PYMDAN

ALL:

100 %

CSD_CIF_PYMDAN [ Isovalue: 0.5, Quality: High (Standard) ]
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Options

Type: di vs de

Range: Standard -
Filter: By Element -

Fingerprint Filter Cptions

Highlight close contacts from elements:
Inside: Al o
Outside: Al ~

Indude reciprocal contacts

Surface area included: 100.0 %
Save As... Close




C-C:0.2%

CSD_CIF_PYMDAN [ Isovalue: 0.5, Quality: High (Standard) ] n
d oo | |
. R | .
2.4 = I.'-'_..'\.'. Type: divs de
i LT Range: |S13ndard v|
2.2 .‘H. i = Filter: |B1_rElernent v|
2.0 rr:-::'_i" F Fingerprint Filter Optians
i - Highlight close contacts from elements:
18 ) 2 Inside: c v
] Outside: c v
1.6 - [] Indude reciprocal contacts
. T
14 T
FH 1
1.2
1.0
0.8
0.6 Surface area included: 0.2 %
' di |
O 08 T0O 1.2 T4 16 T8 20 22 24 Save As... | | Close |
0-0:29.9%
CSD_CIF_PYMDAN [ Isovalue: 0.5, Quality: High (Standard) | n
| Options
d e g _
2.4 - |"-'_..'\.'- Type: divs de
i =k Range: |S13nda'd '|
2.2 r_:n-:' g = Filter: |B'5rElerne"|t v|
20 rr:-::'_i" i Fingerprint Filter Options
2 12 - Highlight close contacts from elements:
1.8 X ; s Inside: |D - |
A Outside: o v
1.6 o [+#] Indude recprocal contacts
: B AT
1.4 ey
FH 1
1.2
1.0
0.8
0.6 Surface area included: 29.9 %
| di = '
Ob 08 T0O0 1.2 T4 16 T8 20 2.2 24 | Save As... | | Close |




H-H

:8.0%

CSD_CIF_PYMDAN [ Isovalue: 0.5, Quality: High (Standard) ]

d € A
2.4 ._ '}:"'_'_ ': | Type: divs de
i LT Range: |Sla1da'd v|
2.2 .‘H. P = Filter: |B\rEIar|ﬂ1t v|
2.0 rr:-::'_i" F Fingerprint Filter Optians
2 2 - Highlight close contacts from elements:
18 _ Inside: H v
g Outside: H v
1.6 e [+ Indude reciprocal contacts
T
14 R
EEL-T o
1.2
1.0
0.8
0.6 Surface area included: 8.0 %
| N
06 08 T0 T2 T4 16 18 20 22 724 EavE As. | | Close |
C-H:1.0%
CSD_CIF_PYMDAN [ Isovalue: 0.5, Quality: High (Standard) | n
| Options
d e B v
2.4 = l::.'.'_:.\. L Type: divs de
. 53 Range: |Sla1dil'd '|
2.2 r_:n-:' -F = Filter: |B'\|’E|'EI'I'IEI1|: v|
20 rr:-::'_i" L Fingerprint Filter Options
2 12 - Highlight close contacts from elements:
1.8 Inside: c v
4] Outside: H v
1.6 - [+#] Indude recprocal contacts
sy
1.4 e
FH 1
1.2
1.0
0.8
0.6 Surface area included: 1.0 %
06 08 T0O T2 T4 16 T8 20 272 74 Save As...

|| Cose |




C-0:43.0%

CSD_CIF_PYMDAN [ Isovalue: 0.5, Quality: High (Standard) ]

d é r Options
2.4 Type: divs de
Range: Standard -
2.2 Filter: By Element -
Fingerprint Filter Cptions
2.0
Highlight close contacts from elements:
1.8 Inside: C hd
Cutside: o] -
1.6 .
Indude reciprocal contacts
1.4
1.2
1.0
0.8
Surface area included: 43.0 %
o0 4 |
06 08 1.0 1.2 1.4 16 1.8 20 22 24 cmve fs.. o
O-H:17.9%
CSD_CIF_PYMDAN [ Isovalue: 0.5, Quality: High (Standard) | n
d é Options
2.4 Type: divs de
Range: Standard -
2.2 Filter: By Element -
Fingerprint Filter Options
2.0
Highlight close contacts from elements:
1.8 Inside: Q -
Outside: H A
1.6 .
Indude reciprocal contacts
1.4
1.2
1.0
0.8
Surface area included: 17.9 %
” d i
06 08 1.0 1.2 1.4 16 1.8 20 22 24 Sove As.. =
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(1) [ Isovalue: 0.5, Quality: High (Standard) ]
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Options

