS295(C)
172BA |CYS295(0)
1Z2BA |CYS295(0)
1Z2BA | CYS295(CB)
1Z2BA |CYS295(CB)
1Z2BA |CYS295(CB)

1Z2BA | CYS295(SG)

1Z2BA | CYS295(SG)
1Z2BA |CYS295(SG)
1Z2BA | CYS295(SG)
172BA |CYS295(SG)

4.19 | PHE296(CD2)
2.94|PHE296(N)

4.24 | PHE296(CA)
4.80 PHE296(CB)
4.42 | PHE296(CG)
4.42 |PHE296(CD1)
4.74|PHE296(CD2)
4.73| PHE296(CE1)

4.65 PHE296(N)

4.49 | GLU297(N)
4.70|GLU297(CB)
4.35 GLU297(N)
3.18|GLU297(N)
4.40|GLU297(CA)
4.93|GLU297(C)
4,50 |GLU297(0)
4.55 | GLU297(CB)

3.18|GLU297(N)

4.37|GLU297(CA)
4.53|GLU297(C)
3.91|GLU297(0)
4.79|GLU297(CB)

4.80 | GLN301(NE2)

4.83|LEU317(CD2)
4.44|LEU317(CD2)
4.80 | VAL375(C)

3.94| VAL375(CB)
4.02 | VAL375(CG1)
4.71 |\ VAL375(CG2)

4.66|CYS376(N)

4.72|/CYS376(C)

4.99 MET377(CG)
4.94 MET377(SD)
454 MET377(CG)
4.75 MET377(SD)
4.19| MET377(CB)
4.32|MET377(CG)
4.13| MET377(SD)

4,61 MET377(N)

4.65 MET377(CA)
3.48| MET377(CB)
4.21 MET377(CG)
4.45 MET377(SD)

172BA
172BA
1Z2BA
172BA
172BA
172BA
172BA
1Z2BA

172BA

172BA
172BA
172BA
172BA
172BA
172BA
1Z2BA
172BA

1Z2BA

1Z2BA
172BA
172BA
172BA

172BA

172BA
1Z2BA
172BA
1Z2BA
172BA
1Z2BA

172BA

172BA
172BA
172BA
172BA
1Z2BA
172BA
1Z2BA
1Z2BA

172BA

172BA
1Z2BA
172BA
172BA

[D-A-AA]:11.4° [A-D-DD]:152.2° d_planarity:55.3°,
maximum distance exceeded, bad a_angle(sp3)

[D-A-AA]:79.0° [A-D-DD]:140.2° d_planarity:-26.9°
a_planarity:43.9°, bad a_angle(sp2)

[D-A-AA]:145.8° [A-D-DD]:117.2° d_planarity:-9.2°
a_planarity:39.0°, maximum distance exceeded

[D-A-AA]:165.6° [A-D-DD]:98.4° d_planarity:-88.0°,
maximum distance exceeded, bad d_planarity

[D-A-AA]:130.5° [A-D-DD]:82.6° d_planarity:81.6°,
maximum distance exceeded, bad d_angle(sp2),
bad d_planarity

or]..
] ..
c[] ..

c[] ..
[ ..

N[ ..
] ..
Il ...
[l ..

cl] ..

o[l ..
o] ..

o] ..

S[] ..

S[]...
S[]...
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c[] ..
crl...

S[]...
S[]...
S[]...

Cl]
N[]
Cl1]

Cl1]
Cl1]

N[]
N[]
N[]
Cl1]
O[]
N[]
Cl]

O[]

Cl]

Cl]
Cl]

Cl]
Cl1]
S[]

Cl1]
Cl]
S[]



chainl| resl/atml |distance| res2/atm2 | chain2 H-bonding Charge

interaction
1Z2BA | CYS347(CB) 4.88 MET313(CA) |1Z2BA
172BA |CYS347(CB) 4.84 MET313(C) 1Z2BA
1Z2BA | CYS347(CB) 4.23 MET313(0) |1Z2BA C[]..0[]
172BA |CYS347(SG) 4.66 MET313(CA) |1Z2BA
1Z2BA |CYS347(SG) 437 |MET313(C) |1Z2BA S[1..C[1]
1Z2BA | CYS347(SG) 3.43 MET313(0) |1Z2BA S[]..0[1]
172BA |CYS347(SG) 4.78 MET313(CB) |1Z2BA
1Z2BA | CYS347(CA) 4.72 | PHE343(CD2) 11Z2BA
1Z2BA |CYS347(CA) 4.84 PHE343(CE2) |1Z2BA
1Z2BA | CYS347(C) 4.25 PHE343(CD2) |1Z2BA C[]..C[]
1Z2BA |CYS347(C) 450 |PHE343(CE2) |1Z2BA C[]..C[]
1Z2BA |CYS347(0) 4.46 PHE343(CB) |1Z2BA O[]..C[]
1Z2BA | CYS347(0) 4.27 PHE343(CG) |1Z2BA o[]..C[1]
1Z2BA |CYS347(0) 3.60 PHE343(CD2) |1Z2BA O[]..C[]
1Z2BA |CYS347(0) 4.20 PHE343(CE2) |1Z2BA O[]..C[]
1Z2BA |CYS347(CB) 3.87 | PHE343(CD2) |1Z2BA C[]1..C[]
1Z2BA | CYS347(CB) 3.84 |PHE343(CE2) |1Z2BA C[]..C[]
1Z2BA | CYS347(SG) 4.64 PHE343(CE2) 1Z2BA
172BA |CYS347(N) 4.62 VAL344(C) 1Z2BA
172BA CYS347(N) | 346 VAL344(0) 1Z2BA Epﬁn/z%lgg '97; L’;&%’_'%E]r;;}nlf d_planarity:-79.9° N[]..O[]
1Z2BA |CYS347(CA) 4.22 VAL344(0) 1Z2BA C[]..0[1]
172BA |CYS347(C) 4.77 VAL344(0) |1Z2BA
1Z2BA | CYS347(0) 4.28 VAL344(0) 1Z2BA 0[]..0[]
1Z2BA |CYS347(CB) 3.86 VAL344(0) |1Z2BA C[1..0[]
1Z2BA | CYS347(CB) 4.84 VAL344(CG1) 1Z2BA
1Z2BA |CYS347(N) 3.90 ASP345(C)  |1Z2BA N[]...C[]
[D-A-AA]:67.4° [A-D-DD]:161.2° d_planarity:-16.6°
1Z2BA |CYS347(N) 4.21|ASP345(0) 1Z2BA |a_planarity:30.1°, maximum distance exceeded, N[]...O[1]
bad a_angle(sp2)
1Z2BA |CYS347(N) 3.00 TRP346(N)  |1Z2BA N[]..N[]
1Z2BA |CYS347(N) 2.44|TRP346(CA) |1Z2BA N[]..C[]
172BA | CYS347(N) 2.25 TRP346(0)  |1Z2BA E_’pﬁnﬁfltlysz L’Z‘&Z‘_gr?g;gg;;)d—p'a”a'"y:2'2° N[]...O[]
1Z2BA |CYS347(N) 3.75 TRP346(CB) |1Z2BA N[]...C[]
1Z2BA |CYS347(N) 4.47 | TRP346(CG) |1Z2BA N[]..C[]
1Z2BA | CYS347(N) 4.48 TRP346(CD2) 11Z2BA N[]..C[]
1Z2BA |CYS347(N) 3.97 | TRP346(CE3) |1Z2BA N[]..C[]
1Z2BA | CYS347(N) 4.93 TRP346(CZ3) 1Z2BA
1Z2BA|CYS347(CA)|  4.35|TRP346(N)  |1Z2BA C[1..N[]
1Z2BA | CYS347(CA) 3.82|TRP346(CA) |1Z2BA C[]..C[1]
1Z2BA |CYS347(CA) 2.45 TRP346(C)  |1Z2BA C[1..C[]
1Z2BA |CYS347(CA) 2.79|TRP346(0)  |1Z2BA C[]..0[]
1Z2BA | CYS347(CA) 4.99 TRP346(CB) |1Z2BA
1Z2BA |CYS347(CA)|  4.36 TRP346(CE3) |1Z2BA C[]..C[1]
1Z2BA | CYS347(CA) 4.99 TRP346(CZ3) 1Z2BA
172BA |CYS347(C) 4.82 TRP346(CA) |1Z2BA

1Z2BA |CYS347(C) 3.69 TRP346(C)  |1Z2BA C[]..Cl]



1Z2BA |CYS347(C)
172BA | CYS347(0)
1Z2BA |CYS347(0)
172BA | CYS347(CB)
172BA |CYS347(CB)
1Z2BA |CYS347(CB)
172BA |CYS347(CB)
1Z2BA |CYS347(CB)
172BA | CYS347(CB)
1Z2BA |CYS347(CB)
1Z2BA |CYS347(SG)
172BA |CYS347(SG)
1Z2BA |CYS347(SG)
172BA |CYS347(SG)
1Z2BA |CYS347(SG)
172BA |CYS347(SG)
172BA |CYS347(N)
1Z2BA |CYS347(N)
172BA |CYS347(N)
1Z2BA |CYS347(CA)
1Z2BA | CYS347(CA)
1Z2BA |CYS347(CA)
1Z2BA |CYS347(CA)
172BA |CYS347(CA)
1Z2BA |CYS347(CA)
172BA |CYS347(CA)
1Z2BA |CYS347(C)
172BA |CYS347(C)
1Z2BA |CYS347(C)
1Z2BA |CYS347(C)
172BA |CYS347(C)
1Z2BA |CYS347(C)
172BA | CYS347(0)
1Z2BA |CYS347(0)
172BA | CYS347(0)
172BA |CYS347(0)
1Z2BA |CYS347(0)
172BA |CYS347(0)
1Z2BA |CYS347(0)
172BA | CYS347(CB)
1Z2BA |CYS347(CB)
1Z2BA |CYS347(CB)
172BA |CYS347(CB)
1Z2BA |CYS347(SG)
172BA |CYS347(SG)
1Z2BA |CYS347(C)
172BA |CYS347(C)

1Z2BA |CYS347(0)

