MolProbity Ramachandran analysis

BER31_NMR_em bcr3.pdb, all models

General case
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of all

regions.

98.49% (3071/3120) of all residues were in allowed (>99.8%) regions.

There were 49 outliers (phi, psi):

[1] 148 GLY (169.1,-336)
[2] 77PRO(-538,869)
[2] 148 GLY (169.1,-44.8)
[3] 69ASP(-1685,-57.6)
[3] 85PRO(-86.5,-157.4)
[4] 18GLY (-1518,-90.0)
[4] 148 GLY (167.4, -5.0)
[5] 6ASP(592,90.7)
[5] 18GLY (-1659,-296)
[5] 67VAL (742,117.7)
[5] 77PRO(-14.1,756)
[6] BALA (689,1137)
[6] 147 ASP (64.6,108.2)
[7] 74LEU (-167.8,-424)
[7] 76GLU (659, 106.7)
[7] 148GLY (1654, -55)
[8] 146 PRO (-94.1, -154.0)
[10] 6ASP(702,896)
[10] 49 PRO (-68.4, 33.9)
[10] 69ASP(716,995)
[10] 76GLU (6.8, 116.7)
[10] 86ALA (624,928)

[10] 146 PRO (-86.3, -158.5)
25 ASN (663, -838)
82GLY (1736, -556)
25 ASN (6.7, -80.0)
76 GLU (629, 96.0)
26GLN (-1749,-30.9)
76 GLU (66.1, 86.9)
69 ASP (625, 90.6)
99 ARG (6.3, 154.5)
83ALA (67.9, 101.4)
146 PRO (-91.8, -158.1)
148 GLY (1776, -43.4)
4HIS(-1759, -365)
146 PRO (-92.4, -159.4)
148 GLY (1765, -145)
8ALA (79.2,-1603)
25 ASN (65.7, -80.5)
69 ASP (1356, -56.8)
138 ARG (-56.1, 85.3)
7PRO (-57.7,955)
25ASN (60.0, -88.7)
69 ASP (648, 96.8)
74LEU (1769, 107.5)
88ALA (646, 158.8)
98ARG (-161.1, -52.6)
[20] 146 PRO (-79.9, -157.9)
[20] 149 ASP (82.9, 65.6)

http://kinemage.biochem.duke.edu

180

-180

180

Glycine
N o go 8 ° Q o °°
. 5 o
. J
] 8, , \
T O:O
T ~ O~ O,

=N

- o
] 2@ ® e\
i ol ® %:,;3';%
- ° N\ - éag’o'* BELY
] \ 08 S \ oyl o olls] 148 GLY
- ofs) 186LY oo“’o ° 8 4 ¢
i 0 o ° o o 1%& LY
] \\_/ U‘_",/ : 0[13] 82GLY
_: i 13o ’ / {o <
. /Gw\ r /oo ° T
] / N N
17 e \ ~
- o
] o ° s° ® ©
1e O%%ne> 0% ° N °, o

LU TT I TT TTTTT TTTTT TT I TT TTTTT
-180 0 Phi 180

Pre-proline
-

- o’gégo"o O[20] 88ALA

o
] ° gg,: o 08(2’°o
e ogso'e ‘8§°°°
! o ol° L/
o g ¢) S /
-~ 0
A\ /
NV
. \
. —/
: N V.

T T TTT TT [l T TTTTT TTTTT TT I TT TTTTT
-180 0 Phi 180

Lovell, Davis, et al. Proteins 50:437 (2003)



MolProbity Ramachandran analysis

BER31_NMR_em_bcr3.pdb, model 1

General case Glycine
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92.3% (144/156) of all residues werein favored (98%) regions.
99.4% (155/156) of all residues werein allowed (>99.8%) regions.

There were 1 outliers (phi, psi):
[1] 148 GLY (169.1, -38.6)
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MolProbity Ramachandran analysis

BER31 NMR_em bcr3.pdb, model 2

General case Glycine
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89.7% (140/156) of all residues were in favored (98%) regions.
98.7% (154/156) of all residues were in alowed (>99.8%) regions.

There were 2 outliers (phi, psi):
[2] 77 PRO (-53.8, 86.9)
[2] 148 GLY (169.1,-44.8)
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MolProbity Ramachandran analysis

BER31 _NMR_em bcr3.pdb, model 3

General case
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94.2% (147/156) of all residues werein favored (98%) regions.
98.7% (154/156) of all residues were in alowed (>99.8%) regions.