Type: di vs de

Range: Standard v
Filter: |B1_r Element - |

Fingerprint Filter Cptions

Highlight close contacts from elements:

Inside: |A1I A |

Outside: |AJI A |

Indude reciprocal contacts

Surface area included: 100.0 %
I
| Save As... | | Close |




C-C:19.8%

(1) [ Isovalue: 0.5, Quality: High (Standard) ]

| options
d e
2.4 Type: divs de
Range: Standard v

2.2 Filter: |B1_rElernent v|
20 Fingerprint Filter Options.

) Highlight close contacts from elements:
18 Inside: c v

Outside: c v

1.6 [] Indude reciprocal contacts
1.4
1.2
1.0
0.8
0.6 Surface area included: 19.8 %

| d| . |

O 08 T0O 1.2 T4 16 T8 20 22 24 Save As... | | Close |

H-H: 6.6 %

(1} [ Isovalue: 0.5, Quality: High (Standard) ] n

| Options
d e
2.4 Type: divs de
Range: |S13nda'd '|

2.2 Filter: By Element -
50 Fingerprint Filter Options.

) Highlight close contacts from elements:
1.8 Inside: H v

Outside: H v

1.6 [+#] Indude recprocal contacts
1.4
1.2
1.0
0.8
0.6 Surface area included: 6.6 %

' di " |

Ob 08 T0O0 1.2 T4 16 T8 20 2.2 24 Save As... | | Close |




0-0:9.5%

{87 CrystalExplorer - archive (1).cif - X
File Scene Display Actions Help
=Y . -
BEeTE@LOQRELE RARGN O
, | Crystals
1) [ 1sovalue: 0.5, Quality: High (Standard) ] archive (1) ()
[options
d e
i Type: divede
Range: Standard -
Filter: By Element -
Fingerprint Filter Options.
Highlight close contacts from elements:
Show Surface
o
v Hirshfeld [Isovalue: 0.3, Quality:..
[ Indlude reciprocal contacts v + { %,z }[0.00,0.00,0.00]
Surface area included: 9.5%
Optons  Info  Property Info
d 1 surface Property: ‘Shape Index =
06 08 10 1.2 14 16 1.8 20 2.2 24 Rescale Surface Property
oo ] - oo T
[] Enable Surface Transparency
e ERL [0 ]scale 8 5] mecemter |vewdown: & | b [ ¢
C-H:39%
{1} [ lsovalue: 0.5, Quality: High (Standard) | B
d € —
2.4 Type: divs de
Range |Sla1da'd - |
2.2 Filter: |B'\|’H'EI'I'IEI1|: - |
20 Fingerprint Filter Options.

1.8
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1.4

1.2
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Highlight close contacts from elements:

Inside: c v
Outside: H v
[+] Indude recprocal contacts

Surface area included: 3.9 %
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C-0:1.7%
(1) [ Isovalue: 0.5, Quality: High (Standard) ] n
| options
d e
2.4 Type: divs de
Range: |S13ndard v|
2.2 Filter: |B1_rElernent v|
20 Fingerprint Filter Cptions
) Highlight close contacts from elements:
18 Inside: c v
Outside: lo ~|
1.6 [+ Indude reciprocal contacts
14
1.2
1.0
0.8
Surface area included: 1.7%
0.6
di’
O 08 T0O 1.2 T4 16 T8 20 22 24 Save As... | | Close
H-O:58.4 %
(1} [ Isovalue: 0.5, Quality: High (Standard) ] n
| Options
d e
2.4 Type: divs de
Range: |S13nda'd '|
2.2 Filter: |B'5rElerne"|t v|
50 Fingerprint Filter Options
) Highlight close contacts from elements:
1.8 Tnside: H v
Outside: o v
1.6 [ indude reciprocal contacts
14
1.2
1.0
0.8
Surface area included: 58.4 %
e I
di
Ob 08 T0O0 1.2 T4 16 T8 20 2.2 24 | Save As... | | Close




(1) pmda molecule 1 in ASU

ALL: 100 %

(1) [ Isovalue: 0.5, Quality: High (Standard) ]
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Options
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Fingerprint Filter Options

Highlight close contacts from elements:

Inside:
Outside:

Indude reciprocal contacts

Surface area included: 100.0 %
7
| Save As... | | Close |




C-C:21.0

(1) [ Isovalue: 0.5, Quality: High (Standard) ]
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Options
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Range:
Filter: By Element hd
Fingerprint Filter Options

Highlight close contacts from elements:

Inside:

