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Viewing spiderApoAK_UPDATED-

M
SUSEFH-multi.table
When finished, you should  close this window . Hint: Use File | Save As... to save a copy of this page.
All-Atom |C1ashscore, all atoms: |5 |98th percentile” (N=479, 2.180A + 0.25A)
Contacts |C1ashscore is the number of serious steric overlaps (> 0.4 A) per 1000 atoms.
|P00r rotamers |O |().00% |G0al: <0.3%
[Favored rotamers 258 [89.90% |Goal: >98%
[Ramachandran outliers |1 0.29% |Goal: <0.05%
Protein |Ramachandran favored |331 |97 35% |Goal: >98%
Geometry |M01Probity score” |1 39 |99th percentile (N=10453, 2.180A + 0.25A)
|C|3 deviations >0.25A |O |0.00% |Goal: 0
|Bad bonds: 0/2767 [0.00% |Goal: 0%
[Bad angles: 0/3740 (0.00% |Goal: <0.1%
Peptide Omegas |Cis Prolines: |1 /15 |6.67% |Expected: <1 per chain, or <5%

In the two column results, the left column gives the raw count, right column gives the percentage.
* 100 percentile is the best among structures of comparable resolution; O™ percentile is the worst. For clashscore the comparative
set of structures was selected in 2004, for MolProbity score in 2006.

" MolProbity score combines the clashscore, rotamer, and Ramachandran evaluations into a single score, normalized to be on the
same scale as X-ray resolution.

High Clash>

# Alt Res == Ramachandran Rotamer Cf  Bond Bond Cis

-~ B 04A deviation lengths angles Peptides
Avg: Clashscore: Outliers: 1 of Poor rotamers: 0 of Outliers: Outliers: Outliers: Tgﬁlsl'_l
29.18 5 340 287 0 of 322 0 of 347 0 of 347 )
of 345
Al ALA4025 - - - 0.03A - - -
Favored
A2  VAL3477 - (51.87%)  Favored (47.7%) 1 38 i i
’ Tle or Val / chi angles: 169.1 '
-98.7,124 4
Favored Favored (17.2%) .
A3 ASP3723 - (36.8%) 0 006A - - -
_%egelr'g‘;/ s chi angles: 58.4.,36.1
Favored Favored (73.7%)
A4 GLN3395 - (78.15%) tp40 002A - - -
General / chi angles:
-61.6,-35.5 183,66.5,38.5

1 of 42 8/15/17, 1:09 PM



Viewing spiderApoAK_UPDATED-5USEFH-multi.table - MolProbity

2 of 42

AS

A6

A7

A8

A9

ALA 28.26

THR 27 472 HG21 with A

LEU 34.01

ASP 39.26

LYS 38.44

LEU 22.64

GLU 30.15

ALA 32.11

GLY 29.16

PHE 36.26

LYS 47.11

LYS 34.29

LEU 364

0.76A

49 THR
HG21

0.85A
OEl1l with S
241 HOH O

Favored
(81.75%)

General /
-59.4,-39.0
Favored

(76.84%)
General /
-69.6,-40.2
Favored

(90.36%)
General /
-61.9,-39.0
Favored

(99.19%)
General /
-63.2,-42.4
Favored

(89.65%)
General /
-66.0,-38.9
Favored

(96.09%)
General /
-63.6,-43.7
Favored

(97.99%)
General /
-63.7,-42.3
Favored

(69.68%)
General /
-69.6,-31.5
Favored

(87.25%)
Glycine /

-67.2,-44.1
Favored

(75.74%)
General /
-57.6,-49.6
Favored

(91.21%)
General /
-64.8,-38.5
Favored

(83.71%)
General /
-61.2,-37.6
Favored

(86.65%)
General /
-67.2,-40.6

Favored (33.7%) m
chi angles: 306.2

Favored (95.5%)

mt
chi angles: 294.7,173.5

Favored (72.9%)
m-30
chi angles: 295.1,350.2

Favored (3.7%)

mittp

chi angles:
298.4,192.8,212.7,90.9

Favored (23%) mt
chi angles: 281.9,161 .4

Favored (44.6%)
mm-30

chi angles:
283.3,286.2,351.4

Favored (83.2%)

180
chi angles: 177.6,72

Allowed (0.5%)

ttm

chi angles:
161.7,197.6,125.7,289 .4

Favored (41.3%)

et
chi angles:
168.3,163,165.2,186.2

Favored (51.7%)

mt
chi angles: 284.5,167.8

0.02A

0.04A

0.01A

0.02A

0.01A

0.03A

0.01A

0.01A

0.03A

0.03A

0.02A

0.02A
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Favored Favored (13.2%)

A GLN4673 : (81.78%) mml10 001A ] - -
18 General / chi angles:
-60.6,-48.4 308.6,319.1,122.3
A Favored g\ ored (49.5%) o
ASP 4491 - (64.44%) m-30 0.02A - - -
19 General / . )
68.1.-17.6 chi angles: 299,349.3
A Favored .
5o  ALA39.88 - (6.18%) - 0.024 ; - -

General / -81.4,90.2

High Clash > Ccp Bond Bond Cis

£ Alt Res B 0.4A Ramachandran Rotamer deviation lengths angles Pe_ptides
Avg: Clashscore: Outliers: 1 of Poor rotamers: 0 of Outliers: Outliers: Outliers: Tgﬁlsl'_l
29.18 5 340 287 0 of 322 0 of 347 0 of 347 )
of 345
Favored
A (67.99%) Allowed (0.4%) m
21 THR 47.52 ) General / chi angles: 3253 0.03A ) ) )
-66.5,-27.7
A Allowed (0.4%) p0 2
22 ASP 51.88 ) ) chi angles: 38.8,56.3 0.05A ) ) )
A 0.55A
53 CSO41410Dwith A6l - - 0.06A - - -
LEUO
Allowed (1.5%)
A LYS 52.53 - - mmip 0.03A - - -
24 chi angles:
321.1,279.3,201.5,103.9
Favored
A (41.18%)  Favored (64.1%) p o
25 SER 22.87 ) General / chi angles: 72.7 0.01A ) ) )
-72.8,153.2
A Favored g, ored (70.6%) O
LEU 2274 - (76.84%) mt 0.03A - - -
26 _goege_r;é ! s chiangles: 299.8,182.7
Favored
A (54.64%)  Favored (48.1%) tp
27 LEU 22.7 ) General / chi angles: 180,66 .4 0.01A ) ) )
-55.2,-53.5
Favored Allowed (0.6%)
A 1ys3g4s - (77.85%) tmim 0.02A - - -
28 General / chi angles:
-58.1,-39.1 203,244.7,176,303.2
A 0434 Favored Favored (74.7%) o
5o LYS36.68 Nzwins (73.06%) 1t 0.01A - - -
259 HOH O General / chi angles:
-63.5,-31.8 191,183.8,182.3,172.7
A Favored Favored (67.7%)
30 TYR2274 - (9.24%) m-80 0.02A - - -
General / chi angles: 295.5,292.9

30f42 8/15/17, 1:09 PM



Viewing spiderApoAK_UPDATED-5USEFH-multi.table - MolProbity file:///Users/alonso/Documents/Estructuras/SpiderAK/porcess/Refi...

-119.1,-15.2
Favored
A Favored (19%) tp R
31 LEU 26.48 ) (8.09%) chi angles: 190.1,69.1 0.04A i i i
General / -81.3,70.3
A Favored g, yored (33.3%) O
ASN3242 - (7.72%) 0 005A - - -
32 General / hi .
81.1.179.8 chi angles: 61.7,45.9
Favored Favored (4.1%)
A ARG3SS2 - (82.17%) tptl70 0.04A - - -
33 General / chi angles:
-66.3,-36.1 187.1,75.8,214.7,181.9
Favored Favored (3.3%)
A GLU 585 - (71.26%) mt-10 0.02A - - -
34 General / chi angles:
-63.5,-50.0 265,179.4,291.5
Favored
A (99.41%) Favored (75.8%) t 2
35 VAL 29.1 ) Ile or Val / chi angles: 172.7 0.06A ) ) )
-61.8,-44.9
A Favored gy ored (80.8%)
PHE 2902 - (70.11%) 180 0.02A - - -
36 General / . i
53.6.45.4 chi angles: 182.3,74
A Favored g,y ored (50.9%) o
37 _5}6‘“3‘6_?(1)/3 chi angles: 286.6,319.7
Favored
Favored (19%) mt0 .
;; GLN 3545 - (6993%) chi ang]es; 0.05A - - -
General / 271.1,181.2.280.6
-59.3,-324
Favored
A (11.26%)  Favored (61.5%) m 2
39 CYS 24.02 ) General / chi angles: 300.7 0.01A ) ) )
-106.3,-27.0
Favored Favored (12.5%)
A Lys3iar - (68.98%) pttm 0.04A - - -
40 General / chi angles:
-63.6,-27.1 78.2,182.5,191.4,298.2
High Clash > Ccp Bond Bond Cis
£ Alt Res B 04A Ramachandran Rotamer deviation lengths angles Peptides
Avg: Clashscore: Outliers: 1 of Poor rotamers: 0 of Outliers: Outliers: Outliers: Tijl(r)lrsl'-l
29.18 5 340 287 00f 322 0of 347 0 of 347 )
of 345
Favored
A SER 33.67 . (36.08%)  Favored 88.3%)p g osi i i i
41 ) General / chi angles: 69 .4 ’
-103.0,124
A Favored Favored (46.5%)
42 LEU 27.21 - (16.8%) mt 0.01A . - -
General / chi angles: 305.4,173.7
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43

44

45

46

47

48

49

50

LYS 40.26

THR 22.28

ALA 23.89

LEU 23.16

GLY 23.13

ALA 20.07

THR 21.8 HG21 with A
6 THR HG21

LEU 18.96

LEU 17.87 H with A 49

ASP 18.44

CYS 13.78

ILE 20.55

GLN 2144

SER 19.12

-91.8,157.6

Favored
(15.32%)

General /
-151.0,133.2

Favored
(22.04%)

General /
-79.5,166.4

Favored
(79.59%)

General /
-56.2,-443

Favored
(26.85%)

General / -72.1,-4.1 chi angles: 292.5,168 .4

Favored
(43.98%)

Glycine / 103.7,6.3
Favored (36%)

General /
-76.9,149.8

Favored
(20.1%)

General /
-120.3,162.1

Favored
(70.04%)

General /
-56.1,-37.8

Favored
(73.96%)

General /
-593,-356

Favored
(58.69%)

General /
-66.8,-12.4

Favored
(7.31%)

General /
-94.5,-457

Favored

(9.92%)
Ile or Val /
-105.6,-6.1

Favored
(76.4%)

General /
-59.0,-37.2

Favored
(71.88%)

General /

file:///Users/alonso/Documents/Estructuras/SpiderAK/porcess/Refi...

