Appendix B. B-factors of the largest deviated residues

Protein Mutation Position of Corresponding Largest Corresponding
largest deviation B-factor B-factor residue
T4 Lysozyme (wild type: 3lzm)

2201 C54t, C97a, M102a Asn 55 67.28 67.28 Asn 55
2211 A49s, C54t, C97a Asn 40 35.36 66.55 Lys 162
2221 C54t, C97a, M102a Arg 52 36.14 62.54 Lys 162
2231 L133g Gly 113 37.99 87.24 Asn 55
2241 C54t, A93s, C97a Val 57 22.70 56.23 Lys 162
2271 C54t, C97a, F104a Asn 40 29.96 54.42 Lys 162
2291 C54t, R95a, C97a Asn 40 25.11 57.56 Lys 162
2301 M6l, C54t, C97a Arg 76 22.45 41.61 Asn 55
2311 C54t, C97a, M106k Arg 76 22.21 57.70 Lys 162
2321 C54t, C97a, M120k Arg 76 16.93 37.76 Lys 162
2331 C54t, C97a, M1201 Gly 77 8.58 45.38 Lys 162
2341 C54t, C97a, M1061 Gly 77 14.36 43.82 Asn 55
2351 C54t, C97a, V1lla Gly 113 29.95 68.89 Lys 162
2361 C54t, V87a, C97a Lys 83 31.06 65.42 Lys 162
2371 C54t, C97a, V149a Arg 76 22.14 51.25 Lys 162
2381 C54t, C97a, V103a Arg 76 16.39 55.04 Lys 162
2391 117a, C54t, C97a Pro 37 65.77 100.00 Asn 55
2401 127a, C54t, C97a Lys 16 22.44 50.72 Lys 162
2411 129a, C54t, C97a Leu 13 22.92 76.84 Lys 162
2421 150a, C54t, C97a Ala 50 18.01 52.12 Lys 162
2431 C54t, 158a, C97a Asn 40 31.98 67.62 Lys 162
2441 C54¢, C97a, 1100a Val 75 20.73 52.29 Lys 162
2451 Mé6a, C54t, C97a Asn 40 31.93 51.24 Lys 162
2461 C54t, F67a, C97a Asp 61 10.17 55.98 Lys 162
2471 C54t, L84a, C97a Ala 112 58.13 78.14 Thr 109
2481 T27a, 129a, C54t, C97a Lys 16 21.12 52.40 Lys 35
2491 127a, C54t, 158a, C97a Leu 46 14.90 53.21 Lys 162
2501 129a, C54t, I58a, C97a Leu 13 19.90 61.32 Lys 162
2511 C54t, C97a, L121a, L133a Gly 113 48.75 73.15 Lys 124
2531 D20a C54t, C97a Thr 21 38.16 51.70 Lys 162
2541 D20s, C54t, C97a Gly 77 10.95 46.49 Lys 162
2551 D20n, C54t, C97a Gly 77 14.81 48.93 Lys 162
2561 Mé6i Asn 40 32.64 86.82 Asn 163
2178 C54t, C97a, V111i Gly 113 19.64 47.87 Glu 108
1021 Ins N40-a, C54t, C97a Asn 40 48.90 100.00 Ser 36
1041 Ins S44-aa, C54t, C97a Ala 41 64.31 79.89 Thr 115
1071 S44g, C54t, C97a Asn 40 47.10 50.87 Ser 36
1081 S44i, C54t, C97a Asn 40 25.45 42.98 Lys 162
1091 S44k, Ch4t, C97a Gly 113 25.45 40.40 Asn 55
1101 S441, C54t, C97a Thr 15 11.87 42.54 Lys 162
1111 S44n, C54t, C97a Gly 113 36.60 44.94 Lys 162
1121 S44p, C54t, C97a Asn 40 45.44 45.44 Asn 40
1131 S44r, C54t, C97a Gly 113 27.49 46.14 Lys 162
1141 S44t, C54t, C97a Gly 77 15.90 43.19 Lys 162
1151 S44v, C54t, C97a Gly 113 14.35 46.04 Lys 162
1181 C54t, C97a, A130s Gly 56 17.78 34.82 Lys 162
1191 C54t, C97a, Al34s Val 57 16.64 48.61 Lys 162



1201
1221
1231
1251
1261
1271
1281
1291
1301
1311
1371
1381
1391
1401
1411

Adls, C54t, C97a
CbH4t, AT73s, C97a
C54t, A82s, C97a
Cb4t, C97a, A98s
C54t, C97a, V149t
Ch4t, V75t, C97a
Cb54t, V8Tt, C97a
CbH4t, A93t, C97a
Cb4t, C97a, T151s
T26s, C54t, C97a
S44f, C54t, C97a
C54t, A93c, C97a

