MolProbity Ramachandran analysis

HR5546A_R3_em_bcr3.pdb, all models

General case Glycine
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92796 (2225/2400) of all resicues werein favored (9836) regions.
9 of ll in allowed (>99;

“There were 51 outliers (phi, psi):

[1] 107 SER (554, -87.4)
[1] 109GLY (1650, -24.9)
[2 41GLY (154.2,81.7)
(3] 39MET (352,-952)
[3] 95GLY (1650, 698)
[4] 95GLY (-1450,79.2)
[5] 107 SER (504, -88.1)
[6] 83PRO(-20,9856)

[6] 84THR (46.4,-74.8)
[6] 97GLY (-1719,55.1)
[7] 13GLY (-1450, 75.0)
[7] 81SER(637,96.9)

[8] 74ALA (350,-1053)
[8] 81SER (64.2,905)

[8] 83PRO(-0.1,986)

[8] 84THR(155.1,-772)
[8] 95GLY (-1450,85.0)
[9] 41GLY (-177.6,550)
[9] 74ALA (710,-85.1)
[9] 84THR (1056, -553)
[10] 2GLY (-1788,550)
[10] 9 THR (1757, -27.7)
[11] 41GLY (-172.2,55.0)

regions.

74ALA (445, -913)
83PRO(37,927)
B4THR (-1 .0)
74ALA (449, -93.0)
93SER (750, 1345)
49GLY (1599, -75.0)
84THR (1709,-33.4)
96 THR (-175.1,-249)
41GLY (-1786,55.0)
49GLY (1546, -85.0)
74ALA (692, -850)
(45.1,

[14] BOALA (45.1,-85.4)
[14] 83PRO (-0, 1000)
[14] 84THR (1489, -729)

109 GLY (1568, 19.4)
121 THR (59.8, 95.0)
6HIS (65.1,95.0)
41GLY (-177.5,55.0)
B84 THR (177.6, -25.0)
100 VAL (250, 838)
121 THR (5.4, 96.7)
41GLY (-169.0,54.9)
49GLY (-1450, 75.9)
41GLY (1551, 80.1)
95GLY (1750, 950)
41GLY (1733, 15.1)
81SER (64.2, 98.4)
B84 THR (-1735,-25.0)

[19]
[20]
[20]
[20]
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89.2% (107/120) of all residues werein favored (98%) regions.
98.3% (118/120) of all residues were in alowed (>99.8%) regions.

MolProbity Ramachandran analysis

HR5546A R3_em_bcr3.pdb, model 1

General case

N

\

P
\

|

Oglm SER

IlIIIIIIIIIIIIIIIIIIIIIIJIIIII

(

_180| T TTT TT I LI rTTTT Ol LI T TPIhil T T TTT [180
Proline

: >\°—/

: N—/

1 TTTTT TT I TT TTTTT TTTTT TT I TT TTTTT

-180 0 Phi 180

There were 2 outliers (phi, psi):
[1] 107 SER (55.4,-87.4)
[1] 109 GLY (-165.0, -24.9)
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MolProbity Ramachandran analysis
HR5546A_R3_em_bcr3.pdb, model 2

General case Glycine
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95.0% (114/120) of all residues were in favored (98%) regions.
99.2% (119/120) of all residues werein allowed (>99.8%) regions.

There were 1 outliers (phi, psi):
[2] 41GLY (154.2,81.7)
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MolProbity Ramachandran analysis

HR5546A_R3 _em_bcr3.pdb, model 3

General case
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94.2% (113/120) of all residues werein favored (98%) regions.
98.3% (118/120) of all residues were in alowed (>99.8%) regions.

There were 2 outliers (phi, psi):
[3] 39 MET (35.2,-95.2)
[3] 95GLY (165.0, 69.8)
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MolProbity Ramachandran analysis
HR5546A_R3_em_bcr3.pdb, model 4

General case Glycine
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93.3% (112/120) of all residues were in favored (98%) regions.
99.2% (119/120) of all residues werein allowed (>99.8%) regions.