Allowed (0.8%) rttt

chi angles:

203.3,209.8,233.2,192.4

Favored (40.9%) p

chi angles: 67.6

Favored (90.4%)

mt

Allowed (0.4%) m
chi angles: 278.8

Favored (59.3%) tp
chi angles: 175.6,58.9

Favored (46%) tp
chi angles: 183.9,64

Favored (60%)

m-30

chi angles: 293.3,308.6

Favored (60.9%) m
chi angles: 301.8

Favored (8.4%) pt
chi angles: 75.5,170.5

Favored (6.2%) pt0

chi angles:
53,195.7,344 4

Favored (46.5%) t
chi angles: 179.9

0.04A

0.04A

0.01A

0.02A

0.02A

0.15A

0.01A

0.01A

0.00A

0.02A

0.05A

0.02A

0.02A
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-71.0,-35.1
Favored
A GLY 2184 - (75.86%) - - - - -
57 Glycine /
-73.6,-23.9
Favored
A vAaL2741 - (55.61%)  Favored @8%)7 78 . i i
58 Ile or Val / chi angles: 161.3
-72.0,-474
Favored Favored (55.3%)
A GLu4izl - (77.94%) mm-30 0024 - - -
59 General / chi angles:
-69.0,-36.5 293.2,311.9,301.2
A Favored g, ored (57.4%) o
ASN 2427 - (2.25%) m-40 003A - ; ;
60 General / hi angles: 298.1,277.7
1113863 O ANEES 20 LA
High Clash > Ccp Bond Bond Cis
£ Alt Res B 04A Ramachandran Rotumcr deviation lengths angles Peptides
Avg: Clashscore: Outliers: 1 of Poor rotamers: 0 of Outliers: Outliers: Outliers: Tll‘\.'clI.(I)IS'-l
29.18 5 340 287 0 of 322 0 of 347 0 of 347 )
of 345
A 0554 Favored g,y ored (78.7%) o
61 LEU 24.92 0 with A 23 (26-16(1%;) mt 0.01A - - -
CSO OD ) 6;‘;‘?_?1 5 chiangles: 300.4,180.3
A Favored Favored (13.7%) )
2 ASP 41.46 - (19.2%) p0 0.03A - - -
General / -81.04.5  chi angles: 51,348.4
Favored
A (39.59%)  Favored (54.9%) m
63 SER 24.4 ) General / chi angles: 300.1 0.06A ) ) )
-539,137.2
Favored
A Gyt - (41.68%) ; ; _ _ ]
64 Glycine /
-69.7,-48.6
Allowed
A VAL 2086 - (0.76%)  Favored 33.5%)1 sk i i
05 Ile or Val / chi angles: 185.1
-99.0,-694
A Favored
66 GLY 17.72 - (55.13%) - - - - i
Glycine / 89.5,17.4
Favored
A (30.6%) Favored (12.6%) tt 2
67 ILE 15.56 ) Ile or Val / chi angles: 199,171 0.04A ) ) )
-136.4,1454
A Favored g,y 6red (96.2%) O
TYR 2483 - (31.97%) m-80 0.05A - - -
68 General /

1349.162.6 chi angles: 297.8,279.9
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69

70

#

Alt

ALA 15.75

PRO 18.76

ASP 18.85

ALA 18.05

GLU 23.69

ALA 14.04

TYR 16.19

THR 19.86

LEU 17.94

PHE 19.17

ALA 15.76

PRO 17.54

High

Res B

Avg: Clashscore:

29.18

Clash >
04A

5

Favored

(42.37%)
Pre-Pro /
-102.1,123.8
Favored
(5.25%)

Trans-Pro /
-84.0,-18.5

Favored
(8.12%)

General /
-160.0,-179.8

Favored
(82.53%)

General /
-67.7,-42.2

Favored
(67.95%)

General /
-65.8,-27.0

Favored
(63.42%)

General /
-55.3,-33.5

Favored
(93.03%)

General /
-60.7,-40.6

Favored
(12.09%)

General /
-82.1,-47.8

Favored
(98.5%)

General /
-61.4,-43.6

Favored
(6.55%)

Favored

(5.57%)
Pre-Pro /
-46.8,-35.6

Favored
(76.6%)

Trans-Pro /
-58.2,-26.4

Ramachandran

Favored (54%)
Cg_endo

chi angles:
25.7,324.1 31

Favored (26.3%)

pO
chi angles: 61.2,29.7

Favored (40.4%)
10

chi angles:
181.5,194,337 4

Favored (11.9%)
m-80
chi angles: 273.5,298.7

Favored (85.4%) m
chi angles: 301.6

Favored (25.1%) tp
chi angles: 188.9,59.1

Favored (83.9%)
m-80

General / -98.8,25.5 chi angles: 299.6,284.8

Favored (49.1%)
Cg_exo

chi angles:
327.7,39.2,329.6

Rotamer

Outliers: 1 of Poor rotamers: 0 of Outliers: Outliers: Outliers:

340

287

0.02A

0.02A - .

0.06A - -

0.03A - -

0.03A - .

0.02A - -

0.03A - .

0.04A - -

0.02A - -

0.04A - -

0.03A . -

0.03A - -

Ccp Bond Bond

file:///Users/alonso/Documents/Estructuras/SpiderAK/porcess/Refi...

Cis

deviation lengths angles Peptides

0 of 322 0 of 347 0 of 347

Non
Trans: 1
of 345
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Favored
A ILE 1622 - (686%)  Favored (6%)ip g 18 . i i
81 Ile or Val / chi angles: 183.2,57.7
-99.7,-38.6
A Favored .y ored (25.8%) o
PHE 1549 - (97.85%) m-80 0.01A - - -
82 General / . )
637425 chi angles: 278.3,291 .4
A Favored Favored (62.5%) .
ASN 1539 - (87.84%) m-40 0.07A - - -
83 _ggre;irs%/s chi angles: 282.2,357.9
Favored Favored (51.2%)
A PRO 1578 - (26.85%) Cg_endo 0.02A - - -
84 Trans-Pro / chi angles:
-67.3,-345 253,321.8,35.6
A Favored  p,y0red (76.6%) O
ILE 16.8 - (96.75%) mt 0.07A - - -
85 Ile or Val / , _
63.1.46.2 chi angles: 291.9,174.5
A Favored Favored (37.1%) )
ILE 1763 - (93.4%) mt 0.07A - - -
86 _Ié%‘g}glé chi angles: 284.2,168.6
Favored Favored (21.4%)
A GLuas - (©1.45%) tm-30 000A - - -
87 General / chi angles:
-61.2,-46.2 185.5,282.5,331.9
Favored
A (36.72%)  Favored (30.1%) 10
88 ASP 2323 ) General / chi angles: 188.4,320.9 0.04A ) ) )
-63.7,-54 .4
A Favored = gayvored (88.7%) O
TYR 2336 - (89.46%) 80 0048 - ; -
89 _?;ge_rjé /9 chi angles: 179.9.80.1
A Favored Favored (95.7%) )
90 HIS 24.51 - (6.88%) m-70 0.04A - - -
General / -88.1,15.9 chi angles: 296.3,281
Favored (68.9%)
A Allowed (0.2%) mt-10
91 GLU 42.37 ) General / 48.5,73.8 chi angles: 0.04A ) ) )
283.7,169.3,16.9
A Favored
9 GLY 253 - (44.89%) - - - - ,
Glycine / 104.2,3.4
A Favored Favored (41.5%) )
93 PHE 22.73 - (8.03%) 180 0.04A - - -
General / -84.7,91.8 chi angles: 192.7,84.1
o Favored Allowed (1.5%)
0.49A o
911 LYS 4273 HE2withs =~ (08:07%) mitm 0.03A - - -
134 HOH O Pre-Pro / chi angles:
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95 PRO 20.05 -