4.25 TRP346(0)
4.16 | TRP346(C)
4.93| TRP346(0)
4.65 TRP346(N)
4.43 | TRP346(CA)
3.07 | TRP346(C)
3.14| TRP346(0)
4.94 | TRP346(CD2)
3.94 | TRP346(CE3)
4.21 | TRP346(CZ3)
3.78 | TRP346(C)
3.20 | TRP346(0)
4.71 | TRP346(CD2)
3.40 | TRP346(CE3)
3.21 | TRP346(CZ3)
4.43 | TRP346(CH2)
3.47 |PRO348(N)
4.64 | PRO348(CA)
4.16|PRO348(CD)
2.45|PRO348(N)
3.82 | PRO348(CA)
4.39|PRO348(C)
4.63|PRO348(0)
4.74|PRO348(CB)
4.17 |PRO348(CG)
2.97 |PRO348(CD)
2.44|PRO348(CA)
2.87 |PRO348(C)
3.16|PRO348(0)
3.56 | PRO348(CB)
3.39|PRO348(CG)
2.50 |PRO348(CD)
2.24|PRO348(N)
2.78|PRO348(CA)
2.54 |PRO348(C)
2.43|PRO348(0)
4.07 | PRO348(CB)
4.21|PRO348(CG)
3.60 |PRO348(CD)
3.45 PRO348(N)
4.77 | PRO348(CA)
4.75 PRO348(CG)
3.84|PRO348(CD)
458 PRO348(N)
4.38 PRO348(CD)
3.73 | THR349(N)
4.63 | THR349(CA)

3.41 | THR349(N)

172BA
172BA
1Z2BA
172BA
172BA
172BA
172BA
172BA
172BA
1Z2BA
1Z2BA
172BA
172BA
172BA
172BA
172BA
172BA
172BA
172BA
1Z2BA
172BA
172BA
172BA
172BA
172BA
172BA
1Z2BA
172BA
172BA
172BA
172BA
172BA
172BA
1Z2BA
172BA
172BA
172BA
172BA
1Z2BA
172BA
1Z2BA
172BA
172BA
172BA
172BA
172BA
172BA

172BA

H-bond [D-A-AA]:95.1° [A-D-DD]:104.7° d_planarity:37.1°
a_planarity:24.7°
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172BA | CYS347(0) 4.03 THR349(CA) |1Z2BA o[]..cl1
1Z2BA |CYS347(0) 4.96| THR349(CB) |1Z2BA

[D-A-AA]:119.4° [A-D-DD]:82.7° a_planarity:5.0°, maximum
distance exceeded

[D-A-AA]:87.7° [A-D-DD]:143.1° d_planarity:-11.4°

1Z2BA |CYS347(0) 4.94 | THR349(0G1) |1Z2BA

172BA |CYS347(0) 4.94 GLY350(N) |1Z2BA |a_planarity:52.2°, maximum distance exceeded,

bad a_angle(sp2)
1Z2BA |CYS347(N) 4.18 PRO27(CA) |1Z2BE N[]..C[]
1Z2BA |CYS347(N) 4.65 PRO27(C) 172BE
1z28A CYsMIN) | a3 pRO2I0)  122E o iie s e NO-OD]
1Z2BA |CYS347(N) 3.56 PRO27(CB) |[1Z2BE N[]..C[]
1Z2BA |CYS347(N) 4.75 PRO27(CG) |1Z2BE
1Z2BA |CYS347(CA) 4.62 PRO27(CA) |1Z2BE
1Z2BA |CYS347(CA) 3.87 |PRO27(CB) | 1Z2BE C[]..C[]
1Z2BA |CYS347(CA) 4.68|PRO27(CG) |1Z2BE
1Z2BA |CYS347(C) 4.75 PRO27(N) 1Z2BE
1Z2BA |CYS347(C) 4.01 PRO27(CA) |1Z2BE C[]..C[]
1Z2BA |CYS347(C) 3.62 PRO27(CB) |1Z2BE C[]..C[]
1Z2BA |CYS347(C) 4.28 PRO27(CG) |1Z2BE C[]..C[]
1Z2BA |CYS347(C) 4.78 PRO27(CD) |1Z2BE
1Z2BA |CYS347(0) 4.93 PRO27(N) 172BE
1Z2BA |CYS347(0) 4.17 PRO27(CA) |1Z2BE O[]..CI[]
1Z2BA |CYS347(0) 4.93 PRO27(0) 1Z2BE
1Z2BA |CYS347(0) 421 PRO27(CB) |1Z2BE O[]..CI[]
chainl| resl/atml |distance| res2/atm2 | chain2 H-bonding ing:;:;gi%n
1Z2BA |CYS376(SG) 4.32 | ILE234(0) 1Z2BA S[1...0[]
1Z2BA |CYS376(CB) 4.89 |SER237(0) 1Z2BA
1Z2BA |CYS376(CB) 4.36 | SER237(CB) |1Z2BA C[]..C[]
1Z2BA |CYS376(CB) 4.87 |SER237(0G) |1Z2BA
1Z2BA |CYS376(SG) 459 |SER237(CA) |1Z2BA
1Z2BA |CYS376(SG) 4.36 |[SER237(C) 1Z2BA S[]...C[]
1Z2BA |CYS376(SG) 4.49 |SER237(0) 1Z2BA S[]..0[]
1Z2BA |CYS376(SG) 3.57 | SER237(CB) |1Z2BA S[1...C[]

A [D-A-AA]:92.3° [A-D-DD]:43.8°, maximum distance
exceeded, bad d_angle(sp3)
[D-A-AA]:120.0° [A-D-DD]:102.6° d_planarity:73.5°,
maximum distance exceeded, bad d_planarity
1Z2BA |CYS376(SG) 4.38 | ILE238(CG1) |1Z2BA S[]..C[]
1Z2BA |CYS376(SG) 4.84|1LE238(CD1) |1Z2BA

[D-A-AA]:159.2° [A-D-DD]:42.7° d_planarity:62.0°
1Z2BA |CYS376(N) 4.30|THR271(0) |1Z2BA |a_planarity:41.9°, maximum distance exceeded, N[]...0[]
bad d_angle(sp2), bad d_planarity

1Z2BA |CYS376(CA) 4.59 | THR271(C) 172BA

172BA |CYS376(SG) |  4.46|SER237(0G) |1Z2B S[1..0[]

1Z2BA|CYS376(SG) |  4.64|ILE238(N)  |1Z2BA

1Z2BA |CYS376(CA)|  3.38|THR271(0) |1Z2BA C[]..0[]
172BA |CYS376(C) 4.73| THR271(N)  |1Z2BA
1Z2BA |CYS376(C) 4.85 THR271(CA) |1Z2BA

1Z2BA | CYS376(C) 4.16 THR271(C) |1Z2BA c[]..cl]



172BA |CYS376(C)
172BA |CYS376(C)

172BA |CYS376(0)

172BA |CYS376(0)
1Z2BA |CYS376(0)
172BA |CYS376(0)
1Z2BA |CYS376(0)

172BA | CYS376(0)

172BA | CYS376(CB)
1Z2BA |CYS376(SG)
1Z2BA |CYS376(CA)

172BA |CYS376(0)

172BA |CYS376(0)
1Z2BA |CYS376(SG)
172BA |CYS376(N)
1Z2BA |CYS376(N)

172BA | CYS376(N)

172BA |CYS376(C)
1Z2BA |CYS376(C)
172BA | CYS376(N)
1Z2BA |CYS376(N)
1Z2BA |CYS376(N)

172BA |CYS376(N)

172BA |CYS376(N)
1Z2BA |CYS376(CA)
172BA |CYS376(CA)
1Z2BA |CYS376(CA)
1Z2BA | CYS376(CA)
1Z2BA |CYS376(CA)
1Z2BA |CYS376(C)
172BA |CYS376(C)
1Z2BA |CYS376(C)
172BA |CYS376(C)
1Z2BA |CYS376(CB)
172BA | CYS376(CB)
172BA |CYS376(CB)
1Z2BA |CYS376(CB)
172BA |CYS376(CB)
1Z2BA |CYS376(CB)
172BA | CYS376(CB)
1Z2BA |CYS376(SG)
1Z2BA | CYS376(SG)
172BA |CYS376(N)
1Z2BA |CYS376(N)
172BA |CYS376(N)

2.98
4.92

3.56

3.83
3.29
2.22
4.12

491

4.42
421
481

4.39

4.64
4.54
4.97
4.69

4.66

4.72
4.63
3.98
4.15
3.60

2.82

4.40
4.27
4.46
4.29
3.48
4.25
4.33
4.92
4.62
4.70
413
3.90
3.85
3.02
3.25
451
4.73
4.65
4.45
4.55
4.98
4.43

THR271(0)
THR271(CB)

THR271(N)

THR271(CA)
THR271(C)
THR271(0)
THR271(CB)

THR271(0G1)

THR271(0)
THR271(0)
TYR272(CA)

TYR272(N)

TYR272(CA)
TYR272(CD1)
ALA273(N)
ALA273(CB)

CYS295(SG)

CYS295(SG)
CYS316(0)
LEU318(N)
LEU318(CA)
LEU318(C)

LEU318(0)

LEU318(CB)
LEU318(N)
LEU318(CA)
LEU318(C)
LEU318(0)
LEU318(CB)
LEU318(N)
LEU318(CA)
LEU318(0)
LEU318(CB)
LEU318(N)
LEU318(CA)
LEU318(C)
LEU318(0)
LEU318(CB)
LEU318(CG)
LEU318(CD1)
LEU318(0)
LEU318(CB)
TYR319(N)
TYR319(CA)
ALA374(C)

1Z2BA
172BA

[D-A-AA]:162.1° [A-D-DD]:88.9° d_planarity:-5.2°
172BA |a_planarity:64.5°, maximum distance exceeded,
bad d_angle(sp2)

172BA
1Z2BA
172BA
1Z2BA

[D-A-AA]:129.2° [A-D-DD]:49.1° a_planarity:52.2°,
maximum distance exceeded, bad d_angle(sp3)

172BA
1Z2BA
172BA

172BA

[D-A-AA]:122.6° [A-D-DD]:90.4° d_planarity:9.2°
a_planarity:-50.1°, maximum distance exceeded

172BA
172BA
172BA
172BA

172BA

[D-A-AA]:165.6° [A-D-DD]:98.4° d_planarity:-88.0°,
maximum distance exceeded, bad d_planarity

172BA
1Z2BA
172BA
1Z2BA
172BA

172BA

[D-A-AA]:119.9° [A-D-DD]:105.2° d_planarity:-75.0°
a_planarity:-69.5°, bad d_planarity

172BA
1Z2BA
172BA
172BA
172BA
1Z2BA
1Z2BA
172BA
172BA
172BA
1Z2BA
172BA
172BA
1Z2BA
172BA
172BA
172BA
1Z2BA
172BA
172BA
172BA
172BA

172BA

Il ...

o] ..

o] ..
o[l ..
o] ..
o] ..