There were 2 outliers (phi, psi):
[3] 69 ASP(-168.5, -57.6)
[3] 85PRO (-86.5, -157.4)
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MolProbity Ramachandran analysis

BER31_NMR_em bcr3.pdb, model 4

General case
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89.1% (139/156) of all residues were in favored (98%) regions.
98.7% (154/156) of all residues were in alowed (>99.8%) regions.

There were 2 outliers (phi, psi):
[4] 18 GLY (-151.8,-90.0)
[4] 148 GLY (167.4,-5.4)
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MolProbity Ramachandran analysis

BER31 _NMR_em bcr3.pdb, model 5

General case
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92.3% (144/156) of al residues werein favored (98%) regions.
97.4% (152/156) of all residues were in alowed (>99.8%) regions.

There were 4 outliers (phi, psi):
[5] 6ASP(59.2,90.7)
[5] 18 GLY (-165.9, -29.6)
[5] 67 VAL (74.2,117.7)
[5] 77 PRO (-14.1, 75.6)
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MolProbity Ramachandran analysis

BER31 NMR_em bcr3.pdb, model 6

General case Glycine
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89.7% (140/156) of all residues were in favored (98%) regions.
98.7% (154/156) of all residues were in alowed (>99.8%) regions.

There were 2 outliers (phi, psi):
[6] 8ALA (68.9,113.7)
[6] 147 ASP (64.6, 108.2)
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MolProbity Ramachandran analysis

BER31 _NMR_em bcr3.pdb, model 7

General case Glycine
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89.1% (139/156) of all residues were in favored (98%) regions.
98.1% (153/156) of all residues were in alowed (>99.8%) regions.

There were 3 outliers (phi, psi):
[71 74LEU (-167.8, -42.4)
[7] 76 GLU (65.9, 106.7)
[7] 148 GLY (165.4,-5.5)
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MolProbity Ramachandran analysis

BER31_NMR_em_bcr3.pdb, model 8

General case Glycine
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94.2% (147/156) of all residues werein favored (98%) regions.
99.4% (155/156) of all residues werein allowed (>99.8%) regions.

There were 1 outliers (phi, psi):
[8] 146 PRO (-94.1, -154.0)
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MolProbity Ramachandran analysis

BER31_NMR_em_bcr3.pdb, model 9

General case Glycine
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94.2% (147/156) of al residues werein favored (98%) regions.
100.0% (156/156) of all residues werein alowed (>99.8%) regions.

There were no outliers.
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MolProbity Ramachandran analysis

BER31_NMR_em_bcr3.pdb, model 10

General case Glycine
180 — G TN Y \) 180 — s \ 5
\ 5230\ | NN
. ° a)(}g_o% o & _\\ / //\
Psi_j OKOOO o? % 0] 86ALA Psi —_/\>\’o_‘/ J \/ /-’
'\ _\ / ﬁ 17~ ﬁ .
:\ 14 \\ \ . \ 7 \ \\ o \ \
0 . (‘ °o:° ‘\ \\ 0 . ( & \ ° \
I N NSRS
. = ) . \\./ v/r\/
. / \ . //\ ( / T~
_180:m%\lllll TTTTT IIIII LI _180:IIIII>II|II§IIII TTTTT IIIII TTTTT
-180 0 Phi 180 -180 0 Phi 180
Proline Pre-proline
180 T \K 180 _( \\
- o\__./ : S 1° e O[10] 76 GLU
o= > - " 2 7 = o5
9 NSO
] / o<10] 49 PRO :\—'/ \_,/
= f\\\\ =
: N—r : é)
E 146 PRO E
_180_IIIIIII|II\IIIIIIIIIIIIIIIIIIII _180_IIIIIII[II\IIIIIIIIIIIIIIIIIIIII
-180 0 Phi 180 -180 0 Phi 180
89.7% (140/156) of all residues werein favored (98%) regions. [10] 49 PRO (-68.4, 33.9)
96.2% (150/156) of all residues werein allowed (>99.8%) regions. [10] 69 ASP (71.6, 99.5)
[10] 76 GLU (66.8, 116.7)
There were 6 outliers (phi, psi): [10] 86 ALA (62.4,92.8)
[10] 6 ASP(70.2, 89.6) [10] 146 PRO (-86.3, -158.5)
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MolProbity Ramachandran analysis

BER31_NMR_em_bcr3.pdb, model 11

General case Glycine
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91.7% (143/156) of al residues werein favored (98%) regions.
100.0% (156/156) of all residues werein alowed (>99.8%) regions.

