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9§ Mogul Search Settings |

fBarch Filter Options
Available filters
Refactor | = 508

Exclude  |Sofvents
Heaviest Element |
Apply filters
Exclude | Oreanometallics

Exclude Powder structures

Search Mode
Only find frag ments that match exactly
© Find similar fragments if number of exact matches is less than

Bords 15 Angles 15 Torsions 40 Rines 1§

wm\se fragment classification .|
[ Hel | ( Search Glose |

Fragment Typss
V] Bond Length [7] Velence Angle V] Torsion Angle 7] Ring

(

Torsion Angles

Filter

)
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4.1.3.

) torsion(

(enough hits)

)

% Mogul Results viewer [E=EEr—)
Shaw / hide Cobanns = Fragments... | |Desslect all ragments Espart..
Hep Double click 10 view result in Mogul
Type  Mokecule Fragment Classification No. of hits Query value Mean Std. dev. | 2-scare | | x - mean | Minimum Masimum Median 1 dmin) | Local density
4 bond
P
Not unusual (encugh hits) 19150 1390 188 oo 0.069 a0t 0.9 1679
ek unusual (encugh hits) 11971 1.430 1486 0.025 0.168 .00 0.8%0 1825
Net unusual (enough hits) 16150 1.390 1.388 0.021 0.069 0.001 0.953 1679
4« sagie
el BPPFER_L
CECICIB Mot unusual (enough hits) 15232 121.502 12135 1716 0.083 0143 73.455 144928 121425
ACIAC e 2050 1238 176 0.083 0143 73.458 144928 121428
"+ torsion
Not unusual (enough hits) 17220 142.518 0.002 0.225

4.1.4.

(Query value)

142.518°

Not unusual

CSD
150°

Deselect

% CCDC Mogul 1.7.4: BPPFBP (C2¥c) - CSD-Enterprise

30°

File Searches Databases Helgg™

Build query | Results and analysis {{ View structures

Results Navigator

All hits: 17220
Accepted hits: 17220
Refactor: Any  Heaviest Element Any

Hogul search - Torsion angle - C6B C16 C1C6.

Exclude: None

Relevance Number Contribution
1.00 17220

100.0%

[Value in query:

142° )

Statistice

Total: 17220
Selected : 17220
| dlmin | - 0.002°

Ciick to (de)select bars; ciick and drag to (de)select a range.

Histogram display

17220

all hits in histogram
‘b hits in histogram

Displayed hits:

Selected hits: 7220

Torsion angle i *

135

CSD

180
Data libraries
GSD 539 (=]
©SD Novi? update [ ] Chister

GSD Feb18 update [ |

Histogram: click in bar to deselect, dlick again to reselect. Right-click for options.

Filter

Deselect

140°  145°

4 CCOC Magul 1.7.4: BPPFBP (C2¥c) - CSD-Enterprise

File Seorches Datoboses el

B query | Pesults ard crshysis ({ View stichass

Reaultz Navigator

Mogul search - Torsion angle - C88 C1

1680
Fetactar Any  Hesviest Element Ay
Eechde Hora:

Relevance Number Contribution
¥ L00

7220 100.0%

Statistics

Bercs

[Pep—"

1zs1E

View Structures

Vi sy

Selected hite 915 [ Desalect | ai bits in histosram

Histogram: dlick in bar to deselect, click again to reselect. Right-click for options.

= e

Toul 720

Solocted 016 Torzin sngl

| dimnl | : 0,002 OO I I I T T T T T T T T T T T T L T T T T T e T i)

ik et e e g i e
Lata lbearie;
Hiztooram display Select_| 41l hils in histogram ¥ csD 638 =

[ | st 152

9] GSD Mol 7 upate [
4] CSD Febid ipchee [

]

[ Finecs. e

915/17,220
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A CODS Mogul 17.4: BAEFER (C2Wc) - CD-Emerprien
Fie sewhes Datshaes sep

Mogul

Mogul

4.2.