Il ..
S[]...

o] ..

N[] ..
N[ ..
N[] ...

N[] ...

N[ ...
crl...
c[] ..
[l ..
] ..
c[] ..
crl...

cl] ..
..
..
cl] ..
] ..

S[]...

N[] ...

O[]

N[]

Cl]
Cl]
O[]

Cl]

O[]
O[]

N[]

N[]
Cl]
Cl]

O[]

Cl]
N[]
Cl1]
Cl1]
O[]
Cl]
N[]

N[]
Cl1]
Cl1]
O[]
Cl]

Cl]

Cl]



1Z2BA |CYS376(N)

1Z2BA |CYS376(N)
1Z2BA |CYS376(N)

172BA |CYS376(N)

172BA |CYS376(N)
1Z2BA |CYS376(N)
172BA |CYS376(N)
1Z2BA |CYS376(CA)
1Z2BA | CYS376(CA)
1Z2BA |CYS376(CA)
1Z2BA |CYS376(CA)
172BA |CYS376(CA)
1Z2BA |CYS376(CA)
172BA |CYS376(C)
1Z2BA |CYS376(C)
1Z2BA |CYS376(C)
172BA |CYS376(0)
1Z2BA |CYS376(0)
172BA |CYS376(CB)
1Z2BA |CYS376(CB)
172BA | CYS376(CB)
1Z2BA |CYS376(SG)
1Z2BA | CYS376(SG)
172BA |CYS376(N)
1Z2BA |CYS376(N)
172BA |CYS376(N)
1Z2BA |CYS376(CA)
1Z2BA | CYS376(CA)
1Z2BA |CYS376(CA)
1Z2BA |CYS376(CA)
172BA |CYS376(CA)
1Z2BA |CYS376(C)
172BA | CYS376(C)
1Z2BA |CYS376(C)
172BA |CYS376(C)
172BA |CYS376(C)

172BA |CYS376(0)

1Z2BA |CYS376(0)
172BA |CYS376(0)
1Z2BA |CYS376(0)
172BA |CYS376(0)
1Z2BA |CYS376(0)
172BA |CYS376(CB)
1Z2BA |CYS376(CB)

172BA |CYS376(SG)

4.43| ALA374(0)

3.66 VAL375(N)
2.45|VAL375(CA)

2.26 | VAL375(0)

3.09 | VAL375(CB)
3.26 | VAL375(CG1)
4,54 | VAL375(CG2)
4.83 | VAL375(N)
3.79 | VALS375(CA)
2.39 |VAL375(C)
2.71|VAL375(0)
4.42 | VAL375(CB)
457 | VAL375(CG1)
4.91 VAL375(CA)
3.65 | VAL375(C)
4.00 VAL375(0)
4.47 | VAL375(C)
4.54 | VAL375(0)
4,55 | VAL375(CA)
3.24 |VAL375(C)
3.44 VAL375(0)
4.54 | VAL375(C)
4.27 VAL375(0)
2.99 |MET377(N)
4.37 | MET377(CA)
4,71 | MET377(CB)
2.47 |MET377(N)
3.82  MET377(CA)
4,58 MET377(C)
4.90 MET377(0)
4,32 | MET377(CB)
2.42 |MET377(CA)
3.08 MET377(C)
3.42| MET377(0)
3.03 MET377(CB)
4.43 MET377(CG)

2.22| MET377(N)

2.71|MET377(CA)
2.84| MET377(C)
2.73| MET377(0)
3.10 MET377(CB)
4.27|MET377(CG)
3.31| MET377(N)
4.66 MET377(CA)

4.35 | MET377(N)

1Z2BA

1Z2BA
172BA

172BA

172BA
172BA
172BA
1Z2BA
172BA
1Z2BA
1Z2BA
172BA
172BA
172BA
1Z2BA
172BA
172BA
1Z2BA
172BA
1Z2BA
172BA
1Z2BA
172BA
172BA
1Z2BA
172BA
1Z2BA
172BA
1Z2BA
172BA
172BA
1Z2BA
172BA
1Z2BA
172BA
172BA

172BA

172BA
172BA
172BA
172BA
1Z2BA
172BA
1Z2BA

172B

[D-A-AA]:82.3° [A-D-DD]:135.2° d_planarity:50.7°
a_planarity:24.1°, maximum distance exceeded,
bad a_angle(sp2)

[D-A-AA]:29.9° [A-D-DD]:91.5° d_planarity:0.4°
a_planarity:0.2°, bad a_angle(sp2)

[D-A-AA]:30.6° [A-D-DD]:92.4° d_planarity:6.3°
a_planarity:1.2°, bad a_angle(sp2)

A [D-A-AA]:44.1° [A-D-DD]:130.9° d_planarity:34.6°,

maximum distance exceeded, bad a_angle(sp3)

N[ ] ...

N[] ..
N[ ] ...

N[] ...

N[] ..
N[] ...

..
..
cl] ..
] ..

..
] ..
o] ..

..
] ..

S[]...
N[ ...
N[ ..

cl] ..
..

..
..
..
cl] ..
] ..
..

or]..

or]..
or]..
or]..
o] ..
or]..
] ..

S[] ..

O[]

N[]
Cl]

O[]

Cl]
Cl]

Cl1]
Cl1]
O[]
Cl]

Cl1]
O[]

Cl]

Cl1]
O[]

O[]
N[]
Cl]

N[]
Cl1]

Cl]
Cl1]
Cl1]
O[]
Cl]
Cl1]

N[]

Cl]
Cl]
O[]
Cl]
Cl]
N[]

N[]



172BA |CYS376(C)
172BA |CYS376(C)

172BA |CYS376(0)

172BA |CYS376(0)
1Z2BA |CYS376(0)
172BA |CYS376(0)
1Z2BA |CYS376(SG)

chainl
2BTPA |CYS134(N)
2BTPA |CYS134(N)

2BTPA | CYS134(CB)
2BTPA |CYS134(N)
2BTPA |CYS134(N)

2BTPA |CYS134(N)

2BTPA |CYS134(N)
2BTPA | CYS134(CA)
2BTPA | CYS134(CA)
2BTPA | CYS134(CA)
2BTPA | CYS134(CA)
2BTPA |CYS134(CA)
2BTPA | CYS134(C)
2BTPA |CYS134(C)
2BTPA | CYS134(C)
2BTPA |CYS134(0)
2BTPA |CYS134(0)
2BTPA |CYS134(0)
2BTPA |CYS134(0)
2BTPA | CYS134(CB)
2BTPA CYS134(CB)
2BTPA |CYS134(CB)
2BTPA CYS134(SG)
2BTPA | CYS134(SG)
2BTPA | CYS134(SG)
2BTPA |CYS134(N)
2BTPA |CYS134(N)
2BTPA | CYS134(CA)
2BTPA | CYS134(CA)
2BTPA | CYS134(CA)
2BTPA |CYS134(CA)
2BTPA | CYS134(C)
2BTPA |CYS134(C)

resl/atml | distance

3.99 | LEU378(N)
4.84|LEU378(CD2)

3.89 | LEU378(N)

4.81 | LEU3T78(CA)
4.76 |LEU378(CG)
4.18 | LEU378(CD2)
4.77|LEU378(CD2)

res2/atm2
4.27|VAL132(C)

4.04|VAL132(0)

4.94|VAL132(0)
3.67 |ALA133(N)
2.41| ALA133(CA)

2.25 ALA133(0)

3.03 ALA133(CB)
4.96  ALA133(N)
3.84 | ALA133(CA)
2.50 | ALA133(C)
2.86 |ALA133(0)
4.41 ALA133(CB)
4.86 | ALA133(CA)
3.73 | ALA133(C)
4.24| ALA133(0)
4.80 | ALA133(CA)
3.98 ALA133(C)
4,74 ALA133(0)
4.68 ALA133(CB)
4,55 ALA133(CA)
3.29 | ALA133(C)
3.55 | ALA133(0)
4.70 ALA133(CA)
3.91 ALA133(C)
4.60  ALA133(0)
3.74 | GLY135(N)
4.98 | GLY135(CA)
2.48 |GLY135(N)
3.87 |GLY135(CA)
4.40 | GLY135(C)
4.39 | GLY135(0)
2.46 |GLY135(CA)
2.91|GLY135(C)

1Z2BA
172BA

172BA

172BA
172BA
172BA
1Z2BA

chain2
2BTPA
2BTPA

2BTPA
2BTPA
2BTPA

2BTPA

2BTPA
2BTPA
2BTPA
2BTPA
2BTPA
2BTPA
2BTPA
2BTPA
2BTPA
2BTPA
2BTPA
2BTPA
2BTPA
2BTPA
2BTPA
2BTPA
2BTPA
2BTPA
2BTPA
2BTPA
2BTPA
2BTPA
2BTPA
2BTPA
2BTPA
2BTPA
2BTPA

[D-A-AA]:85.6° [A-D-DD]:121.5° d_planarity:37.2°
a_planarity:27.2°, maximum distance exceeded,
bad a_angle(sp2)

H-bonding
[D-A-AA]:92.5° [A-D-DD]:125.3° d_planarity:50.6°

a_planarity:19.4°, maximum distance exceeded

[D-A-AA]:29.5° [A-D-DD]:97.3° d_planarity:1.4°
a_planarity:1.8°, bad a_angle(sp2)

Cl

o[

Ol

1..N[1]

I1..N[]

1..Cl1

Charge

interaction

N[]
N[]

N[ ] ...
N[ ] ...