C54t, N68c, A93c, C97a
C54t, C97a, L121a, A129m, F1531
C54t, C97a, L121a, A129m, V149i

Myoglobin (wild type 105m)

101m
102m
106m
109m
1chl
1ch2
1ch3
1chb
1ch7
1ch9
lcik
1cio
1co8
1co9
1cp0
lcpd
lepw
1fcs
lhrm
ljdo
1ltw
lmcy
1mdn
lmgn
1mlif
1mlj
1mim
1mls
1mlu
1mnh
1mni
lmno
Imoa
1mob
1moc
1mti
1mt;j
lmyh
1myi

F46v, D122n
H64a, D122n
V68f, D122n
D122n
L89g, D122n
1.89f, D122n
L89w, D122n
H97v, D122n
H97f, D122n
H97q, D122n
199a, D122n
199v, D122n
L104a, D122n
L104v, D122n
L104n, D122n
L104f, D122n
1104w, D122n
Hé64v, T67r
H93y
L29f, D122n
L29w, D122n
F291, Q64h, D122n
V68n
Hé64y, D122n
V68a, D122n
V68f, D122n
V68i, D122n
V68], D122n
H64g, V68a, D122n
Hé4v, T67r
Hé64v, V68h
V68n
L29f, D122n
Hé64g, D122n
H64t, D122n
F46]1, D122n
F46v, D122n
K45r
K45s

Thr 54
Asn 40
Asn 40
Asn 40
Asn 40
Thr 75
Lys 83
Asn 40
Asn 40
Asn 40
Arg 137
Cys 93
Asn 40
Gly 113
Gly 113

Gly 121
Gly 121
Gly 121
Gly 121
Gly 121
Gly 121
Gly 121
Gly 121
Gly 121
Gly 121
Gly 121
Gly 121
Gly 121
Gly 121
Gly 121
Gly 121
Gly 121
Gly 121
Ala 94
Gly 121
Gly 121
Gly 121
His 119
Gly 121
Gly 121
Gly 121
Gly 121
Gly 121
Gly 121
Gly 121
Gly 121
His 119
Gly 121
Gly 121
Gly 121
Gly 121
Gly 121
Gly 121
Gly 121

18.46
22.10
23.52
23.83
25.10
15.17
31.90
29.10
28.68
23.85
21.29
10.57
33.69
37.17
22.32

19.49
15.19
14.17
15.02
20.13
17.19
22.61
24.10
13.46
17.69
18.17
14.73
19.72
18.04
21.79
19.96
17.91
15.85
17.79
18.39
18.30
21.40
21.42
16.20
16.00
15.60
17.00
15.10
16.80
4.67

31.28
21.19
16.80
19.10
18.40
13.00
18.60
31.16
38.88

36.26
37.29
44.73
38.86
49.27
35.47
39.05
51.70
56.14
51.76
40.23
73.79
60.78
64.96
84.29

47.07
40.00
43.92
40.60
66.99
54.60
68.13
55.71
56.69
67.63
95.10
69.22
83.40
70.97
94.44
86.15
96.68
76.73
58.39
83.90
50.30
52.20
79.17
45.40
55.90
49.60
48.80
46.10
56.00
56.50
82.25
74.52
43.40
54.20
49.30
42.70
49.40
65.06
79.92

Ser 36
Lys 162
Lys 162
Lys 162
Lys 162

Ser 36

Ser 36

Ser 36
Lys 162
Lys 162
Thr 109
Asn 55
Lys 162
Lys 162
Asn 55

Gly 153
Gly 153
Gly 153
Gly 153
Gly 153
Gln 152
Gln 152
Gln 152
Gln 152
Gln 152
Gly 153
Gly 153
Gly 153
Gly 153
Gly 153
Gly 153
Gly 153
Gly 153
Gly 153
Gln 152
Gly 153
Gly 153
Gly 153
Gly 153
Gly 153
Gly 153
Gly 153
Gly 153
Gly 153
Gly 1
Gly 153
Gly 153
Gly 153
Gly 153
Gly 153
Gly 153
Gly 153
Gly 153
Gly 153



lmyj
lobm
1lofj
lofk
1tes
1xch
lyca
2mgb
2mgc
2mgf
2mgi
2mgj
2mm]1
2spm
2spo

V68t

L29f, H64q, V68f, D122n

L29gh, H64l, D12

F43h, H64l, D122n

Di23n
L104n
V68t
Hé64g, D122n
H64l, D122n
Hé64q, D122n
H64t, D122n
H64v, D122n
K45r, C110a
L29f, D122n
L29v, D122n

