MRR110B_R3Cons_em_bcr3_09_ensch1ch2.ps ** Selected residues only

Ensemble chi1-chi2 plots MRR110B_R3Cons_em_bcr3 (20 models)**

Page 1

PROCHECK-NMR

60 120 180 240 300 12

3456789101112 13

14 15 16

17

18 1920

A ASN 2 ^{cv 0.089}_{Gf 0.02}

123

4

56789

10

11121314

15

16

17

181920

A TYR 3 ^{cv 0.152}_{Gf 0.53}

1234 56789

10111213141516 17 181920

A LYS 4 ^{cv 0.003}_{Gf 0.28}

123

4

567891011121314151617181920

A ILE 5 ^{cv 0.035}_{Gf 0.83}

60 120 180 240 300

123 4 5678 9 1011121314151617181920

A GLU 7 ^{cv 0.001}_{Gf 1.20}

1234567891011121314151617181920

A LEU 8 ^{cv 0.001}_{Gf 0.88}

123 4 56 7 891011121314151617 18 1920

A MET 9 ^{cv 0.074}_{Gf -0.16} 1 2345 6 789 10 1112

1314

1516171819 20 A ASN 11 ^{cv 0.013}_{Gf 1.14}

60 120 180 240 300

1

2

3

4

56789

10

11121314151617

18

1920

A LEU 12 ^{cv 0.067}_{Gf -0.12}

1234567891011121314151617181920

A ILE 16 ^{cv 0.000}_{Gf 0.10}

12 3 456789101112131415 1617181920

A ASN 17 ^{cv 0.006}_{Gf 0.43}

1234567891011121314151617181920

A GLU 19 ^{cv 0.000}_{Gf 0.78}

60 120 180 240 300_{1234}

5

678910

11

121314

15

16

17

18

19

20

A TYR 24 ^{cv 0.210}_{Gf 0.57}

1234567891011121314151617181920

A LYS 26 ^{cv 0.001}_{Gf 0.14}

1234567891011121314151617181920

A LYS 27 ^{cv 0.000}_{Gf 1.14}

1234567891011121314151617181920

A GLU 28 ^{cv 0.000}_{Gf 1.10}

0 60 120 180 240 300 0 60 120 180 240 300_1

2

3

4

5678

910

111213

14

151617181920

A PHE 29 ^{cv 0.210}_{Gf -0.33}

0 60 120 180 240 300

1234

5

6

7

8910

11

12131415 16

17

181920

A ARG 31 ^{cv 0.157}_{Gf 0.87}

0 60 120 180 240 300

12345678910111213141516 17 181920

A LYS 32 ^{cv 0.033}_{Gf 1.28}

0 60 120 180 240 300 360 1

23 4

5 678 9 1011

12

13 141516 17

18

1920

A ASP 33 ^{cv 0.220}_{Gf 0.79}

Chi-1 (degrees)

Chi-2 (degrees)

cv = Circular Variance (low values signify high clustering of the data points). Accessible Buried Gf = Average G-factor for the residue (the higher the value the more favourable the conformations) based on analysis of high-res. Xstal structures Data points coloured according to G-factor: Favourable Unfavourable