N[ ] ..
N[] ..

cl] ..
c[] ..
cl] ..
I ...

] ..
] ..

o[]..

] ..
c[] ..

S[]...

N[ ] ...

cl] ..
] ..
cl] ..
] ..
cl] ..
] ..

. C[1
- O[]

N[]
Cl1]

O[]
Cl1]

Cl]
Cl1]
O[]
Cl1]

Cl]
O[]

Cl1]

C[]
O[]

Cl]

N[]

N[]
Cl1]
Cl]
O[]
Cl]
Cl]



2BTPA | CYS134(C)
2BTPA |CYS134(0)

2BTPA |CYS134(0)
2BTPA |CYS134(0)
2BTPA |CYS134(0)
2BTPA | CYS134(CB)
2BTPA | CYS134(CB)

2BTPA |CYS134(SG)

2BTPA | CYS134(SG)
2BTPA | CYS134(C)
2BTPA | CYS134(C)
2BTPA | CYS134(C)

2BTPA |CYS134(0)

2BTPA |CYS134(0)
2BTPA |CYS134(0)
2BTPA |CYS134(0)
2BTPA |CYS134(N)
2BTPA |CYS134(N)

2BTPA |CYS134(N)

2BTPA | CYS134(C)
2BTPA | CYS134(C)
2BTPA | CYS134(C)
2BTPA | CYS134(C)

2BTPA |CYS134(0)

2BTPA |CYS134(0)
2BTPA |CYS134(0)
2BTPA |CYS134(0)
2BTPA |CYS134(0)
2BTPA |CYS134(0)
2BTPA |CYS134(0)
2BTPA |CYS134(N)
2BTPA |CYS134(N)
2BTPA |CYS134(N)
2BTPA |CYS134(N)
2BTPA |CYS134(N)
2BTPA | CYS134(CA)
2BTPA |CYS134(CA)
2BTPA | CYS134(CA)
2BTPA |CYS134(CA)
2BTPA | CYS134(CA)
2BTPA CYS134(C)
2BTPA | CYS134(C)
2BTPA | CYS134(C)
2BTPA |CYS134(C)
2BTPA | CYS134(C)

3.13|GLY135(0)
2.25|GLY135(N)

2.78|GLY135(CA)
2.69|GLY135(C)
2.96 GLY135(0)
2.96|GLY135(N)
4.37|GLY135(CA)

3.67|GLY135(N)

4.78|GLY135(CA)
3.81|ASP136(N)
4.90| ASP136(CA)
4.99| ASP136(C)

3.23 ASP136(N)

4.12 ASP136(CA)
3.93| ASP136(C)
4.85 ASP136(0)
4.80| ASP137(C)
454/ ASP137(CB)

4.76| ASP137(0D2)

4.44| ASP137(N)
4.79| ASP137(CA)
4.69| ASP137(C)
4.41|ASP137(CB)

3.27| ASP137(N)

3.55 ASP137(CA)
3,55 ASP137(C)
4.69| ASP137(0)
3.25|ASP137(CB)
451 ASP137(CG)
4.80| ASP137(0D2)
4.01| ARG138(N)
4.20 ARG138(CA)
3.80| ARG138(CB)
4.32| ARG138(CG)
4.84| ARG138(CD)
4.41 ARG138(N)
4.64 ARG138(CA)
3.87| ARG138(CB)
451 ARG138(CG)
4.65| ARG138(CD)
3.71| ARG138(N)
4.27| ARG138(CA)
3.64| ARG138(CB)
4.74 ARG138(CG)
5.00 ARG138(CD)

2BTPA

2BTPA

2BTPA
2BTPA
2BTPA
2BTPA
2BTPA

2BTPA

2BTPA
2BTPA
2BTPA
2BTPA

2BTPA

2BTPA
2BTPA
2BTPA
2BTPA
2BTPA

2BTPA

2BTPA
2BTPA
2BTPA
2BTPA

2BTPA

2BTPA
2BTPA
2BTPA
2BTPA
2BTPA
2BTPA
2BTPA
2BTPA
2BTPA
2BTPA
2BTPA
2BTPA
2BTPA
2BTPA
2BTPA
2BTPA
2BTPA
2BTPA
2BTPA
2BTPA
2BTPA

[D-A-AA]:30.3° [A-D-DD]:94.0° d_planarity:2.7°
a_planarity:1.5°, bad a_angle(sp2)

[D-A-AA]:52.9° [A-D-DD]:131.3° d_planarity:66.7°,
bad a_angle(sp3), bad d_planarity

[D-A-AAJ:108.1° [A-D-DD]:117.1° d_planarity:63.6°
a_planarity:10.4°, bad d_planarity

[D-A-AA]:97.7° [A-D-DD]:134.7° d_planarity:-18.9°
a_planarity:33.5°, maximum distance exceeded

[D-A-AA]:158.0° [A-D-DD]:88.8° d_planarity:-66.6°
a_planarity:8.2°, bad d_angle(sp2), bad d_planarity

] ..
or]..

o[]..
o]..

o[]..

Il ...
Il ...

S[]...

Il ..

o[]..

o]..
o[]..

] ..

cl] ..
o[]..

o]..
o[]..

o]..

N[] ...
N[] ..
N[] ..
N[ ...

Il ..

cl] ..

Il ..

c[] ..
cl] ..

O[]
N[]

Cl1]
Cl1]
O[]

N[]
Cl]

N[]

N[]

N[]

Cl1]
Cl1]

N[]

Cl1
N[]

Cl1]
Cl1]

Cl1]

N[]
Cl1]
Cl1]
Cl]

N[]

Cl1]

N[]

Cl1]
Cl1]



H-bond [D-A-AA]:134.9° [A-D-DD]:116.6° d_planarity:-

2BTPA |CYS134(0) 2.72 ARG138(N)  |2BTPA o' a_planarity:-69.1° O[]..N[]
2BTPA |CYS134(0) 3.61 ARG138(CA) |2BTPA O[]..C[]
2BTPA | CYS134(0) 4.88 ARG138(C) |[2BTPA
2BTPA |CYS134(0) 3.43 ARG138(CB) |2BTPA O[]..C[]
2BTPA |CYS134(0) 4.75 ARG138(CG) 2BTPA
chainl | resl/atml distance res2/atm2 | chain2 H-bonding in(t:er;zggi?)n
1Z7XW |CYS37(SG) 4.62|ILE9(CA)  |1Z7XW
1Z7XW |CYS37(SG) 3.99 | ILE9(C) 1Z7TXW S[1..C[]
1Z7XW |CYS37(SG) 3.69 | ILE9(0) 1Z7TXW S[]..0[1]
1Z7XW |CYS37(SG) 394 ILE9(CB)  |1Z7XW S[1..C[1]
1Z7XW |CYS37(SG) 3.62|ILE9(CG2) |1Z7XW S[1..C[]
1Z7XW |CYS37(SG) | 4.47 GLNIO(N)  |1Z7XW ﬁﬁmﬁdﬁgégce[ﬁxzeaa}%ig ;fgﬁé?gér;tzy):sw’ S[1- NI
1Z7XW |CYS37(SG) 458 GLN10(CA) |1Z7XW
1Z7XW |CYS37(SG) 4.71|GLN10(C) |1Z7XW
1Z7XW |CYS37(N) 474 CYS11(N) |1Z7XW
1Z7XW CYS37(SG) 4.40 CYSI1(N) 1Z7XW [D-A-AA]:1_17.4° [A-D-DD]:121.1° d_planarity:-58.2°, S[]...N[]
maximum distance exceeded
1Z7XW |CYS37(N) 495 GLUI2(N)  |1Z7XW
[D-A-AA]:143.5° [A-D-DD]:31.1° d_planarity:8.2°
1Z7XW |CYS37(N) 4.28|GLU12(0) [1Z7XW a_planarity:-46.5°, maximum distance exceeded, N[]..0[]
bad d_angle(sp2)
1Z7XW | CYS37(CA) 4.49 |GLUI2(N) |1Z7XW C[]..N[]
1Z7XW |CYS37(CA) 5.00 GLU12(CA) |1Z7XW
1Z7XW CYS37(CA) 431|GLUI2(C) |1Z7XW C[1..C[]
1Z7XW |CYS37(CA) 3.12 | GLU12(0) |1Z7XW C[]..0[1]
1Z7XW |CYS37(C) 470 GLUI12(C) |1Z7XW
1Z7XW |CYS37(C) 350 GLU12(0) |1Z7XW C[]..0[]
1Z7XW |CYS37(0) 4,60 GLU12(C) |1Z7XW
1Z7XW |CYS37(0) 3.43|GLU12(0) |1Z7XW O[]..0[]
1Z7XW |CYS37(CB) 4.95|GLUI2(N) |1Z7XW
1Z7XW |CYS37(CB) 4.75|GLU12(C)  |1Z7XW
1Z7XW |CYS37(CB) 358 GLU12(0) |1Z7XW C[]..0[1]
1Z7XW CYS37(SG) 436 GLUI2(N) | 1Z7XW ([inDS—t,:r;CAeA‘;];?Ség;(EA—D—DD]:102.8° d_planarity:-5.4°, maximum S[]...N[]
1Z7XW |CYS37(SG) 4.90 GLUI12(CA) |1Z7XW
1Z7XW |CYS37(SG) 485 GLU12(C) |1Z7XW
1Z7XW |CYS37(SG) 3.97 GLU12(0) |1Z7XW S[]..0[]
1Z7XW | CYS37(SG) 4.68 GLU12(CB) |1Z7XW | Negative
1Z7XW |CYS37(C) 4.81|GLUI3(CD) |1Z7XW
1Z7XW |CYS37(C) 4.29 | GLU13(OE1) |1Z7XW C[].. O[]
1Z7XW |CYS37(C) 4.84|GLU13(OE2) |1Z7XW
1Z7XW |CYS37(0) 4.64 GLU13(CA) |1Z7XW
1Z7XW |CYS37(0) 499 GLU13(C) |1Z7XW
1Z7XW |CYS37(0) 4.45 GLU13(CD) |1Z7XW o[]..C[]