A

96 THR 25.16 -

A 0.57A

97 ASP 21.06 0ODI1 with S

243 HOH O

A

08 LYS 33.13 -

A

99 HIS 19.07 -

A

100 PRO 19.52 -
High Clash>

£ Alt Res “p™ 7944
Avg: Clashscore:
29.18 5

A

101 PRO 23.66 -

A

102 THR 22.28 -

A

103 ASP 27.09 -

A

104 PHE 25.19 -

A

105 GLY 23.67 -

A

106 ASP 37.86 -

9 of 42
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-77.4,164.5 325.2,222.9,174.2,278.8
Favored Favored (99%)
(81.46%) Cg_exo 0.02A - - _
Trans-Pro / chi angles:
-55.7,-31.8 332.3,35.2,332
Favored
(58.16%) Tavored@71%)p g4k i ]
chi angles: 55.7
General / -89.8,-2.1
Favored Favored (66.4%)
(?}2-04‘1%) m-30 0.01A - - -
7 461616{29/5 chi angles: 279.9,345
Favored Favored (70.9%)
(37.72%) titt 0.04A - - _
General / chi angles:
-136.8,135.2 183.1,179.9,164.9,181.7
Favored
(45.26%) Favored (83%) 70 R ) _ _
Pre-Pro / chi angles: 182.5,78.6 0.03A
-82.2,139.2
Favored Favored (36.5%)
(34.41%) Cg_endo 0.04A - - _
Trans-Pro / chi angles:
-68.5,164.1 22.6,323.9,34.8
Cp Bond Bond Cis
- —_— deviation lengths angles Peptides
Outliers: 1 of Poor rotamers: 0 of Outliers: Outliers: Outliers: Tgﬁrsl'_l
340 287 0 0f 322 0 of 347 0 of 347 )
of 345
Favored Favored (8.8%)
(76.08%) Cg_exo 0.03A - - _
Trans-Pro / chi angles:
-65.1,153.9 347.8,25.3,332.4
Favored
(35.63%) Favored (88.8%) m 0.06A ) ) )
General / chi angles: 298 4 ’
-54.0,129.8
Favored
(3.03%) Favored (20.6%) 10 001A _ } )
General / chi angles: 177.7,30.1 )
-152.7,106.0
Favored Favored (71.3%) .
(56.83%) m-80 00IA - - -
General / -77.5,-7.8 chi angles: 298.7,291.6
Favored
(50.52%) } - - i -
Glycine /
71.9,-169.6
Favored
(13.43%) Favored (61.9%) 10 0.04A ) ) )
General / chi angles: 182.5,2.7 ’
-90.2,100.6
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043A Favored
A HGI2withA  (19.12%)  Favored (4.4%) tp ;
107 ILE 40.65 244 GLN Tle or Val / chi angles: 188.3,52.8 0.084 ) ) )
HB2 -56.2,-25.1
A Favored g\ 6red (78.9%) o
ASN 48.44 - (59.22%) m-40 0.01A - - -
108 General / .
725100 chi angles: 283.4,330.1
Favored
A o
0o THR27.18 - (5756%) Tevored TLA%p g3k i i
General / -89.9,-4.3 gles: o
A Favored g, red (35.3%) o
ILE 2384 - (19.08%) mm 0.05A - - -
110 lleor Val /- 14 angles: 306.7.296.6
-90.6,138.6 IR
Favored
A (19.59%)  Favored (11.4%) m 2
111 VAL 22.51 ) Ile or Val / chi angles: 306.4 0.024 ) ) )
-125.2,167.3
Favored
A (10.17%)  Favored (48.2%) t0 2
112 ASN 27.38 ) General / chi angles: 188.3,318.3 0.074 ) ) )
69.8,116.4
Favored
A VAL 23.06 . (17.99%)  Favored (13.6%) m g o3& i i i
113 ) Ile or Val / chi angles: 291.4 )
72.5,-16.1
Favored
A (5.84%) Favored (38.2%) t0 %
114 ASP 24.46 ) Pre-Pro / chi angles: 180,19.1 0.00A ) ) )
1524803
Favored Favored (85.2%)
A PRO 2858 - (98.24%) Cg_exo 0.02A . - -
115 Trans-Pro / chi angles:
584,339 334,33.4333.1
Favored
A (59.89%)  Favored (82.6%) p 2
116 SER 33.17 ) General / chi angles: 62.3 0.024 ) ) )
78.1,-11.1
A Favored
117 GLY 26.79 - (69.54%) - - - - -
Glycine / 64.325.0
Favored b | ored (46%) it
(4]
1?8 LYS 29.1 - (46.66%) chi angles: 0.07A - - -
General / 200.2,178.4,167.8,172.2
784,282
A Cgl-“@i*A ’(*1“;’;;‘)1 Favored (80%)
wit . 0 A _ _ -
119 TYR 29.11 353 GLU Gemoral . m-80 0.03A
HG2 126.1.-48.6 chi angles: 300.1,286.3
Favored
A Favored (73%) t
120 VAL 21.88 ) (30.16%) chi angles: 172.5 0.05A ) ) )

10 of 42 8/15/17, 1:09 PM
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#

121

122

123

124

125

126

127

128

129

130

131

t Res

High
B

Avg: Clashscore:

29.18

VAL 23.24

SER 22.83

THR 20.44

HIS 29.22

VAL 20.3

ARG 46.29

CYS 17.64

GLY 14.89

ARG 159

SER 17.38

LEU 18.66

Clash >
04A

5

0.56A
ND1 with S
166 HOH O

Ile or Val /
-83.2,1180

Ramachandran

340

Favored

(45.43%)
Ile or Val /
-749,-43.8

Favored
(26.15%)

General /
-161.1,157.5

Favored
(50.95%)

General /
-126.8,144 4
Favored

(41.03%)
General /
-135.8,136.8

Favored

(68.1%)
Ile or Val /
-128.4,128.2

Favored
(50.86%)

General /
-128.9,142.7
Favored

(9.66%)
General /
-138.3,175.3
Favored

(21.53%)
Glycine /
-138.2,151.7
Favored
(27.85%)

General /
-145.3,140.5
Favored

(37.66%)
General /
-105.5,141.1
Favored

(32.06%)
General /
-84.6,125.0

file:///Users/alonso/Documents/Estructuras/SpiderAK/porcess/Refi...

chi angles: 307.4,190.7

Rotamer Ccp Bond Bond Cis
[ deviation lengths angles Peptides
Outliers: 1 of Poor rotamers: O of Outliers: Outliers: Outliers: Tgﬁlsl'_l
287 0 0f 322 0 of 347 0 of 347 )
of 345
Favored (85.7%) ¢ }
chi angles: 177.4 0.06A
Favored (62.7%) p R )
chi angles: 58.1 0.03A
Favored (91.3%) m R )
chi angles: 301.1 0.05A
Favored (22.9%)
m90 0.08A -
chi angles: 278.4,66.3
Favored (13.7%) t R )
chi angles: 188.6 0.05A
Allowed (0.5%)
11t180 0.02 A _
chi angles:
1549,182.5,126.7,197.6
Favored (27.9%) p 2 )
chi angles: 67.5 0.07A
Favored (81.1%)
mmt-90 0.04A -
chi angles:
293.1,295.4,190.8,264.2
Favored (58.9%) m 2 )
chi angles: 299.3 0.03A
Favored (13.5%) .
mt 0.04A -

8/15/17, 1:09 PM



Viewing spiderApoAK_UPDATED-5USEFH-multi.table - MolProbity

Favored
A Lys 39.64 (50.66%)
132 General /
-55.7,136.3
A Favored
133 GLY 219 - (59.52%)
Glycine / 97.8,-17.0
Favored
A TYR 31.19 . (32.14%)
134 Pre-Pro /
-104.0,146.2
Favored
A PRO 1754 - (4.67%)
135 Trans-Pro /
-51.7,158.1
Favored
A PHE 1783 . (8.59%)
136 General /
-829,177.5
041A Favored
A HA with A (3.99%)
137 ASN 21.19 140 LEU Pre-Pro /
HD12 -60.4,-28.1
Favored
A PRO 17.9 - (47.54%)
138 Trans-Pro /
-56.0,-24.2
A Favored
CYS 1946 - (4.68%)
139
General / -131.2,8.1
o Favored
041A
S LEU2042mpiwina  (5822%)
137 ASN HA General /
-66.0,139.1
High Clash>
# Alt Res B _0. AA Ramachandran
Avg: Clashscore: Outliers: 1 of
29.18 5 340
o Favored
045A
A THR 20.7 Hwith A 144 (16.64%)
141 ASN HD22 General /
-86.9,164.3
Favored
A GLU 36.54 - (75.7%)
142 General /
-552,-458
Favored
A ALA 1972 - (95.76%)
143 General /
-61.3,-409

12 of 42

file:///Users/alonso/Documents/Estructuras/SpiderAK/porcess/Refi...

Favored (2.8%) tttp
chi angles:
182.2,196.5,212.7,62.2

o

Favored (93.6%)

m-80 0.06A - - -
chi angles: 291.9,89.2
Favored (13.5%)
Cg_exo 0054 - ; ;
chi angles:
34522123414
Favored (5.6%) .
m-10 0.04A - - -
chi angles: 296.2,359.6
Favored (2.1%) )
m-40 0.07A - - -
chi angles: 263,271.2
Favored (94.6%)
Cg_exo 0.04A - - -
chi angles:
33143583314
Favored (62.9%) m % ) ) )
chi angles: 286 0.024
Favored (15.8%) )
mt OOIA - - -
chi angles: 280.7,159.3
Ccp Bond Bond Cis
Rotamer deviation lengths angles Peptides
Poor rotamers: 0 of Outliers: Outliers: Outliers: Tiﬁsjl
287 0 0f 322 0 of 347 0 of 347 0f34'5

Favored (50.3%) p R
chi angles: 65.6 0.024

Favored (65.4%)
10 0.01A - - -
chi angles:
179.1,177.3,24.8
- 0.02A - - -

8/15/17, 1:09 PM
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144

145

146

147

148

149

150

151

152

153

154

155

156

045A
ASN 21.01 HD22 with A
141 THR H
TYR 1941 -
LYS 38.34 -
GLU 39.51 -
MET 2243 -
041A
GLU 2691 0 with A 153
SER HB3
ASP 40.34 -
LYS 42.96 -
VAL 22 .85 -
041A
SER 35.77 HB3 with A
149 GLU O
ALA 29.19 -
ILE 3741 -
PHE 27.08 -

Favored
(72.15%)

General /
-54.8,-48.9

Favored
(86.59%)

General /
-57.8,-45.2
Favored

(76.88%)
General /
-66.0,-46.7

Favored
(94.72%)

General /
-65.0,-40.3
Favored

(91.41%)
General /
-62.0,-459
Favored

(85.65%)
General /
-58.5,-41.5

Favored
(50.48%)

