Design Metric Gridplots

Contents

1

2

8

9

UM_1_F153W228W36_40_2fnc_11_LFN_0001
UM_1_F24W123M71_84_2owpA_LFN_0001
UM_1_F51F138Y33_204_3gzbA _IM4_0002
UM_1 F74V71F18_5_1q40A_ATZ_ 0018
UM_1_K104F89F60_244_1tuhA_IBP_0019
UM_1 L11W14F18_9_1tp6A_ATZ 0022
UM_1_L21W41F124 2 _1z1sA_TM4_0017
UM_1_L27L98L132_127_1jkgA _TIM4_0007

UM_1_L27L98L132_174_1jkgA _TM4_0007

10 UM_1_R260W12W155_35_1jvx_11_IBP_0007

11 UM_1_R32I12V51_90_3ecfA_IBP_0004

12 UM_1_R93W62Y38_39_3gzrA_NPS_0005

13 UM_1_W27Y49F124_122_2rcdA_NPS_0005

14 UM_1.Y49WG60L53_146_3er7B_DOG_0001

15 UM_2_F146V133M65_3_3emm_11_TM4_0018

10

11

12

13

14

15

16



1 UM_1 F153W228W36_40_2fnc_11_LFN_0001

Control +—
- 0.0 1 -——"-—-———
e
.g 4“5—-——‘>.—__
(]
o
o 30 —GoB——m
-4.0 —*—
0 5 10
bindingstrain
Control - "*—
L 00 —
2
g 15| <
)]
o
" 3.0 | <
-4.0 -’—-
50 100
ligand_sasa
1250