Outside:
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[ Indude reciprocal contacts

Surface area included:

Save As... | |
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H-H: 8.6 %

(1) [ Isovalue: 0.5, Quality: High (Standard) ]

|C|:)ljnns
d €
2.8 Type: divsde
Range:
26 Filter: By Element -
>4 Fingerprint Filter Options
’ Highlight close contacts from elements:
22 Inside:
Outside:
20 )
] Indude reciprocal contacts
1.8
1.6
1.4
1.2
1.0
0.8
Surface area included: 8.6 %
0.6
di ™ |
O 08 TO T2 T4 Tb6 T8 20 22 24 26 28 Save As... || Close |
0-0:55%
(1) [ Isovalue: 0.5, Quality: High (Standard) ] n
|C|:)ljnns
d €
2.8 Type: divs de
e
26 Filter: By Element hd
>4 Fingerprint Filter Options
’ Highlight close contacts from elements:
2.2 Inside:
ousce
20 )
] Indude reciprocal contacts
1.8
1.6
1.4
1.2
1.0
0.8
Surface area included: 5.5 %
0.6
di ¥ |
O 08 TO T2 T4 Tb6 T8 20 22 24 26 28 Save As... || Close |
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C-H:5.4 %

(1) [ Isovalue: 0.5, Quality: High (Standard) ]
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2.8 Type: divsde
Range:
26 Filter: By Element hd
>4 Fingerprint Filter Options
’ Highlight close contacts from elements:
22 Inside:
Outside:
20 )
] Indude reciprocal contacts
1.8
1.6
1.4
1.2
1.0
0.8
Surface area included: 5.4%
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O 08 TO T2 T4 Tb6 T8 20 22 24 26 28 Save As... || Close |
C-0:6.6%
(1) [ Isovalue: 0.5, Quality: High (Standard) ] n
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e
26 Filter: By Element hd
>4 Fingerprint Filter Options
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] Indude reciprocal contacts
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1.6
1.4
1.2
1.0
0.8
Surface area included: 6.6 %
0.6
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H-0:52.8 %

(1) [ Isovalue: 0.5, Quality: High (Standard) ]
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(1) pmda molecule 2 in ASU

ALL:
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(1) [ Isovalue: 0.5, Quality: High (Standard) ]
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Filter: By Element -

Fingerprint Filter Cptions

Highlight close contacts from elements:
Inside: Al o
Outside: Al ~

Indude reciprocal contacts

Surface area included: 100.0 %
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C-C:20.6 %

(1) [ Isovalue: 0.5, Quality: High (Standard) ]

Options
d e
2.4 Type: divs de
Range: Standard -
2.2 Filter: By Element -
20 Fingerprint Filter Cptions
Highlight close contacts from elements:
1.8 Inside: C hd
Cutside: C -
1.6 .
Indude reciprocal contacts
1.4
1.2
1.0
0.8
0.6 Surface area included: 20.6 %
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H-H: 11.7 %
(I [ Isovalues 0.3, Quality: High (Standard) ] n
Options
d e
2.4 Type: divs de
Range: Standard -
2.2 Filter: By Element -
50 Fingerprint Filter Options
Highlight close contacts from elements:
1.8 Inside: H -
Outside: H A
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Indude reciprocal contacts
1.4
1.2
1.0
0.8
Surface area included: 11.7 %
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0-0:7.1%

(1) [ Isovalue: 0.5, Quality: High (Standard) ]

d pters
24 : MH : H Type: di vs de
T, s 1
oy ;. Range: Standard -
5 : o | |
. i Filter: |BvElement h |
b Fingerprint Filter Options
2.0 T .
ey Highlight close contacts from elements:
18 3 o Inside: o v
_ Outside: o -
1.6 .I::-‘ [+ Indude reciprocal contacts
1.4 i =
1.2 -
1.0
0.8
0.6 Surface area included: 7.1%
' di " |
06 08 T0 T2 T4 16 18 20 22 724 Save As... | | Close |
C-H:6.2%
(I [ Isovalues 0.3, Quality: High (Standard) ] n
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2.4 - o .\: s Type: di vs de
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. 4 L | |
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20 o Fingerprint Filter Options
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1.8 . Inside: c v
_ Outside: H v
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1.2 e
1.0
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0.6 Surface area included: 6.2 %
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06 08 T0O T2 T4 16 T8 20 272 74 Save As... | | Close |
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C-0:59%