General /
-55.8,-54.0
Favored

(82.75%)
General /
-61.9,-479
Favored

(74.63%)
Ile or Val /
-69.9,-46.1
Favored

(74.71%)
General /
-63.0,-33.1
Favored

(76.68%)
General /
-60.5,-49.7

Favored

(80.38%)
Ile or Val /
-56.0,-46.2
Favored

(73.12%)
General /
-57.2,-38.0

Favored (84.2%)
m-40
chi angles: 283.3,338.4

Favored (11.2%)
m-80
chi angles: 274.1,301.1

Favored (85.4%)

mitt

chi angles:
299.3,179.6,176.3,168.8

Favored (8.9%) 10
chi angles:
170.4,200,210.1

Favored (46.4%)

ttm

chi angles:
180.6,182.3,299.7

Favored (39.1%)
10

chi angles:
193.3,180.6,26.5

Favored (14.1%) t0
chi angles: 205.5,9.9

Allowed (2%) mitt
chi angles:
257.5,149,182.2,162.7

Favored (16.4%) t
chi angles: 163.8

Allowed (0.3%) t
chi angles: 147.8

Favored (4.2%)

mm
chi angles: 301.5,319

Favored (14.7%)
m-10
chi angles: 286.5,350.8

0.02A

0.01A

0.02A

0.02A

0.01A

0.02A

0.03A

0.01A

0.09A

0.03A

0.03A

0.04A

0.02A

file:///Users/alonso/Documents/Estructuras/SpiderAK/porcess/Refi...
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Viewing spiderApoAK_UPDATED-5USEFH-multi.table - MolProbity

A
157 GLY 34.34 -
A
158 THR 35.24 -
A
159 PHE 30.93 -
A 0.65A
160 GLU 48.63 0O with S 222
HOH O
High Clash>
# Alt Res B 04A
Avg: Clashscore:
29.18 5
A
161 GLY 33.18 -
A
162 GLU 34.75 -
A
163 LEU 27.92 -
A
164 LYS 45.76 -
A 0.42A
165 GLY 22.88 HA3 with A
213 ASN HA
A
166 LYS 41.5
A
167 TYR 19.14 -
A
168 TYR 28.09

14 of 42

Favored
(60.71%)
Glycine /
-66.4-13.6
Favored
(42.73%)
General / -96.7,-3.4
Favored
(26.43%)
General /
-60.8,126.2
Favored

(3.62%)
General /
-1094,-178.7

Ramachandran

Outliers: 1 of Poor rotamers: 0 of Outliers: Outliers: Outliers:
0 of 322 0 of 347 0 of 347

340

Favored

(48.03%)
Glycine /
60.6,-140.8
Favored

(65.92%)
General /
-63.3,-209

Favored
(56.62%)
General / -87.5,-8.3
Favored
(57.84%)

General /
-60.5,139.3

Favored

(3.98%)

Glycine /
-179.3,-140.3

Favored
(23.98%)

General /
-145.8,136.1

Favored
(33.64%)

General /
-88.4,135.1

Favored

(43.98%)
Pre-Pro /
-119.1,106.0

Favored (4.2%) p
chi angles: 79.7

Favored (3.8%)
m-10
chi angles: 280.3,340.4

Favored (29.4%)
mt-10

chi angles:
301.9,172.1,251.7

Rotamer

287

Favored (17.1%)
pt0

chi angles:
68.7,173.6,346

Favored (50.8%)

mt
chi angles: 296.2,184.6

Allowed (1.6%)

tm
chi angles:
202.6,197,165.7,251.6

Favored (14%) tttt
chi angles:
185.5,166.5,155,154.3

Favored (68.5%)

180
chi angles: 181.2,67.8

Favored (34.9%)
m-80
chi angles: 304.7,79.9

0.03A

0.04A

0.01A

Cp

0.02A

0.01A

0.02A

0.02A

0.02A

0.06A

file:///Users/alonso/Documents/Estructuras/SpiderAK/porcess/Refi...

Cis

deviation lengths angles Pe_gtides

0
ns: 1

of 345
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169

170

171

172

173

174

175

176

177

178

179

A
180

#

Alt

PRO 18.45

LEU 17.67

THR 18.21

GLY 22.18

MET 18.79

ASP 1822

LYS 2423

ALA 184

THR 19.48

GLN 31.69

GLN 284

GLN 36.78

High

Res B

Avg: Clashscore:

29.18

Clash >
04A

5

Favored Favored (2.7%)
(82.6%) Cg_exo

Trans-Pro / chi angles:

-64.3,143.3 356.8,17,336.5
Favored

(63.06%) Favored (3.7%) mp
General / chi angles: 262.3,54 .4
-72.0,-28.0

Favored

(20.27%) Favored (84.9%) m
General / chi angles: 301.7

-67.5,123 4

Favored

(75.78%) -

Glycine / 71.9,14.0
Favored Favored (62.6%)

(48.53%) ttm
General / chi angles:
-69.4,134.0 185.7,181.4,287.6
Favored
(14.22%) Favored (3.1%) p0O
General / chi angles: 65.8,63.2
-92.3,162.6
Favored Allowed (0.6%)
(72.93%) ttp
General / chi angles:
-65.0,-31.6 207.2,129.5,160.2,93.3
Favored
(71.84%) -
General /
-69.9,-433
Favored
(91.21%) Favored (65.9%) m
General / chi angles: 303.2
-58.9,-43.7
Favored
(67 43%) Allowgd (0.4%) 10
chi angles:
General / 231.4,158.8,13.8
-54.3,-50.4
Favored Favored (66.6%)
(95.06%) tp40
General / chi angles:
-62.7,-44.9 194.7,55.4,56.5
Favored
(74.25%) Favored (4.8%) pt0
chi angles:
General / 67.1,174.8251.5
-62.9,-32.9
Ramachandran Rotamer

Outliers: 1 of Poor rotamers: 0 of Outliers: Outliers: Outliers:

340 287

0.04A - -

0.02A - .

0.03A - -

0.02A - .

0.03A . -

0.02A - .

0.02A - .

0.05A . -

0.03A - .

0.02A - -

0.03A

Ccp Bond Bond

file:///Users/alonso/Documents/Estructuras/SpiderAK/porcess/Refi...

Cis

deviation lengths angles Peptides

0 of 322 0 of 347 0 of 347

Non
Trans: 1
of 345
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181

182

183

184

185

186

187

188

189

190

191

192

193

194

16 of 42

LEU 19.19

ILE 23.19

ASP 30.5

ASP 32.16

HIS 35.6

PHE 21.18

LEU 18.13

PHE 18.26

LYS 43.15

GLU 36.48

GLY 22.13

ASP 26.76

ARG 243

PHE 2791

0.78A
OD2 with S
191 HOH O

Favored
(60.14%)

General /
-742,-42.1

Favored

(71.84%)
Ile or Val /
-54.5,-47.0

Favored
(66.77%)

General /
-56.5,-34.3

Favored
(59.2%)

General / -84.2,-5.1

Favored
(12.66%)

General / 62.7,37.7

Favored
(15.48%)

General /
-107.2,-120

Favored
(27.04%)

General /
-86.2,145 .4

Favored
(34.42%)

General /
-120.5,155.0

Favored
(2.35%)

General /
-1129,-1739

Favored
(41.79%)

General /
-58.1,143.9

Favored

(53.18%)
Glycine /
-69.8,159.8

Favored
(5.21%)

General /
-75.8,179.9

Favored
(63.24%)

General /
-56.4,-30.8

Favored
(82.78%)

Favored (79.8%)

mt
chi angles: 288.8,170.6

Favored (68.8%)

mt
chi angles: 289.6,162.5

Favored (91.3%)
m-30
chi angles: 287.6,353.3

Favored (68.1%)
m-30
chi angles: 290.4,321.6
Favored (55%)
m-70
chi angles: 307.4,268.9

Favored (17.2%)
m-10
chi angles: 288.8,351

Favored (8.8%) tp
chi angles: 193.4,77.1

Favored (55.7%)

p90
chi angles: 65,94.1

Favored (4.5%)

pttm

chi angles:
51.2,205.6,177.9,309.2

Allowed (0.3%)
mt-10

chi angles:
241,203.4,304

Favored (47.3%)
p0
chi angles: 61.4,17.6
Favored (39.1%)
ptt90

chi angles:
59.7,187.5,166.6,87.8

Favored (93.3%)
m-80

0.01A

0.04A

0.02A

0.02A

0.06A

0.03A

0.03A

0.05A

0.04A

0.02A

0.03A

0.02A

0.02A

file:///Users/alonso/Documents/Estructuras/SpiderAK/porcess/Refi...
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195

196

197

198

199

200

#

201

202

203

204

205

206

LEU 24 .28

GLN 26.01

ALA 19.87

ALA 15.76
ASN 24.14

ALA 1931

Res —g‘H;;h

Avg: Clashscore:

29.18

CYS 24.02

ARG 23.37

TYR 32.19

TRP 23.94

PRO 169

THR 22.08

file:///Users/alonso/Documents/Estructuras/SpiderAK/porcess/Refi...