count

1000 A
750 A
500 -
250 A

0-

7 9 11 13 15 17
heavyburiedunsats

Control -

0.0 { —=G§E—

-1.5 A

-3.0 1 +

4.0 =GEe—
-30 -25 -20
residueie
Control

0.0 1 —0—
-1.5 - —*—
-3.0 1 ——‘-
__Q._

0.6 0.8
shapecomplementarity

-4.0 -

5000 A

4000

3000 -

2000 A

1000 ~

O_
0 1
hbonds

control | —<@—
0.0 1 —0—
-1.5 1 —-’—
3.0 | —<@B—

—~

-4.0 -

0.6 0.7
packstat

Control A

0.0 A .
special_rot

Control
0.0
-1.5
-3.0
-4.0

-1.5 4

-3.0 A

10| <@

-3 -2 -1
holes

———
—=e
S
-~

5000 -
4000 A
3000 -
2000 A

1000 +

0_
0 1 2 3 4
incorporated_specialrot



2 UM_1 F24W123M71 84 2owpA _LFN_0001

specialrot

specialrot

Control

Control

count

0.0 1

-1.5 4

-3.0 A

-4.0

0_

>—

’._
-

200
bindingstrain

0.0 1

-1.5 4

-3.0 A

-4.0 -

ligand_sasa

1500 A

1000 A

500 A

1 357 91113
heavyburiedunsats

Control 1 -«——-
0.0 - -p——

15{ <@e———

3.0 <Gpo—o
4.0 | <Ep=——

-20
residueie

0

Control

00| —<GG—

15 | ——
3.0 { — G
-4.0 1 —-.—

0.4 0.6

0.8
shapecomplementarity

o 1 2 3
hbonds

4

Control A

0.0 A

-1.5 A

-3.0 A

-4.0

05 06 0.7
packstat

Control

00{ <@— .
special_rot

1.5 _’-— Control
0.0
— = 15
. -3.0

4.0

-3.0 A

4.0

5000

4000

3000

2000

1000

0
0123456738

incorporated_specialrot



3 UM_1 F51F138Y33.204_3gzbA _IM4 0002

Control - + Control - + Control - —*—
-  00- «} 0.0 -’—-—— o.o—+
°
8 -1.5 A + _1_5-+ -1.5 1 —’—
g
@ 30— 3.0 —’—- 3.0- +
-4.0 - «{» -4.0 - + -4.0 - —’—
0 200 -15 -10 -5 0.5 0.6 0.7
bindingstrain residueie packstat
Control 1 *—— Control A ‘.— Control ——0——
. 00{ -SE—o 0.0 | —=aEE— 0.0 { —<@G>—— |
o special_rot
.g -1.5 - -’—— -1.5 —*— -1.5 ——0— B Control
Q B 0.0
5 30| <E— 3.0{ —=G>— 3.01 + 15
B -3.0
4.0 { ~<EB— 40{ —<EED— 40 —<— m——
25 50 75 0.4 0.6 0.8 -2 -1 0
ligand_sasa shapecomplementarity holes
5000 -
2000 3000 7
4000 -
= 1500 - 2000 1 3000 4
>
o 4
o 1000 2000 -
1000 A
500 T 1000 .
0- 0- 0-
2 4 6 8 0 1 2 3 0 1 2
heavyburiedunsats hbonds incorporated_specialrot



4 UM_1F74V71F18 5 1q40A_ATZ 0018

Control A *—
o 0.0 A ’—
°
g L5 — e
o
" 30 —@—
40{ <Bp—
0 5 1
bindingstrain
Control 1 ‘-“——-
. oo{ -@5—
o
S 15 —*—
()]
o
o -3.0 1
-4.0 1
20 40 60
ligand_sasa
1500 A
C
>
(o]
9
500 -
0

3 5 7 9 11
heavyburiedunsats

Control

0.0 A1

-1.5 1

-3.0 A

-4.0 -

it}

-15
residueie

-20

Control

0.0 A1

-1.5 1

-3.0 A

-4.0 -

T

0.4
shapecomplementarity

0.6 0.8

5000 A
4000 -
3000 A
2000 A

1000 -

O_

hbonds

Control - +
0.0 - —‘—
1.5 _’_
-3.01 +
4.0 —’—
0.6 0.7
packstat
Control 1 —+—
00{ —=G— :
special_rot
1.5 —‘: I Control
B 0.0
-3.0 + B -15
= -3.0
401 <S>~ 4.0
-1 0
holes
5000 -
4000
3000 -
2000 -
1000 -+
O -

0 1 2 3 4
incorporated_specialrot



5 UM_1.K104F89F60_244 1tuhA _IBP _0019

specialrot

specialrot

Control +
0.0 1 —~@—
15| —~@——
3.0 —<@—
-4.0 { —E——————
0 20
bindingstrain
Control F
0.0 | <@——
-1.5 1 ’-———
-3.0 1 “—
4.0 1 ‘.—
0 20 40
ligand_sasa
1250
1000 -
+ 750 A
>
(o]
© 500 1
250 A
0 |

2 4 6 8101214
heavyburiedunsats

Control - -’—
0.0{ —=EE—
-1.5 —*—
3.0 —<<=—
4.0 { —<BD>—
~30  -20
residueie
Control - ———’-
0.0 { — B
15 { —— D
30{ —=De
4.0 1 —‘-
0j4 0I6 018
shapecomplementarity
2500 A
2000 A
1500 A
1000 A
500 A
0-

0 1 2 3
hbonds

Control - —0—
0.0 —‘—
-1.5 - —0—
3.0 —‘—

-4.0 A —’—
0.6 0.

8
packstat
Control —0—
0.0 | —=G— .
special_rot
-1.5 —‘— B Control
B 0.0
-3.01 '0_ s I Y
- B 3.0
4.0 . . 4.0
-2 0
holes
5000
4000
3000
2000
1000
0

0123456789

incorporated_specialrot



6 UM_1L11W14F18 9 1tp6A_ATZ 0022

Control ’:
. 00{ —@&—
S
5 as{ —@—
s
40{ —EE>—
0 10
bindingstrain
Control - +—
- 0.0 - -—‘—
e
L 151 -q..'.-—_.___
()
o
7 30 <Gm—
4.0 -’——
0 25 50
ligand_sasa
1500 A
S 1000 A
(o]
o
500 A
0 -

2 4 6 8 10
heavyburiedunsats

Control +
0.0{ <aP—o
-1.5 —’-——
-3.01 -—.———
10| —B—
—20 -15 -10
residueie
Control A +
0.0 - +
151 +
-3.0 1 +
4.0 - +

