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1. Supplementary materials  

 

 

 

Figure S1. TLS analysis of the EcAIII structures. Different colors represent separate TLS groups. The 

"thickening" of the trace depicts the degree of TLS motion, as defined by the TLSMD server (Painter 

& Merritt, 2006a, b). 
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Table S1a. Buried area differences (Å2) due to packing interactions for individual residues. 

Superscript indicates the chain; bold font - chain Aα only, italics - chain Bα only, underlined - both Aα 

and Bα chains interact. For the T179A structure, the listing includes only those fragments of chains A 

and B that correspond to subunit α. 

 
 1JN9 1K2X 2ZAL 1T3M T179A 

GLY   2 -0.60Aα −10 70Αα −74 90Βα -36.70Aα N/A -24.50Αα,-20.70Βα 
LYS   3 -18.80Aα N/A -30.20Aα, -7.80Bα −37.80Αα -43.50Αα, -15.60Βα 
ALA   4 N/A N/A -1.70Aα N/A -0.60Αα 
ARG  17 -120.90Aα, -112.40Βα −102.90Αα,−100.30Βα -104.60Aα, -101.30Bα −103.10Αα,−102.10Βα -100.50Αα, -106.10Βα 
ALA  18 N/A −8.00Βα -4.00Aα, -6.60Bα N/A -16.00Βα 
GLN  19 N/A −15.80Βα -56.60Aα, -8.90Bα N/A -26.30Αα 
MET  20 -8.40Aα, -10.40Bα −11.00Αα,−12.40Βα -11.10Aα, -9.90Bα −12.00Αα,−10.70Βα -11.10Αα, -9.40Βα 
SER  21 -0.50Aα, -2.00Βα −2.10Αα,−3.30Βα -1.50Aα, -1.80Bα −1.80Αα,−1.10Βα -16.30Αα, -5.60Βα 
LEU  22 -88.60Aα, -61.10Bα −89.00Αα,−88.30Βα -95.20Aα, -91.70Bα −102.90Αα,−107.50Βα -109.10Αα, -108.40Βα 
GLN  23 -36.70Aα −24.30Αα,−32.10Βα -31.40Aα, -40.20Bα −22.30Αα,−31.90Βα -72.10Αα, -64.20Βα 

GLN  24 N/A N/A N/A N/A -1.80Αα 
GLU  25 -15.40Aα, −15.40Α, −11.40Βα −9.60Αα,−12.00Βα -10.60Aα, -8.30Bα −9.10Αα,−9.20Βα -9.00Αα, -10.50Βα 
LEU  26 −55.30Αα, −40.50Βα −37.60Αα,−55.70Βα -34.20Aα, -52.80Bα −42.80Αα,−41.30Βα -40.40Αα, -56.50Βα 
ARG  27 −2.50Αα N/A N/A N/A -1.50Βα 
ILE  29 −26.00Αα, −32.70Βα −25.80Αα,−26.40Βα -28.60Aα, -34.20Bα −42.30Αα,−44.30Βα -28.00Αα, -29.00Βα 
GLU  30 N/A −1.30Βα −0.30Βα N/A N/A 
GLU  37 −1.70Αα N/A N/A N/A N/A 
THR  38 −19.50Αα −12.50Βα N/A −37.90Αα N/A 
LYS  41 −69.50Αα −38.70Βα -12.50Aα −46.20Αα -3.00Αα 
MET  42 −20.00Αα −33.90Βα N/A −18.90Αα N/A 
GLU  44 N/A −45.90Βα -8.50Aα N/A -7.80Αα 
ALA  45 −4.90Αα −10.10Βα -28.30Aα, -6.60Bα N/A -8.30Αα, -0.80Βα 
GLY  46 −9.60Αα N/A -31.50Aα N/A N/A 
GLU  47 −12.80Αα −48.00Βα -33.80Aα −12.60Αα -21.60Αα 
SER  48 N/A N/A -21.50Aα N/A -6.60Αα 
ASP  51 −25.00Αα −28.00Βα -28.30Aα N/A -27.00Αα 
GLU  55 −38.20Αα −35.70Βα N/A −34.10Αα N/A 
ARG  58 −54.60Αα −28.40Βα N/A −54.20Αα -3.60Βα 
LEU  59 −12.50Αα N/A N/A −12.20Αα N/A 
GLU  62 −2.70Αα N/A N/A −11.40Αα N/A 
ARG  76 −55.00Αα, −0.10Βα N/A -2.60Aα, -20.00Bα −52.60Αα -2.40Βα 
ASP  77 −43.50Αα −7.70Βα -12.40Bα −26.40Αα -3.20Βα 
GLU  78 −37.70Αα N/A -2.20Aα −15.90Αα -7.90Βα 
THR  79 N/A −17.80Βα -15.30Bα N/A -17.80Βα 
ASP  88 N/A N/A -6.90Bα N/A -6.40Βα 
GLY  89 N/A −0.80Αα -4.10Bα N/A -4.20Βα 
ASN  90 −18.40Βα −41.20Αα -46.40Bα −13.30Βα -47.10Βα 
THR  91 N/A −13.10Αα -56.40Bα N/A -59.40Βα 
LEU  92 −15.20Αα −31.30Αα,−15.20Βα -12.70Bα N/A -15.10Βα 
LYS  93 N/A N/A -44.00Bα N/A -45.50Βα 
HIS 102 −3.10Βα −26.00Αα  -3.30Bα N/A N/A 
ARG 104 −8.80Αα −0.40Βα -5.10A−5.40Αα −47.80Αα N/A 
ASN 105 −1.10Αα −6.60Βα N/A −11.70Αα N/A 
LEU 108 −7.10Αα −17.30Βα N/A −16.60Αα N/A 
ARG 111 −4.50Αα N/A -0.40A−1.00Αα N/A -2.00Αα 

