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[bookmark: _Hlk50205314][bookmark: _GoBack]Figure S1: Orthorhombic RNase A. Ramachandran Plot for alpha helix I. With the exception of His-12 and Gln-11 the (φ, ψ) values are well placed in the alpha helix region. The distortion associated with these deviations is evident in Figure 8. 
           [image: ]
Figure S2: Orthorhombic RNase A. Ramachandran Plot for alpha helix II. All the  (φ, ψ) values are well placed in the alpha helix region. 
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[bookmark: _Hlk52028266]Figure S3: Ramachandran Plot for alpha helix III in Orthorhombic RNase A.                  The main chain conformation deviates slightly from the ideal at residue Ser-59.
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Figure S4: Ramachandran Plot for Beta Sheets in                                                                    Orthorhombic RNase A. The main chain conformation                                                                                  is well within the accepted Beta Sheet region.





Figure S5. The Side-Chain – Main – Chain H-bond for Asn-71 in Orthorhombic RNase A.

Table S1: Numbers of Protein-Protein and Protein Solvent Hydrogen Bonds
Residue             Protein-Protein	                Protein-Water             Solvent
[bookmark: _Hlk51322410][bookmark: _Hlk51409790] 	
K1 Lys-1	2 [Glu-2 Thr-3]                      		4		
E2 Glu-2	2 [Lys-1 Arg-10]         		3
T3 Thr-3	4 [Lys-1Ala-5Ala-6 Lys-7]		0		
A4 Ala-4	1 [Phe-8]				1
A5 Ala-5	4 [Thr-3, Phe-8]			2
		   [Glu-9, Pro-117]
A6 Ala-6	3 [Thr-3, Glu-9, Arg-10]        		1
K7 Lys-7	3 [Thr-3, Arg-10, Gln-11]		0
F8 Phe-8	3 [Ala-4, Ala-5, His-12]		0
E9 Glu-9	4 [Ala-5, His-12]          		5                     		
                           [Arg-33, Ala-6]
R10 Arg-10 	5 [Lys-7, Glu-2]                      	0
Fig 9                   [Arg-33, Asn-34, Ala-6]     		0
Q11 Gln-11	3 [Lys-7, Lys-41, Asn-44]		2		SO41152 H2O2174
H12 His-12	5 [Phe-8, Glu-9, Thr-45]		0
   [Phe-46, Val-47]
X13 Met-13	2 [Glu-9, Arg-33]			0 
D14 Asp-14	5 [Arg-33, Val-47, Thr-17]		0
   [Tyr-25, His-48]
S15 Ser-15	1 [Glu-49]				0		SOE1168		
S16 Ser-16	0					2		HOH2040 HOH2028
T17 Thr-17	2 [Asp-14], [His-48]			0
S18 Ser-18	1 [Ser-80]				2
A19 Ala-19	1 [Gln-101]				0
A20 Ala-20	1 [Gln-101]				1	ETOH1162/11163  H202163
S21 Ser-21	0*					0
S22 Ser-22	2 [Asn-24, Tyr-25]			0 		SO41153
S23 Ser-23	0					1 	            SO41153 EOH1165 
N24 Asn-24	3 [Ser-22,  Asn-27, Gln-28]		2		ETOH1165
Y25 Tyr-25	4 [Ser-22, Asp-14, Gln-28]		0
                           [Met-29]
C26 Cys-26	2 [Thr-99, Met-30]			0
N27 Asn-27	3 [Asn-24, Tyr-97, Lys-31]		2
Q28 Gln-28	4 [Asn-24, Tyr-25, Lys-31]		2
   [Ser-32]
M29 Met-29	2 [Tyr-25, Arg-33]			1
M30 Met-30	2 [Cys-26, Leu-35]			0
K31 Lys-31	3 [Asn-27, Gln-28, Asn-34]		1
S32 Ser-32	1 [Gln-28]				1
R33 Arg-33	4 [Asp-14, Arg-10, Met-29]		0						   [Glu-9]
N34 Asn-34	3 [Arg-10, Lys-31, Lys-37]    		1
L35 Leu-35	2 [Met-30, Lys-41]			1
T36 Thr-36	1 [Arg-39]				1
K37 Lys-37	2 [Arg-39, Asn-34]			1
D38 Asp-38	1 [Tyr-92]				2
R39 Arg-39	1 [Lys-37, Thr-36]			1

Residue 	   Protein-Protein	   	Protein-Water              Solvent

C40 Cys-40	1 [Pro-42]				1
K41 Lys-41	4 [Leu-35, Gln-11]			2		 SO41152
   [Tyr-97, Val-43]
P42 Pro-42	3 [Glu-86, Cys-40, Arg-85]		0
V43 Val-43	2 [Lys-41, Cys-84]			0
N44 Asn-44	2 [Cys-84, Gln-11]			2
T45 Thr-45	3 [His-12, Asp-83, Thr-82]		2
F46 Phe-46	3 [Thr-82, His-12, Ile-81]		0
V47 Val-47	4 [Asp-14, His-12]			0
   [Glu-49, Ser-80]
H48 His-48	3 [Ser-80, Asp-14, Thr-17]		0
E49 Glu-49	4 [Ser-15, Val-47]			0
   [Ser-80, Met-79]
S50 Ser-50	2 [Asp-53, Val-54]			0		SOE1168
L51 Leu-51	2 [Val-54, Gln-55]			0		SOE1168
A52 Ala-52	2 [Ala-56, Gln-55]			1		SOE1168
D53 Asp-53	1 [Ser-50]				1
V54 Val-54	3 [Ser-50, Leu-51, Val-57]		0
Q55 Gln-55	5 [Leu-51, Cys-58, Ala-52]		2
   [Val-116, Prp-117]
A56 Ala-56	3 [Ala-52, Ser-59, Gln-60]		0
V57 Val-57	2 [Val-54, Gln-60]			0
C58 Cys-58	1 [Gln-55]				0
S59 Ser-59	1 [Ala-56]				3
Q60 Gln-60	5 [Val-57, Ala-56, Asn-62]		2
   [Tyr-76, Ser-75]
K61 Lys-61	2 [Gln-74, Tyr-73]			0
N62 Asn-62	3 [Gln-60, Thr-70, Cys-72]		0	EOH 1161 [H-bond needs work] 
V63 Val-63	1 [Cys-72]				0
A64 Ala-64	1 [Gln-69]				1
C65 Cys-65	3 [Gln-69, Gly-68, Asp-121]		1
K66 Lys-66	1 [Asp-121]				1
N67 Asn-67	1 [Gln-69]				2
G68 Gly-68	1 [Cys-65]				1
Q69 Gln-69	3 [Cys-65, Asn-67, Ala-64]		2
T70 Thr-70	1 [Asn-62]				0
N71 Asn-71	3 [Asn-71*, Cys-110]			1
   [Ala-109]
C72 Cys-72	3 [Asn-62, Val-63]			0
Y73 Tyr-73	3 [Val-108, Lys-61, Ile-107]		0
Q74 Gln-74	3 [Lys-61, Tyr-76, Ile-106]		2
S75 Ser-75	3 [Ile-106, His-105, Gln60]		1
Y76 Tyr-76	3 [His-105, Gln-60, Gln-74]		5
S77 Ser-77	1 [Thr-78]				2



