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Number of end-residues (excl. Gly and Pro)
Number of glycine residues (shown as trangles)
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of t least 2.0 Asgstrons

sl R-factor so greater thas 200, & good quality ssodel would be expectad
50 have over 90% i the most fivowred segicas.
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Plot statistics
Residues in most favoured regicns [AB,L) 88.0%
Residues in additional allowed regions [a,b,1p)] 11.0%
Residues in ge ly allowed regions [~a,~b,~L~p] 0.0%
Residues in disallowed regions 1.0%
Number of noa-glycine and noa-proline residues I;!;%
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1- LysB-Chy5
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sead] R-fctor so greater thas 200, & pood quality sodel would be expecsad
0 have over 90 i the most finvowred segicas.
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Phi (degrees)
Plot statistics
Residues in most favoured regions [AB,L) 194 91.9%
Residues in additional allowed regions [ab,lp] 14 6.6%
Residues in ge ly allowed regicns [~a,~b~L~p] 2 0.9%
Residues in disallowed regions 1 0.5%
Number of noa-ghycine and noa-peol idy 21 100.0%
Number of end-residues (excl. Gly and Pro) 2
Number of glycine residues (shown as tnangles) 23
Number of proline residy 18
Total number of residues 254
Based on an ssalysis of 118 of resolation of ot least 2.0 Asgstrons
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2- LysB-SWU-1
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sl R-fictor o greater thas 200 & pood quality ssodel would be expectad

0 have over 90% & the most fivowred segicas.
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Plot statistics
Residues in most favoured regicas [AB,L) 194 90.2%
Residues in additional allowed regions [ab,1p] 19 8.8%
Residues in ge ly allowed regions [~a.~b~L~p] 0 0.0%
Residues in disallowed regions 2 0.9%
Number of non-glycine and noa-proline residues -2-1-5 Igl;m
Number of end-residues (excl. Gly and Pro) 2
Number of glycine residues (shown as tnangles) 20
.\l B d.— 1, 1 l7
Total sumber of residues .2.;
Based o0 an salysis of 118 of resolution of & least 2.0 Asgstrons

1709715_01.ps




3- LysB-Echild
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Ramachandran Plot

6412088

sl R-fictor o greater thas 200, & pood quality ssode] would be expectad
0 have over 90%% & the most fivowred segicas.
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Plot statistics
Residues in most favoured regions [ABL) 203 91.1%
Residues in additional allowed regions [a,b,Lp] 18 8.0%
Residues in ge ly allowed reg [~a.~b~L~p) 1 0.4%
Residues in disallowed regions | 0.4%
Number of noa-ghycine and noa-proline residues .2.2.5 l(.);l;m
Number of end-residues (excl. Gly and Pro) 1
Number of glycine residues (shown as tnangles) 2
.\| Jh d. 1 2 4 |n
Total sumber of residues .2‘;6
Based o0 an salysis of 118 of dation of ot least 2.0 Asgstrons
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4-LysB-Redrock
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Ramachandran Plot
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Plot statistics
Residues in most favoured regions [AB,L) 241 88.0%
Residues in additional allowed reg) [a,b,Lp] 32 1.7%
Residucs in ge ly allowed regions [~a,~b,~L~p] 0 0.0%
Residues in disallowed regions 1 0.4%
Number of non-ghycine and noo-prokine resich M 100.0%
Number of end-residues (excl. Gly and Pro) 1
Number of glycine residues (shown as tangles) 3
Number of prol idy 19
Total number of residues :“5
Based on an salysis of 118 of resolution of o least 2.0 Asgstrons
sl R-factor so greater thas 200 & pood quality ssodel would be expectad
50 have over 0% & the most fivowred segicas.
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Number of end-residues (excl. Gly and Pro)
Number of glycine residues (shown as tangles)
Number of proli Y

Total number of residues

of

dation of ot least 2.0 Asgstrons

Based ca an salysis of 118

sl R-ficsor m0 greater Thas 200 & pood quality ssodel would be expectad

0 have over 900 i the most fivowred segicas.
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Plot statistics
Residues in most fnouned regions [AB,L) 197 90.8%
Residues in addits d regi [a,b,Lp] 16 7.4%
Residues in ge ly allowed regions [~a,~b,~L~p] 1 0.5%
Residues in sﬁnllovced regions 3 1.4%
Number of noa-ghycine and noa-proline residues ;;7 I;;'m
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saadl R-fictor o greater thas 2005, & pood quality ssodel would be expectad
0 have over 90% & the most fivowrad segicas.
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Plot statistics
Residues in most favoured regions [AB,L) 196 89.9%
Residues in additional allowed regions [a,b,lp] 18 8.3%
Residues in ge ly allowed regicas [~a,~b~L~p] 2 0.9%
Residues in disallowed regions 2 0.9%
Number of noa-ghycine and noa-proline residues 218 100.0%
Number of end-residues (excl. Gly and Pro) 1
Number of glycine residues (shown as tnangles) 23
Number of proli i 16
Total number of residues 258
Based cn an ssalysis of 118 of resolation of ot least 2.0 Aagstroms
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Plot statistics