1Z7XW |CYS37(0) 4.21 | GLU13(OEL) |1Z7XW O[]..O[-]



1Z7XW |CYS37(0)
1Z7XW CYS37(CA)
1Z7XW |CYS37(C)

1Z7XW | CYS37(0)

1Z7XW |CYS37(0)
1Z7XW |CYS37(0)
1Z7XW | CYS37(0)
1Z7XW |CYS37(CB)
1Z7XW | CYS37(CB)
1Z7XW |CYS37(SG)
1Z7XW |CYS37(SG)
1Z7XW |CYS37(N)

1Z7XW | CYS37(N)

1Z7XW | CYS37(CB)
1Z7XW |CYS37(CB)
1Z7XW | CYS37(CB)
1Z7XW |CYS37(CB)
1Z7XW |CYS37(SG)
1Z7XW |CYS37(SG)
1Z7XW |CYS37(SG)
1Z7XW |CYS37(SG)
1Z7XW |CYS37(SG)
1Z7XW |CYS37(N)

1Z7XW |CYS37(N)

1Z7XW |CYS37(N)

1Z7XW |CYS37(N)

1Z7XW |CYS37(CA)
1Z7XW CYS37(CA)
1Z7XW | CYS37(CB)
1Z7XW |CYS37(CB)
1Z7XW | CYS37(CB)

1Z7XW |CYS37(SG)

1Z7XW |CYS37(SG)
1Z7XW | CYS37(SG)
1Z7XW |CYS37(SG)
1Z7XW | CYS37(N)
1Z7XW |CYS37(N)

1Z7XW |CYS37(N)
1Z7XW |CYS37(N)
1Z7XW | CYS37(N)

1Z7XW |CYS37(N)

1Z7XW |CYS37(CA)
1Z7XW |CYS37(CA)

4.42
4.89
4.98

4.29

4.50
4.26
4.19
4.24
3.73
4.63
421
4.74

4.70

4.85
4.56
4.80
4.69
4.06
3.94
4.61
4.36
4.68
4.58
4.45
3.29

3.31

4.46
4.22
4.77
4.66
4.44

3.84

4.63
4.09
3.58
2.87
2.46

2.24

3.79

4.43

4.35

4.27
3.84

GLU13(OE2) | 1Z7XW
LEU14(CD1) |1Z7XW
LEU14(CD1) |1Z7XW

LEUL4(N)  |1Z7XW

LEU14(CB) |1Z7XW
LEU14(CG) |1Z7XW
LEU14(CD1) |1Z7XW
LEU14(CG) |1Z7XW
LEU14(CD1) |1Z7XW
LEU14(CG) |1Z7XW
LEU14(CD1) |1Z7XW
LEU34(C) |1Z7XW

LEU34(0)  |1Z7XW
LEU34(CA) |1Z7XW
LEU34(C)  |1Z7XW
LEU34(0) |1Z7XW
LEU34(CB) |1Z7XW
LEU34(CA) |1Z7XW
LEU34(C)  |1Z7XW
LEU34(0)  |1Z7XW
LEU34(CB) |1Z7XW
LEU34(CD2) |1Z7XW
ASP35(N) | 1Z7XW
ASP35(CA) |1Z7XW
ASP35(C)  |1Z7XW
ASP35(0)  |1Z7XW
ASP35(C)  |1Z7XW
ASP35(0)  |1Z7XW
ASP35(N) | 1Z7XW
ASP35(C)  |1Z7XW
ASP35(0) | 1Z7XW
ASP35(N)  |1Z7XW
ASP35(CA) |1Z7XW
ASP35(C)  |1Z7XW
ASP35(0)  |1Z7XW
ASP36(N)  |1Z7XW
ASP36(CA) |1Z7XW
ASP36(0)  |1Z7XW
ASP36(CB) |1Z7XW
ASP36(CG) |1Z7XW
ASP36(0D1) |1Z7XW
ASP36(N)  |1Z7XW
ASP36(CA) |1Z7XW

[D-A-AA]:137.3° [A-D-DD]:115.1° d_planarity:-34.6°
a_planarity:-60.3°, maximum distance exceeded

[D-A-AA]:84.2° [A-D-DD]:111.9° d_planarity:-40.3°
a_planarity:57.9°, maximum distance exceeded,
bad a_angle(sp2)

[D-A-AA]:78.4° [A-D-DD]:119.6° d_planarity:65.8°
a_planarity:46.7°, bad a_angle(sp2), bad d_planarity

[D-A-AA]:111.0° [A-D-DD]:113.7° d_planarity:-79.4°,
bad d_planarity

[D-A-AA]:30.1° [A-D-DD]:95.3° d_planarity:3.3°
a_planarity:4.7°, bad a_angle(sp2)

[D-A-AA]:85.7° [A-D-DD]:125.3° d_planarity:40.0°
a_planarity:36.1°, maximum distance exceeded,
bad a_angle(sp2)
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S[]...
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S[]...
S[]...

N[]...
N[]...

N[]...
N[]...
N[]...
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c[] ..
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O[]

N[]

Cl1]
Cl]
Cl]
Cl]

Cl]

Cl]
Cl1]

Cl]

Cl1]
Cl]

O[]

Cl]
O[]

O[]
N[]

C[]
O[]

N[]
Cl]

O[]

Cl1]
Cl]

O[]

N[]
Cl]



1Z7XW CYS37(CA)
1Z7XW | CYS37(CA)
1Z7XW |CYS37(C)
1Z7XW |CYS37(C)
1Z7XW |CYS37(C)
1Z7XW |CYS37(0)
1Z7XW |CYS37(0)
1Z7XW |CYS37(CB)
1Z7XW | CYS37(CB)
1Z7XW |CYS37(CB)
1Z7XW |CYS37(CB)

1Z7XW |CYS37(SG)

1Z7XW |CYS37(SG)
1Z7XW | CYS37(SG)
1Z7XW |CYS37(SG)
1Z7XW |CYS37(N)
1Z7XW |CYS37(N)
1Z7XW |CYS37(N)
1Z7XW | CYS37(CA)
1Z7XW |CYS37(CA)
1Z7XW | CYS37(CA)
1Z7XW |CYS37(C)
1Z7XW |CYS37(C)
1Z7XW |CYS37(C)

1Z7XW |CYS37(0)

1Z7XW |CYS37(0)
1Z7XW |CYS37(0)
1Z7XW |CYS37(0)
1Z7XW |CYS37(CB)
1Z7XW |CYS37(CB)
1Z7XW |CYS37(N)
1Z7XW | CYS37(CA)
1Z7XW |CYS37(C)
1Z7XW |CYS37(C)
1Z7XW |CYS37(C)
1Z7XW |CYS37(C)

1Z7XW | CYS37(0)

1Z7XW |CYS37(0)
1Z7XW |CYS37(0)
1Z7XW |CYS37(0)
1Z7XW |CYS37(CB)
1Z7XW CYS37(CB)
1Z7XW |CYS37(CB)

1Z7XW | CYS37(N)

1Z7XW |CYS37(N)
1Z7XW |CYS37(N)

2.45
2.79
4.75
3.49

ASP36(C)
ASP36(0)
ASP36(CA)
ASP36(C)
3.83 | ASP36(0)
4.63 | ASP36(C)
4.84 | ASP36(0)
4.79 | ASP36(N)
4.80 | ASP36(CA)
3.56 | ASP36(C)
3.95 | ASP36(0)

4.70| ASP36(N)

4.97
3.87
4.05
2.76

ASP36(CA)
ASP36(C)
ASP36(0)
GLY38(N)
4.20 | GLY38(CA)
4.97 GLY38(C)
2.44|GLY38(N)
3.81 | GLY38(CA)
451 GLY38(C)
2.44|GLY38(CA)
3.10 GLY38(C)
4.02 |GLY38(0)

2.26|GLY38(N)

2.80
3.09
3.69
3.59
4.82
471
4.45
3.30
4.56
4.61
4.87

GLY38(CA)
GLY38(C)
GLY38(0)
GLY38(N)
GLY38(CA)
LEU39(N)
LEU39(N)
LEU39(N)
LEU39(CA)
LEU39(CG)
LEU39(CD2)

3.45 LEU39(N)

4.49
4.60
4.48
4.82
4.49
4.59

LEU39(CA)
LEU39(CG)
LEU39(CD2)
LEU39(N)
LEU39(CG)

LEU39(CD2)
457 |SER64(O)

3.94| ASNG5(CG)
3.02

1Z7TXW
1Z7XW
1Z7XW
1Z7XW
1Z7XW
1Z7TXW
1Z7XW
1Z7XW
1Z7XW
1Z7XW
1Z7TXW

1Z7XW

1Z7XW
1Z7TXW
1Z7XW
1Z7XW
1Z7XW
1Z7XW
1Z7TXW
1Z7XW
1Z7TXW
1Z7XW
1Z7XW
1Z7XW

1Z7XW

1Z7TXW
1Z7XW
1Z7XW
1Z7TXW
1Z7XW
1Z7XW
1Z7XW
1Z7XW
1Z7TXW
1Z7TXW
1Z7TXW

1Z7XW

1Z7XW
1Z7XW
1Z7XW
1Z7XW
1Z7TXW
1Z7XW

1Z7TXW

1Z7TXW

[D-A-AA]:82.1° [A-D-DD]:91.7° d_planarity:49.8°, maximum
distance exceeded

[D-A-AA]:29.4° [A-D-DD]:95.1° d_planarity:2.1°
a_planarity:0.0°, bad a_angle(sp2)

[D-A-AA]:72.4° [A-D-DD]:127.3° d_planarity:77.4°
a_planarity:44.5°, bad a_angle(sp2), bad d_planarity

[D-A-AA]:126.9° [A-D-DD]:152.0° d_planarity:-75.7°
a_planarity:63.2°, maximum distance exceeded, bad d_planarity
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ASNG5(0D1) | 1Z7XW |H-bond [D-A-AA]:130.6° [A-D-DD]:105.6° d_planarity:-26.7° |N[ ] ...
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N[]

N[]
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Cl]