Residue 	           Protein-Protein	   	Protein-Water                 Solvent

T78 Thr-78	2 [Asn-103, Ser-77]			4
M79 Met-79	3 [Lys-104, Glu-49, Asn-103]0
S80 Ser-80	6  [His-48, Glu-49, Ser-18]    		0
                            [Gln-101, Val-47, Asn-103]
I81 Ile-81	3 [Ala-102, Phe-46, Gln-101]		0
T82 Thr-82	4 [Phe-46, Gln-101, Thr-45]		0
                           [Thr-100]
D83 Asp-83	5 [Arg-85, Thr-45, Thr-100]		6
   [Cys-84, Thr-99]
C84 Cys-84	4 [Asn-44, Asp-83]			0
   [Val-43, Lys-98]
R85 Arg-85	4 [Asp-83, Lys-98]			1
   [Pro-42, Tyr-97]
E86 Glu-86	3 [Pro-42, Ala-96, Ser-90]		3
T87 Thr-87	2 [Ala-96, Ser-90]			1
G88 Gly-88	0*					1
S89 Ser-89	0*					3		SOE1169
S90 Ser90	 3 [Thr-87, Ala-96, Glu-86]		0
K91 Lys-91	   2 [Tyr-92, Asn-44]			2
Y92 Tyr-92	   2 [Asp-38, Lys-91]			1
P93 Pro-93	   1 [Cys-95]				1
N94 Asn-94	   1 [Lys-91]				0
C95 Cys-95	   1 [Pr0-93]				2
A96 Ala-96	   3 [Ser-90, Thr-87, Glu-86]		0
Y97 Tyr-97	   3 [Asn-27, Lys-41, Arg-85]	4
K98 Lys-98	   2 [Arg-85, Cys-84]			1
T99 Thr-99	   2 [Cys-26, Asp-83]			4
T100 Thr-100	   2 [Asp-83, Thr-82]			0
Q101 Gln-101	   5 [Ala-20, Thr-82, Ser-80]		3
      [Ala-19, Ile-81]
A102 Ala-102	   1 [Ile-81]				0
N103 Asn-103	   3 [Thr-78, Ser-80, Met-79]		2
K104 Lys-104    2 [Met-79, Val-124]			1
H105 His-105	   4 [Ser-75, Val-124]			0
  		      [Tyr-76, Ser-123]
I106 Ile-106	   3 [Ser-75, Gln-74, Ala-122]		0
I107 Ile-107       3 [Tyr-73, Ala-122, Asp-121]	0
V108 Val-108	   3 [Tyr-73, Cys-72, His-119] 	0
A109 Ala-109    4 [His-119, Val-118]		0
      [Asn-71, Pro-117]
C110 Cys-110    2 [Asn-71, Val-116]			0
E111 Glu-111	   2 [Val-116, Tyr-115]		3
G112 Gly-112	   1 [Tyr-115]				0		SO41151


Residue 	           Protein-Protein	   	Protein-Water              Solvent

N113 Asn-113   1 [Pro-114]				1		SO41151
P114 Pro-114	   2 [Val-116, Asn-113]		1
Y115 Tyr-115	   2 [Glu-111, Gly-112]		2
V116 Val-116    4 [Glu-111, Pro-114]		0
      [Cys-110, Gln-55]
P117 Pro-117	   3 [Ala-5, Ala-109, Gln55]		3
V118 Val-118	   1 [Ala-109]				1
H119 His-119	   2 [Ala-109, Val-108]		1		SO41152 
F120 Phe-120    0					3		SO41152
D121 Asp-121   3 [Lys-66, Ile-107, Cys-65]		3
A122 Ala-122	   2 [Ile-107, Ile-106]			1
S123 Ser-123	   1 [His-105]				3
V125 Val-124	   1 [His-105, Lys-104]		1

Notes: The residues in Orthorhombic RNase A are listed in order from 1 to 124.
Explanation: For example, starting at the top of the list Lys-1 forms 2 H-bonds with Glu-2 and Thr-3 respectively and 4 H-bonds with water molecules. Ser-21 forms no H-bonds with other residues or with water molecules. *Unusually Asn-71 forms probably the only inter-chain H-bond (see Figure 12). No other H-bonds were detected for Asn-71. 
[bookmark: _Hlk52620445]  


Table S2: Numbers of Residues with m Protein-Protein and n Protein-Water Hydrogen Bonds Per Residue: 
                
Protein-Protein     Protein-Water       Number of Residues     Special Remarks    
m                                 n
0			0			1			Ser-21                                             1			0			6
2			0			12
3			0			13
4			0			10
5			0			2
6			0			1			Ser-80
0			1			2
1			1			10
2			1			4
3			1			2
4			1			1			Arg-85
0			2			2			
1			2			5			
2			2			3
3			2			7
0			3			1			Phe-120
1			3			2
2			3			2
3			3			3
4			3			0	
5			3			1			Gln-101
0			4			0
1			4			0
2			4			2
0			5			0
1			5			0
2			5			0
3			5			1			Tyr-76
4			5			1			Glu-9
5			6			1			Asp-83

Explanation: This table summarises the number of residues with m Protein-Protein and n Protein-Water H-bonds. Thus Ser-21 has neither and there are 10 residues with 1 Protein-Protein and 1 Protein-Water H-bond. 







[bookmark: _Hlk61270508]Table S3.  Comparison of observed electron densities between the Orthorhombic and Monoclinic structures using Coot [14].



 3
(1) Using Coot [14] a complete survey of the electron density of individual amino acid residues in bovine pancreatic ribonuclease X-ray structures has been carried out: (a) the present 0.85Å resolution orthorhombic structure at 100K (18 problem areas) and (b) the 1.45Å resolution monoclinic structure at RT of Howlin 1989 [ ] 24 problem areas. Those residues where problems have been detected are highlighted. 
(2) Regions where the same or similar defects have been observed are: Lys-1, Gln-28, Lys-31, Lys-41, Lys-66, Asp-83, Lys-91. This list includes 5 Lysines.
(3) Lys-1 and Thr-3 are close to the N-terminus.
(4) His-119 is close to the C-terminus and Val-124 is at the C-terminus.
(5) In the active site for Orthorhombic RNase only Lys-41 is bifurcated.
For 3RN3[1] Lys-7 has missing density; Lys-41 has poor density; His-119 is bifurcated.
                                                

(a) 0.85Å 100K (orthorhombic)	              (b) 1.45Å (monoclinic)                         