4.2.1. Mogul

4.1 (3D)
2D

Build query

915 716

Torsion angle 141.657°

Filter

3 )

Mogul CSD

T
e
I

=____

S s

T |

Mogul

Draw

(C H

Mogul

(2D

rag and drop 2 ingut mkbcula

(3D)

Load cif, mol, res

Draw ConQuest

Draw

% Draw (0) - New

File Edt Atoms Bonds Options Help

(Glick 10 positien template.
(Glick ory an stom

or bord 1o attach

Done

Add Hydrogens:

@ wihist drawi

 Manually

Update All L Can £
A =5 \\‘c/ \\\CH"/C
Clear Al i ||

o[0 S A

@G
RingMsker

clu|o|n|s|r|F|a wore...| Groups c
i || (21 S0 S e b | [

Done
Single =
i cancel
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Search

88 CCDC Magul 1.7.4: Drom

Fia Seorches Dotobases Halp
it query | _Resuts ond analysin | View ssucnres

 —

Current Sesctiony
GIOK07 68

Search

Al rag gt

Seitings_

Fasen

Shom labsls

Sefect band length, bond angle, torsion or ring by picking atoms

Filter

Search progreas

4.2.2.

30° 150°

@ CCOC Hogd 17.4: Dt

T |
Fia Senrches Dotmboses Help
Bakiaumy | Pendts wd wabsa | Vem shuciuss
[ —————
om0
Relevance Number Contribution
@ L0 17220 100.0% e
o
i
i -
[V orama. | Mxn e
=
s = ) 3 58
Toryon g
Cick s et b ik nd a0 st a ot
Do e
Hiatugram display et —
Al naements. Vemamy. | Displeyed e 1T 7] CS0 N st ] ik ]
Salected hiie 1 G50 Feb 1 et ||
istograe: click i bar 1 deselct, clck agai ko reselect, Right-dick for optcrs.

4.3.

4.3.1.
ConQuest

ConQuest

Mercury

Draw

Any

Data Analysis

(20 )

4.1.4.

CSD

Mercury

C-C-S-N

% &g}
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4.3.2

'q; Draw (1) - New

= ] 5 ]

File Edit Atoms Bonds 3D Options Help

Glick and crae to create a bond.
Drag 1o an existing atom to make a connection.

GO
Q|G

RingMaker

<[ i ]

CIH o|n|s|p|F|ci|any|more..| Groups.|

Templates...

23D Parameters:

= Options.
Delzte

Gontacts:

Options
Delete

Search
v
Store

Bond:  Single  —| [T |
Cancel

C1-C6-S-N
TOR1

Q) Draw (1) - New

Done

=B8] =

ADD 3D

File Edit Atoms Bonds 3D Options Help

[Select atoms to define 30 Parameters or Objects|

|0
9|G

Q; Geometric Parameters =

To construct Parameter/Object:

Select atoms from main windon
Hit 'Define’ to construct Parameter/Obiect

Current Selection:

I E LI ]

Valid Parameters

[l Selecte

Valid Objects

Flane: Define
Gentroid: Detine

RingMaker
o ™ ] Delste.
——— | 7| F || any|more._ | Groups...| [ Roset (Dmej

TOR1

0-360°

0-180°

'Q; Draw (1) - New

PR

File Edit Atoms Bonds 3D Options Help

Click and drag 1o create a bond
Drag to an existing atom to make a connection.

ERASE

ADD 3D

CONTACT

0|0
Q@

RingMaker

T i ]

N |s|p|F|cany|umore.. | croups. |

Templates...

v

Bond: single =

* 3D Farameters
TORT =«

=) Options !'

Cotacts:

Optians.

Delete

Search

Store

Cancel
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APPLY FUNCTION

@ 3D Limits and Options

Absolute

PARAMETER:  TORI  —i | (Torsion)

[ Limits are applied after application of any selected function |

APPLY FUNCTION: l Absolute ]

= Range

" Value +/- tolerance

LIMIT:  From to ©) .(

RENAME: [TORI

C  ciose | Apply >

Search

Search

Apply

, Close

@ e (1) - New
[Fie Eor Amms G 1D opuens baip

(b . 1. o 8 b
s o o1 st s 1o e s corrmction

o

ERASE

ADD 30

alo
EllS

Rlrghsicer

remptms_| [€ 1101118 ] 2] ¥ iy aon

Graups

St TR A SSIEICESNE 10 s
TR

= |

£ opem

Gores

Q; Search Setup

= [ |

Saarch Name: [szarch1 Firters | Advanced Options

I~ Show Updates separately | I~ 3D coordinates determined

Available Databases:

¥ CSD version 5.39 (November 2017) + 2 updates

I~ Rfactor @& <=0.05
€ <=0075
€ <=01

[™ Only & Non-disordered

€ Disordered

Select Subset

You can search complete database(s) or a subset
(9., hits found in @ previous search)

Clear Subset.