Cl]
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O[]



a_planarity:-35.9°

1Z7XW | CYS37(N) 4.22 | ASNB5(ND2) | 1Z7XW N[]...N[]
1Z7XW |CYS37(CA) 479 ASNB5(CG) |1Z7XW

1Z7XW |CYS37(CA) 3.70 ASN65(0D1) |1Z7XW C[]..0[]
1Z7XW | CYS37(C) 4.83| ASNB5(CG) |1Z7XW

1Z7XW |CYS37(C) 3.60 | ASNB5(0D1) | 1Z7XW C[]..0[]
1Z7XW | CYS37(0) 4.49 | ASNB5(0OD1) | 1Z7XW O[]..0[1]
1Z7XW CYS37(CB) 4.10 ASNB5(0OD1) | 1Z7XW C[1..0[]
chainl | resl/atml |distance| res2/atm2 | chain2 H-bonding in&?’gggﬁm

[D-A-AA]:134.8° [A-D-DD]:153.2° d_planarity:-21.8°

1Z7XW | CYS247(N) 4.95 GLY242(0) | 1Z7XW a_planarity:11.3°, maximum distance exceeded

1Z7XW |CYS247(N) 4.97 MET243(CA) [1Z7XW

1Z7XW |CYS247(N) 4.10 MET243(C) |1Z7XW N[]..C[]

1Z7XW | CYS247(N) 291 MET243(0)  |1Z7XW gg"’;‘i&gnﬁrgﬁ‘]gé?o [A-D-DDJ:110.3° d_planarity:- 1y op)

1Z7XW |CYS247(CA) 493 MET243(C) |1Z7XW

1Z7XW |CYS247(CA) 3.68 MET243(0) |1Z7XW C[]..0[]

1Z7XW |CYS247(C) 4.94 MET243(0) |1Z7XW

1Z7XW |CYS247(CB) 443 MET243(C) |1Z7XW C[]..C[]

1Z7XW |CYS247(CB) 3.27 MET243(0) |1Z7TXW C[]..0[]

1Z7XW |CYS247(SG) 4.69 MET243(CA) [1Z7XW

1Z7XW |CYS247(SG) 4.18 MET243(C) |1Z7XW S[]..C[]

1Z7XW |CYS247(SG) 3.23 MET243(0) |1Z7TXW S[]...0[]

1Z7XW |CYS247(SG) 4.72 MET243(CB) |1Z7XW

1Z7XW |CYS247(SG) 3.80 MET243(CE) |1Z7TXW S[]...C[]

1Z7XW |CYS247(N) 4.96 ALA244(N) |1Z7XW

1Z7XW |CYS247(N) 491 ALA244(CA) |1Z7XW

1Z7XW |CYS247(N) 429 ALA244(C) |1Z7XW N[1..C[]
[D-A-AA]:83.5° [A-D-DD]:106.6° d_planarity:-49.0°

1Z7XW |CYS247(N) 4.26 |ALA244(0)  |1Z7XW |a_planarity:79.3°, maximum distance exceeded, N[]..0[1]
bad a_angle(sp2)

1Z7XW |CYS247(CA) 4.88 ALA244(0) |1Z7XW

1Z7XW |CYS247(CB) 5.00 ALA244(CA) |1ZTXW

1Z7XW |CYS247(CB) 4.98 ALA244(C) |1Z7XW

1Z7XW |CYS247(CB) 4.80 ALA244(0) |1Z7XW

1Z7XW |CYS247(N) 438 GLU245(N) |1Z7XW N[]1..N[]

1Z7XW |CYS247(N) 4.55 GLU245(CA) |1Z7XW

1Z7XW |CYS247(N) 3.57 GLU245(C) |1Z7TXW N[]..C[]
[D-A-AA]:60.7° [A-D-DD]:137.3° d_planarity:67.3°

1Z7XW |CYS247(N) 4,01 GLU245(0) |1Z7XW |a_planarity:42.3°, maximum distance exceeded, N[]..0[]
bad a_angle(sp2), bad d_planarity

1Z7XW |CYS247(CA) 4.87 GLU245(C) |1Z7XW

1Z7XW |CYS247(N) 2.76 LEU246(N) |1Z7TXW N[]1..N[]

1Z7XW |CYS247(N) 2.39 LEU246(CA) |1Z7TXW N[]..C[]

[D-A-AA]:29.0° [A-D-DD]:95.9° d_planarity:4.6° N[]... O[]
a_planarity:2.2°, bad a_angle(sp2)

1Z7XW |CYS247(N) 3.07|LEU246(CB) |1Z7XW N[]..C[]

1Z7XW |CYS247(N) 2.27 LEU246(0) 1Z7XW



1Z7XW |CYS247(N)
1Z7XW |CYS247(N)
1Z7XW |CYS247(CA)
1Z7XW |CYS247(CA)
1Z7XW |CYS247(CA)
1Z7XW |CYS247(CA)
1Z7XW |CYS247(CA)
1Z7XW |CYS247(C)
1Z7XW CYS247(C)
1Z7XW |CYS247(C)
1Z7XW |CYS247(C)
1Z7XW |CYS247(0)
1Z7XW |CYS247(0)
1Z7XW |CYS247(CB)
1Z7XW |CYS247(CB)
1Z7XW |CYS247(CB)
1Z7XW |CYS247(CB)
1Z7XW |CYS247(SG)
1Z7XW |CYS247(N)
1Z7XW |CYS247(N)
1Z7XW |CYS247(N)
1Z7XW |CYS247(N)
1Z7XW |CYS247(N)
1Z7XW |CYS247(N)
1Z7XW |CYS247(CA)
1Z7XW |CYS247(CA)
1Z7XW |CYS247(CA)
1Z7XW |CYS247(CA)
1Z7XW |CYS247(CA)
1Z7XW |CYS247(CA)
1Z7XW |CYS247(C)
1Z7XW |CYS247(C)
1Z7XW CYS247(C)
1Z7XW |CYS247(C)
1Z7XW CYS247(C)
1Z7XW |CYS247(C)
1Z7XW |CYS247(0)
1Z7XW |CYS247(0)
1Z7XW |CYS247(0)
1Z7XW |CYS247(0)
1Z7XW |CYS247(0)
1Z7XW |CYS247(0)
1Z7XW |CYS247(0)
1Z7XW |CYS247(CB)
1Z7XW |CYS247(CB)
1Z7XW |CYS247(CB)
1Z7XW |CYS247(N)
1Z7XW |CYS247(CA)
1Z7XW |CYS247(C)

4,00 LEU246(CG)
4.92|LEU246(CD1)
4.20 | LEU246(N)
3.78 LEU246(CA)
2.45|LEU246(C)
2.83|LEU246(0)
4.34|LEU246(CB)
4.88 | LEU246(N)
4.51 | LEU246(CA)
3.08|LEU246(C)
2.97 | LEU246(0)
4,02 |LEU246(C)
3.63|LEU246(0)
4.94] LEU246(N)
4.83 | LEU246(CA)
3.75 LEU246(C)
4.34|LEU246(0)
4.47 |LEU246(C)
2.88|PRO248(N)
4.26|PRO248(CA)
4.80 PRO248(C)
4.90 PRO248(CB)
4.49 PRO248(CG)
2.97|PRO248(CD)
2.51|PRO248(N)
3.81|PRO248(CA)
4.34|PRO248(C)
4.83 | PRO248(CB)
4,56 PRO248(CG)
3.18|PRO248(CD)
2.37|PRO248(CA)
2.92|PRO248(C)
3.74|PRO248(0)
3.61|PRO248(CB)
3.65 PRO248(CG)
2.61|PRO248(CD)
2.26|PRO248(N)
2.63|PRO248(CA)
2.75|PRO248(C)
3.19|PRO248(0)
4.11 PRO248(CB)
4.45 PRO248(CG)
3.68|PRO248(CD)
3.46 |PRO248(N)
4.76| PRO248(CA)
3.88|PRO248(CD)
4.46 | GLY249(N)
4.31|GLY249(N)
3.21|GLY249(N)

1Z7TXW
1Z7XW
1Z7XW
1Z7XW
1Z7XW
1Z7TXW
1Z7XW
1Z7XW
1Z7TXW
1Z7XW
1Z7XW
1Z7XW
1Z7TXW
1Z7XW
1Z7XW
1Z7XW
1Z7XW
1Z7TXW
1Z7XW
1Z7XW
1Z7XW
1Z7XW
1Z7TXW
1Z7XW
1Z7TXW
1Z7XW
1Z7XW
1Z7XW
1Z7XW
1Z7TXW
1Z7XW
1Z7TXW
1Z7XW
1Z7XW
1Z7XW
1Z7XW
1Z7TXW
1Z7XW
1Z7XW
1Z7XW
1Z7XW
1Z7TXW
1Z7XW
1Z7TXW
1Z7TXW
1Z7XW
1Z7XW
1Z7XW
1Z7TXW
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cl] ..
] ..
] ..
cl] ..
] ..
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o[]..

] ..
cr] ..
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N[ ] ...