0.4 0.6 0.8
shapecomplementarity

5000 A

4000 A

3000 -

2000 A

1000 A

0_
0 1
hbonds

Control A
0.0 A
-1.5 1
-3.0 - +
-4.0 - +

T T

0.6

0.5 0.7
packstat
Control *—
0.0 +— .
special_rot
-1.5 - _’_ I Control
B 0.0
3.01 —’—— B 15
= -3.0
40 <= == 4.0
-1 0 1
holes
5000 -
4000 -
3000 A
2000 -
1000 A
0 -

0 1 2 3
incorporated_specialrot



7 UM_1 L21W41F124 2 1z1sA _1M4 0017

Control A —*— Control A —*—

0.0{ ——oo 0.0 { —=——wa@— 0.0
-1.5 1 + -1.5 1 + -1.5
3.0 { —@— 30{ —@— 30 —<—
4.0{ —PE——| 40| —eE— 4.0 - +

-5 0 5 -20 -15 -10 0.4 0.6

Control -

specialrot

bindingstrain residueie packstat
Control —«—— Control ——.— Control 1 —’——
5 00 —@pm— 00| —<i— 0.0{ -=@B— |
o special_rot
X -1.5 -*—— -1.5 —‘— -1.5 + I Control
Q B 0.0
@ 3.0 -Q’— 3.0 ——0— 3.0 = GE— B 15
E= -3.0
-4.0 1 *— -4.0 ——’—- -4.0 - -—*—
T T T T T T T T T - -4-0
0 50 100 0.4 0.6 0.8 -1 0 1
ligand_sasa shapecomplementarity holes
1500 5000 4
2500 -
4000 -
1000 20007
< 1500 - 3000 1
(o]
® 500 4 1000 1 2000 -
500 - 1000 -
0- 0- 0-
1 357 911 0 1 2 3 o 1 2 3 4
heavyburiedunsats hbonds incorporated_specialrot



8 UM_1 L27L98L132 127 1jkgA _1M4 0007

specialrot

specialrot

Control 1

Control

count

0.0 1

-1.5 1

-3.0 A

-4.0

D amm
&
==
+_

T T

bindingstrain

0.0 1

-1.5 4

-3.0 A

-4.0 -

T
=l
———
i
—<—

0 100
ligand_sasa

1500 A

1000 A

500 A

1 357 911
heavyburiedunsats

Control —.—-
0.0 - -—-’——
1.5 —*—
3.0 - -’—
40| < E——
20 -10
residueie
Control 1
0.0 —‘—
115 { —<G——
3.0 ——EEE—
-4.0 | ———
025 050 0.75

shapecomplementarity

2500 A
2000 A
1500 A
1000 A
500 A
0

01 2 3 4 5
hbonds

Control - —‘—
151 —‘—
30| —<E—
4.0 - __0_
05 06 0.7
packstat
Control - -’——
0.0 | —EG— .
special_rot
1.5 4 _0_ BN Control
B 0.0
-3.0 - —’-— w15
= -3.0
40 —CE— = 40
-2 0
holes
5000 A
4000 A
3000 A
2000 A
1000 A
0 -

0 1 2 3 4
incorporated_specialrot



9 UM_1.L27L98L132.174 1jkgA _1M4 0007

Control - Control 1 _*_ Control

o~ 0.0 0.0 { <HG— 0.0 1
~

L 1.5 -1.5 -’-—- -1.5
)]
o

" 30 <E— -3.0 1 -’— -3.0 1

40| <P—— -4.0 - -.—-—— -4.0 -

T T

10 =20 -10 05 06 0.7

0
bindingstrain residueie packstat
Control *— Control —‘— Control -’-——
L. 00| <$ee— 0.0 | ——=EE> 00 —-<@@— |
o special_rot
2 -1.5 1 -0—— 1.5 - ——-“- 1.5 - —0— Bl Control
Q B 0.0
5 30| <B— 30| —<=G> | 30{ —<E— B 15
E= -3.0
-4.0 1 -’- -4.0 ——4— -4.0 ’— = 40
0 50 100 0.25 0.50 0.75 -2 0
ligand_sasa shapecomplementarity holes
1500 - 2500 A 5000
§ 1000 - 1500 - 3000
(o]
© . 2000
500 4 1000
500 - 1000
0- 0- 0
1 3 5 7 911 0 1 2 3 4 012 3456
heavyburiedunsats hbonds incorporated_specialrot