Single query being used. Search will find structures:

‘ where this query is true: ‘

—

I~ No errors

T Not polymeric

™ No fons

I~ Only & Single

€ Powder structures

tal structures

C | mes s

Cancel

Reset

_—
(Slarl Search ls
N —

4.3.3.

Analyse Data

Q, ceoc conquest (1) - searcht [Search]
File Edit Options View Datadases Resuts walp

e

Ul Queries | Combine Queriss  Mansge Jitists iy Fesus

ot wis: w41 #ar2

I~ Show terminal carbans

4.3.4. Mercury

Analyse in Mercury

Q) Analyse in Mercury

mﬁlg

Select the items you wish to include from the choices below

File type: Mercury data file (.c2m) —i |

[¥ Include Defined Parameters

I™ Reduced Cell 2 I~ Reduced Cell b
I~ Reduced Gell Albha [~ Reduced Cell Beta
Other

I™ Publication “ear

Crystal data

I Ffactor [~ Space Gp. Symbol [~ Space Gp. Number ™ No.of Coordinates
I Z Value I~ Z Prime I~ Study Temp. I™ Cale. Density
Cell data

I a [} e

I Alphs [~ Beta [~ Gamma I~ Gell Volume

™ Reduced Gell &
I™ Reduced Cell Gamma

I~ Reduced Cell Valume

I~ Unique Chemical Units [~ Multiplier Sum F%

0%

Reset Canc! Analyse in Mercury

Analyse Hitlist
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Mercury Hit Fragment Display Options Data

Analysis

9%} Hit Fragment Display Options =] % oo anoyss |[P=SEE=
Flle Options
Fragiment Gelection | Fragment Highlishtine search | Spreadshest | LIt
Tree view [] Load mubtiple structures Fie Tools Descriptors Display Selection Plots  Statistics (@)
[7] Show enly hit atoms Fid icontifer
Igentifier NAME  Qusey  Fregme -
Structure Value searchi[MEBZEB|0  MEBZEB 1
4 MEBZEB searchl[MEBZEB|]  MEBZEB
2 Ouery 1 search1|QEFKOEI2  QEFKOE
Query QEFKOE
4 Fra- VEIYUH
- 160.859 VEUH
4 Fra- VERZAG
10,00 verzAG
N VEIZIW
VEIZIW 1
vezoc 1
vezoc 1
VEIZUL 1
VEL
: :
Show parameters: et
VERZUL
Dot Aralyes e
sevase .
% Data Analysis
File Options
[search1 Spreadsheet 1 & x
File Tools Descriptors Display  Selection @@
Find identifier Histogram .,
Identf HAME O -
entfier 9 eatterplot
search1 |MEBZEB|0 MEBZEB oot westtoraot
search1|MEBZEB|1 MEBZEB ArESIERL
search1 [QEFKOE|2 QEFKOE Heat plot
search1|QEFKOE|3 QEFKOE 1
searchl [VEIYUHI4 VEIYUH 1
search1[VEJYUH|5 VEIYUH 1

ssarchl Histogram 1

File  Descriptors Mo

a{TOR

0 40

OK

Number of bins

'ﬂ Configure searchl Histogram 1

—

20

Titles

Window title searchl Histogram 1|

MS Ul Gothic 9 [ |
MS UL Gothic 9 [ mm |

Other calours

Backeround [

Shaw percentage

20

Decorations

Window [

20
90

0-180°

90 Axis ranges

90

Title Mouse tracking options
XAxs  abs(TORT) [Biwagzon ) feard Vvakes ~| [mm ) 90
Y fixie
Number of bins
Fonts rom 1
FE)

[] Mean 7] Medizn
uantiles 2
Scale width 0o —
fxis ranges
°
Selected % 000 180.000 XY 2
[Cmm ) [¥] Draw outline [(mm] | ¥ o000 181000
Unselected Y
[ mm ][] Draw autline [(mm]
60 u
sroRn
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4.3.6.