(1) [ Isovalue: 0.5, Quality: High (Standard) ]

d é Options
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; Range: Standard ~
2.2 : ¥tk Filter: By Element -
20 Fingerprint Filter Cptions
) ! Highlight close contacts from elements:
1.8 A --:f Inside: C hd
J
i Cutside: o] -
1.6 HH Include reciprocal contacts
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1.2 T
1.0
0.8
0.6 Surface area included: 5.9 %
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H-0:48.5 %
(I [ Isovalues 0.3, Quality: High (Standard) ] n
Options
d e Ly .
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& - ﬂ i -'.l% : . Range: Standard ~
el M T T
2.2 A .'u.' 2 T Filter: By Element -
L L] LI P (L
50 i s _;T-\._: Fingerprint Filter Options
) 'ﬂ.if e Highlight close contacts from elements:
15 -
1.8 Inside: H -
a Outside: 0 A
1.6 e Indude reciprocal contacts
1.4 "
1.2 L
1.0
0.8
Surface area included: 48.5 %o
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(1) [ Isovalue: 0.5, Quality: High (Standard) ]

2.4

2.2

20

1.8

1.6

1.4

1.2

1.0

08

0.6

d €

oy e _
e - B
E o
'E'I
&

d |
O 08 TO T.2 T4 T8 1.8 20 272 Z24

Options

Type: di vs de

Range: Standard -
Filter: By Element -

Fingerprint Filter Cptions

Highlight close contacts from elements:
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Outside: Al ~

Indude reciprocal contacts

Surface area included: 100.0 %
Save As... Close
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C-C: 20.2%

(1) [ Isovalue: 0.5, Quality: High (Standard) ]

Options
d e
2.4 Type: divs de
Range: Standard -
2.2 Filter: By Element -
20 Fingerprint Filter Cptions
Highlight close contacts from elements:
1.8 Inside: C hd
Outside: lc ~|
1.6 [] Indude rediprocal contacts
1.4
1.2
1.0
0.8
Surface area included: 20,2 %
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H-H: 9.5%

(I} [ Isovalue: 0.5, Quality: High (Standard) ]

d €

2.4
2.2
2.0
1.8
1.6
1.4
1.2
1.0
08

06

Ub 08 10 1.2 T4

8 20 2.2 24

Options

Type: di vs de

Range: Standard -
Filter: By Element -

Fingerprint Filter Options

Highlight close contacts from elements:
Inside: H hd
Outside: H A

[] Indude redprocal contacts

Surface area included: 2.5 %

Save As... Close



0-0:4.2%

(1) [ Isovalue: 0.5, Quality: High (Standard) ]

| options
d e
2.4 Type: divs de
Range: |S13ndard v|
2.2 e T ..-\.'.'- 2rifl Filter: |B1_rElernent ~ |
50 Fingerprint Filter Options.
) i ; Highlight close contacts from elements:
18 AL a'* Inside: o v
: h Outside: o a
1.6 [] Indude recdprocal contacts
1.4 1;
1.2
1.0
0.8
0.6 Surface area included: 4.2 %
' di " |
06 08 TO 1.2 T4 Tb 18 20 2.2 24 Save As.., | | Close |
C-H:41%
(I} [ Isovalue: 0.5, Quality: High (Standard) ] n
 Options
d e
2.4 Type: divs de
Range: |S13nda'd '|
2.2 e o '."'"- ; - Filter: |B'5rElerne"|t - |
50 Fingerprint Filter Options.
) i : Highlight close contacts from elements:
18 i ;"- Inside: c v
: G Outside: H v
16 [ indude reciprocal contacts
1.4 1;
1.2
1.0
0.8
0.6 Surface area included: 4.1%
' di |
Ob 08 TO 1.2 T4 Tb 18 20 2.2 24 Save As... | | Close |
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C-0:52%

(1) [ Isovalue: 0.5, Quality: High (Standard) ]

Options
d e
2.4 Type: divs de
Range: Standard -
2.2 Filter: By Element -
20 I Fingerprint Filter Cptions
Highlight close contacts from elements:
1.8 I— £ Inside: C hd
Cutside: o] -
1.6 . i Include reciprocal contacts
! i
1.4 #———-.
1.2 e
1.0
0.8
Surface area included: 5.2 %
0.6
di®
06 08 TO 1.2 T4 Tb 18 20 2.2 24 Save As... Close
H-O:56.8 %
(I} [ Isovalue: 0.5, Quality: High (Standard) ] n
Options
d e
2.4 Type: divs de
Range: Standard -
2.2 Sl . Filter: By Element ~
50 ¥ . Fingerprint Filter Options
. ; Highlight close contacts from elements:
1.8 :;:'f g:- Inside: H -
¥ Outside: 0 hd
1.6 ,
i [+] Indude redprocal contacts
i
1.4 FRE
12 ]
&
1.0
0.8
Surface area included: 56.8 %o
e L
di
06 08 1.0 1.2 T4 1.6 1.8 20 22 24 Sove An o
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(V)