K1	Weak and missing after Cβ	               No density after Cδ		
[bookmark: _Hlk61467296]E2	Clear and complete density		Clear and complete density 
T3 	Clear and complete density 		Clear except for CH3 		
A4	 Clear and complete density		Clear and complete density	
A5 	 Clear and complete density		Clear and complete density
[bookmark: _Hlk61517611]A6 	Clear and complete density		Clear and complete density
K7 	Clear and complete density 		Clear but missing end density	
F8 	Clear and complete density		Clear and complete density
E9 	Clear and complete density		Clear and complete density
	Except for one oxygen missing
[bookmark: _Hlk61520524]R10	Clear and complete density		Clear and complete density	
Q11 	Clear and complete density 		Clear and complete density
H12 	Clear and complete density 		Clear and complete density
M13 	   Clear and complete density 		     Clear and complete density
D14 	Clear and complete density 		Clear and complete density
S15 	Modelled with double end OH	Clear and complete density 		
S16 	   Clear and complete density 		    Missing OH at end
T17	   Clear and complete density 		    Clear and complete density
S18	   OH disordered 			    Clear and complete density
               Density otherwise good
A19 	Clear and complete density 		Clear and complete density
A20 	Clear and complete density 		Clear and complete density
S21 	Clear and complete density 		Clear and complete density
S22 	Clear and complete density		Clear and complete density
S23 	Clear and complete density 		Clear and complete density
N24	Clear and complete density 		Problems and missing density 	
					at end of chain
Y25	Clear and complete density		Clear and complete density
C26	Slight disorder at end of chain 	Clear and complete density		                   N27	Clear and complete density		Clear and complete density
[bookmark: _Hlk61532754]Q28 	Clear but weak 			Missing density at end of chain	          M29 	Clear and complete density		Clear and complete density		                    M30 	Clear and complete density		Clear and complete density 
[bookmark: _Hlk61465991]K31 	Side chain bifurcated but 		Clear but density missing after Cδ	
	density good
[bookmark: _Hlk61533257]S32	Disorder at end of side chain	Clear and complete density 
R33	Clear and complete density 		Clear and complete density
N34 	Clear and complete density 		Clean but middle density missing	
L35	Side chain is bifurcated. 		Clear and complete density
	Good density.
T36 	Clear and complete density 		Clear and complete density
K37 	Clear and complete density		Poor density badly modelled	       D38 	Clear and complete density		Clear and complete density
R39 	Clear and complete density		Poor density after Cβ		
C40	Clear and complete density		Clear and complete density
K41 	Clear but weak density		End parts missing and badly modelled
P42 	Clear and complete density 		Clear and complete density
V43 	Clear and complete density		Good but one CH3 missing		
N44	Clear and complete density 		Clear and complete density
T45 	Clear and complete density 		Clear and complete density
F46 	Clear and complete density 		Clear and complete density
V47	Clear and complete density 		Clear and complete density
H48 	Clear and complete density 		Clear and complete density
E49 	Clear and complete density 		Clear and complete density
S50 	Clear and complete density 		Clear and complete density
L51	Good density but centrally 	Clear and complete density
	bifurcated
A52 	Clear and complete density 		Clear and complete density
D53	Clear and complete density 		Clear and complete density
V54	Clear and complete density 		Clear and complete density
Q55	Totally bifurcated			 Clear and complete density		
	Density good
A56 	Clear and complete density 		Clear and complete density
V57 	Clear and complete density 		Clear and complete density
C58 	Clear and complete density 		Clear and complete density
S59 	Clear and complete density 		Clear and complete density
Q60 	Clear and complete density 		Clear and complete density
K61          Clear and complete density		End density missing
[bookmark: _Hlk61614588]N62 	Clear and complete density		Clear and complete density
V63 	Clear and complete density 		Clear and complete density
A64 	Clear and complete density 		Clear and complete density
C65 	Clear and complete density 		Clear and complete density
K66          Double conformation at end	Very poor density mostly missing
N67 	Clear and complete density 		Clear and complete density
G68 	Clear and complete density 		Clear and complete density
Q69 	Clear and complete density 		Clear and complete density
T70 	Clear and complete density 		Clear and complete density
N71 	Clear and complete density 		Clear and complete density
C72 	Clear and complete density 		Clear and complete density
Y73 	Clear and complete density 		Clear and complete density
Q74 	Clear and complete density 		Clear and complete density
[bookmark: _Hlk61616876]S75 	Clear and complete density 		Clear and complete density
Y76 	Density good		               Clear and complete density	  	                               but double conformation
S77 	Clear and complete density	                 Poor density and missing at end 	 
T78 	Clear and complete density 		Clear and complete density
M79 	Clear and complete density 		Clear and complete density
S80 	Clear and complete density 		Clear and complete density
I81 	Clear and complete density 		Clear and complete density
T82 	Clear and complete density 		Clear and complete density
D83	 Goo density 	 		one O missing at end of chain                                           but double conformation	
C84 	Clear and complete density		one O missing at end of chain
R85 	Clear and complete density		 Side chain mostly missing    	
E86 	Clear and complete density		 one O missing at end of chain
T87 	Clear and complete density		Poor density some atoms missing	
G88 	Clear and complete density		Cβ missing
[bookmark: _Hlk61636166]S89 	Clear and complete density 		Clear and complete density
S90 	Clear and complete density 		Clear and complete density
K91 	Weak density modelled as 		Very poor density, middle missing	
	two conformations
Y92 	Clear and complete density 		Clear and complete density
P93 	Clear and complete density 		Clear and complete density
N94 	Clear and complete density		Clear and complete density  	
C95 	Clear and complete density 		Clear and complete density		                              
A96 	Clear and complete density 		Clear and complete density
Y97 	Clear and complete density 		Clear and complete density
[bookmark: _Hlk61637657][bookmark: _Hlk61689648]K98 	Clear and complete density  		Density good but end two atoms missing             T99 	Clear and complete density 		Clear and complete density		
T100 	Double end of chain conformation 	Clear and complete density
Q101 	Clear and complete density 		Clear and complete density
A102 	Clear and complete density 		Clear and complete density
N103 		Double conformation at end  	Clear and complete density                                                                                                       
		poor density 
K104 	Clear and complete density		Good density but end atom missing	     H105 	Clear and complete density 		Clear and complete density	
I106 	Clear and complete density 		Clear and complete density
I107 	Clear and complete density 		Clear and complete density
V108 	Clear and complete density 		Clear and complete density
A109 	Clear and complete density 		Clear and complete density
C110 	Clear and complete density 		Clear and complete density
E111 	Clear and complete density 		Clear and complete density
G112 	Clear and complete density 		Clear and complete density
N113 	Clear and complete density		V poor density even in the main chain missing atoms in side chain
P114 	Clear and complete density 		Clear and complete density
Y115 	Clear and complete density 		Clear and complete density
V116 	Clear and complete density 		Clear and complete density
P117 	Clear and complete density 		Clear and complete density
V118 	Clear and complete density 		Clear and complete density
H119 	Clear and complete density	       	Modelled as major and minor.                 Minor vv weak 
F120 	Clear and complete density 		Clear and complete density
D121	   Clear and complete density 		    Clear and complete density                                              

A122 	   Clear and complete density  	    Clear and complete density                                                                                                                         S123 	   Clear and complete density  	    Clear and complete density                                                                                                                                     V124 	   Good density    		                Clear and complete density                                                                                                                           but double conformation at end 	

Notes: 1. Lysine frequently has problems.                                                                                                                                        2.The side –chains of Gln-11, His-12, Lys-41, Thr-45 and His-119 are generally recognised as being closely involved in the enzyme activity. It has also been suggested that Lys-7, Asp-44, Lys-66, Phe-120, Asp-121 and Ser-123 may also have a possible role in this mechanism. In the present orthorhombic structure the only problems with any of these residues occur for Lys-41 and Lys-66 both of which have clear density. In the monoclinic structure of Howlin et al [1 ] both Lys-41 and Lys-66 are again problematic as is also Lys-7. 	
[image: ]

Figure S6. The last three residues of Orthorhombic RNase A. (a) Electron density (Coot [14]) and (b) model (Biovia [17]). The electron density is complete but Val-124 is disordered. Compare this diagram with Figure S7 corresponding to 3RN3.
  [image: ]
Figure S7. The last three residues of 3RN3. (a) Electron density (Coot [14]) and (b) model (Biovia [17]). Part of the electron density is missing from the Val-124 side-chain. This is contrasted by the corresponding views of Orthorhombic RNase in Figure S6. The effect of a much higher resolution, 0.85Å compared to 1.5Å, is easy to see. The density for the orthorhombic structure is also complete for this excerpt of the structure. In (b) the coloured wavy lines indicate the course of the main chain.









Table S4. Comparison of PISA interfaces between                       Ribonuclease 3rn3 and 7p4r

Interfaces in PDB 3rn3 crystal.
Space symmetry group: P 1 21 1. Resolution: 1.45 Å
	 ## 
	 Structure 1 
	 × 
	 Structure 2 
	 interface 
 area, Å2 
	 ΔiG 
 kcal/mol 
	 ΔiG 
 P-value 
	 NHB 
	 NSB 
	 NDS 
	 CSS 

	 NN 
	 «» 
	 Range 
	 iNat 
	 iNres 
	 Surface Å2 
	
	 Range 
	 Symmetry op-n 
	 Sym.ID 
	 iNat 
	 iNres 
	 Surface Å2 
	
	
	
	
	
	
	

	 1 
	
	A
	 24 
	 7 
	 6790 
	 x 
	A
	  -x+2,y-1/2,-z  
	 2_745 
	 34 
	 7 
	 6790 
	  229.0 
	  0.3 
	 0.695 
	 4 
	 3 
	 0 
	 0.000 

	 2 
	
	A
	 25 
	 7 
	 6790 
	 x 
	A
	  x-1,y,z  
	 1_455 
	 19 
	 8 
	 6790 
	  190.2 
	  -2.8 
	 0.269 
	 0 
	 0 
	 0 
	 0.000 

	 3 
	
	A
	 14 
	 4 
	 6790 
	 x 
	A
	  -x+2,y-1/2,-z+1  
	 2_746 
	 23 
	 9 
	 6790 
	  169.1 
	  -1.3 
	 0.455 
	 3 
	 0 
	 0 
	 0.000 

	 4 
	
	A
	 22 
	 7 
	 6790 
	 x 
	A
	  x,y-1,z  
	 1_545 
	 17 
	 7 
	 6790 
	  153.0 
	  -1.1 
	 0.470 
	 2 
	 0 
	 0 
	 0.000 