Ctrl

108-110°

1Ll

Mercury

Structure Navigation

( BAGVUA

=01x
GED-Commity GSO-System GS0-Materials CS0-Discorery 5D Prihon AL telp
Picking Made: [acee Arome =] Olear Messurements| 25 [0 03 ||| Show Labels for [P it [

Style: [Sappen Sricks ol [oy Elmmont =] | Manaes Srves [imet -

] =
| soimeis. [ et v s =@ b © « b os

woxe oy oy oo

300 xo80 y-B0 ye30 280 280 | | |Select by SMARTS »

» dN

Tree

Data Analysis most recent...

BAGVUA|1

Disglay Options 5%
Display Options 3

¥ Tree View

I~ Packing Contacts.

mh kAT T
I Asymmetric U -Eor etault defniion
Asymmetric Unit —
I~ Auta canire. e
Fornder
Fecet

% Show hykogens [ Depth cue
I~ Show coll mes [~ Z-Clpping
I Laslatoms

I~ Muliple Sructures

Structures.

109.11°

Struchre Navigator
Fress the lii mouse butlon erd move fhe mouse 1o ratate the shuctue

ches

Structure Navigator

Mogul

uConQuest

4.3.6 1
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4.3.7.

Selection/Filter

A Oots Anslyuis
File Options
lsowch1 Spresdzhest |
Fie Tools Descriptors Display (Sefection | k Statistics
Find ieotifier e i rext |
Show caly selected =
Identifr e ool ToRI)
searchl | AQUFEY|S4 AQUFEY 54.6170
‘searchl|ATOGEW|SS ATOGEW Select all 87.6740
SeorchI|ATOGEWISS  ATOGEW  Deselect al 96,5260
Seorch1|ATOGOGIS?  ATOGOG fnvert selection 81.8710
sesrchi|ATOGOGISE  ATOGOS cuection V| ses800
search1|ATOGOG|59 ATOGOG 89.3390
5500
‘searchl|ATOGOG|61 ATO Filter. i 5280
‘search1|ATOGOG|62 ATOGOG .7610

searchi|AZACOU|62

i)

) Data Analysis

Spread sheet

=]

) abs(TOR1)

(Filter

O
8 Data Analyss o % Do Analyss searchl Fiter 6 (=]
Fle Oprons
Jseacch 1 Spreadstuet | 5 x Jbmarch 1 Spreadshat 1 [a][®)
W smarchl
File Tools Descriptors Display Selection Plots  Statistics @ © %) NANE
[op—— [ Frd ianien = =
Identiier NAME Gy Framend  sbe(TORD - et WAME  Oury  Frogngf  aba(TORL, T
serilals B : s ieen sescnilaasingT B e 4 gray out
'searchl|BAHLIH|88 BAHLIH 1 L] 15.3820 (L L)
ssarchllgARLIMIS  BARLIH 1 o ssasio searchi|BAHLINIES  BAHLIH 7 1581530 2] Cumry
'searchl|BAHLIH|90 BAHLIH 1 8 33.4280
searchlBAHLIHISL  BAHLIH 1 9 1581530 26archi|BAHLIHIS1  BAHLIH 9 158.1530 ! F [
'searchl|BAHLIH|92 BAHLIH 1 10 33.4280 F
SsarchlIBARLINISS  BARLI 1 u o seasw sesrchi|BAHLINIS  BAM 11 1581530
‘searchl|BAHLIH |94 BAHLIH 1 12 33.4280
Searh[BANPAKISS  BANPAX 1 1 s 1270his 521 shruchrss
'searchl|BANPAK| 96 BANPAK 1 2 1233800 'search1|BANPAK |96 BANPAK 2 1233800
SsarchllBATNOBIS?  BATNOB 1 1 mem i
‘'searchl|BATNOB|38 BATNOB 1 2 82.8760 searchi| BATNOE 82.8760 1B e
SearchilBEVZEMISS  BEVZEM 1 1 usaso seaccnijagfemise  BEVZEM 1164250
'searchl|BEYZEM|100  BEYZEM 1 2 61.4460 ' “
searchl|RIZPIKI01  BIZPIK 1 1 715620 P K g y = =
'searchl|BIZPIK| 102 BIZPIK 1 2 109.0160 chil BIZPIK| 102 BIZFIK. 2 109.0160
search1lBIZPOQII0]  BIZROQ 1 1 76440 1270 hite 621 shructres
searchi|BIZROQII04  BIZPOQ i 2 1051460 ) abs(TORN
Searchl|BIZXEC| 105 BIZXEQ 1 1 125.7200 ‘searchl|BIZXEQ| 105 BIZXED )
‘searchl|BIZXED| 106 BIZXED 1 2 57.2140 — 1074907 5
searchi|BOKHAMI107 _ BORHAM 1 1 a0
S — © ‘ 5 : )
femch Fiter 5 5% = = = s
FileSatackion - Ploks - Stotistics @a® ‘5earch 1| BOKHAMOL| 110 BOKHAMOL ms 4—’
7] search - Ssarch IBOKFAMOZI112 EOKHAMIZ
% N
[Eusct = -
7] Updste dyramically s2archlIBOKHIUIL16  BOKHIU B Upda corusmically
= Fot hovly Fnset