LEU 112 N/A −1.00Αα N/A N/A N/A 
MET 114 −2.60Αα N/A N/A N/A N/A 
GLU 115 −72.80Αα −7.40Αα,−23.60Βα -20.00Aα, -3.00Bα −44.30Αα -20.70Αα 
GLN 116 −70.50Αα, −1.20Βα −69.40Αα,−11.20Βα -62.50Aα −80.40Αα,−14.90Βα -58.40Αα 
SER 117 −5.90Αα −2.90Αα,−6.50Βα N/A −2.30Αα N/A 
PRO 118 N/A −46.00Αα N/A N/A N/A 
GLU 125 −17.70Αα, −50.30Βα −21.20Αα,−1.30Βα -3.20Aα −13.00Βα N/A 
ASN 129 −8.30Βα −2.40Αα -31.10Aα −6.10Βα -4.60Αα 

PHE 132 −42.40Βα −40.20Αα -36.70Aα −46.30Βα N/A 
ALA 133 −1.80Αα, −19.10Βα −70.70Αα -30.30Aα −2.40Αα,−54.00Βα -12.80Αα 
ARG 134 −69.90Αα,−39.90Βα   −34.80Αα,−17.90Βα -27.10Aα −81.50Αα,−55.80Βα -27.80Αα 
GLY 135 −15.80Αα,−3.20Βα −39.70Αα,−30.10Βα -51.80Aα −38.40Αα,−33.10Βα -57.40Αα 
MET 136 −2.70Βα N/A -3.30Aα −3.20Βα -1.10Αα 
GLU 137 −41.10Αα, −2.60Βα −42.40Αα,−45.90Βα -71.60Aα, -15.30Bα −55.70Αα,−86.40Βα -64.80Αα, -17.40Βα 
ARG 138 −103.60Βα −67.10Αα,−56.40Βα -147.00Aα, -3.00Bα N/A -116.30Αα 
VAL 139 N/A −2.60Αα -4.60Aα N/A -2.50Αα 
SER 140 −15.10Βα −44.50Αα,−6.70Βα -34.00Aα, -1.40Bα −5.30Βα -10.50Αα, -3.10Βα 
PRO 141 −11.90Βα −13.10Αα,−2.90Βα N/A N/A N/A 
GLU 142 −27.70Βα −80.50Αα,−16.50Βα -2.70Aα −19.10Βα -14.70Αα, -34.40Βα 
SER 147 N/A N/A -1.90Aα N/A N/A 
TYR 150 N/A N/A -29.20Aα N/A -13.40Αα 
GLU 151 N/A N/A -59.50Aα N/A -27.40Αα 
LEU 154 N/A N/A -56.00Aα N/A -58.40Αα 
ALA 155 N/A N/A -33.60Aα N/A -29.50Αα 
ALA 156 N/A −11.80Βα N/A −0.10Αα N/A 
ARG 157 −85.90Αα, −8.80Βα −27.70Αα,−34.10Βα -70.80Aα −84.40Αα -65.20Αα 
LYS 158 −8.80Αα N/A -124.30Aα N/A -117.40Αα, -3.60Βα 
GLU 159 −1.30Αα N/A N/A N/A N/A 
GLY 160 N/A N/A -14.40Aα N/A -21.20Αα 
ALA 161 N/A N/A -65.80Aα N/A -87.50Αα 

THR 162 N/A N/A N/A N/A -31.80Αα 

VAL 163 N/A N/A N/A N/A -4.30Αα 
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Table S1b. Buried area differences (Å2) due to packing interactions for individual residues. 

Superscript indicates the chain; bold font - chain Aβ only, italics - chain Bβ only, underlined - both 

chains Aβ and Bβ interact. For the T179A structure, the listing includes only those fragments of chains 

A and B that correspond to subunit β.  