N[] ...
N[ ] ...
cl] ..
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o[]..
o[]..
o[]..
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Cl]
Cl]
O[]
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Cl1]
O[]
Cl1]
O[]

Cl]
O[]
Cl]
N[]
Cl1]

Cl]
Cl1]
N[]
Cl]
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Cl]
Cl]
Cl]
O[]
Cl]
Cl]
Cl]
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Cl1]
Cl1]
O[]
Cl1]
Cl]
Cl1]
N[]

Cl1
N[]
N[]
N[]



1Z7XW CYS247(C)
1Z7XW |CYS247(C)

1Z7XW |CYS247(0)

1Z7XW |CYS247(0)
1Z7XW |CYS247(0)
1Z7XW |CYS247(0)
1Z7XW |CYS247(N)
1Z7XW |CYS247(N)
1Z7XW |CYS247(N)
1Z7XW |CYS247(N)
1Z7XW |CYS247(CA)
1Z7XW |CYS247(CA)
1Z7XW |CYS247(CA)
1Z7XW |CYS247(CA)
1Z7XW |CYS247(CA)
1Z7XW |CYS247(C)
1Z7XW CYS247(C)
1Z7XW |CYS247(C)
1Z7XW |CYS247(C)
1Z7XW |CYS247(C)
1Z7XW |CYS247(C)

1Z7XW |CYS247(0)

1Z7XW |CYS247(0)
1Z7XW |CYS247(0)
1Z7XW |CYS247(0)
1Z7XW |CYS247(0)
1Z7XW |CYS247(0)
1Z7XW |CYS247(0)
1Z7XW |CYS247(CB)
1Z7XW |CYS247(SG)
1Z7XW |CYS247(C)
1Z7XW CYS247(C)
1Z7XW |CYS247(C)
1Z7XW |CYS247(C)

1Z7XW |CYS247(0)

1Z7XW |CYS247(0)
1Z7XW |CYS247(0)
1Z7XW |CYS247(0)
1Z7XW |CYS247(0)
1Z7XW |CYS247(0)
1Z7XW |CYS247(CB)
1Z7XW |CYS247(CB)
1Z7XW |CYS247(CB)
1Z7XW |CYS247(SG)
1Z7XW |CYS247(SG)
1Z7XW |CYS247(SG)
1Z7XW |CYS247(SG)

4.43|GLY249(CA)
4,56 |GLY?249(C)

3.24|GLY249(N)

4.22|GLY249(CA)
4.01|GLY?249(C)
4.95GLY249(0)
4.95 | LEU250(N)
4.91 | LEU250(CB)
4.65 LEU250(CG)
4.17 |LEU250(CD1)
4.41 | LEU250(N)
4.84 | LEU250(CA)
4.10 | LEU250(CB)
4.25 LEU250(CG)
3.86|LEU250(CD1)
3.81|LEU250(N)
4.46 | LEU250(CA)
4.81|LEU250(C)
4.19 | LEU250(CB)
4.75 | LEU250(CG)
4.80 | LEU250(CD1)

3.26 LEU250(N)

3.69|LEU250(CA)
3.74|LEU250(C)

4.88 | LEU250(0)

3.60| LEU250(CB)
4,53 LEU250(CG)
4.82|LEU250(CD1)
452 |LEU250(CD1)
3.96 | LEU250(CD1)
4.16 | LEU251(N)

4.71|LEU251(CB)
4.35|LEU251(CG)
4.42 |LEU251(CD1)

2.98|LEU251(N)

3.88|LEU251(CA)
3.58|LEU251(CB)
3.32|LEU251(CG)
3.70|LEU251(CD1)
4.63|LEU251(CD2)
4.67| ASP274(C)
4.37| ASP274(0)
4.46| ASP274(CB)
4,61 ASP274(CA)
3.92|ASP274(C)
3.92|ASP274(0)
4.02| ASP274(CB)

1Z7TXW
1Z7XW

1Z7XW

1Z7XW
1Z7XW
1Z7XW
1Z7TXW
1Z7XW
1Z7XW
1Z7XW
1Z7XW
1Z7TXW
1Z7XW
1Z7TXW
1Z7XW
1Z7XW
1Z7XW
1Z7XW
1Z7XW
1Z7XW
1Z7TXW

1Z7XW

1Z7XW
1Z7TXW
1Z7XW
1Z7XW
1Z7XW
1Z7XW
1Z7TXW
1Z7XW
1Z7XW
1Z7XW
1Z7XW
1Z7TXW

1Z7XW

1Z7XW
1Z7TXW
1Z7XW
1Z7XW
1Z7XW
1Z7XW
1Z7TXW
1Z7XW
1Z7XW
1Z7XW
1Z7XW
1Z7XW

[D-A-AA]:77.8° [A-D-DD]:122.0° d_planarity:68.7°
a_planarity:54.2°, bad a_angle(sp2), bad d_planarity

H-bond [D-A-AA]:107.5° [A-D-DD]:94.8° d_planarity:-

55.1° a_planarity:-83.8°

H-bond [D-A-AA]:160.3° [A-D-DD]:117.2° d_planarity:-

27.1° a_planarity:87.9°
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[D-A-AA]:121.1° [A-D-DD]:85.0° d_planarity:70.9°,
1Z7XW |CYS247(SG) 4.01 LEU275(N) 1Z7XW |maximum distance exceeded, bad d_angle(sp2), S[T1...N[]
bad d_planarity

1Z7XW |CYS247(SG) | 4.15|LEU275(CA) |1Z7XW S[1..C[]
1Z7XW |CYS247(SG) | 4.82|LEU275(CB) |1Z7XW
1Z7XW |CYS247(SG) | 4.97|LEU275(CG) |1Z7XW

1Z7XW | CYS247(SG) 4.00 | LEU275(CD1) |1Z7XW S[1...C[]
1Z7XW [CYS247(CA)|  4.22|VAL278(CG2) |1Z7XW Cl1..Cl]
1Z7XW | CYS247(C) 4.60 | VAL278(CG2) | 1Z7XW
1Z7XW |CYS247(0) 4.08 | VAL278(CG2) | 1Z7XW o[]..C[]
1Z7XW | CYS247(CB) 3.79 VAL278(CG2) | 1Z7XW C[1..C[]
1Z7XW | CYS247(SG) 479 VAL278(CB) |1Z7XW
1Z7XW | CYS247(SG) 3.70 VAL278(CG2) | 1Z7XW S[1...C[1]
chainl | resl/atml |distance res2/atm2 chain2 H-bonding ing;zggieon
1ZNQO | CYS152(N) 4.54| ALA150(C) 1ZNQO

[D-A-AA]:79.7° [A-D-DD]:144.7° d_planarity:57.4°
1ZNQO |CYS152(N) 4.59 ALA150(0) 1ZNQO a_planarity:19.2°, maximum distance exceeded,

bad a_angle(sp2)
1ZNQO |CYS152(N) 3.66 |SER151(N) 1ZNQO N[]...N[]
1ZNQO | CYS152(N) 2.42 |SER151(CA) |1ZNQO N[]..C[]

0 [D-A-AA]:29.7° [A-D-DD]:93.5° d_planarity:0.4° N[]..O[]
a_planarity:0.6°, bad a_angle(sp2)

1ZNQO |CYS152(N) 3.04|SER151(CB)  |1ZNQO N[]..C[]
H-bond [D-A-AA]:64.3° [A-D-DD]:124.3°

1ZNQO |CYS152(N) 2.25 |SER151(0) 1ZNQ

1ZNQO CYsIS2(N) | 338|SERIS1(0G) |12NQo 4 Eone [EEY N[]..O[]
1ZNQO (CYSI52(CA) 488 SERISI(N)  1ZNQO

1ZNQO (CYSI52(CA)  3.79 |SERISL(CA) | 1ZNQO 1.1
1ZNQO (CYSI52(CA) 242 |SERIS1(C)  1ZNQO Cr1..c[]
1ZNQO (CYSI52(CA) 275 |SERIS1(0) | 1ZNQO C[]..0[]
1ZNQO |CYS152(CA)|  4.35 SERIS1(CB)  |1ZNQO Cr1..Cl]
1ZNQO (CYSI52(CA) 436 SERIS1(0G) | 1ZNQO 1. o]
1ZNQO | CYS152(C) | 4.30 SERISL(CA) |1ZNQO Cr1..Cl1
1ZNQO (CYSI52(C) | 289|SERISL(C)  1ZNQO Cr1..c[1
1ZNQO (CYSI52(C) | 2.76|SERIS1(0)  1ZNQO C[]..0[]
1ZNQO (CYSI52(C) | 458 SERISL(CB) | 1ZNQO

1ZNQO (CYSI52(C) | 410 SERIS1(OG)  1ZNQO C[]... 0[]
1ZNQO | CYS152(0) | 3.64 SERISL(C)  |1ZNQO or1..c[l
1ZNQO (CYS152(0) | 311|SERIS1(0)  1ZNQO O[1..0[]
1ZNQO CYS152(0) | 4.92 SER151(0G) | 1ZNQO %)ﬁm’tﬁ];itgnC[eAeEceDedDe]dl%ggai"a—r‘]’;gé"srr'%650

1ZNQO | CYS152(CB)|  4.88 SERISL(CA)  |1ZNQO

1ZNQO (CYSI52(CB)  3.74|SERIS1(C)  1ZNQO Cr1..c1
1ZNQO (CYSI52(CB)| 427 |SERIS1(0)  1ZNQO C[]..o[]
1ZNQO (CYSI152(SG) | 438 SERISL(C) | 1ZNQO S[1..C[1

1ZNQO |CYS152(SG) | 4.99 |SER151(CB)  |1ZNQO
1ZNQO |CYS152(N) 2.82|THR153(N)  |1ZNQO N[]..N[]
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4.22 THR153(CA)
4.77| THR153(C)
2.43| THR153(N)
3.80 THR153(CA)
4.50 | THR153(C)
4.88 THR153(CB)
4.89| THR153(0G1)
2.43| THR153(CA)
3.09 THR153(C)
3.98| THR153(0)
3.72| THR153(CB)
4.01| THR153(0G1)
4.91 THR153(CG2)

2.24| THR153(N)

2.75| THR153(CA)
3.01|THR153(C)
3.57 THR153(0)
4.26 THR153(CB)

4.73| THR153(0G1)

3.09 THR153(N)
4.41 | THR153(CA)
4.82 | THR153(0G1)

3.39| THR153(N)
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4.08| THR153(0G1)
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4.48 | THR154(N)
3.34| THR154(N)
4,56 THR154(CA)
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4.14 | THR154(C)
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4.76| ASN155(N)
4.82| ASN155(CB)
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4,65 ASN155(CA)
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1ZNQO [D-A-AA]:29.9° [A-D-DD]:93.7° d_planarity:1.3°
a_planarity:1.6°, bad a_angle(sp2)

1ZNQO

1ZNQO

1ZNQO

1ZNQO

1ZNQO [D-A-AA]:4_7.7° [A-D-DD]:62.2° a_planarity:21.2°,
maximum distance exceeded, bad a_angle(sp2)

1ZNQO

1ZNQO
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1ZNQO H-b(gnd [D-A-AA]:64.8° [A-D-DD]:139.4° d_planarity:-
57.0