4.3.8.
Data Analysis

export

Tools/CSD data
Info

% Data Analysis

export

r_factor

Selact percentiles

===

Set by %

Select the

|

[ percent of

ahs(TOR1)

structures

hits

CSD
”Data Analysis”

radiation_source

=

=

% CSD Deta Specification

Plots  Statistics

Find next

File Options
search | Spreadsheet |
File Descriptors  Display  Selection
Find idk Delete
Spreadsheet
(]
Calculator... st
58 1
Topological symmetry 1
CSD data... 1
searchl|BAHLIH|90 - BAHLIH 1
searchl|BAHLIH|91 BAHLIH 1
searchl|BAHLIH|92 BAHLIH 1

Fragment

W om o~ oo

abs(TOR1)
167.3820
15.3820
158.1530
33.4280
158.1530
33.4280
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rimantal Info
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factor
_density
leulared_density
P diation_source
puccer
Hinement_details
3 Info
1 Chemical Info
[ + [ Crystal Info

+ [ Publication Info

E

Spread sheet

xperimental

OK




r_factor radiation_source

%3 Data Analysis [ e -]
File Options.

jsmarch | Spreadshoet | & x|
Flle Tools Destriptors Display Selection Plots Statistcs ala
Find idemtifer Find et

WAME  Ouery  Frement  abe(TORD ffr
20 GUFQEDOL 2 127.08%0
HAHRIS 1
HAHRIS 2

search1|HAL HALTOE

searchl|HAL 24 HALTOE
searchl|HASHAM|425  HASHAM
search1[HASHAMI426  HASHAM
searchi|HCSBTZ|427  HCSBTZ
searchl|HCSETZ|428  HCSBTZ
searchl|HCSBTZ01}4 1

ieutron radiation
searchl|HCSBTZ02|4:
search1|HCSBTZ03]4:

‘on radiation

File/Export csv export
% Data Analysis [E=RE=l ]
File Options
searchi Spreadshest 1 8 x
N

[File] Tools Descriptors Display ~Selection Plots ~ Statistics
| | i

Export selected identifiers... |

Mercury  Help file/Tutorials

Close | Query Frasment  abs(TORD  rfactor  radiation source -
—e D1 1 2 127.0640  5.3000
searchi|HAHRIS|421  HAHRIS 1 1 836790 11.7000
search1|HAHRIS|422  HAHRIS 1 2 964420 11.7000

4.4.

4.4.1. IsoStar
IsoStar CSD PDB
(Central group)
group)
IsoStar CCDC
and Resources - Product  IsoStar Search
IsoStar server CCDC

4.4.2.