10



10

specialrot

specialrot

Control

Control

count

UM_1_R260W12W155 35 _1jvx_11_IBP _0007

0.0

-1.5 4

-3.0 A

-4.0 -

=20

0
bindingstrain

20

0.0 A

-1.5 1

-3.0 A

-4.0

CEe—
T

=
<=
S

0 100
ligand_sasa

800 -

600 -

400 A

200 A

4 6 810121416182022
heavyburiedunsats

Control A

0.0 1

-1.5 1

-3.0 A

S
e
—>—
-*—

4.0 1 -—’——
~30 -20 -10
residueie
Control { —<SID>
0.0 { —=SNDE>—
15 { —< S
3.01 —‘—
40 —
0.l25 0.:50 0.l75
shapecomplementarity
2500 A
2000 A
1500 A
1000 A
500 A
0
0O 1 2 3 4

hbonds

11

Control - —0—
0.0 —<@B—
1.5 —0—
3.0 | —<E—
-4.0 - —0—
0.6 0.7
packstat
Control —’—
0.0 1 ——’-—— :
special_rot
1.5 - _—’_ I Control
B 0.0
3.0 —=G— ——
= -3.0
407 '0_ B 4.0
-2 0
holes
5000
4000
3000
2000
1000
0

0123456738
incorporated_specialrot



11 UM_1_R32I12V51_90_3ecfA_IBP_0004

Control

-’—— Control -’—— Control
0.0 - +— 0.0 - -—*— 0.0 -
1.5 ’-——- 151 +— 1.5

30{ —<@——o -3.0 | —~—— -3.0 1 —*—
-4.0 e 4.0 S ES—— -4.0 - —‘—

specialrot

0 10 -30 -25 0.6 0.7
bindingstrain residueie packstat
Control 1 +— Control 1 ———’—- Control 1
. 00{ -@—— 0.0{ —<— 0.0 | - @E— :
o special_rot
% _1.5_.0_ 15 + 1.5 -¢— EE Control
Q B 0.0
" 3.0 —=@ED——— -3.0 1 —-’—- -3.0 —‘—— 15
E= -3.0
4.0 -’—— 40 ——CE— 40 | ——=———
0 : : 0 0 : : : B 4.0
0 20 0.6 0.8 -2 -1 0
ligand_sasa shapecomplementarity holes
2000 5000 5000
1500 A 4000 A 4000
€ 3000 - 3000
3 1000 A
b 2000 A 2000
>007 1000 - 1000
0- ‘ 0- 0
1 3 5 7 9 1 2 3 012 3 456
heavyburiedunsats hbonds incorporated_specialrot

12



12

Control 1

specialrot

Control

specialrot

i

count

UM_1_R93W62Y38_39 3gzrA_NPS_0005

_0.__

0.0 1

-1.5 1

—&=
— Lo
3.0 N

4.0 { —<E>——

T T

0 10
bindingstrain

0.0 1

-1.5 4

-3.0 A

-4.0

20 40
ligand_sasa

o

1000 A
800 -
600 -
400 A
200 A

0_
2 4 6 810121416
heavyburiedunsats

Control 1 ——*—

0.0 -’——

15| <EB>—

3.0 | —<S—
e

-4.0 -

-30 =20

residueie

~40

Control - ——‘-
0.0 1 ——‘-
-1.5 A
-3.0 A

-4.0 A

—C————
e
T

0.6 0.8
shapecomplementarity

2000 A

1500 A

1000 ~

500

0
0123 45€6

hbonds

13

Control - ——0—
30{ —<@B—
0.5 0.6 0.7
packstat
Control A +—
00{ —<@E@— .
special_rot
1.5 ——0_ EE Control
B 0.0
3.0 —<EG— = s
= -3.0
40| —<E— 4.0
-2 0
holes
5000
4000
3000
2000
1000
0