There were 1 outliers (phi, psi):
[4] 95GLY (-145.0,79.2)
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MolProbity Ramachandran analysis
HR5546A_R3 _em_bcr3.pdb, model 5
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94.2% (113/120) of al residues werein favored (98%) regions.
99.2% (119/120) of all residues werein allowed (>99.8%) regions.

There were 1 outliers (phi, psi):
[5] 107 SER (50.4,-88.1)
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MolProbity Ramachandran analysis

HR5546A_R3 _em_bcr3.pdb, model 6

General case

180

Glycine

Sman S L DN
| \o%a"j A 37*/ =
AEC TN TR
By D
N A e aVIRDZE
T jam
g U e

5 / (\< E\, =/
N\) D

90.8% (109/120) of all residues were in favored (98%) regions.
97.5% (117/120) of all residues werein allowed (>99.8%) regions.

There were 3 outliers (phi, psi):
[6] 83 PRO (-2.0, 98.6)
[6] 84 THR (46.4, -74.8)
[6] 97 GLY (-171.9,55.1)
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MolProbity Ramachandran analysis

HR5546A_R3 _em_bcr3.pdb, model 7

General case
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93.3% (112/120) of all residues were in favored (98%) regions.
98.3% (118/120) of all residues were in alowed (>99.8%) regions.

There were 2 outliers (phi, psi):
[7] 13 GLY (-145.0, 75.0)
[7] 81 SER (63.7,96.9)
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MolProbity Ramachandran analysis

HR5546A_R3 _em_bcr3.pdb, model 8

General case Glycine
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86.7% (104/120) of all residues werein favored (98%) regions. [8] 74 ALA (35.0,-105.3)

95.8% (115/120) of all residues werein allowed (>99.8%) regions. [8] 81 SER (64.2,90.5)
[8] 83 PRO (-0.1, 98.6)

There were 5 outliers (phi, psi): [8] 84 THR (155.1,-77.2)

[8] 95GLY (-145.0, 85.0)
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MolProbity Ramachandran analysis

HR5546A_R3 _em_bcr3.pdb, model 9

General case
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92.5% (111/120) of all residues were in favored (98%) regions.
97.5% (117/120) of all residues werein allowed (>99.8%) regions.

There were 3 outliers (phi, psi):
[9] 41GLY (-177.6,55.0)
[9] 74 ALA (71.0,-85.1)
[9] 84 THR (105.6, -55.3)
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MolProbity Ramachandran analysis

HR5546A_R3_em_bcr3.pdb, model 10

General case Glycine
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96.7% (116/120) of all residues were in favored (98%) regions.
98.3% (118/120) of all residues were in alowed (>99.8%) regions.

There were 2 outliers (phi, psi):
[10] 2GLY (-178.8, 55.0)
[10] 96 THR (175.7, -27.7)
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MolProbity Ramachandran analysis

HR5546A_R3_em_bcr3.pdb, model 11
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92.5% (111/120) of all residues werein favored (98%) regions.
96.7% (116/120) of al residues were in alowed (>99.8%) regions.

There were 4 outliers (phi, psi):
[11] 41GLY (-172.2,55.0)
[11] 74 ALA (44.5,-91.3)
[11] 83 PRO (-3.7,92.7)
[11] 84 THR (-174.9, -75.0)
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94.2% (113/120) of all residues werein favored (98%) regions.
98.3% (118/120) of all residues were in alowed (>99.8%) regions.

MolProbity Ramachandran analysis

HR5546A_R3_em_bcr3.pdb, model 12

General case
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There were 2 outliers (phi, psi):
[12] 74 ALA (44.9,-93.0)

[12] 93 SER (75.0, 134.5)
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MolProbity Ramachandran analysis

HR5546A_R3_em_bcr3.pdb, model 13
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95.0% (114/120) of all residues were in favored (98%) regions.
97.5% (117/120) of all residues werein allowed (>99.8%) regions.