	 5 
	
	[SO4]A:155
	 5 
	 1 
	 187 
	 f 
	A
	  x,y,z  
	 1_555 
	 18 
	 8 
	 6790 
	  103.8 
	  -14.9 
	 0.792 
	 4 
	 0 
	 0 
	 0.100 

	 6 
	
	A
	 12 
	 4 
	 6790 
	 x 
	A
	  -x+1,y-1/2,-z  
	 2_645 
	 8 
	 2 
	 6790 
	  80.8 
	  0.5 
	 0.597 
	 1 
	 0 
	 0 
	 0.000




interface #1/6

	 
	Structure 1
	Structure 2

	Selection range
	A
	A

	 class
	Protein
	Protein

	 symmetry operation
	x,y,z
	-x+2,y-1/2,-z

	 symmetry ID
	1_555
	2_745

	Number of atoms
	
	
	
	

	 interface
	24
	2.5%
	34
	3.6%

	 surface
	552
	58.0%
	552
	58.0%

	 total
	951
	100.0%
	951
	100.0%

	Number of residues
	
	
	
	

	 interface
	7
	5.6%
	7
	5.6%

	 surface
	114
	91.9%
	114
	91.9%

	 total
	124
	100.0%
	124
	100.0%

	Solvent-accessible area, Å
	
	
	
	

	 interface
	234.9
	3.5%
	223.1
	3.3%

	 total
	6790.4
	100.0%
	6790.4
	100.0%

	Solvation energy, kcal/mol
	
	
	
	

	 isolated structure
	-92.8
	100.0%
	-92.8
	100.0%

	 gain on complex formation
	0.5
	-0.5%
	-0.2
	0.2%

	 average gain
	-0.5
	0.6%
	-0.8
	0.8%

	 P-value
	0.754
	 
	0.640
	 



Hydrogen bonds
	 ## 
	  Structure 1  
	 Dist. [Å] 
	  Structure 2  

	 1 
	 A:LYS  91[ NZ ] 
	 2.84 
	 A:ASN  67[ O  ] 

	 2 
	 A:ARG  39[ NE ] 
	 3.18 
	 A:GLU 111[ OE2] 

	 3 
	 A:ASP  38[ O  ] 
	 3.01 
	 A:THR  70[ N  ] 

	 4 
	 A:ASP  38[ OD1] 
	 2.37 
	 A:THR  70[ OG1]



Salt bridges 
	 ## 
	  Structure 1  
	 Dist. [Å] 
	  Structure 2  

	 1 
	 A:ARG  39[ NH2] 
	 3.44 
	 A:GLU 111[ OE1] 

	 2 
	 A:ARG  39[ NE ] 
	 3.18 
	 A:GLU 111[ OE2] 

	 3 
	 A:ARG  39[ NH2] 
	 3.65 
	 A:GLU 111[ OE2]

	

	
	
	


interface #2/6

	

	
Structure 1
	Structure 2

	Selection range
	A
	A

	 class
	Protein
	Protein

	 symmetry operation
	x,y,z
	x-1,y,z

	 symmetry ID
	1_555
	1_455

	Number of atoms
	
	
	
	

	 interface
	25
	2.6%
	19
	2.0%

	 surface
	552
	58.0%
	552
	58.0%

	 total
	951
	100.0%
	951
	100.0%

	Number of residues
	
	
	
	

	 interface
	7
	5.6%
	8
	6.5%

	 surface
	114
	91.9%
	114
	91.9%

	 total
	124
	100.0%
	124
	100.0%

	Solvent-accessible area, Å
	
	
	
	

	 interface
	183.0
	2.7%
	197.3
	2.9%

	 total
	6790.4
	100.0%
	6790.4
	100.0%

	Solvation energy, kcal/mol
	
	
	
	

	 isolated structure
	-92.8
	100.0%
	-92.8
	100.0%

	 gain on complex formation
	-1.1
	1.2%
	-1.7
	1.8%

	 average gain
	-0.6
	0.6%
	-0.4
	0.5%

	 P-value
	0.390
	 
	0.185
	



No disulfide bonds found, No covalent bonds found, No hydrogen bonds found, No salt bridges found

interface #3/6

	

	 
	Structure 1
	Structure 2

	Selection range
	A
	A

	 class
	Protein
	Protein

	 symmetry operation
	x,y,z
	-x+2,y-1/2,-z+1

	 symmetry ID
	1_555
	2_746

	Number of atoms
	
	
	
	

	 interface
	14
	1.5%
	23
	2.4%

	 surface
	552
	58.0%
	552
	58.0%

	 total
	951
	100.0%
	951
	100.0%

	Number of residues
	
	
	
	

	 interface
	4
	3.2%
	9
	7.3%

	 surface
	114
	91.9%
	114
	91.9%

	 total
	124
	100.0%
	124
	100.0%

	Solvent-accessible area, Å
	
	
	
	

	 interface
	180.4
	2.7%
	157.7
	2.3%

	 total
	6790.4
	100.0%
	6790.4
	100.0%

	Solvation energy, kcal/mol
	
	
	
	

	 isolated structure
	-92.8
	100.0%
	-92.8
	100.0%

	 gain on complex formation
	-0.6
	0.6%
	-0.8
	0.8%

	 average gain
	-0.3
	0.3%
	-0.5
	0.6%

	 P-value
	0.447
	 
	0.462
	




Hydrogen bonds 
	## 
	  Structure 1  
	 Dist. [Å] 
	  Structure 2  

	 1 
	 A:SER  23[ N  ] 
	 2.86 
	 A:SER  15[ O  ] 

	 2 
	 A:ASN  24[ ND2] 
	 2.57 
	 A:SER  18[ OG ] 

	 3 
	 A:SER  23[ OG ] 
	 3.27 
	 A:SER  18[ N  ]



interface #4/6
	 
	Structure 1
	Structure 2

	Selection range
	A
	A

	 class
	Protein
	Protein

	 symmetry operation
	x,y,z
	x,y-1,z

	 symmetry ID
	1_555
	1_545

	Number of atoms
	
	
	
	

	 interface
	22
	2.3%
	17
	1.8%

	 surface
	552
	58.0%
	552
	58.0%

	 total
	951
	100.0%
	951
	100.0%

	Number of residues
	
	
	
	

	 interface
	7
	5.6%
	7
	5.6%

	 surface
	114
	91.9%
	114
	91.9%

	 total
	124
	100.0%
	124
	100.0%

	Solvent-accessible area, Å
	
	
	
	

	 interface
	153.9
	2.3%
	152.1
	2.2%

	 total
	6790.4
	100.0%
	6790.4
	100.0%

	Solvation energy, kcal/mol
	
	
	
	

	 isolated structure
	-92.8
	100.0%
	-92.8
	100.0%

	 gain on complex formation
	-0.3
	0.3%
	-0.9
	0.9%

	 average gain
	-0.5
	0.5%
	-0.4
	0.4%

	 P-value
	0.585
	 
	0.378
	



Hydrogen bonds 
	 ## 
	  Structure 1  
	 Dist. [Å] 
	  Structure 2  

	 1 
	 A:SER  89[ OG ] 
	 3.80 
	 A:GLN  55[ OE1] 

	 2 
	 A:SER  89[ OG ] 
	 3.63 
	 A:GLN  55[ NE2]



interface #5/6
	

	 
	Structure 1
	Structure 2

	Selection range
	[SO4]A:155
	A

	 class
	Ligand
	Protein

	 symmetry operation
	x,y,z
	x,y,z

	 symmetry ID
	1_555
	1_555

	Number of atoms
	
	
	
	

	 interface
	5
	100.0%
	18
	1.9%

	 surface
	5
	100.0%
	552
	58.0%

	 total
	5
	100.0%
	951
	100.0%

	Number of residues
	
	
	
	

	 interface
	1
	100.0%
	8
	6.5%

	 surface
	1
	100.0%
	114
	91.9%

	 total
	1
	100.0%
	124
	100.0%

	Solvent-accessible area, Å
	
	
	
	

	 interface
	133.2
	71.4%
	74.5
	1.1%

	 total
	186.5
	100.0%
	6790.4
	100.0%

	Solvation energy, kcal/mol
	
	
	