Residues in most fz\ourcd regicns [ABL] 176 87.6%

Residues in addin d regs [ab,lp] 2 10.9%

Residues in ge ly allowed regi [~a.~b~L-p) 1 0.5%

Residues in tﬁallmnu:l regions 2 1.0%

Number of noa-glycine and noa-proline residues 201 100.0%

Number of end-residues (excl. Gly and Pro) 2

Number of glycine residues (shown as tangles) 25

~\| Jh d' 1. 1 lg

Total number of residues 246

Based on an ssalysis of 11§ of resolation of o least 2.0 Asgstrons

sl R-fictor so greates thas 200, & good quality ssodel would be expecad
0 have over 0% i the most fivowed segicas.
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Plot statistics
Residues in most favoured regicas [AB,L) 241 88.9%
Residues in addinional allowed regions [a,b,Lp) 25 9.2%
Residues in ge ly allowed regicas [~a.~b~1~p] 3 L1%
Residues in disallowed regions 2 0.7%
Number of noa-glycine and noo-peols id 271 100.0%
Number of end-residues (excl. Gly and Pro) 2
Number of glycine residues (shown as triangles) 32
.kl B d' 1, 1 m
Total sumber of residues 325
Based on an salysis of 118 of resolation of of least 2.0 Asgstrons

sl R-factor so greater thas 200 & pood quality sodel would be expecad
50 have over 907 & the most fivowred segicas.
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s R-fctor 0 greater thas 200, & pood quality ssodel would be expectad

0 have over 0% & the most fivowred segicas.
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Plot statistics
Residues in most favoured regiocns [AB,L) 190 90.0%
Residues in additional all d regi [ab,lp] 18 8.5%
Residues in ge ly alk d regi [~a~b~L~p) 2 0.9%
Residues in disallowed regions | 0.5%
Number of non-ghycine and noa-proline residues .2.I~l l(;.l.).h
Number of end-residues (excl. Gly and Pro) 2
Number of glycine residues (shown as tnangles) 19
Number of proli s 14
Total number of residues .2:;
Based o0 an salysis of 118 of resolation of ot least 2.0 Asgstrons

6985460_01.ps
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Plot statistics

Residues in most favoured regicas [AB,L])

Residues in additional allowed regions [a,b,1,p]

in ge ly allowed regicas [~a,~b~L~p]
Residues in disallowed regions

Resid:

Number of noa-glycine and noa-proline residues
Number of end-residues (excl. Gly and Pro)
Number of glycine residues (shown as tnangles)
Number of proline residues

Total number of residues

87.6%
11.0%
1 0.5%
2 1L0%

100.0%

19
14

244

Based on an ssalysis of 115 strucoures of resolation of of least 2.0 Aagstrons
sead R-fictor s0 greater thas 200 & pood quality ssodel would be expectad
50 have over 90 i the most fivowred segicas.
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sl R-factor so greater thas 200 & pood quality ssodel would be expectad
50 have over 90 & the most fivowred segicns.
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Plot statistics
Residues in most £ ed reg (ABL) 189 89.2%
Residues in addin llowed regs [ab,Lp] 20 9.4%
Residues in ge ly allowed regicns [~a,~b~L~p] 1 0.5%
Residues in disallowed regions 2 0.9%
Number of noa-ghycine and noa-peoline residues 212 100.0%
Number of end-residues (excl. Gly and Pro) 2
Number of glycine residues (shown as tnangles) 18
Number of proline residy 14
Total number of residues 246
Based ca an saalysis of 118 of resabation of 8 least 2.0 Asgstrons
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Ramachandran Plot
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sl R-fctor mo greater thas 2005, & pood quality ssodel would be expectad

0 huve over 90% & the most fivowrad segicas.
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Plot statistics
Residues in most favoured regions [AB,L) 190 90.5%
Residues in additional all d reg [ab,Lp] 17 8.1%
Residues in ge ly alk icas [~a~b~L~p] 2 1.0%
Residues in disallowed regions 1 0.5%
Number of noa-glycine and noa-proline residues .:-;) 1;;';.
Number of end-residues (excl. Gly and Pro) 2
Number of glycine (shown as tangles) 23
Number of prol 16
Total number of residues Ss—l
Based on an saalysis of 118 of resalation of o least 2.0 Asgstrons
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Plot statistics
Residues in most favoured regions [AB,L) 237 87.5%
Residues in additional allowed regions [a,b,1.p) 20 10.7%
Residues in gei ly allowed regicns [~a,~b~L~p] 2 0.7%
Residues in disallowed regions 2 0.7%
Number of noa-glycine and noa-proline residues 270 100.0%
Number of end-residues (excl. Gly and Pro) 2
Number of glycine residues (shown as tnangles) 33
N g dr 1+ i |°
Total number of residues 321
Based ca an ssadysis of 115 of resoation of 8 least 2.0 Asgstrons

sl R-fictor m0 greater thas 200 & pood quality ssodel would be expectad
0 have over 90% & the most fivowrad segicas.
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sead] R-factor so greater thas 200 & good quality ssodel would be expectad