MRR110B_R3Cons_em_bcr3_09_ensch1ch2.ps ** Selected residues only

Ensemble chi1-chi2 plots MRR110B_R3Cons_em_bcr3 (20 models)**

Page 2

PROCHECK-NMR

60 120 180 240 300

12345 67 891011 12 13 1415 161718 19 20

A GLN 38 ^{cv 0.108}_{Gf 0.53}

1234567891011121314151617181920

A LEU 39 ^{cv 0.000}_{Gf 0.30}

12 345 6 789101112131415 16 17 18 1920

A LYS 40 ^{cv 0.007}_{Gf 0.54}

1234567891011121314151617181920

A LEU 42 ^{cv 0.000}_{Gf 0.87}

60 120 180 240 300

12 3456 7 89 1011

12

1314

15

16171819 20

A PHE 43 ^{cv 0.090}_{Gf -0.35}

1234567891011121314151617181920

A LEU 44 ^{cv 0.000}_{Gf 0.56}

1234567891011121314 15161718

1920

A LYS 45 ^{cv 0.001}_{Gf -0.03}

1

2

3

4

5

67

89

10

11

12

13

1415

16

17

181920

A ASP 46 ^{cv 0.310}_{Gf -0.15}

60 120 180 240 300 1234567 8 91011121314151617181920

A ASP 47 ^{cv 0.041}_{Gf 1.08}

12345678

9

1011121314151617181920

A ILE 51 ^{cv 0.028}_{Gf -0.38}

1 2 3456 7 8 9 101112 1314 15

16 17 18 1920

A ARG 52 ^{cv 0.182}_{Gf 0.91}

12345

6789101112131415 1617181920

A LEU 55 ^{cv 0.000}_{Gf 0.82}

60 120 180 240 300

1234567891011121314151617181920

A TRP 56 ^{cv 0.001}_{Gf 1.06}

1234567891011121314151617181920

A ASN 57 ^{cv 0.000}_{Gf 1.06}

1 2 3 4 5678 9

10

11121314

151617 18

19 20

A GLU 58 ^{cv 0.228}_{Gf 0.36}

1234567891011121314151617181920

A LEU 59 ^{cv 0.000}_{Gf 0.89}

0 60 120 180 240 300 0 60 120 180 240 300^{123} 4 5678 910 1112 13 1415 16 17

18

1920

A ASP 61 ^{cv 0.059}_{Gf 0.67}

0 60 120 180 240 300

123456 78 91011121314151617181920

A PHE 62 ^{cv 0.001}_{Gf 0.76}

0 60 120 180 240 300

12345678

9

1011121314151617181920

A GLU 63 ^{cv 0.036}_{Gf 0.75}

0 60 120 180 240 300 360

123

4

5

6

7

891011121314

15

1617

181920

A LYS 65 ^{cv 0.230}_{Gf 0.61}

Chi-1 (degrees)

Chi-2 (degrees)

cv = Circular Variance (low values signify high clustering of the data points). Accessible Buried Gf = Average G-factor for the residue (the higher the value the more favourable the conformations) based on analysis of high-res. Xstal structures Data points coloured according to G-factor: Favourable Unfavourable

MRR110B_R3Cons_em_bcr3_09_ensch1ch2.ps ** Selected residues only

Ensemble chi1-chi2 plots MRR110B_R3Cons_em_bcr3 (20 models)**

Page 3

PROCHECK-NMR

60 120 180 240 300

1234567891011121314151617181920

A LYS 66 ^{cv 0.000}_{Gf 0.79 123456 7} 8 9101112131415 16 17

18

19 20

A ASP 68 ^{cv 0.075}_{Gf 0.47}

1234567891011121314151617181920

A ILE 69 ^{cv 0.000}_{Gf -0.02}

123 4 5 6 789 1011 12 13 14 1516 17 18 1920

A GLU 71 ^{cv 0.003}_{Gf 0.68}

60 120 180 240 300

1234567891011121314151617181920

A TYR 75 ^{cv 0.001}_{Gf 0.26}

1 23 4 5 6789101112 13

1415 16171819 20

A LYS 77 ^{cv 0.209}_{Gf 0.54}

1 2345 678 91011 121314151617181920

A GLN 78 ^{cv 0.001}_{Gf 0.60}

123456789

10111213 1415161718

19

20

A LEU 83 ^{cv 0.021}_{Gf 0.74}

60 120 180 240 300

1 23 456

7

89 10

11

12 13 14

151617 1819 20

A GLU 84 ^{cv 0.309}_{Gf 0.21}

1234567891011121314151617181920

A ILE 85 ^{cv 0.000}_{Gf -0.52}

1234567891011121314151617181920

A ASP 88 ^{cv 0.000}_{Gf 0.47}

1

23

4

5

6

7

8 910 1112 13

14 15

1617 18

19

20

A ASN 89 ^{cv 0.424}_{Gf -0.03}

60 120 180 240 300

1234567891011121314151617181920

A ILE 90 ^{cv 0.000}_{Gf -0.53}

0 60 120 180 240 300

123456

7

891011121314151617181920

A ILE 92 ^{cv 0.040}_{Gf 0.02}

0 60 120 180 240 300

123456789101112131415161718

19

20

A ILE 93 ^{cv 0.040}_{Gf 0.86}

0 60 120 180 240 300 360

1

234 56 7 89 101112131415

16

1718

19

20

A GLU 94 ^{cv 0.290}_{Gf 0.81}

Chi-1 (degrees)

Chi-2 (degrees)

cv = Circular Variance (low values signify high clustering of the data points). Accessible Buried

Gf = Average G-factor for the residue (the higher the value the more favourable the conformations) based on analysis of high-res. Xstal structures

Data points coloured according to G-factor: Favourable Unfavourable