	

	 isolated structure
	21.0
	100.0%
	-92.8
	100.0%

	 gain on complex formation
	-15.0
	-71.1%
	0.1
	-0.1%

	 average gain
	-21.0
	-100.0%
	-0.4
	0.4%

	 P-value
	0.942
	 
	0.665
	




Hydrogen bonds 
	 ## 
	  Structure 1  
	 Dist. [Å] 
	  Structure 2  

	 1 
	 A:SO4 155[ O1 ] 
	 2.99 
	 A:HIS  12[ NE2] 

	 2 
	 A:SO4 155[ O2 ] 
	 2.82 
	 A:HIS  12[ NE2] 

	 3 
	 A:SO4 155[ O2 ] 
	 2.70 
	 A:PHE 120[ N  ] 

	 4 
	 A:SO4 155[ O4 ] 
	 2.53 
	 A:HIS 119[ ND1]



interface #6/6

	

	 
	Structure 1
	Structure 2

	Selection range
	A
	A

	 class
	Protein
	Protein

	 symmetry operation
	x,y,z
	-x+1,y-1/2,-z

	 symmetry ID
	1_555
	2_645

	Number of atoms
	
	
	
	

	 interface
	12
	1.3%
	8
	0.8%

	 surface
	552
	58.0%
	552
	58.0%

	 total
	951
	100.0%
	951
	100.0%

	Number of residues
	
	
	
	

	 interface
	4
	3.2%
	2
	1.6%

	 surface
	114
	91.9%
	114
	91.9%

	 total
	124
	100.0%
	124
	100.0%

	Solvent-accessible area, Å
	
	
	
	

	 interface
	77.1
	1.1%
	84.5
	1.2%

	 total
	6790.4
	100.0%
	6790.4
	100.0%

	Solvation energy, kcal/mol
	
	
	
	

	 isolated structure
	-92.8
	100.0%
	-92.8
	100.0%

	 gain on complex formation
	0.9
	-1.0%
	-0.4
	0.5%

	 average gain
	-0.3
	0.3%
	-0.2
	0.2%

	 P-value
	0.858
	 
	0.416
	



Hydrogen bonds 
	 ## 
	  Structure 1  
	 Dist. [Å] 
	  Structure 2  

	 1 
	 A:LYS  37[ O  ] 
	 3.23 
	 A:LYS   1[ N  ]

	
	
	
	



Interfaces in 7p4r crystal.
Space symmetry group: P 21 21 21. Resolution: 0.85 Å

Ultra-High Resolution X-ray Structure of Orthorhombic Bovine Pancreatic Ribonuclease at 100K


Interfaces
	 ## 
	 Structure 1 
	 × 
	 Structure 2 
	 interface 
 area, Å2 
	 ΔiG 
 kcal/mol 
	 ΔiG 
 P-value 
	 NHB 
	 NSB 
	 NDS 
	 CSS 

	 NN 
	 «» 
	 Range 
	 iNat 
	 iNres 
	 Surface Å2 
	
	 Range 
	 Symmetry op-n 
	 Sym.ID 
	 iNat 
	 iNres 
	 Surface Å2 
	
	
	
	
	
	
	

	 1 
	
	A
	 65 
	 16 
	 6957 
	 x 
	A
	  x-1/2,-y+1/2,-z  
	 3_455 
	 58 
	 19 
	 6957 
	  492.7 
	  -1.1 
	 0.541 
	 0 
	 0 
	 0 
	 0.000 

	 2 
	
	A
	 42 
	 13 
	 6957 
	 x 
	A
	  -x+1/2,-y,z-1/2  
	 2_554 
	 35 
	 14 
	 6957 
	  335.0 
	  -1.2 
	 0.507 
	 0 
	 0 
	 0 
	 0.000 

	 3 
	
	A
	 30 
	 8 
	 6957 
	 x 
	A
	  -x,y-1/2,-z+1/2  
	 4_545 
	 36 
	 14 
	 6957 
	  296.0 
	  1.9 
	 0.650 
	 0 
	 0 
	 0 
	 0.000 

	 4 
	
	A
	 15 
	 6 
	 6957 
	 x 
	A
	  -x+1,y-1/2,-z+1/2  
	 4_645 
	 20 
	 7 
	 6957 
	  148.4 
	  -0.7 
	 0.512 
	 0 
	 0 
	 0 
	 0.000 



Plus 66 other intermolecular links involving the ligands ie SO4 or Ethanol

interface #1/70
	

	 
	Structure 1
	Structure 2

	Selection range
	AA
	AA

	 class
	Protein
	Protein

	 symmetry operation
	x,y,z
	x-1/2,-y+1/2,-z

	 symmetry ID
	1_555
	2_455

	Number of atoms
	
	
	
	

	 interface
	65
	6.8%
	58
	6.1%

	 surface
	564
	59.3%
	564
	59.3%

	 total
	951
	100.0%
	951
	100.0%

	Number of residues
	
	
	
	

	 interface
	16
	12.9%
	19
	15.3%

	 surface
	115
	92.7%
	115
	92.7%

	 total
	124
	100.0%
	124
	100.0%

	Solvent-accessible area, Å
	
	
	
	

	 interface
	461.1
	6.6%
	524.4
	7.5%

	 total
	6957.1
	100.0%
	6957.1
	100.0%

	Solvation energy, kcal/mol
	
	
	
	

	 isolated structure
	-94.2
	100.0%
	-94.2
	100.0%

	 gain on complex formation
	0.9
	-1.0%
	-2.0
	2.1%

	 average gain
	-1.2
	1.3%
	-1.1
	1.1%

	 P-value
	0.804
	 
	0.363
	




Hydrogen bonds
	## 
	  Structure 1  
	 Dist. [Å] 
	  Structure 2  

	 1 
	 AA:SER  15[ H  ] 
	 2.45 
	 AA:TYR  76[ OH ] 

	 2 
	 AA:ARG  33[HH21] 
	 1.92 
	 AA:SER  59[ O  ] 

	 3 
	 AA:ARG  33[HH22] 
	 2.43 
	 AA:TYR  76[ OH ] 

	 4 
	 AA:ASN  34[HD22] 
	 2.21 
	 AA:ASP  53[ OD1] 

	 5 
	 AA:MET  13[ O  ] 
	 2.94 
	 AA:TYR  76[ OH ]



Salt bridges 
	## 
	  Structure 1  
	 Dist. [Å] 
	  Structure 2  

	 1 
	 AA:ARG  10[ NE ] 
	 3.35 
	 AA:ASP  53[ OD1]



interface #2/70
	 
	Structure 1
	Structure 2

	Selection range
	AA
	AA

	 class
	Protein
	Protein

	 symmetry operation
	x,y,z
	-x+1/2,-y,z-1/2

	 symmetry ID
	1_555
	1_554

	Number of atoms
	
	
	
	

	 interface
	42
	4.4%
	35
	3.7%

	 surface
	564
	59.3%
	564
	59.3%

	 total
	951
	100.0%
	951
	100.0%

	Number of residues
	
	
	
	

	 interface
	13
	10.5%
	14
	11.3%

	 surface
	115
	92.7%
	115
	92.7%

	 total
	124
	100.0%
	124
	100.0%

	Solvent-accessible area, Å
	
	
	
	

	 interface
	331.8
	4.8%
	338.1
	4.9%

	 total
	6957.1
	100.0%
	6957.1
	100.0%

	Solvation energy, kcal/mol
	
	
	
	

	 isolated structure
	-94.2
	100.0%
	-94.2
	100.0%

	 gain on complex formation
	-1.5
	1.5%
	0.2
	-0.3%

	 average gain
	-0.8
	0.8%
	-0.6
	0.7%

	 P-value
	0.381
	 
	0.674
	 



Hydrogen bonds 
	## 
	  Structure 1  
	 Dist. [Å] 
	  Structure 2  

	 1 
	 AA:ASN 113[HD22] 
	 2.15 
	 AA:VAL  43[ O  ] 

	 2 
	 AA:THR  70[ OG1] 
	 3.31 
	 AA:GLY  88[ O  ] 

	 3 
	 AA:THR  70[ H  ] 
	 2.12 
	 AA:GLY  88[ O ]



interface #3/70 
	

	 
	Structure 1
	Structure 2

	Selection range
	AA
	AA

	 class
	Protein
	Protein

	 symmetry operation
	x,y,z
	-x,y-1/2,-z+1/2

	 symmetry ID
	1_555
	3_545

	Number of atoms
	
	
	