Transthyretin (wild type

1tsh
1ttc
1ttb
2trh
2try
1bzd
1bze
1bz8
1ttr

A60t
V30m
A109t

R10c

S77y

Ség
M119¢
delV122

V122i

Gly 121
Gly 121
2n Gly 121
Gly 121
Gly 121
Lys 45
Gly 121
Gly 121
Gly 121
Gly 121
Gly 121
Gly 121
Gly 121
Gly 121
Gly 121

: 1bmz A)
Ser 85
Met 30
Cys 10
His 56
Gly 101
Ser 100
Ser 100
Pro 102
Ser 85

27.44
14.30
15.80
17.20
18.00
24.85
24.98
18.50
15.10
17.90
17.90
19.10
14.71
16.60
17.00

30.84
15.88
30.43
22.18
19.16
36.54
38.87
58.23
23.98

HIV aspartic proteinase (wild type: 1dif A)

1a30 Q7k, L33i, L63i Pro39 36.09
laxa A28s Ser 37  53.17
lazd S4h Pro 40 21.87
1gnm v8ad Gly 51  20.36
1gon V82n Ser 37  29.00
Barnase (wild type: 1a2p A)
1brh Ll4a Glu60 35.95
lbne A43c, S80c Asn 41 15.11
1bnf T70c, S92¢ Gly 68  27.82
1bng S85c¢, H102¢ Gly 68  28.08
1bri 176a Ser 67 24.36
1brj 188a Lys 66  38.10
1brk 196a Ser 67  30.19
1b20 R69s Lys 66 31.39
1b3s H102a Arg 59  30.35
1b2u K27a Gln 104 22.69
Lactoferrin (wild type 1bka)
1hse H253m Arg 313  76.79
1dsn D60s Ile 314  79.73
1vfd R12le Arg 313 52.43
1vfe R121s Arg 313 38.76
Dihydrofolate reductase (wild type 4dfr A)
1dhi D27S Ser 135 37.01
1dhj D278, F1378 Val 136 36.63
1dra D27e Ser 135 44.43
1drb D27¢ Gly 67 63.43
2drc Ww22f Val 136  40.90

76.92
39.90
50.32
50.90
43.90
52.18
39.38
54.50
36.60
52.30
48.70
49.30
40.99
44.90
46.90

69.03
40.00
53.79
58.17
49.59
68.21
64.43
66.58
85.88

47.71
61.13
84.97
30.76
38.61

35.95
28.85
32.00
32.00
33.46
42.37
30.19
35.08
59.40
59.76

86.29
80.00
80.00
57.38

83.19
81.73
72.25
70.58
70.08

Gly 153
Gly 153
Gly 153
Gly 153
Gly 154
Gly 153
Gly 153
Gly 153
Gly 153
Gly 153
Gly 153
Gly 153
Gly 153
Gly 153
Gly 153

Pro 102
Gly 1
Gly 1

Gly 101

Pro 102

Pro 102
Glu 7

Pro 102
Ser 8

Gly 68
Pro1
Gly 52
Arg 41
Arg 41

Glu 60
Ser 67
Ser 67
Ser 67
Ser 67
Glu 60
Ser 67
Gln 2
Gln 62
Ala 32

Pro 142
Thr 139
Pro 142
Thr 139

Pro 130
Pro 130
Pro 130
Pro 130
Pro 130



a-1l-antitrypsin (wild type: 2psi)

latu F511, T59a, T68a, Ala 355 22.34
A70g, M374i, S381a

ket T59a, T68a, A70g Ala 350  20.00

1psi F511 Ala 348 34.53
BP-RNase A (wild type: 1rph)

la5q P93a Lys 37 71.92
3rsk K7a, R10a, K66a Ser 89 63.13
3rsd D12in Asn 67 14.09

Adenylate kinase (wild type: lake A)
1dvr D89v, R165i Glu 113 13.15
3aky 1213f Glu 113  21.20

Calmodulin (wild type: 4cln)
lahr del-Thr 79, del-Asp 80 Asp 131 35.73
ldeg del-Glu 84 Gly 113  20.00

33.08
20.00
73.90

98.33
100.00
44.51

104.91

74.73
20.00

Leu 353
His 20
Lys 394

Tyr 92
Lys1
Ser 21

Glu 3

Alal
Thr 5