IsoStar

‘ (10 )

(Contact

Support & Resources - Documentation

- CSD Release & Installation Notes

Linux

) Mercury

(DECFDPO1)
CSD-Core/IsoStar Interaction Check
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https://www.ccdc.cam.ac.uk/support-and-resources/ccdcresources/6a720e508322453e92ba3f63c28c31d1.pdf

IsoStar

88 5550 sracon s ——

aQ

IsoStar Gentral Group Tables

o 3
Tho saloctod obiect ptantially contains te fllowing ksStar
canitral groue

P96
[ Ligand Terminal | Ligand Acyclc Links

IsoStar 2.2.5

pentafluorophenyl

General €. H only| N+ 0-H Other N or O Sulfr] Halo/makd] Aumino acid
General
@ Links to statistical data & Links to thearetical energy data
Contact Group csD| PDB]  Stats | Theory|
a CROS 0N =l = I
any pola X1 (= NG or 5] 6] |

Generall C H eriy] N-H] -t Other N or O] Sulfus] HaloMalide] Amino acid

CHonly

@ Links 10 statistical data & Links to thearstical ensrgy data

Contact Group = POB|  Stars | Theory|

» s @
i

Links meinylene w_ e
Ring systems e
Custom Plots any sromatic CH = e
substiutod aromatx; carbon B)
phenyi 0

"This search has not been dane.

1985)

OK

https://isostar.ccdc.cam.ac.uk/html/isostar.html

IsoStar

Home

Mercury

Contact group

CSD-Core/Launch

Central group

csd0155_S1.istr ZEA<

ROT7ANFEATDELTVET:
8, csd0155_51.istr

F7 4 LOER: Tsostar Scatterplot File (262 KB)
7 A JLDIBF: https://isostar.ccde.cam.ac.uk

ZOT7 AILEEDLDCNETBBATI REN

@055 A TE<(0)Y | copc.Isostar (Bik) -
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([ SR TOERD D 7 -1 FERI R T 5(A)

[y Peeeu]

4.4.3.

& tocstar
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https://isostar.ccdc.cam.ac.uk/html/isostar.html
https://isostar.ccdc.cam.ac.uk/html/isostar.html

Scatter plot

(Contour surface)

Create/Edit

new surface(s) using Probe carbon Create
), Contour Surfaces Xl

Create New IsoStar Contour Surfaces

@ Internal Scaling ( 1< Lewel <= 100) External Scaling { 0 < Level ¥

Create 3 m Custom erid spacing  |0.25
Golor [Cmm ) (2vel 75
e e carbon
Color | mm | Level 25

Ghanee Level, Golor or Visbility of Existing Surfaces for Gurrent Scatterplot
Gurrent Scatterolot [GSD] nentafluoroshenyl. methvlene

(Contour density surface)

4.4.4,
Scatter plot (CSD PDB )

scatter plot

Level

Hide All

density surface

Central group

Contour

Hyperlink

CSD(

) Hyperlink

[—— L —
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4.4.5.
IsoStar 2
Contact group

Central group

IsoStar Load in Other

4.5.

4.5.1. Full Interaction Maps

Mercury

Full Interaction Maps

IsoStar (Contact group)

IsoStar  Help file

Full Interaction Maps (20

CSD-Materials, CSD-Discovery

(Central group)

Full Interaction Maps

anastrozole( )

Full Interaction Maps
Mercury  Structure Navigator

Full Interaction Maps
(

SATHOL

\‘N%\N
\/ h

anastrozole

Mercury

)

=0

Z=0-mi|

—p =
—>

% SATHOL (C2/c) - CSD-Enterprise

| ESREE

File Edit Selection Display Calculate CSD-Community CSD-System CSD-Materials CSD-Discovery —CSD Python AP Help

=]t esaranents

=] Manage Styles.. [Work

Picking Mode: [Pick Atoms. Juith [ Atom Label
~ Polour: [by

| Animate... | Default view: [b

Q] [T Show Labels for [All stome.

Style: [Ellipsoid ~| * Atom selections: | -]

a b ocoar broor x oxt oy oy oz oz

X900 380 yed0 z90 290 & > 1 T zoom- zome

acceptor site

Select by SMARTS: [¢]

Strusture Navieator & x

SATHOL| [ Find,

SATHOL

Crystal Structures  Spacegroup
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SATHOM  C2/c

SATHON P41
SATHUR  P-1
SATHUS ~ C2/c
SATHUT P42
SATIAA Pl
SATIAB  P212121
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<« ]l

] Tree View

Multiple Structures

Structures

Reset

Searches | Structure Naviestor
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