	

	 interface
	30
	3.2%
	36
	3.8%

	 surface
	564
	59.3%
	564
	59.3%

	 total
	951
	100.0%
	951
	100.0%

	Number of residues
	
	
	
	

	 interface
	8
	6.5%
	14
	11.3%

	 surface
	115
	92.7%
	115
	92.7%

	 total
	124
	100.0%
	124
	100.0%

	Solvent-accessible area, Å
	
	
	
	

	 interface
	329.7
	4.7%
	262.3
	3.8%

	 total
	6957.1
	100.0%
	6957.1
	100.0%

	Solvation energy, kcal/mol
	
	
	
	

	 isolated structure
	-94.2
	100.0%
	-94.2
	100.0%

	 gain on complex formation
	3.2
	-3.4%
	-1.2
	1.3%

	 average gain
	-0.5
	0.6%
	-0.7
	0.7%

	 P-value
	0.965
	 
	0.438
	



Hydrogen bonds
	 ## 
	  Structure 1  
	 Dist. [Å] 
	  Structure 2  

	 1 
	 AA:LYS  37[ HZ3] 
	 2.37 
	 AA:SER  21[ O  ] 

	 2 
	 AA:ARG  39[HH22] 
	 2.01 
	 AA:ASP  14[ OD1] 

	 3 
	 AA:ASP  38[ OD1] 
	 2.68 
	 AA:SER  21[ OG]



Salt bridges
	 ## 
	  Structure 1  
	 Dist. [Å] 
	  Structure 2  

	 1 
	 AA:ARG  39[ NH1] 
	 3.47 
	 AA:ASP  14[ OD2] 

	 2 
	 AA:ARG  39[ NH2] 
	 3.53 
	 AA:ASP  14[ OD2] 

	 3 
	 AA:ARG  39[ NH2] 
	 2.77 
	 AA:ASP  14[ OD1]



interface #4/70
	
Structure 1
	Structure 2

	Selection range
	AA
	AA

	 class
	Protein
	Protein

	 symmetry operation
	x,y,z
	-x+1,y-1/2,-z+1/2

	 symmetry ID
	1_555
	3_645

	Number of atoms
	
	
	
	

	 interface
	15
	1.6%
	20
	2.1%

	 surface
	564
	59.3%
	564
	59.3%

	 total
	951
	100.0%
	951
	100.0%

	Number of residues
	
	
	
	

	 interface
	6
	4.8%
	7
	5.6%

	 surface
	115
	92.7%
	115
	92.7%

	 total
	124
	100.0%
	124
	100.0%

	Solvent-accessible area, Å
	
	
	
	

	 interface
	157.3
	2.3%
	139.5
	2.0%

	 total
	6957.1
	100.0%
	6957.1
	100.0%

	Solvation energy, kcal/mol
	
	
	
	

	 isolated structure
	-94.2
	100.0%
	-94.2
	100.0%

	 gain on complex formation
	-0.2
	0.2%
	-0.5
	0.6%

	 average gain
	-0.3
	0.3%
	-0.4
	0.4%

	 P-value
	0.538
	 
	0.487
	 






For both forms: Analysis of the protein interfaces has not revealed any specific interactions that could result in the formation of stable quaternary structures. 

Most probably, the structures do not form a complex in solution.

All the above stats were generated by using PDBe PISA v1.52 [20/10/2014] on the EBI Web server.

Table S5 MD For Lys-41

	C-CA-CB-CG
	
	CA-CB-CG-CD
	CB-CG-CD-CE
	              CG-CD-CE-NZ
	        A
	       B
	       A
	       B
	
	B
	A
	B
	
	RN3
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	

	54.58169
	
	175.6994
	175.0251
	-93.9457
	
	60.76
	132.64
	175.01
	-143.13
	-177.97
	-43.5
	170.61
	-175.04
	
	132.64
	-143.13
	-43.5
	-175.04
	
	
	
	
	
	
	
	
	
	
	
	

	65.55544
	
	177.82
	-163.159
	-83.2331
	
	60.76
	132.64
	175.01
	-143.13
	-177.97
	-43.5
	170.61
	-175.04
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	

	68.06978
	
	173.4704
	-171.853
	-97.1893
	
	60.76
	132.64
	175.01
	-143.13
	-177.97
	-43.5
	170.61
	-175.04
	

	83.62248
	
	176.9016
	175.5179
	-91.2196
	
	60.76
	132.64
	175.01
	-143.13
	-177.97
	-43.5
	170.61
	-175.04
	

	66.01351
	
	169.9173
	-161.789
	-68.7005
	
	60.76
	132.64
	175.01
	-143.13
	-177.97
	-43.5
	170.61
	-175.04
	

	75.59292
	
	173.1697
	-171.78
	-97.8377
	
	60.76
	132.64
	175.01
	-143.13
	-177.97
	-43.5
	170.61
	-175.04
	

	56.26902
	
	170.4412
	-179.067
	-78.8421
	
	60.76
	132.64
	175.01
	-143.13
	-177.97
	-43.5
	170.61
	-175.04
	

	64.36303
	
	171.8756
	179.919
	-84.5376
	
	60.76
	132.64
	175.01
	-143.13
	-177.97
	-43.5
	170.61
	-175.04
	

	76.3103
	
	168.6847
	177.2181
	-68.3003
	
	60.76
	132.64
	175.01
	-143.13
	-177.97
	-43.5
	170.61
	-175.04
	

	68.82958
	
	165.221
	179.637
	-76.1323
	
	60.76
	132.64
	175.01
	-143.13
	-177.97
	-43.5
	170.61
	-175.04
	

	63.40079
	
	174.346
	-167.866
	-95.2621
	
	60.76
	132.64
	175.01
	-143.13
	-177.97
	-43.5
	170.61
	-175.04
	

	68.94984
	
	167.4895
	-179.593
	-76.488
	
	60.76
	132.64
	175.01
	-143.13
	-177.97
	-43.5
	170.61
	-175.04
	

	64.37743
	
	172.8463
	-171.999
	-72.8285
	
	60.76
	132.64
	175.01
	-143.13
	-177.97
	-43.5
	170.61
	-175.04
	

	62.20957
	
	-171.928
	179.315
	-98.1099
	
	60.76
	132.64
	175.01
	-143.13
	-177.97
	-43.5
	170.61
	-175.04
	

	66.6338
	
	-177.835
	-179.211
	-85.251
	
	60.76
	132.64
	175.01
	-143.13
	-177.97
	-43.5
	170.61
	-175.04
	

	76.29916
	
	167.2723
	175.9471
	-84.4015
	
	60.76
	132.64
	175.01
	-143.13
	-177.97
	-43.5
	170.61
	-175.04
	

	60.45237
	
	166.1179
	-175.545
	-57.2791
	
	60.76
	132.64
	175.01
	-143.13
	-177.97
	-43.5
	170.61
	-175.04
	

	63.74891
	
	164.7692
	-171.683
	-89.4129
	
	60.76
	132.64
	175.01
	-143.13
	-177.97
	-43.5
	170.61
	-175.04
	

	70.91924
	
	154.6507
	-174.651
	-77.0713
	
	60.76
	132.64
	175.01
	-143.13
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Figure S8. Torsions C-CA-CB-CG for Lysine 41 generated from 300ps of molecular dynamics.

       

    
    Figure S9. Torsions CA-CB-CG-CD for Lysine 41 generated from 300ps of molecular dynamics.



[bookmark: _Hlk132451011]Figure S10. Torsions CB-CG-CD-CE for Lysine 41 generated from 300ps of molecular dynamics.