eneral/, chi angles: 298.9.280
Favored  gavored (36.3%) o
(80.82%) mt 0.01A - - -
_gf‘;e_r;é /9 chi angles: 293,184.9
Favored Favored (47.9%)
(81.47%) mm-40 001A i} - _
General / chi angles:
-59.8,-48.5 299.8,280.5,3354
Favored
(64.34%) ; 0.03A - - _
General /
-68.7,-19.3
Favored
(36.38%) - 0.01A - - ]
General / -83.7,2.7
Favored Favored (50.2%) )
(15.86%) m-40 0.04A - - -
General / 63.0,27.3 chi angles: 277.4,351.4
Favored .
(49.14%) - 0.02A - - -
General / -91.5,5.5
Cp Bond Bond Cis
_— —_— deviation lengths angles Peptides
Outliers: 1 of Poor rotamers: O of Outliers: Outliers: Outliers: Tgﬁlsl'_l
340 287 0 0f 322 0 of 347 0 of 347 )
of 345
Favored
(9.42%) Favored (55.5%) m ) ) }
General / chi angles: 302.4 0.04A
-123.6,20.5
Favored Favored (24.3%)
(43.46%) mtmll0 0.021& _ _ _
General / chi angles:
-72.0,151.2 299.3,165.5,298.3,103.8
Favored Favored (65.7%) )
(13.48%) m-80 0.04A - - -
General / 62.8,22.6 chi angles: 299.9,293.2
Favored Favored (32.8%)
(20--12%;) £-100 0.04A - - -
6031304  chiangles: 19022747
Favored Favored (17.3%) 0 Cis PRO
(1Q.46%) C g_endo 0.04A . . omega=
Cis-Pro / chi angles: 429
-104.9242 37.3,328.9,12.6
Favored
(22.08%) Favored (15.7%) m 0054 _ } )
General / chi angles: 310 )
-53.8,126 4
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207

208

209

210

211

212

213

214

215

216

217

218

219

220

GLY 14.53

ARG 16.94

GLY 12.59

ILE 18.01

TYR 25.11

HIS 22.38

ASN 22.6

ASP 38.46

ALA 2485

LYS 29.27

THR 22.85

PHE 214

LEU 16.76

VAL 15.33

0.42A
HA with A
165 GLY
HA3

Favored
(89.65%)
Glycine / 80.5,2.6
Favored
(34.66%)

General /
-102.7,141.9

Favored
(45.32%)
Glycine /
-173.5,172.6
Favored

(48.93%)
Ile or Val /
-136.2,131.3

Favored
(50.45%)

General /
-120.3,141.0

Favored
(42.13%)

General /
-148.1,156.0

Favored
(15.8%)

General /
-89.0,162.9

Favored
(62.36%)

General /
-52.3,-40.8

Favored

(50.05%)
General / -75.7,-6.3

Favored

(29.23%)
General / 56.341.3

Favored
(15.27%)

General /
-116.8,14.4

Favored
(5.88%)

General /
-156.5,125.2

Favored
(41.26%)

General /
-136.6,138.5

Favored
(70.26%)

file:///Users/alonso/Documents/Estructuras/SpiderAK/porcess/Refi...

Favored (2.2%)

mpt180

chi angles:

280.7,65.2,160.7,216.6

Favored (6.3%) mt
chi angles: 292.8,147.8

Favored (60.4%)

180

chi angles: 180,272.1

Favored (16.2%)

p90

chi angles: 73.3,74

Favored (41.9%)

p0

chi angles: 65.4,343.2

Favored (46.9%)

m-30

chi angles: 303.3,332.4

Favored (91.7%)

mitt
chi angles:

301.3,185,180.8,175.6

Favored (66.4%) p

chi angles: 58.4

Favored (68.9%)

180

chi angles: 174,68.9

Favored (12.7%) tp
chi angles: 169.8,73.3

Favored (36.5%) ¢
chi angles: 184.2

0.02A

0.04A

0.02A

0.09A

0.02A

0.01A

0.02A

0.06A

0.04A

0.02A

0.03A

0.03A
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#

221

222

223

224

225

226

227

228

229

230

231

High Clash>
L Res “p™ To4h
Avg: Clashscore:
29.18 5
TRP 18.28 -
VAL 14.61 -
ASN 16.08 -
GLU 24 .92 -
0.54A
HG3 with A
GLU 32.32 570 PHE
CD2
ASP 16.26 -
HIS 13.93 -
LEU 13.8 -
0.76A
ARG 41.52 NHI1 with S
231 HOH O
ILE 19.74 -
ILE 25.98 -

Ile or Val /
-127.0,132.1

Ramachandran

Outliers: 1 of Poor rotamers: 0 of Outliers: Outliers: Outliers:

340

Favored
(49.97%)

General /
-102.7,126.8

Favored

(45.61%)
Ile or Val /
-999,117.8

Favored
(18.01%)

General / 61.9,31.9

Favored
(67.35%)

General /
-729,-36 .4

Allowed
(0.11%)

General /
-154.8,-58.3

Favored
(17.59%)

General /
-87.0,162.5
Favored

(42 .34%)
General /
-49.6,-50.4

Favored
(44.98%)

General /
-129.3,129.6

Favored
(26.55%)

General /
-113.2,114.3

Favored

(68.16%)
Ile or Val /
-111.6,124.2

Favored

(50.8%)
Ile or Val /
-129.9,139.7

Rotamer

287

Favored (42.9%)
m-10
chi angles: 286.3,354.2

Favored (34.6%) t
chi angles: 184.7

Favored (64.7%)
m-40
chi angles: 283.2,316.8
Favored (12.4%)
tm-30

chi angles:
182.8,266.5,335.9

Favored (2.9%) 10
chi angles:
156.7,163.4,341.4

Favored (16.3%)
m-30
chi angles: 281.9,309.1

Favored (43.8%)

ml70
chi angles: 296.8,152.6

Favored (78.5%)

mt
chi angles: 301.7,176.2

Favored (6.5%)
ttm-80

chi angles:
184.6,198.5,291.5,241

Favored (11.2%)

mt
chi angles: 308.5,157.1

Allowed (0.7%) mt
chi angles: 312.4,138.4

0.02A

0.04A

0.08A

0.02A

0.02A

0.04A

0.01A

0.03A

0.01A

0.06A

0.01A

file:///Users/alonso/Documents/Estructuras/SpiderAK/porcess/Refi...

Ccp Bond Bond Cis
deviation lengths angles Peptides
Non-
Trans: 1
0 of 322 0 of 347 0 of 347 of 345
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A

230 SER 19.29 -

A

233 MET 20.09 -

A 0.59A

HG?2 with A
234 GLN 22.11 242 ILE
HD11

A

735 LYS 43.89 -

A

36 GLY 1941 -

A

237 GLY 19.55 -

A

138 ASP 26.83 -

A

739 LEU 22.63 -

A

240 LYS 38.93 -
High Clash>
Avg: Clashscore:
29.18 5

A

241 THR 26.7 -

A 0.59A

HD11 with A
242 ILE 21.78 234 GLN
HG2
A
243 PHE 21.66 -

20 of 42
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Favored
(46.09%) Favored (46.5%) t 0.03A ) ) )
General / chi angles: 179.8 )
-129.8,131.2
Favored Allowed (0.4%)
(41.32%) pmt 001A _ - -
General / chi angles:
-154.5,162.1 68.7,296.4,187.8
Favored Favored (18.6%)
(7.32%) pt0 0.05A - - _
General / chi angles:
-171.1,163.9 60.2,187.9,51.9
Favored Favored (4.9%)
(38.62%) mmtm 0.04A B, - -
General / chi angles:
-60.0,147.6 300.5,291.4214.9,318.3
Favored
(36.67%) } _ . - _
Glycine /
84.2,-160.4
Favored
(4.26%) } - - - ;
Glycine /
-130.2,25.9
Favored
Favored (49.9%) 10 ) ) )
(3.97%) chi angles: 187.8,2.5 0.05A
General / -77.4,75.5
Favored
(62.73%) Favored (32.5%) tp ; ) )
General / chi angles: 186.7,58 0'02A
-55.0,-33.8
Favored Favored (33.2%)
(5.34%) 1t 0.00A - - -
General / chi angles:
-61.2,-594 170.5,166.3,194,162.8
Ccp Bond Bond Cis
_ —_ deviation lengths angles Peptides
Outliers: 1 of Poor rotamers: 0 of Outliers: Outliers: Outliers: TII:SII?IS'_I
340 287 0 0of 322 0 of 347 0 of 347 )
of 345
Favored
(74.76%) Favored (81.6%) m 0.05A ) ) )
General / chi angles: 296.5 ’
-57.1,-394
Favored
(75.1%) Favored (7.6%) mt R ) _ _
Ile or Val / chi angles: 283.9,153 0.07A
-65.5,-49.9
Favored Favored (10.3%)
(9GO-56‘1%;) 180 0.03A - - -
653436  chiangles: 1843385
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244

245

246

247

248

249

250

251

252

253

254

255

256

GLN 40.16 HB2 with A

ARG 27.04

LEU 21.8

VAL 2791

ASN 3581

ALA 2442

VAL 22.8

ASN 2521

THR 27.64

ILE 22.89

GLU 27.27

SER 36.84

LYS 416

0.43A

107 ILE
HG12

0.50A
OE2 with S
21 HOH O

Favored
(93.31%)

General /
-60.3,-41.5

Favored
(79.48%)

General /
-60.6,-36.8
Favored

(69.02%)
General /
-68.1,-47.1

Favored

(75.19%)
Ile or Val /
-66.4,-35.6

Favored
(89.46%)

General /
-58.5,-44.6
Favored

(73.6%)
General /
-64.6,-48.8
Favored

(82.84%)
Ile or Val /
-57.0,-47.7
Favored
(91.76%)
General /
-61.1,-46.1
Favored

(61.92%)
General /
-53.0,-51.3

Favored

(93.3%)
Ile or Val /
-60.9,-47.5
Favored

(74.56%)
General /
-56.8,-39.6
Favored

(24.26%)
General /
-52.9,-28.6
Favored

(15.54%)
General /
-107.6,-10.9

Favored (25.9%)
tp40
chi angles:
179.3,70.7,86.1

Favored (12.9%)
ttml10

chi angles:
171.4,188.2,316,129.9

Favored (31.7%) tp
chi angles: 181.3,69.7

Allowed (1.8%) p
chi angles: 534

Favored (80%)
m-40
chi angles: 289.7,352.2

Favored (60.1%) ¢
chi angles: 170.8

Favored (99%)
m-40
chi angles: 287.6,337.9

Favored (32%) m
chi angles: 306.5

Favored (71%) mt
chi angles: 299.1,164 .4

Favored (38.7%)
10

chi angles:
180.7,168.2,221.9

Allowed (1.2%) p
chi angles: 91.3

Favored (11%)

mmtp

chi angles:
305.6,279.7,168.8,80.1

0.02A

0.01A

0.02A

0.11A

0.02A

0.03A

0.06A

0.01A

0.04A

0.05A

0.02A

0.04A

0.01A

file:///Users/alonso/Documents/Estructuras/SpiderAK/porcess/Refi...
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257