ALL 100%
(IV) [ Isovalue: 0.5, Quality: High (Standard) ] B
d é Options.
2.4 Type: divs de
. .-IL' Range: |S13r1dard hd |
O i
2.2 ‘. r Py Filter: |B1_r Element A |
__‘-.:f.?‘ = ',ll' Fingerprint Filter Options
20 : i o
. Highlight close contacts from elements:
1.8 _'I Inside: |A1I A |
Outside: |AJI ~ |
1.6 Indude reciprocal contacts
14
2
1.2
1.0
0.8
0.6 Surface area included: 100.0 %

U 08 10 1.2 T4 16 1.8 20 Z2Z2 24 |53.,E,A5,,,|| Close |
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C-C:20.9%

(V] [ Isovalue: 0.3, Quality: High (5tandard) ]

d € (opters
2.4 Type: di vs de
o A Range: Standard ~
232 .ﬂﬁg':;-\.::'u" | |
- . r } Filter: |B1_rElernent v|
50 __,-L:;'.i: drat Fingerprint Filter Options
; : =
SR Highlight close contacts from elements:
18 & Inside: c v
Outside: c v
1.6 [] Indude reciprocal contacts
1.4
fa
1.2
1.0
0.8
0.6 Surface area included: 20.9 %
| d| . '
O 08 T0O 1.2 T4 16 T8 20 22 24 Save As... | | Close |
H-H: 10.8 %
(V) [ Isovalue: 0.3, Quality: High (Standard) ] n
| Options
d e
2.4 Type: divs de
Range: |S13nda'd '|
2.2 Filter: |B'5rElerne"|t v|
50 Fingerprint Filter Options.
) Highlight close contacts from elements:
1.8 Inside: H v
Outside: H v
1.6 [+#] Indude recprocal contacts
1.4
1.2
1.0
0.8
0.6 Surface area included: 10.8 %
' dil ™ |
Ob 08 T0O0 1.2 T4 16 T8 20 2.2 24 Save As... | | Close |
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0-0:4.4%

(V] [ Isovalue: 0.3, Quality: High (5tandard) ]

d e (o=
2.4 Type: divs de
A Range: |S13r‘|dard v|
.
2.2 . r } Filter: |B1_rElernent v|
20 __,-L:;'.i; drat Fingerprint Filter Options
; : =
SR Highlight close contacts from elements:
18 & Inside: o v
Outside: o v
1.6 [+ Indude reciprocal contacts
1.4
fa
1.2
1.0
0.8
0.6 Surface area included: 4.4 %
' di! |
O 08 T0O 1.2 T4 16 T8 20 22 24 Save As... | | Close |
C-H:2.7%
(V) [ Isovalue: 0.3, Quality: High (Standard) ] n
| Options
d e
2.4 Type: divs de
Range: |S13nda'd '|
2.2 Filter: |B'5rElerne"|t v|
50 Fingerprint Filter Options.
) Highlight close contacts from elements:
1.8 Inside: c v
Outside: H v
1.6 [+#] Indude recprocal contacts
1.4
1.2
1.0
0.8
0.6 Surface area included: 2.7 %
' di! |
Ob 08 T0O0 1.2 T4 16 T8 20 2.2 24 Save As... | | Close |
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C-0:73%

(V] [ Isovalue: 0.3, Quality: High (5tandard) ]

Options
d e
2.4 Type: divs de
Range: Standard -
22 Filter: By Element -
20 Fingerprint Filter Cptions
Highlight close contacts from elements:
1.8 Inside: C hd
Cutside: o] -
1.6 Include reciprocal contacts
1.4 -
I
1.2
1.0
0.8
Surface area included: 7.3%
0.6 .
d
06 08 1.0 1.2 1.4 16 1.8 20 22 24 cmve fs.. o
O-H:53.9 %
(V) [ Isovalue: 0.3, Quality: High (Standard) ] n
Options
d e
2.4 Type: di vs de
L'_ Range: Standard -
2.2 s Filter: By Element A
50 . '|:' Fingerprint Filter Options
i Highlight close contacts from elements:
1.8 Inside: H -
Outside: 0 A
1.6 Indude reciprocal contacts
14
1.2
1.0
0.8
Surface area included: 53.9 %
e |
di
Ob 08 TO 1.2 T4 Tb 18 20 2.2 24 Save As... Close
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