There were 3 outliers (phi, psi):
[13] 49 GLY (159.9, -75.0)
[13] 84 THR (170.9, -33.4)
[13] 96 THR (-175.1, -24.9)
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MolProbity Ramachandran analysis

HR5546A_R3 _em_bcr3.pdb, model 14

General case
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88.3% (106/120) of all residues were in favored (98%) regions.
93.3% (112/120) of all residues were in allowed (>99.8%) regions.

There were 8 outliers (phi, psi):
[14] 41GLY (-178.6, 55.0)
[14] 49 GLY (154.6, -85.0)
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[14] 74 ALA (69.2, -85.0)
[14] 80ALA (45.1, -85.4)
[14] 83 PRO (-0.1, 100.0)
[14] 84 THR (148.9, -72.9)
[14] 109 GLY (156.8, 19.4)
[14] 121 THR (59.8, 95.0)
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MolProbity Ramachandran analysis
HR5546A_R3_em_bcr3.pdb, model 15

General case Glycine

180
T oo Tog ) \ ]
Ne & ?b& °2
o
] go 060 °§°8"’

T 780 % OQ ]
Psi | ° Psi |
i o /\ i

K 0 ]
1S WA Y
N

180

,/// —
/),\‘\’\;;}/ <
[ =)

PRVARY|
A

- 3 )
: S 3 (\/ D)
3 A | 7
N LN N L
-180 0 Phi 180 -180 0 Phi 180
Proline Pre-proline
180 180

A~

N
A N
1

~ o Z

©)

180 7 m\ TT T TT -180 T

-180 0 Phi 180 -180 0 Phi 180

95.0% (114/120) of all residues werein favored (98%) regions.
100.0% (120/120) of all residues werein alowed (>99.8%) regions.

There were no outliers.
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MolProbity Ramachandran analysis

HR5546A_R3_em_bcr3.pdb, model 16

General case
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92.5% (111/120) of all residues were in favored (98%) regions.

97.5% (117/120) of all residues werein allowed (>99.8%) regions.

There were 3 outliers (phi, psi):
[16] 6HIS(65.1, 95.0)
[16] 41 GLY (-177.5,55.0)
[16] 84 THR (177.6, -25.0)
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MolProbity Ramachandran analysis

HR5546A_R3_em_bcr3.pdb, model 17

General case
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93.3% (112/120) of all residues were in favored (98%) regions.
98.3% (118/120) of all residues were in alowed (>99.8%) regions.

There were 2 outliers (phi, psi):
[17] 100 VAL (25.0, 83.8)
[17] 121 THR (55.4, 96.7)
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91.7% (110/120) of all residues werein favored (98%) regions.
98.3% (118/120) of all residues were in alowed (>99.8%) regions.

MolProbity Ramachandran analysis

HR5546A_R3_em_bcr3.pdb, model 18

General case
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There were 2 outliers (phi, psi):
[18] 41 GLY (-169.0, 54.9)
[18] 49 GLY (-145.0, 75.9)
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MolProbity Ramachandran analysis

HR5546A_R3_em_bcr3.pdb, model 19

General case
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93.3% (112/120) of all residues were in favored (98%) regions.
98.3% (118/120) of all residues were in alowed (>99.8%) regions.

There were 2 outliers (phi, psi):
[19] 41GLY (155.1, 80.1)
[19] 95GLY (175.0, 95.0)
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MolProbity Ramachandran analysis

HR5546A_R3_em_bcr3.pdb, model 20
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92.5% (111/120) of all residues were in favored (98%) regions.
97.5% (117/120) of all residues werein allowed (>99.8%) regions.

There were 3 outliers (phi, psi):
[20] 41GLY (173.3,15.1)
[20] 81 SER (64.2, 98.4)
[20] 84 THR (-173.5,-25.0)
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