258

259

260

#

261

262

263

264

265

A
266

A

267

268
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Alt Res
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Favored (2.3%) .
LEU 3532 - Pre-pros  “lowed 09%)1p 38 . i i
1549 104.6 chi angles: 221.3,42
Favored Favored (5.2%)
PRO 2787 - (59.9%) Cg_exo 0.04A - - -
Trans-Pro / chi angles:
-70.5,148 4 350.8,25.1,329.5
Favored  poyored (23.2%)
PHE 20.11 (19.06%) m-10 0.02A - - -
General / i angles: 301.4,321.6
-96.6,152.0
Favored
SER 2525 (2057%)  Favored ©.6%)t  nex i i
General / chi angles: 166
-81.2,115.3
High Clash > Ccp Bond Bond Cis
B 0.4A Ramachandran Rotamer deviation lengths angles Peptides
Avg: Clashscore: Outliers: 1 of Poor rotamers: 0 of Outliers: Outliers: Outliers: Non-
Trans: 1
29.18 5 340 287 0 of 322 0 of 347 0 of 347 )
of 345
Favored Favored (43%)
ARG17.62 - (42.57%) t11-90 0.04A - - -
General / chi angles:
-136.7,140.3 196.5,187.3,191.2,279.5
Favored g, vored (30.19%)
ASP21.19 - (49.56%) 170 0.03A - - -
_1(1}?176%18/ 9 chi angles: 180.2,76.7
Favored Favored (88%)
ASP 33 - (82.88%) m-30 001A - - -
Jenerall chiangles: 28553415
Favored Favored (4.9%)
ARG 1576 - (26.99%) t1p80 0.01A - - -
General / chi angles:
-80.8,-39.2 187.1,176,103.5,76.7
Favored gy 6red (40.1%)
LEU 1542 - (20.51%) mt 0.02A - - -
(enerall. chi angles: 296.2.186.1
Favored
GLY 14.59 - (33.14%) ) - - - i,
Glycine /
79.0,-149.8
Favored gy ored (79.2%)
PHE 1576 - (40.55%) m-80 0.02A - - -
_%erllelrglg/ o  chiangles:290.42814
Favored Favored (56.6%)
LEU 1667 - (34.37%) mt 0.03A - - -
ey chiangles:297.4,1845
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Favored
A (28.06%)  Favored (41.3%) p 2
269 THR 14.29 - oo chi angles: 54.8 0.04A - - -
-127.0,161.6
A CI())Z-54?A (1;?502‘;‘1) Favored (40.4%)
wit S56% A - _ -
270 PHE 23.12 25 GLU . . t8O 0.08A
HG3 61.8.45.0 chi angles: 164.4,76.4
Favored
A (24.23%) Favored (18.1%) ¢ 2
271 CYS 26.06 ) Pre-Pro / chi angles: 191.8 0.054 ) ) )
-97.8,132.8
Favored Favored (10.3%)
A PRO1646 - (30.45%) Cg_endo 004A - - -
272 Trans-Pro / chi angles:
-67.8,-10.9 1543355232
Favored
A (6203%)  Favored (66.5%) p ;
273 THR 18.28 ) General / chi angles: 62.9 0.03A ) ) )
-70.2,-13.1
A Favored Favored (43.1%) )
ASN22.14 - (19.16%) mli0 001A - - -
274 General / .
111.6.18.4 chi angles: 298.3,125.2
A Allowed g, vored (29.6%) O
LEU 17.87 - (1.79%) mt 0.02A - - -
275 General / .
7321753 chi angles: 292.4,159.8
Favored
A
GLY 16.54 - (5.24%) ; ] _ ] ]
276 Glycine /
77.7,-119.3
Favored
A (66.02%)  Favored (70.2%) p 2
277 THR 12.84 - ey chi angles: 622 0.06A - - -
-68.7,-27.6
Allowed
A Allowed (1.9%) p 2
278 THR 15.79 ) (1.68%) chi angles: 81.9 0.06A ) ) )
General / 63.44.3
Favored
A (38.08%)  Allowed (1.1%) mt
279 ILE 21.48 ) Tle or Val / chi angles: 275.4,182.8 0.05A ) ) )
-89.2,130.8
Favored Favored (57.3%)
A ARG4396 - (12.16%) t11-90 004A - - -
280 General / chi angles:

-121.7,107.3 189.6,182.7,179.8,264

# Alt Res High Clash> Cp Bond Bond Cis

_— B 0.4A Ramachandran Rotamer deviation lengths angles Peptides
Avg: Clashscore: Outliers: 1 of Poor rotamers: 0 of Outliers: Outliers: Outliers: Ti(r)lrsl' 1
29.18 5 340 287 0 0f 322 0 of 347 0 of 347 of345
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281

282

283

284

285

286

287

288

289

290

291

292

293

ALA 233
SER 21.91 -
VAL 23 44 -
HIS 58.48 -
ILE 25.22 -
ALA 29.49 -
LEU 36.08 -
PRO 40.26 -
0.44A
HD3 with A
LYS 46.42 FPAWI0
HB3
LEU 41.23 -
ALA 55.95 -
ALA 66.57 -
0.52A
ALA 72.39 0O with A 295
ALA N

Favored
(48.24%)

General /
-102.0,1294
Favored
(44 .59%)

General /
-144.0,157.0
Favored

(31.46%)
Ile or Val /
-126.7,148.3
Favored

(26.79%)
General /
-959,1150
Favored

(23.34%)
Ile or Val /
-141.5,146 4
Favored

(40.24%)
General /
-109.3,119.7
Favored

(57.78%)
Pre-Pro /
-124.3,72.7
Favored
(21.07%)
Trans-Pro /
-63.9,-42.0
Favored
(85.29%)
General /
-61.6,-47.5
Favored
(65.43%)

General /
-67.6,-21.6

Favored
(61.18%)

General /
-72.4,-239

Favored
(58.77%)
General / -88.1,-4.4
Favored
4.11%)

General /
-104.0,-47.7

Favored (70.6%) p
chi angles: 59

Favored (27.2%) m
chi angles: 299.8

Favored (3.4%)

mi70
chi angles: 270.6,202.8

Favored (17.5%) tt
chi angles: 185.1,171.8

Allowed (0.6%)

mm
chi angles: 288.1,319

Favored (33.3%)
Cg_endo

chi angles:
21.9,326431.2

Favored (9.2%)

mitp

chi angles:
279,157.3,154.8,66.9

Favored (39.8%)

mt
chi angles: 298,186.6

0.03A

0.01A

0.01A

0.01A

0.05A

0.01A

0.03A

0.04A

0.02A

0.03A

0.01A

0.02A

0.02A

file:///Users/alonso/Documents/Estructuras/SpiderAK/porcess/Refi...
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A OUTLIER .
294 ALA 66.69 - (0.02)%) - 0.04A - - -
General / 56.9,-20.1
0 Favored
0.52A .
2A ALA 71.56 Nwith A203  (13.02%) - 0.00A - - -
95 ALA O General /
-88.8,-40.6
Favored
0.44A
21;6 ALA 67.89 Owitha300  (01:57%) - 003A - - -
ILE HG12 _7G3elge_r§; /9
Allowed
A ALA59.63 - (0.93%) - 0.01A - - -
297 General /
644,642
Favored Allowed (1.3%)
A GLU 6838 - (63.58%) mp0 0.01A - - -
298 General / chi angles:
-59.0,-254 262.1,72.3,183
Favored
A ALA 5402 - (70.73%) - 0.01A - - -
299 General /
-58.2,-34.7
0 Favored
A 0.44A 18,829 Favored (6.1%) .
300  ILE 61.64 HG12 with A (18.82%) mm 0.05A - - -
296 ALA O Ié%"zrg é chi angles: 316.6,307.7
High Clash > Ccp Bond Bond Cis
£ Alt Res B 04A Ramachandran Rotamer deviation lengths angles Peptides
Avg: Clashscore: Outliers: 1 of Poor rotamers: 0 of Outliers: Outliers: Outliers: ngrsljl
29.18 5 340 287 0 0of 322 0 of 347 0 of 347 )
of 345
Favored
A ALA 427 - (18.63%) - 0.02A - - -
301 General /
-52.2,-558
Favored
A ALA 4839 - (78.84%) - 0.01A - - -
302 General /
-62.1,-35.5
o Favored Allowed (0.4%)
A 041A 63.01% .
LYS 57.52 uB2withs  (08:01%) 1tm 0.00A - - -
303 260 HOH O General / chi angles:
-72.4,-34.5 151.7,152.3,202.3,253.3
A Favored g, ored (58.5%) O
PHE 39.93 - (38.67%) m-80 0.04A - - -
304 General / . ]
11009.11.9 chi angles: 284.9,278.7
A Favored Favored (68.5%) .
305 ASN 32.46 - (15.57%) m-40 0.03A - - -

General / 61.7,38.0 chi angles: 305.1,302.6
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306

307

308

309

320

321

322

323

324

325

326

327

328

329

GLN 54.84

VAL 4227

ALA 4693

GLY 59.54

GLY 61.05

VAL 53.99

TYR 56.8

ASP 46.72

ILE 2791

SER 26.67

ASN 26.1

LYS 43.34

ARG 25.65

0.58A

HDI11 with A
LEU 329 345 GLY

HA3

Favored
(22.39%)

General /
-08.7,149.9

Favored
(55.5%)