50 have over 90 & the most fivowred segicas.
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Plot statistics
Residues in most favoured regions [AB,L) 232 85.9%
Residues in additional allowed regions [a,b,lp] 29 10.7%
Residues in ge ly allowed regicns [~a,~b,~L~p] 3 1.5%
Residues in disallowed regions 5 1.9%
Number of non-glycine and noa-proline residues 270 100.0%
Number of end-residues (excl. Gly and Pro) 2
Number of glycine residues (shown as trangles) 29
~\l Jb d. 1s i 23
Total number of residues 324
Based on an salysis of 115 of dation of ot least 2.0 Aagstrons
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Residues in disallowed regions

Number of noa-ghycine and noo-proline residues
Number of end-residues (excl. Gly and Pro)
Number of glycine residues (shown as tnangles)
Number of proli “

Total number of residues
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50 have over 90 & the most fivowred segicas.

of ot least 2.0 Aagstrons
sl R-fictor o greater thas 20 & pood quality ssodel would be expectad
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Plot statistics
Residues in most (z\oumd n:gmns [ABL) 191 91.4%
Residues in addin gions [a,b,lp] 15 1.2%
Residues in ge ly allowed reg [~a,~b~L~p) 2 1.0%
Residues in &Allovmd regions | 0.5%
Number of non-glycine and non-proline residues 209 100.0%
Number of end-residues (excl. Gly and Pro) 2
Vunh:fdgbun: rulducs (shown as tmangles) 31
N of 19
Total number of residues 261
Based oo an ssalysis of 118 of resolution of o least 2.0 Asgstrons

sl R-fictor so greater thas 2005, & pood quality ssodel would be expectad
50 have over 90 & the most fivowred segicas.
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Plot statistics
Residues in most favoured regions [AB,L] 182 87.9%
Residues in additional allowed regions [a,b,lp] 19 9.2%
Residues in ge ly allowed regions [~a,~b~L~p] 3 1.4%
Residues in disallowed regions 3 1.4%
Number of noa-glycine and noo-proline residues :‘-(;7 |(.;)-(;b
Number of end-residues (excl. Gly and Pro) |
Number of glycine residues (shown as tnangles) 2
Number of proline residy 21
Total number of residues .2-;1
Based oa an ssalysis of 118 of resoation of 8 least 2.0 Asgstrons
sl R-factor o greates thas 200 & pood quality ssodel would be expectad
50 have over 0% & the most fivowed segicas.
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sl R-factor so greater thas 200, & pood quality ssodel would be expectad

0 have over 907 & the most fivowred segicas.
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Plot statistics
Residues in most favoured regions [AB,L) 182 87.9%
Residues in additional allowed regi [a,b,Lp] 19 9.2%
Residues in ge ly allowed regions. [~a,~b,~L~p) 3 1.4%
Residues in disallowed regions 3 1.4%
Number of noa-ghycine and noo-proline residues ;;I l;';b
Number of end-residues (excl. Gly and Pro) 1
Number of glycine residues (shown as tnangles) 2
Number of proline residy 21
Total number of residues .2.5-1
Based oo an salysis of 118 of resolution of o least 2.0 Asgstrons
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sl R-fictor so greater thas 200, & pood quality ssodel would be expectad
50 huve over 907 & the most fivowred segicas.
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Plot statistics

Residues in most ﬁr\oured mglons [ABL) 239 86.9%

Residues in addi [a,b,Lp] 3 11.3%

Residues in generously allowed n:glons [~a,~b~L~p) 2 0.7%

Residues in disallowed regions 3 L1%

Number of noa-glycine and noa-peols i 275 100.0%

Number of end-residues (excl. Gly and Pro) 2

Number of glycine residues (shown as tnangles) 30

.l| . d' 1 1 26

Total number of residues 333

Based o0 an salysis of 118 of dation of ot least 2.0 Asgstrons
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sl R-fictor so greater tham 200 & pood quality sodel would be expecsad
0 have over 9% & the most fivowred segicas.
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Plot statistics
Residues in most favoured regicns [AB,L) 184 88.9%
Residues in additional allowed regions [a,b,lp] 20 9.7%
Residues in ge ly allowed regions [~a.~b~L~p] 0 0.0%
Residues in disallowed regions 3 1.4%
Number of non-glycine and noa-proline residues ;7 10—0-0;'»
Number of end-residues (excl. Gly and Pro) 1
Number of glycine residues (shown as tnangles) 21
'l| . d' 1. 1 2:
Total sumber of residues ;;l
Based on an ssalysis of 115 of dation of ot least 2.0 Asgstrons
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Plot statistics
Residues in most favoured regions [AB,L) 205 89.3%
Residues in additional allowed regions [a,b,lp] 19 8.3%
Residues in ge ly allowed regicas [~a,~b~L~p] 1 0.4%
Residues in disallowed regions 4 1.7%
Number of noa-glycine and noa-peoline residues 229 100.0%
Number of end-residues (excl. Gly and Pro) 2
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Figure S6: Ramachandran plots of the generated 30 LysB homology models.