 Figure S11. Torsions CG-CD-CE-NZ for Lysine 41 generated from 300ps of molecular dynamics.
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C-CA-CB-CG	68.069777999999999	83.622482000000005	66.013512000000006	75.592917999999997	56.269024000000002	64.363028999999997	76.310294999999996	68.829575000000006	63.400790999999998	68.949837000000002	64.377433999999994	62.209572000000001	66.633797000000001	76.299164000000005	60.452365999999998	63.748913000000002	70.919235	53.897938000000003	79.941115999999994	64.526702999999998	72.190323000000006	70.183593999999999	65.606041000000005	73.921852000000001	71.198936000000003	65.398537000000005	60.518161999999997	76.530304000000001	78.568565000000007	67.100037	67.521507	82.622214999999997	82.699669	73.624870000000001	65.989142999999999	77.214516000000003	33.450789999999998	64.997589000000005	69.258803999999998	66.917541999999997	60.824885999999999	71.058852999999999	70.758262999999999	72.074096999999995	44.418686000000001	71.327140999999997	71.063927000000007	59.776932000000002	55.322048000000002	76.409514999999999	72.374046000000007	66.490532000000002	54.532333000000001	81.044822999999994	63.405869000000003	76.257132999999996	76.797614999999993	61.72213	72.311920000000001	60.224831000000002	62.40728	66.129219000000006	68.349982999999995	60.956370999999997	67.945221000000004	57.172294999999998	70.111000000000004	48.403629000000002	69.726273000000006	62.359009	68.232001999999994	66.500557000000001	71.191010000000006	70.776443	60.913074000000002	65.277762999999993	62.962273000000003	66.564766000000006	62.861773999999997	56.594386999999998	73.978424000000004	78.952545000000001	69.208572000000004	56.447453000000003	78.565490999999994	66.738449000000003	79.869690000000006	64.602637999999999	69.919189000000003	78.439491000000004	66.163726999999994	56.917541999999997	50.939556000000003	66.879149999999996	75.745186000000004	62.293171000000001	80.171288000000004	63.725636000000002	59.168232000000003	A	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	B	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	Time (ps)


Torsion angle (degrees)




LYS41 Torsions
CB-CG-CD-CE

CB-CG-CD-CE	-171.85342	175.51786999999999	-161.78876	-171.78005999999999	-179.0667	179.91895	177.21814000000001	179.63702000000001	-167.8663	-179.59289999999999	-171.99931000000001	179.31496000000001	-179.21077	175.94710000000001	-175.54491999999999	-171.68253000000001	-174.65128000000001	178.97592	177.77887999999999	-174.36968999999999	-164.47980999999999	175.28309999999999	168.23099999999999	171.8425	-175.00064	174.33906999999999	-172.27356	-176.23892000000001	-172.00792999999999	166.86062999999999	175.22029000000001	167.26309000000001	177.62743	175.40082000000001	-159.39345	172.43244999999999	-174.43024	-171.40735000000001	179.10986	171.32185000000001	178.85146	-175.48079999999999	162.97232	-175.54764	-152.42973000000001	-174.52047999999999	-176.11496	-177.41519	-175.89041	169.51625000000001	177.64758	-175.66505000000001	-152.84332000000001	176.39703	-166.59477000000001	-175.46866	160.51204000000001	-175.83212	177.79984999999999	-172.89282	-167.86562000000001	-175.79447999999999	-173.10649000000001	-177.15998999999999	-173.50555	-173.45196999999999	166.17985999999999	-169.82366999999999	-172.99180999999999	-176.93884	-177.66985	173.03285	-178.78184999999999	-179.13783000000001	-176.64796000000001	177.32199	-172.35348999999999	176.27443	-176.71269000000001	-169.21912	175.85155	176.79829000000001	169.75743	-174.84375	163.82162	167.00275999999999	166.79625999999999	178.55779999999999	179.33832000000001	163.09038000000001	164.88290000000001	-170.53846999999999	167.60364999999999	164.36368999999999	163.62128999999999	174.54433	158.84273999999999	168.19403	-173.25014999999999	A	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	B	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	Time (ps)


Torson Angle (degrees)




LYS41 Torsions
CG-CD-CE-NZ

CG-CD-CE-NZ	-97.189301	-91.219604000000004	-68.700485	-97.837715000000003	-78.842133000000004	-84.537621000000001	-68.300338999999994	-76.132271000000003	-95.262137999999993	-76.488037000000006	-72.828475999999995	-98.109863000000004	-85.250991999999997	-84.401482000000001	-57.279139999999998	-89.412857000000002	-77.071297000000001	-70.081931999999995	-88.872062999999997	-72.762459000000007	-82.355277999999998	-91.074402000000006	-67.521049000000005	-84.750252000000003	-65.195815999999994	-81.103638000000004	-83.425124999999994	-84.659851000000003	-105.7229	-100.9866	-111.68438	-86.631202999999999	-99.117301999999995	-90.500411999999997	-110.01358999999999	-103.21259000000001	-90.082924000000006	-95.157402000000005	-83.533339999999995	-95.100761000000006	-82.111503999999996	-78.367278999999996	-95.685219000000004	-104.51204	-95.036254999999997	-85.389656000000002	-166.44102000000001	-179.55017000000001	-173.47565	-159.91095999999999	-173.78036	-80.955794999999995	-92.184134999999998	-79.965118000000004	-75.603370999999996	-97.891150999999994	-170.13951	-92.20993	-103.88746999999999	-86.820426999999995	-86.720000999999996	-87.722487999999998	-102.13233	-78.434746000000004	-90.570999	-70.033233999999993	-77.711517000000001	-82.171097000000003	-72.214461999999997	-90.097565000000003	-86.679924	-78.012732999999997	-72.298423999999997	-83.081924000000001	-84.218826000000007	-69.454819000000001	-63.206550999999997	-85.226662000000005	-74.835251	-97.398421999999997	-99.964118999999997	-91.307213000000004	-76.680260000000004	-105.23661	177.26212000000001	-165.82250999999999	-178.22067000000001	-167.99014	-170.23033000000001	179.99707000000001	179.24850000000001	-176.67267000000001	-166.62195	-175.57893000000001	178.92528999999999	-171.44316000000001	-166.35594	-174.83808999999999	-173.90163999999999	A	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	B	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	Time (ps/3)


Torsion Angle (degrees)




LYS41 Torsions
CA-CB-CG-CD

CA-CB-CG-CD	173.47042999999999	176.9016	169.91730999999999	173.16965999999999	170.44121999999999	171.87556000000001	168.68471	165.22095999999999	174.34595999999999	167.48949999999999	172.84630999999999	-171.92773	-177.83501000000001	167.27225000000001	166.11786000000001	164.76917	154.65071	169.54615999999999	179.09314000000001	166.18256	173.39993000000001	179.85843	170.32211000000001	161.13037	165.63559000000001	163.47596999999999	-174.54489000000001	170.62765999999999	-174.45802	159.77042	172.69743	166.86444	178.32320000000001	167.44838999999999	-168.85854	177.63535999999999	-175.50931	176.02978999999999	166.41727	177.18071	171.66774000000001	148.01202000000001	169.42256	-179.52802	169.83376999999999	174.11748	176.53304	178.61169000000001	-177.12496999999999	176.76087999999999	172.02502000000001	167.07565	176.91667000000001	168.72913	179.80626000000001	164.36836	-171.58288999999999	173.67644999999999	174.57024999999999	-175.92786000000001	169.8381	171.19472999999999	175.00029000000001	175.77623	165.74814000000001	176.58976999999999	172.11403999999999	-176.22230999999999	167.95840000000001	176.85713000000001	174.15862999999999	164.78729000000001	157.66003000000001	-178.81969000000001	171.67204000000001	158.17595	171.76929000000001	172.54687999999999	160.43634	-176.02957000000001	179.95184	165.64510000000001	160.33716000000001	175.10692	-176.91955999999999	-177.71283	-179.90314000000001	169.92793	173.97835000000001	-177.8775	-177.0753	178.29938999999999	170.46146999999999	176.17492999999999	-177.15114	151.95065	163.74495999999999	158.62128999999999	171.46796000000001	A	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	B	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	Time (ps)


Torsion Angle (dregees)