1ZNQO

1ZNQO

1ZNQO E)?:;—Cﬁ?]:lozw [A-D-DD]:115.6°, maximum distance
1ZNQO
1ZNQO
1ZNQO
1ZNQO
1ZNQO

1ZNQO [D-A-AA]:75.9°°[A-D-DD]:123.6° d_planarity:73_.1°
a_planarity:46.6°, bad a_angle(sp2), bad d_planarity

1ZNQO

1ZNQO

1ZNQO

[D-A-AA]:117.0° [A-D-DD]:87.1° d_planarity:29.1°
1ZNQO a_planarity:25.5°, maximum distance exceeded,
bad d_angle(sp2)
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1ZNQO
1ZNQO
1ZNQO

H-bond [D-A-AA]:112.6° [A-D-DD]:98.9° d_planarity:-

1ZNQO 41.3° a_planarity:79.4°
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CYS152(CB)

3.90| ASN155(C)
4,93 ASN155(0)
3.65| ASN155(CB)
4.76 | ASN155(CG)
4,84 ASN155(0D1)
4.48|CYS156(N)
4.97 | CYS156(CB)

3.37|CYS156(N)

4.26|CYS156(CA)
3.99 | CYS156(CB)
4.73 | HIS179(CE1)

4,55 | HIS179(ND1)

3.50 | HIS179(CE1)
4.18 |HIS179(NE2)
5.00 |SER292(0)
4.94| TYR314(CD2)
455 TYR314(CE2)
4.22| TYR314(CD2)
3.73| TYR314(CE2)
4.68 TYR314(CZ)
4.86 | TYR314(0OH)
4.86| TYR314(CG)
3.80 | TYR314(CD2)
3.65 | TYR314(CE2)
4.63 TYR314(CZ)
4,58 TYR314(CD2)
4.12| TYR314(CE2)
4.60 TYR314(CE2)
4.93| ASN316(0)
4.18| ASN316(CA)
4.45| ASN316(C)
3.78  ASN316(0)
3.97 | ASN316(CB)
4.93| ASN316(CA)
4.67| ASN316(0)
4.14| ASN316(CB)
452 TYR320(CG)
3.73|TYR320(CD1)
3.88 | TYR320(CE1)
4.77| TYR320(CZ)
451 TYR320(CB)
4.35| TYR320(CG)
3.73|TYR320(CD1)
4.36 TYR320(CE1)
4.92| TYR320(CD1)
4.48 TYR320(CB)
4.62| TYR320(CG)
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H-bond [D-A-AA]:150.4° [A-D-DD]:118.7° d_planarity:-
50.7° a_planarity:37.9°

[D-A-AA]:122.5° [A-D-DD]:137.6° d_planarity:20.1°,
maximum distance exceeded
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1ZNQO CYS152(CB) | 4.45 TYR320(CD1) |1ZNQO C[1..C[]

1ZNQO |CYS152(N) 4.36 NAD1001(C4N) |1ZNQO N[]..C[]
1ZNQO |CYS152(N) 3.48| NAD1001(C5N) | 1ZNQO N[]..C[]
1ZNQO |CYS152(N) 4.17 NAD1001(C6N) |1ZNQO N[]..C[]
1ZNQO |CYS152(CA)|  4.33| NAD1001(C4N) | 1ZNQO C[]..CI1
1ZNQO |CYS152(CA)|  3.89| NAD1001(C5N) | 1ZNQO Cl]..Cl]

1ZNQO |CYS152(CA)|  4.91|NAD1001(C6N) | 1ZNQO
1ZNQO |CYS152(CB)|  4.71|NAD1001(C3N) | 1ZNQO

1ZNQO CYS152(CB)|  3.31/ NAD1001(C4N) 1ZNQO crl..cll
1ZNQO CYSI52(CB)|  3.39 NAD1001(C5N) 1ZNQO Crl1... Il
1ZNQO CYS152(CB)|  4.60 NAD1001(C6N) 1ZNQO

1ZNQO CYS152(SG) | 4.27 NAD1001(C3N) 1ZNQO S[]...C[]
1ZNQO |CYS152(SG) | 4.86 NAD1001(O7N) 1ZNQO gg;':e'd'zﬁ]:gl"ls [A-D-DD]:89.57, maximum distance

1ZNQO CYS152(SG) | 3.26 NAD1001(C4N) 1ZNQO S[]...¢[]
1ZNQO CYS152(SG) | 3.45 NAD1001(C5N) 1ZNQO S[]..C[]
1ZNQO CYS152(SG) | 4.40 NAD100L(C6N) 1ZNQO | Ligand S[]..¢[]
hainl | resl/atml |distance| res2/atm2 | chain2 H-bonding _ Charge

interaction

1ZNQO |CYS247(SG) 458 ILE164(CG2) |1ZNQO
1ZNQO |CYS247(CB) 4.81 ILE170(CG1) |1ZNQO
1ZNQO |CYS247(CB) 4.18 ILE170(CG2) |1ZNQO C[]..C[1]
1ZNQO |CYS247(SG) 4.68 ILE170(CG1) |1ZNQO
1ZNQO |CYS247(SG) 5.00 ILE170(CG2) 1ZNQO
1ZNQO |CYS247(SG) 4.84|1LE170(CD1) |1ZNQO
[D-A-AA]:136.0° [A-D-DD]:24.0° d_planarity:8.5°

1ZNQO |CYS247(N) 4.58|GLU172(0) |1ZNQO |a_planarity:0.7°, maximum distance exceeded,
bad d_angle(sp2)
1ZNQO |CYS247(CA) 4.37 GLU172(C) |1ZNQO C[]..C[1]
1ZNQO |CYS247(CA) 3.31/GLU172(0) |1ZNQO C[]..0[]
1ZNQO |CYS247(C) 4.86|GLU172(C) |1ZNQO
1ZNQO |CYS247(C) 3.64 GLU172(0) |1ZNQO C[]..0[]
1ZNQO |CYS247(0) 4.87 GLU172(0) |1ZNQO
1ZNQO |CYS247(CB) 432 GLU172(C) |1ZNQO C[]..C[1]
1ZNQO |CYS247(CB) 341 /GLU172(0) 1ZNQO C[]..0[]
1ZNQO |CYS247(N) 4.66 |GLY173(CA) |1ZNQO
1ZNQO |CYS247(CA) 472 GLY173(N) |1ZNQO
1ZNQO |CYS247(CA) 4.04|GLY173(CA) |1ZNQO C[]..C[]
1ZNQO |CYS247(CB) 459 GLY173(N) |1ZNQO
1ZNQO |CYS247(CB) 3.95 GLY173(CA) 1ZNQO C[]..C[]
1ZNQO |CYS247(N) 4.02 LEU245(C) 1ZNQO N[]..C[]
[D-A-AA]:80.7° [A-D-DD]:145.2° d_planarity:-86.2°
1ZNQO |CYS247(N) 4.03 LEU245(0) 1ZNQO |a_planarity:33.2°, maximum distance exceeded, N[]..0O[]
bad a_angle(sp2), bad d_planarity
1ZNQO |CYS247(N) 4.78 LEU245(CG) |1ZNQO
1ZNQO |CYS247(N) 4.90 LEU245(CD1) |1ZNQO
1ZNQO |CYS247(CB) 4.50 LEU245(CG) |1ZNQO C[]..C[]

1ZNQO |CYS247(CB)|  4.51|LEU245(CD1) |1ZNQO
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4.94|LEU245(CD2)
4.78| LEU245(0)

4.20 | LEU245(CG)
4.80 | LEU245(CD1)
4.33|LEU245(CD2)
3.38| THR246(N)

2.44| THR246(CA)

2.25| THR246(0)
3.49| THR246(CB)
4.68| THR246(0G1)

3.55| THR246(CG2)
4.60 THR246(N)
3.80 THR246(CA)
2.41| THR246(C)
2.73| THR246(0)
4.72| THR246(CB)
4,64 THR246(CG2)
4.91 THR246(CA)
3.68| THR246(C)
4.10| THR246(0)
4.11 | THR246(C)
4.80 THR246(0)
4.89 | THR246(N)
4,50 THR246(CA)
3.21| THR246(C)
3.42| THR246(0)
4.90 THR246(CA)
4,05 THR246(C)
4.66 THR246(0)
3.67| ARG248(N)
4.94| ARG248(CA)
2.40| ARG248(N)
3.78| ARG248(CA)
4,50 ARG248(C)
4.68| ARG248(0)
4.79| ARG248(CB)
2.44| ARG248(CA)
3.28| ARG248(C)
3.78| ARG248(0)
3.62| ARG248(CB)
4.83 ARG248(CG)

2.28| ARG248(N)

2.81| ARG248(CA)
3.60| ARG248(C)
4.38| ARG248(0)
4.10| ARG248(CB)
3.08 ARG248(N)
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1ZNQO
1ZNQO
1ZNQO

[D-A-AA]:29.9° [A-D-DD]:92.5° d_planarity:1.2°
a_planarity:0.5°, bad a_angle(sp2)

[D-A-AA]:28.0° [A-D-DD]:153.4° d_planarity:31.7°,
maximum distance exceeded, bad a_angle(sp3)

[D-A-AA]:28.8° [A-D-DD]:94.9° d_planarity:1.1°
a_planarity:0.3°, bad a_angle(sp2)
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[D-A-AA]:41.9° [A-D-DD]:127.0° d_planarity:52.1°,

1ZNQO maximum distance exceeded, bad a_angle(sp3)
1ZNQO

[D-A-AA]:84.3° [A-D-DD]:139.7° d_planarity:87.4°
1ZNQO |a_planarity:31.4°, maximum distance exceeded,
bad a_angle(sp2), bad d_planarity
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[D-A-AA]:143.0° [A-D-DD]:49.5° d_planarity:27.2°
1ZNQO |a_planarity:15.1°, maximum distance exceeded,
bad d_angle(sp2)
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17NQO :|1bc;r1?) |22;ﬁ{m]o:ﬁ7'10 [A-D-DD]:131.4° d_planarity:-
1ZNQO
1ZNQO
1ZNQO

1ZNQO H-bond [D-A-AA]:162.2° [A-D-DD]:128.7° d_planarity:-
2.8° a_planarity:-33.9°
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