There were no outliers.
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MolProbity Ramachandran analysis

BER31_NMR_em_bcr3.pdb, model 12

General case Glycine
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94.9% (148/156) of all residues werein favored (98%) regions.
100.0% (156/156) of all residues werein alowed (>99.8%) regions.

There were no outliers.
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MolProbity Ramachandran analysis

BER31_NMR_em_bcr3.pdb, model 13

General case

Glycine
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91.7% (143/156) of all residues were in favored (98%) regions.
98.7% (154/156) of all residues were in alowed (>99.8%) regions.

There were 2 outliers (phi, psi):
[13] 25 ASN (66.3, -83.8)
[13] 82 GLY (173.6, -55.6)
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MolProbity Ramachandran analysis

BER31_NMR_em_bcr3.pdb, model 14

General case Glycine
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87.8% (137/156) of all residues were in favored (98%) regions.
98.7% (154/156) of all residues were in alowed (>99.8%) regions.

There were 2 outliers (phi, psi):
[14] 25 ASN (66.7, -80.0)
[14] 76 GLU (62.9, 96.0)
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MolProbity Ramachandran analysis

BER31_NMR_em_bcr3.pdb, model 15

General case Glycine
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91.0% (142/156) of all residues werein favored (98%) regions.
98.7% (154/156) of all residues were in alowed (>99.8%) regions.

There were 2 outliers (phi, psi):
[15] 26 GLN (-174.9, -30.9)
[15] 76 GLU (66.1, 86.9)

http://kinemage.biochem.duke.edu Lovell, Davis, et al. Proteins 50:437 (2003)




MolProbity Ramachandran analysis

BER31_NMR_em_bcr3.pdb, model 16

General case Glycine
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90.4% (141/156) of all residues were in favored (98%) regions.
98.7% (154/156) of all residues were in alowed (>99.8%) regions.

There were 2 outliers (phi, psi):
[16] 69 ASP(62.5, 90.6)
[16] 99 ARG (66.3, 154.5)

http://kinemage.biochem.duke.edu Lovell, Davis, et al. Proteins 50:437 (2003)




MolProbity Ramachandran analysis

BER31_NMR_em_bcr3.pdb, model 17

General case Glycine

HEENT 0T TN N T
A s S A
AT AL \>\

IR NIRE AN Joe
_: \%}J ( = D, \\j \VKK‘J
S AR ey N[ D
RN R o
T TE)

/ ~ \’ ~Y
0 - ®

92.9% (145/156) of all residues were in favored (98%) regions.
98.1% (153/156) of all residues were in alowed (>99.8%) regions.

There were 3 outliers (phi, psi):
[17] 83 ALA (67.9, 101.4)
[17] 146 PRO (-91.8,-158.1)
[17] 148 GLY (177.6,-43.4)
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MolProbity Ramachandran analysis

BER31_NMR_em_bcr3.pdb, model 18

General case Glycine
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91.0% (142/156) of al residues were in favored (98%) regions.
98.1% (153/156) of all residues were in alowed (>99.8%) regions.

There were 3 outliers (phi, psi):
[18] 4 HIS(-175.9, -36.5)
[18] 146 PRO (-92.4,-159.4)
[18] 148 GLY (176.5,-14.5)
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MolProbity Ramachandran analysis

BER31_NMR_em_bcr3.pdb, model 19

General case Glycine
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86.5% (135/156) of all residues werein favored (98%) regions.
97.4% (152/156) of all residues were in alowed (>99.8%) regions.

There were 4 outliers (phi, psi):
[19] 8ALA (79.2,-160.3)
[19] 25 ASN (65.7,-80.5)
[19] 69 ASP(-135.6, -56.8)
[19] 138 ARG (-56.1, 85.3)
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MolProbity Ramachandran analysis

BER31_NMR_em_bcr3.pdb, model 20

General case Glycine
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85.3% (133/156) of all residues werein favored (98%) regions. [20] 69 ASP (64.8, 96.8)
94.9% (148/156) of all residues werein allowed (>99.8%) regions. [20] 74 LEU (176.9, 107.5)
[20] 88 ALA (64.6, 158.8)
There were 8 outliers (phi, psi): [20] 98 ARG (-161.1, -52.6)
[20] 7 PRO(-57.7,95.5) [20] 146 PRO (-79.9, -157.9)
[20] 25 ASN (60.0, -88.7) [20] 149 ASP (82.9, 65.6)
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