General /
-109.5,130.5

Favored

(34.5%)
Ile or Val /
-107.9,111.1

Allowed
(0.42%)
Glycine /
-141.6,-14.6
Favored

(42.35%)
Ile or Val /
-102.1,114.7
Favored

(20.94%)
General /
-105.2,153.9
Favored

(36.03%)
General /
-103.0,118.1
Favored

(75.09%)
Ile or Val /
-122.3,129.7

Favored
(43.7%)

General /
-142.9,158.3
Favored

(53.83%)
General /
-69.6,140.9
Favored

(22.16%)
General /
-85.3,-33.0
Favored
(31.84%)

General /
-88.2,138.0

Favored (72.7%)

mt
chi angles: 302.6,180.9

Allowed (0.6%) 110
chi angles:
146.8,159.8,23.1

Favored (85.6%) ¢t
chi angles: 173.6

Allowed (0.5%) p
chi angles: 48.1

Favored (77.9%)
m-80
chi angles: 300.1,287 .4

Favored (14.9%)

t70
chi angles: 174.8,264.8

Favored (27.4%)

mt
chi angles: 303.4,184.3

Favored (57.1%) p
chi angles: 57.5

Favored (15.3%)
p0
chi angles: 62.3,292.6
Favored (4.1%)
mipt

chi angles:
290.2,163.5,94.8,144 4

Favored (44.3%)
mitp 180

chi angles:
301.6,157.7,68.8,200.7

0.01A

0.03A

0.03A

0.02A

0.06A

0.05A

0.02A

0.04A

0.02A

0.02A

0.04A

0.02A

file:///Users/alonso/Documents/Estructuras/SpiderAK/porcess/Refi...
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Favored Favored (3.6%)
A ARG20.18 - (4.41%) mmt-90 004A - - -
330 General / chi angles:
-119.6,-32.1 316.9,259.3,187.1,283 .4
High Clash > Ccp Bond Bond Cis
£ Alt Res B 0.4A Ramachandran Rotamer deviation lengths angles Peptides
Avg: Clashscore: Outliers: 1 of Poor rotamers: 0 of Outliers: Outliers: Outliers: Tra?lrsl' 1
29.18 5 340 287 0 of 322 0 of 347 0 of 347 )
of 345
Favored Favored (23.3%)
A MET 185 - (23.65%) mip 0.02A - - -
331 General / chi angles:
-110.5,154 4 312,190.9,64.3
A Favored
33p OLY 18 - (88.43%) - - - - -
Glycine / 84.3,-1.8
Favored
A (44.46%) Allowed (0.8%) pt
333 LEU 19.44 ) General / chi angles: 76.7,183.4 0.02A ) ) )
-141.3,158.0
Favored
A (14.75%) Favored (30.3%) p %
334 THR 1691 G 1) chi angles: 69.3 0.02A
-78.5,171.7
Favored Favored (54.9%)
A GLU 188 - (96.04%) mp0 001A - - -
335 General / chi angles:
-60.3,-43.9 289.4,77.80.5
A Favored Favored (92.4%) )
TYR2585 - (76.47%) 180 0.02A - - -
336 General / hi angles: 176.5,77.1
-582,-496 ch1 angles: D,
Favored Favored (77.1%)
A GLN2455 - (80.8%) mt0 0014 - - -
337 General / chi angles:
-64.0,-35.5 301.4,181.1,306
Favored
A ALA1992 - (79.71%) - 0.02A - - -
338 General /
-62.6,-48 4
Favored
A (86.53%) Favored (50.4%) t 2
339 VAL 19.1 ) Ile or Val / chi angles: 169.5 0.084 ) ) i
-67.7,-43.5
Favored Allowed (1.7%)
A lyssioe - (71.75%) iptp 0.02A - - -
340 General / chi angles:
-61.8,-31.6 184.4,74.5,167.8,21.1
Favored Favored (21.9%)
A GLU2996 - (71.52%) 110 0048 - - -
341 General / chi angles:
-68.7,-45.5 194.6,171.1,54.9
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A

340 MET 33.72 -

A

343 GLN 26.1 -

A

344 ASP 30.84 -

A 0.58A

HA3 with A
345 GLY 2091 306 LEU
HDI11

A

346 ILE 21.13 -

A

347 LEU 20.49 -

A

348 GLU 3593 -

A

349 MET 379 -

A

350 ILE 228 -
High Clash>

# Alt Res B T04A
Avg: Clashscore:
29.18 5

A

351 LYS 29.63 -

A

350 MET 58.16 -

A 0.46A

HG?2 with A
353 GLU 35.05 119 TYR

28 of 42
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Favored Favored (7.1%)

(64.63%) tmm 0.02A - - _
General / chi angles:

-58.8,-52.7 198.5,270.9,277.6

Favored Favored (21.9%)

(30.55%) 10 001A . - _
General / chi angles:

-49.8,-52.7 163.6,178.2,298

Favored Favored (87.8%) .

622426 chi angles: 293.2,336

Favored

(93.54%) i} - - i -
Glycine /

-61.6,-46.8

Favored Favored (3.5%)

(90.94%) mm 0.08A - - _
HeorNall chiangles: 29293163

Favored - gavored (26.6%) o

(5G4-77‘170/) mi 0.01A - - -
504444 chiangles:287.180.8

Favored Favored (2.8%)

(79.49%) tp30 0.03A i} . -
General / chi angles:

-67.4,-442 2103,49.645.1

Favored Favored (68.5%)

(98.51%) mitt 0'021& _ _ _
General / chi angles:

-63.5,-42.1 294.2,178.6,186.5

Favored g, ored (25.9%) o

(?8-02‘?) mt 0.06A - - -
_%fg):%é chi angles: 285.8,178.2

Ccp Bond Bond Cis
_— —_— deviation lengths angles Peptides
Outliers: 1 of Poor rotamers: 0 of Outliers: Outliers: Outliers: Tll‘\.'clI.(I)IS'-l
340 287 0 of 322 0 of 347 0 of 347 )
of 345

Favored Favored (22.1%)

(78.47%) tmt 0.041& _ _ _
General / chi angles:

-55.9,-46.1 187.6,185.2,307.9,183.8

Favored Favored (22.5%)

(92.82%) mmt 0.00A . - _
General / chi angles:

-65.5,-42.0 295.7,307.1,166 4

Favored Favored (43.5%)

(88.93%) tp30 0.03A - - _
General / chi angles:
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354

355

356

357

E23

13

14

15

16

CEl -59.1,-41.8
Favored

GLU 4738 - (69.34%)

General /
-68.6,-30.6

Favored
ALA 49.79 - (23.74%)

General /
-90.0,-20.1
0444 Favored
ALA 4657 uB3withA  (32:7%)

289 LYS HD3 Pre-Pro /
-57.0,151.7

PRO 53.26

NA 41.35 - -
HOH 8.5 - -
HOH 8.22 - -
HOH 12.77 - -
HOH 11.56 - -
HOH 22.16 - -
HOH 17.16 - -
HOH 13.22 - -
HOH 14.72 - -
HOH 13.6 - -

HOH 11.71 - -
HOH 12.98 - -

HOH 24.37 - -

High Clash >

Alt Res =™ 4 4%

Avg: Clashscore: Outliers: 1 of Poor rotamers: 0 of Outliers: Outliers: Outliers:
0 of 322 0 of 347 0 of 347

29.18 5 340

HOH 1948 - -

HOH 21.09 - -

HOH 18.89 - -

HOH 21.11 - -

Ramachandran
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181.3,76.9,187 4
Favored (2.6%)

mm-30

chi angles:

285.8,267.1,316.9

Favored (83.5%)

Cg_exo
chi angles:
3343,64,15.5

Rotamer

287

0.02A

0.00A

0.03A

0.04A

CB

Bond Bond Cis
deviation lengths angles Peptides

Cis

on
Trans: 1
of 345
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Viewing spiderApoAK_UPDATED-5USEFH-multi.table - MolProbity

S
D HOH1205 -
S HOH1591 -
18
S HOH1164 -
19
S HOH2036 -
20
g 0.50A
21 HOH 23.35 0 with A 254
GLU OE2
S
,, HOH23.13 -
S HOH1632 -
23
S HoHI1821 -
24
S HoH2062 -
25
> HOHI285 -
26
S HOH1937 -
27
S HOH1874 -
28
S HoHI3S2 -
29
S HOHI1329 -
30
S HOoH 236 -
31
S HOH1823 -
32
High Clash>
£ AU Res Ty Sy
Avg: Clashscore:
2018 5
S HOH3642 -
33
S HOH2588 -
34
S HOH2374 -
35
S HOHI1654 -
36

30 of 42

Ramachandran

Outliers: 1 of Poor rotamers: 0 of Outliers: Outliers: Outliers:
0 0of 322 0 of 347 0 of 347

340
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Rotamer
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Cp

Bond Bond
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deviation lengths angles Peptides

Non
Trans: 1
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37

38

39

40

41

42

43

44

45

46

47

48

49

50

51

52

53

54

55

56

Alt Res

HOH 17.71

HOH 34.88

HOH 22.08

HOH 13.71

HOH 19.25

HOH 26.67

HOH 25.1

HOH22.71

HOH 20.81

HOH 26.3

HOH 31.7

HOH 29.57

HOH 21.21

HOH 17.53

HOH 29.17

HOH 21.55

High Clash >

B

Avg: Clashscore:

29.18

HOH 30.63

HOH 25.19

HOH 27.07

HOH 32.53

0.4A

5

Ramachandran
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Rotamer

Outliers: 1 of Poor rotamers: 0 of Outliers: Outliers: Outliers:
0 of 322 0 of 347 0 of 347

340

287

Cp

Bond Bond Cis
deviation lengths angles Peptides

Cis

on
Trans: 1
of 345
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57

58

59

60

61

62

63

64

65

66

67

68

69

70

71

72

Alt Res

HOH 242

HOH 39.84

HOH 18.87

HOH 31.08

HOH 24.09

HOH 20.53

HOH 224

HOH 20.86

HOH 30.99

HOH 16.89

HOH 32.59

HOH 1948

HOH 343

HOH 21.36

HOH 22.38

HOH 26.88

High Clash >

B

Avg: Clashscore:

29.18

HOH 19.81

HOH 26.75

HOH 30.57

HOH 20.86

0.4A

5

Ramachandran
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Rotamer

Outliers: 1 of Poor rotamers: 0 of Outliers: Outliers: Outliers:
0 of 322 0 of 347 0 of 347

340

287

Cp

Bond Bond Cis
deviation lengths angles Peptides

Cis

on
Trans: 1
of 345
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77

78

79

80

81

82

83

84

85

86

87

88

89

90

91

92

Alt Res

HOH 24.54

HOH 24.53

HOH 24.72

HOH 24 4

HOH 379

HOH 20.98

HOH 25.13

HOH 25.11

HOH 27.93

HOH 27.15

HOH 27.74

HOH 23.92

HOH 42.57

HOH 29

HOH 32.31

HOH 342

High Clash >

B

Avg: Clashscore:

29.18

HOH 25.65

HOH 29.25

HOH 22.56

HOH 15.03

0.4A

5

Ramachandran
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Rotamer

Outliers: 1 of Poor rotamers: 0 of Outliers: Outliers: Outliers:
0 of 322 0 of 347 0 of 347
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287

Cp

Bond Bond Cis
deviation lengths angles Peptides
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High Clash >

Avg: Clashscore:
5

S

5, ~HOH3322

S HOH22.93

08

S HOH 2686

99

S HOH 3458

100

S HOH3361

101

S HOH3787

102

S HOH4337

103

S HOH41.07

104

S HOH37.87

105

S HOH 338

106

S HOH2455

107

S HOH 266

108

S HOH 2344

109

S HOH 2546

110

S HOH 243

11

S HOH2651

12

# Alt Res B
29.18

S HOH2451

13

S HOH4077

114

S HOH28.66

115

S HOH 203

116

0.4A

Ramachandran

Cp

Bond Bond Cis
deviation lengths angles Peptides

Outliers: 1 of Poor rotamers: 0 of Outliers: Outliers: Outliers:
0 of 322 0 of 347 0 of 347
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S
117 HOH 29.92 -
S HOH 22.84 -
118
S HOH 36.15 -
119
5 HOH 39.73 -
120
5 HOH 43.31 -
121
5 HOH 34.83 -
122
N HOH 28.56 -
123
N HOH 32.17 -
124
5 HOH 30.3 -
125
N HOH 3547 -
126
5 HOH 343 -
127
N HOH 29.61 -
128
S HOH 28.27 -
129
5 HOH 31.79 -
130
5 HOH 33.54 -
131
N HOH 32.27 -
132
High Clash >
BALReS Tp 94k
Avg: Clashscore:
29.18 5
5 HOH 41.57 -
133
S 0.49A
134 HOH 43.23 0 with A 94
LYS HE2
S
135 HOH 36.92 -
5 HOH 26.95 -
136

Ramachandran
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Rotamer

Outliers: 1 of Poor rotamers: 0 of Outliers: Outliers: Outliers:
0 of 322 0 of 347 0 of 347
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287
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Bond Bond Cis
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Viewing spiderApoAK_UPDATED-5USEFH-multi.table - MolProbity
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High Clash >

Avg: Clashscore:
5

S

5, HOH23.64

S HOH3537

138

S HOH36.14

139

S HOH1791

140

S HOH 25.1

141

S HOH3876

142

S HOH40.88

143

S HOH 273

144

S HOH32.24

145

S HOH 1608

146

S HOH 1329

147

S HOH19.06

148

S HOH 20.1

149

S HOH 1933

150

S HOH28.93

151

S HOH34.79

152

# Alt Res B
29.18

S HOH2827

153

S HOH 3188

154

S HOH26.11

155

S HOH28.02

156

0.4A

Ramachandran

Cp

Bond Bond Cis
deviation lengths angles Peptides

Outliers: 1 of Poor rotamers: 0 of Outliers: Outliers: Outliers:
0 of 322 0 of 347 0 of 347
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S
157

S
158

S
159

S
160

S
161

S
162

S
163

S
164

S
165

S
166

S
167

S
168

S
169

S
170

S
171

S
172

# Alt

173

174

175

176

HOH 23.81

HOH 35.21

HOH 29.9

HOH 21.78

HOH 34.62

HOH 31.43

HOH 35.69

HOH 29.56

HOH 34.05

HOH 23.28 0 with A 124

HOH 39.56
HOH 30.32
HOH 29.31
HOH 35.63
HOH 21.31

HOH 34.39

Res _g_H;;h

Avg: Clashscore:

29.18

HOH 40.07

HOH 30.24

HOH 32.7

HOH 354

0.56A

HIS ND1

Clash >

0.4A

5

Ramachandran

340

Rotamer

287

file:///Users/alonso/Documents/Estructuras/SpiderAK/porcess/Refi...

Cp

Bond Bond
deviation lengths angles Peptides

Cis

Outliers: 1 of Poor rotamers: 0 of Outliers: Outliers: Outliers:

0 of 322 0 of 347 0 of 347 of 345
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S
177

S
178

S
179

S
180

S
181

S
182

S
183

S
184

S
185

S
186

S
187

S
188

S
189

S
190

S
191

S
192

# Alt

193

194

195

196

HOH 34.96

HOH 40.25

HOH 32.44

HOH 31.92

HOH 38.23

HOH 3241

HOH 29.56

HOH 324

HOH 44.17

HOH 39.6

HOH 35.14

HOH 48.83

HOH 37.33

HOH 28.2

HOH 30.39 0 with A 183

HOH 36.28

Res _g_H;;h

Avg: Clashscore:

29.18

HOH 29.36

HOH 43.25

HOH 36.14

HOH 26 42

0.78A

ASP OD2

Clash >
04A

5

Ramachandran

Cp

Bond Bond
deviation lengths angles Peptides
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Cis

Outliers: 1 of Poor rotamers: 0 of Outliers: Outliers: Outliers:

0 of 322 0 of 347 0 of 347 of 345
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High Clash >

Avg: Clashscore:
5

S

19, HOH 359

S HOH 2785

198

S HOH 2744

199

S HOH 3537

200

S HOH26.18

201

S HOH263I

202

S HOH44.17

203

S HOH47.73

204

S HOH4475

205

S HOH4832

206

S HOH24.08

207

S HOH 409

208

S HOH 1774

209

S HOH30.58

210

S HOH3573

211

S HOH 314

212

# Alt Res B
29.18

S HOH2582

213

S HOH 3871

214

S HOH4261

215

S HOH48.63

216

0.4A

Ramachandran

Cp

Bond Bond Cis
deviation lengths angles Peptides

Outliers: 1 of Poor rotamers: 0 of Outliers: Outliers: Outliers:
0 of 322 0 of 347 0 of 347
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S
217

S
218
S
219
S
220

S
221

S
222

S
223
S
224
S
225
S
226
S
227
S
228
S
229
S
230

S
231

S
232

# Alt Res 2D

233

234

235

HOH 42.02

HOH 33.13

HOH 20.71

HOH 26.11

HOH 32.32

HOH 34.5 0 with A 160

HOH 39.5

HOH 44.67

HOH 38 .45

HOH 4091

HOH 40.59

HOH 45.19

HOH 32.02

HOH 23.79

HOH 35.68 0O with A 229

HOH 36.51

B

Avg: Clashscore:

29.18

HOH 40.59

HOH 38.23

HOH 44.76

0.65A

GLUO

0.76A

ARG NH1

Clash >
04A

5

Ramachandran

340

Cp

Bond

Bond Cis
deviation lengths angles Peptides

Outliers: 1 of Poor rotamers: 0 of Outliers: Outliers: Outliers:
0 of 322 0 of 347 0 of 347

No
Trans: 1
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Viewing spiderApoAK_UPDATED-5USEFH-multi.table - MolProbity file:///Users/alonso/Documents/Estructuras/SpiderAK/porcess/Refi...

S
236 HOH 33.8 - - - - - - -
N HOH 48.35 - - - - - - -
237
5 HOH 42.89 - - - - - - -
238
S HOH 44.32 - - - - - - -
239
S HOH 26.71 - - - - - - -
240
S 0.85A
241 HOH 34.87 0O with A 11 - - - - - _
GLU OE1
S
242 HOH 2841 - - - - - - -
S 0.57A
243 HOH 35.96 0 with A 97 - - - - - -
ASP OD1
S
244 HOH 33.34 - - - - - - -
S HOH 50.32 - - - - - - -
245
S HOH 31.1 - - - - - - -
246
S HOH 36.32 - - - - - - -
247
S HOH 20.6 - - - - - - -
248
S HOH 26.22 - - - - - - -
249
S HOH 32.22 - - - - - - -
250
S HOH 30.16 - - - - - - -
251
S HOH 36.21 - - - - - - -
252
High Clash> C Bond Bond Cis
£ Alt Res B m Ramachandran Rotamer devi_a%ion len_gths an_gles Pe_ptid es
Avg: Clashscore: Outliers: 1 of Poor rotamers: O of Outliers: Outliers: Outliers: ngrsl: 1
29.18 5 340 287 0 of 322 0 of 347 0 of 347
of 345
S HOH 41.52 - - - - - - -
253
S HOH 33.49 - - - - - - -
254
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S
255

S
256
S
257

S
258

S
259

S
260

S
261

S
262
S
263
S
264
S
265

S
266
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HOH 45.6 -
HOH 49.77 -
HOH 26.33 -
HOH45.13 -
0.43A
HOH 45.7 0 with A 29
LYS NZ
041A
HOH 44.19 0 with A 303
LYS HB2
HOH 47.53 -
HOH 35.38 -
HOH 45.76 -
HOH 39.55 -
HOH 42.7 -
HOH 35.81 -
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