012345678
incorporated_specialrot



13 UM_1.W27Y49F124 122 2rcdA_NPS_0005

Control

0.0 1

-1.5 4

specialrot

-3.0 A

-4.0 1

o
o ———

-
e
-

0 50
bindingstrain

Control 1

0.0 1

-1.5 1

specialrot

-3.0 1

4.0

Lo
=
<=
o—
e

0 25 50
ligand_sasa

1250 ~

1000 A

750 A

count

500 A

250 A

1 357 91113
heavyburiedunsats

Control

Control | <@~
0.0 0’—'
151 @—
3.0 H—
4.0 @—
(I) SIO
residueie
Control A —*——
001 —=E—
15 ——————
3.0 { — =KD
-4.0 —-4—
0j6 0j8

shapecomplementarity

3000 A

2000 A

1000 ~

hbonds

14

0.0 1

e
e

15| ——
<
+

-3.0 1
4.0
Oj5 0j6 0t7
packstat
Control 1 —’—
0.01 —~GE>—
15 <EE—

3.0 | <—
4.0 - —*—

5000
4000
3000
2000
1000

0
0123456789

incorporated_specialrot

special_rot

Control
0.0
-1.5
-3.0
-4.0



14 UM_1.Y49W60L53_146 _3er7B_DOG_0001

Control 1 *—
0.0 { @
-1.5 -0——
301 @—

4.0 { <@p———

Control | ~= @@~
0.0{ <ESH—
-1.5 -.——
-3.0 -’———
-4.0 - —0—

Control 1 0—-
- 0.0 - +—
o
g 151 ©-
o
" 3.04{ <@—
4.0 <Ep—
0 20
bindingstrain
Control - +
o 00{——
o
X -1.5 -—’—-
(]
o
" 3,0 { ———ae—
-4.0 —¢—
50 100
ligand_sasa
1500 -
+— 1000 A
C
>3
o
9
500 -
0 .

2500 A

2000 A

1500 +

1000 +

500 A

2 4 6 8101215
heavyburiedunsats

O_

-20 0 20
residueie

0.4 0.6
shapecomplementarity

012 3456
hbonds

15

Control

=
00| —<E—
1.5 —’——
-3.0 —0—
4.0 —‘—
0j5 0I6 0I7
packstat
Control | —=G——o
0.0 { —=GEP—o
-1.5 1 —’—-—
3.0 | —E—
-4.0 { -
0 2
holes

0123456789
incorporated_specialrot

special_rot
Control
0.0
-1.5
-3.0
-4.0



15 UM_2 F146V133M65_3 3emm_11_IM4 0018

Control —‘—
0.0 A ’-
S
L 15 +
()
o
o 30| —<E—
-4.0 1 —={ o
0 10
bindingstrain
Control - —*
. 00 @ —
o
S 15| <PE—
()
o
& 30- .’._
-4.0 —0’-
50 100
ligand_sasa
1500 A
+ 1000
>3
(o]
o
500 A
0 .

2 4 6 8101214
heavyburiedunsats

Control

0.0 A1

-1.5 1

-3.0 A

-4.0 1

Control -

0.0 A

-1.5 1

-3.0 1

4.0 1

3000 A

2000 A

1000 ~

HiH

=20 -10

residueie

——
s
-
R
—==

0.4 0.6 0.8
shapecomplementarity

i

hbonds

16

Control —0—
0.0 { —@B—
15 {—E>—
3.0{ —E—
4.0 | ———
0.5 0.6 0.7
packstat
Control | —’—
0.0 - -’— .
special_rot
1.5 _0_ B Control
B 0.0
-3.0 1 —0—— w15
= -3.0
-4.0 1 —’—- 4.0
-1 0
holes
5000 A
4000 -
3000 A
2000 A
1000 A
0 .

0 1 2 3 4 5
incorporated_specialrot