LYS41 Torsions
C-CA-CB-CG

C-CA-CB-CG	68.069777999999999	83.622482000000005	66.013512000000006	75.592917999999997	56.269024000000002	64.363028999999997	76.310294999999996	68.829575000000006	63.400790999999998	68.949837000000002	64.377433999999994	62.209572000000001	66.633797000000001	76.299164000000005	60.452365999999998	63.748913000000002	70.919235	53.897938000000003	79.941115999999994	64.526702999999998	72.190323000000006	70.183593999999999	65.606041000000005	73.921852000000001	71.198936000000003	65.398537000000005	60.518161999999997	76.530304000000001	78.568565000000007	67.100037	67.521507	82.622214999999997	82.699669	73.624870000000001	65.989142999999999	77.214516000000003	33.450789999999998	64.997589000000005	69.258803999999998	66.917541999999997	60.824885999999999	71.058852999999999	70.758262999999999	72.074096999999995	44.418686000000001	71.327140999999997	71.063927000000007	59.776932000000002	55.322048000000002	76.409514999999999	72.374046000000007	66.490532000000002	54.532333000000001	81.044822999999994	63.405869000000003	76.257132999999996	76.797614999999993	61.72213	72.311920000000001	60.224831000000002	62.40728	66.129219000000006	68.349982999999995	60.956370999999997	67.945221000000004	57.172294999999998	70.111000000000004	48.403629000000002	69.726273000000006	62.359009	68.232001999999994	66.500557000000001	71.191010000000006	70.776443	60.913074000000002	65.277762999999993	62.962273000000003	66.564766000000006	62.861773999999997	56.594386999999998	73.978424000000004	78.952545000000001	69.208572000000004	56.447453000000003	78.565490999999994	66.738449000000003	79.869690000000006	64.602637999999999	69.919189000000003	78.439491000000004	66.163726999999994	56.917541999999997	50.939556000000003	66.879149999999996	75.745186000000004	62.293171000000001	80.171288000000004	63.725636000000002	59.168232000000003	A	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	60.76	B	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	132.63999999999999	Time (ps)


Torsion angle (degrees)




LYS41 Torsions
CA-CB-CG-CD

CA-CB-CG-CD	173.47042999999999	176.9016	169.91730999999999	173.16965999999999	170.44121999999999	171.87556000000001	168.68471	165.22095999999999	174.34595999999999	167.48949999999999	172.84630999999999	-171.92773	-177.83501000000001	167.27225000000001	166.11786000000001	164.76917	154.65071	169.54615999999999	179.09314000000001	166.18256	173.39993000000001	179.85843	170.32211000000001	161.13037	165.63559000000001	163.47596999999999	-174.54489000000001	170.62765999999999	-174.45802	159.77042	172.69743	166.86444	178.32320000000001	167.44838999999999	-168.85854	177.63535999999999	-175.50931	176.02978999999999	166.41727	177.18071	171.66774000000001	148.01202000000001	169.42256	-179.52802	169.83376999999999	174.11748	176.53304	178.61169000000001	-177.12496999999999	176.76087999999999	172.02502000000001	167.07565	176.91667000000001	168.72913	179.80626000000001	164.36836	-171.58288999999999	173.67644999999999	174.57024999999999	-175.92786000000001	169.8381	171.19472999999999	175.00029000000001	175.77623	165.74814000000001	176.58976999999999	172.11403999999999	-176.22230999999999	167.95840000000001	176.85713000000001	174.15862999999999	164.78729000000001	157.66003000000001	-178.81969000000001	171.67204000000001	158.17595	171.76929000000001	172.54687999999999	160.43634	-176.02957000000001	179.95184	165.64510000000001	160.33716000000001	175.10692	-176.91955999999999	-177.71283	-179.90314000000001	169.92793	173.97835000000001	-177.8775	-177.0753	178.29938999999999	170.46146999999999	176.17492999999999	-177.15114	151.95065	163.74495999999999	158.62128999999999	171.46796000000001	A	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	175.01	B	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	-143.13	Time (ps)


Torsion Angle (dregees)




LYS41 Torsions
CB-CG-CD-CE

CB-CG-CD-CE	-171.85342	175.51786999999999	-161.78876	-171.78005999999999	-179.0667	179.91895	177.21814000000001	179.63702000000001	-167.8663	-179.59289999999999	-171.99931000000001	179.31496000000001	-179.21077	175.94710000000001	-175.54491999999999	-171.68253000000001	-174.65128000000001	178.97592	177.77887999999999	-174.36968999999999	-164.47980999999999	175.28309999999999	168.23099999999999	171.8425	-175.00064	174.33906999999999	-172.27356	-176.23892000000001	-172.00792999999999	166.86062999999999	175.22029000000001	167.26309000000001	177.62743	175.40082000000001	-159.39345	172.43244999999999	-174.43024	-171.40735000000001	179.10986	171.32185000000001	178.85146	-175.48079999999999	162.97232	-175.54764	-152.42973000000001	-174.52047999999999	-176.11496	-177.41519	-175.89041	169.51625000000001	177.64758	-175.66505000000001	-152.84332000000001	176.39703	-166.59477000000001	-175.46866	160.51204000000001	-175.83212	177.79984999999999	-172.89282	-167.86562000000001	-175.79447999999999	-173.10649000000001	-177.15998999999999	-173.50555	-173.45196999999999	166.17985999999999	-169.82366999999999	-172.99180999999999	-176.93884	-177.66985	173.03285	-178.78184999999999	-179.13783000000001	-176.64796000000001	177.32199	-172.35348999999999	176.27443	-176.71269000000001	-169.21912	175.85155	176.79829000000001	169.75743	-174.84375	163.82162	167.00275999999999	166.79625999999999	178.55779999999999	179.33832000000001	163.09038000000001	164.88290000000001	-170.53846999999999	167.60364999999999	164.36368999999999	163.62128999999999	174.54433	158.84273999999999	168.19403	-173.25014999999999	A	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	-177.97	B	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	-43.5	Time (ps)


Torson Angle (degrees)




LYS41 Torsions
CG-CD-CE-NZ

CG-CD-CE-NZ	-97.189301	-91.219604000000004	-68.700485	-97.837715000000003	-78.842133000000004	-84.537621000000001	-68.300338999999994	-76.132271000000003	-95.262137999999993	-76.488037000000006	-72.828475999999995	-98.109863000000004	-85.250991999999997	-84.401482000000001	-57.279139999999998	-89.412857000000002	-77.071297000000001	-70.081931999999995	-88.872062999999997	-72.762459000000007	-82.355277999999998	-91.074402000000006	-67.521049000000005	-84.750252000000003	-65.195815999999994	-81.103638000000004	-83.425124999999994	-84.659851000000003	-105.7229	-100.9866	-111.68438	-86.631202999999999	-99.117301999999995	-90.500411999999997	-110.01358999999999	-103.21259000000001	-90.082924000000006	-95.157402000000005	-83.533339999999995	-95.100761000000006	-82.111503999999996	-78.367278999999996	-95.685219000000004	-104.51204	-95.036254999999997	-85.389656000000002	-166.44102000000001	-179.55017000000001	-173.47565	-159.91095999999999	-173.78036	-80.955794999999995	-92.184134999999998	-79.965118000000004	-75.603370999999996	-97.891150999999994	-170.13951	-92.20993	-103.88746999999999	-86.820426999999995	-86.720000999999996	-87.722487999999998	-102.13233	-78.434746000000004	-90.570999	-70.033233999999993	-77.711517000000001	-82.171097000000003	-72.214461999999997	-90.097565000000003	-86.679924	-78.012732999999997	-72.298423999999997	-83.081924000000001	-84.218826000000007	-69.454819000000001	-63.206550999999997	-85.226662000000005	-74.835251	-97.398421999999997	-99.964118999999997	-91.307213000000004	-76.680260000000004	-105.23661	177.26212000000001	-165.82250999999999	-178.22067000000001	-167.99014	-170.23033000000001	179.99707000000001	179.24850000000001	-176.67267000000001	-166.62195	-175.57893000000001	178.92528999999999	-171.44316000000001	-166.35594	-174.83808999999999	-173.90163999999999	A	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	170.61	B	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	-175.04	Time (ps/3)


Torsion Angle (degrees)
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Figure S1 Ramachandran Plot for
alpha helix T in Orthorhombic Rnase
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Figure S3Ramachandran Plot for
alpha helix IIT in Orthorhombic Rnase
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