 
 

 1JN9 1K2X 2ZAL 1T3M T179A 

ASP 186 N/A N/A -1.50Αβ N/A N/A 
LEU 187 N/A -15.00Αβ, -26.50Ββ -79.60Αβ, -1.40Ββ N/A -55.90Aβ 
ASP 188 -0.10Αβ, -17.20Ββ -44.90Αβ, -57.70Ββ -74.20Αβ, -63.00Ββ -20.60Ββ -9.50Aβ, -26.50Ββ 
GLY 189 N/A -24.50Αβ N/A -13.80Ββ N/A 
ASN 190 -1.40Ββ -0.20Αβ -3.70Αβ, -1.00Ββ N/A N/A 
ASN 202 -4.90Αβ -14.30Ββ -2.60Αβ -17.40Αβ -2.30Aβ 
ASN 221 N/A N/A -12.40Ββ N/A -12.00Ββ 
ASN 222 N/A -17.70Αβ -4.00Ββ -3.20Ββ -6.10 Ββ 
ALA 223 N/A -37.30Αβ -17.40Αβ, -10.20Ββ N/A -4.90Aβ, -28.80Ββ 
ARG 238 N/A N/A -13.10Αβ N/A -4.80A β 
LEU 248 N/A N/A -1.90Αβ N/A N/A 
MET 249 N/A -0.90Αβ -0.80Ββ N/A 0.10Aβ 
ASP 250 N/A -17.50Αβ -29.20Αβ, -31.40Ββ N/A -10.40Aβ, -12.40Ββ 
TYR 251 N/A -12.80Αβ -6.40Αβ, -42.50Ββ N/A -0.70Aβ, -26.20Ββ 
GLY 252 N/A -17.90Αβ, -19.10Ββ -35.00Αβ, -27.30Ββ N/A -26.20Aβ, -0.70Ββ 
GLY 253 N/A -56.40Αβ, -2.50Ββ -6.60Αβ, -58.70Ββ N/A -53.40Aβ, -8.20Ββ 
LEU 254 N/A -7.70Αβ -19.40Αβ, -5.40Ββ N/A -25.70Aβ 
SER 255 N/A -29.10Αβ, -2.90Ββ -24.00Ββ N/A 0.30Ββ 
ALA 257 N/A -5.70Αβ-6.30Ββ N/A N/A N/A 
GLU 258 N/A -40.70Αβ, -30.90Ββ -33.50Αβ, -48.20Β β N/A -30.10Aβ 
ARG 262 N/A -40.70Ββ -60.80Αβ, -3.50Ββ N/A -46.70Aβ 
GLU 266 N/A -59.00Αβ, -0.50Ββ -20.00Αβ, -12.40Ββ N/A -28.30Aβ, -3.30Ββ 
LYS 267 N/A N/A 27.30Αβ N/A -18.80Aβ 
PRO 269 -6.60Αβ N/A -1.70Αβ N/A N/A 
ALA 270 -14.10Αβ -16.80Ββ -64.60Αβ N/A -64.10Aβ 
LEU 271 N/A N/A -55.90Αβ N/A -51.10Aβ 
GLY 272 -6.40Αβ N/A -23.10Αβ N/A -15.70Aβ 
HIS 282 N/A -37.10Αβ -29.10Αβ, -2.80Ββ -18.40Ββ -27.70Aβ 
GLU 283 -25.40Αβ -51.00Ββ -16.20Αβ, -15.40Ββ -5.50Αβ -18.70Aβ, -21.30Ββ 
ASN 285 N/A -23.90Ββ -4.40Ββ -8.20Αβ -8.10Ββ 
ARG 297 -0.20Αβ , -0.70Ββ -1.10Ββ -1.00Αβ N/A N/A 
TYR 301 N/A N/A N/A -20.10Αβ N/A 
ALA 302 N/A -9.60Ββ N/A N/A N/A 
GLY 303 N/A -38.60Ββ N/A N/A N/A 
ASP 304 -6.70Aβ -2.10Αβ, -43.90Ββ N/A N/A N/A 
THR 305 N/A -11.50Ββ N/A N/A N/A 
PRO 306 N/A N/A N/A N/A N/A 
THR 307 -3.90Ββ -1.50Αβ -7.10Αβ N/A -7.40Aβ 
THR 308 -1.70Αβ, -32.80Ββ -7.40Αβ, -17.10Ββ -30.10Αβ, -0.20 Ββ -0.90Αβ, -14.80Ββ -28.40Aβ, -13.60Ββ 
GLY 309 -7.30Αβ, -7.70Ββ -30.40Αβ, -6.80Ββ -8.70Αβ N/A -0.90Aβ, -0.30Ββ 
ILE 310 10.70Αβ, -8.90Ββ -8.80Αβ, -10.10Ββ -8.40Αβ, -7.70Ββ -7.60Αβ, -4.60Ββ -2.40Aβ, -2.70Ββ 
TYR 311 -31.30Αβ, -29.00Ββ -9.10Αβ, -28.00Ββ -27.20Αβ, -19.80Ββ -16.20Αβ, -8.60Ββ -9.60Aβ, -10.50Ββ 
ARG 312 -0.30Αβ, -2.20Ββ -25.30Αβ, -5.40Ββ -3.70Αβ, -2.90Ββ -27.60Αβ, -17.6Ββ N/A 
GLU 313 -1.30Ββ -3.10Αβ, -3.90Ββ -5.40Αβ, -30.40Ββ N/A -11.10Aβ, -47.40Ββ 


