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Click and dra to create a bond (Gontact Distance [DISTZ) 04 Ni| 30 Parameters: “wfr reay -
W Dra to an existing atom to make & connection BT " Y
DRAW
oRaw EDIT i
EDIT - 3 Options
= options Q; Geomatric Paramaters =] D
Eact Delets 5
—t
To construct Parameter/Object: c Contacts:
elect atams from main pindor ON2 04 NB
= CLECILI) Hit ‘Define' to construct Parameter /Object ‘ @
c he Current Selection: L
\c = |04 He NG ] C Options.
; c Options. Delete
Delete Valid Parameters )
Al
All Selected
c Anele: Define
Defined Objacts:
Walid Objects
Blle] = e
RingMaker Centroid Define
= Search
Search
I ) Bl Deete| | S— i
Store Store
o e b Srge
m——— [c nlo|n|s|p|F|ci|any|more. | croups.| Bond single _4‘ ‘ P Reset | one | P @ q p—

[Option] #7 U v 7 L, MEOHMZ [120-150° | &

THmZMHT 5.

'Q; Draw (1) - New

l=l@] = |

File Edit Atoms Bonds 3D Options Help

DRAW

EDIT

[Select atoms to define 30 Parameters or Objects

Q) Geometric Parameters.

[ =]

To construct Parameter/Object:

Select atoms, from main windon

Hit Options.. to set constraints or chanse options ‘

Current Selection

Valid Parameters

C

Options.

All Parameters. ..

Valid Objests

Defined Objects:

|

Delete. | w—

Reset |

lore..| Groups..| Bond:

Done

Single

=]

B

[DEFREERENGINONHENG * D Parameters

DISTT
DIST2

3 Optians.

Q; 3D Limits and Options

il PARAMETER: ANGT —1| (Angle)

Delete

Cantacts:

‘ Limits are applied after application of any selected function

ONT O Hg
ON2 04 HE

APPLY FUNCTION: None —]

©) ] 90

181

Optione.
Delete.
[LIMIT: From [120  to [150
* Range
0
= Value +/- tolerance

REMAME: |ANG1
Search
" Store
‘ Cancel

I Close Applyl

FLAT 5. TApplyl #27VU > 2 L, [Closel

Done] #7 Vv 7 L, WEEMHALD. MEEZMBETLH7-01Z, Search] #7 Vv 7 L, SHITRD
i C [Start Search] #7 VU v 7 L THEREFRKBT 5.

. Qy Geometric Parameters L

2

'Q; Draw (1) - Query L

:Elg

To construct Parameter/Object:

File

Edit Atoms Bonds 3D Options Help

Select atoms from main window .
Hit 'Optionz.. to set constraints or chanee options

Glick and drae to create a bond.
Drag to an existing atom to make a connection.

Optiong...

Current Selection: DRAW
EDIT
| | ERASE
Valid Parameters P
All Parameters...
IAngIe: ANGT CONTACT

Defined Objects:

Walid Objects

0|0

|

Q@

Delete I

RingMaker

Reset Done |

Templates...

Limited Angle [ANGT} 08 HB NG| * 3D Parameters:
Canstraint 120.0 10 1500 ° T

I

Options.

Delete

Gontacte:

ONT-Of S »
ON2: 04 NE

Options:
Delete.

<[

.

Search

»
[c n|o|n|s|p|F|ciany|more..| croups..| 8ond single

Store

Cancel
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2.3.5. MRFEHERDOIR

T DRI FRITHEAER D & D5 E R SN D, TR, BsRRERAF R S vzimm. 3D

Visualiser| THEZF =y 735 &, O--H DHEREE O--H-N OFENFIIZE S MEDP B I TV

HZEROND., IDFELLEREEEE IR - HE LW ES, Analyse Hitlist R & & /AE27 Y w7 L,
[Visualise Structures] #7 UV v 27 LT, #/RY 7 b Mercury ~01 0D &% 5.

Q} CCDC ConQuest (1) : search2 [Search] | B
File Edit Options View Databases Results Help

Buifd Queries . Combine Queries ' Mk Hitlists * View Results

All Text i AFOQOD

Refcode: AFOCQOD CSD version 5.29 (Nov

Author/Journal Analyse Hitlist

v AFOQOD | Visualise‘ S_tru:tures l
v AFOZEB nalyse Data

v AFOZOL ‘

Chemical
Crystal
Sxpermen! v AKIPOB Select All
v ALAZIX Deselect All
v ALAZOD Tnvert Selection
v AROZIR
v BARSAQ
v BECWAH
v BIZWIS
v BUGPAW
v BUNROS
v CAWQEZ
v CIFQIS
v CIYKEA
v CURNUA
' DETYAD
v DOZSIW
v EFAJOM
v EGIWEY
v EHISUK
v ELUREK
+ EQUBOJ
v EYEBIV 8

Diag
3D Visualiser
CSD Internals
Search Overview

<= ‘ = ‘

137 hits

¥ Show substructure matches “
Detach
@1 Param: A |All ﬂ o Objects Stop Search ‘
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3. HEAL RN TOS DN, HFiEdEx RS

. FERRREE SRR Y 7 N Mercury O HEARERE @ (15 i)

¥eED CIF 7 7 A V% Mercury TR/RIE72WGHE, File/Open 2267 7 A VEBL 2y, 77 A NV%E
Window(GRWEE)EFHFIC R T v 7& Re vy 735,

CSD-Materials X°> CSD-Discovery %
/_ TERI DT HMEZ DHERERL Y 7 b

70y JREOBEE— RELETX 5.

/
/ Python API ZF|H L7=WEEIZZ 6 6.

r File/Save as 75

DFORFFARLOAZEHTE 2. /

x4 72 format T

{RAF THE. B DTN ERTRTED

/ HEED L N AEABEOYEKR « M/ TE D

SMARTS itik% AJJL, Enter

%) BPPFBP (C2/c) - CSD-Enterprise I I { \ { I , IV T hHE, FETOHK
ry | CSD Python API THHelp II 1

File JEdit Selection Display Calculat ICSDrCommumty CSDrSysteml CSD-Materials  CSD-Discovel thol NI/ L7 fde 29

A éﬁﬁ{iﬁ\ﬁg*ﬂéﬂé
Picking Made: [Pick Atams <] clear Meazurements [T ][0 € 1 Show Labets for [All stoms with | o Lsbel
Style: |Gapped Sticks ¥ Colour: by Element > | Manage Styles... [wiork v | Atam selections: | | l

| Animate.. | Default view: |b Tla b e @ bEoox xm owr oy owr oz oz w00 k00 w00 w00 200 80 9 b zoom- zuum Select by SMARTS: [c]

St iy A

—=
HiitE 2 2 720710 HRARTE S = L

Crystal Structures Spacegroup

R . ) BPPFBP c2/c
WROER ERTIEEELTES. s e

BPPHOS P21/n

BPPHOX _ P-1 -
23 I 5 P
7| Yree View
Multiple Structurss
Structures

Sedches Structure Navigator

o R 3.2 THE

Mo draph sets found

def :riptBr level period #1

O

HABE : BOFREEO LT, : ;
TSN VNFPAEPARS S MR ES N PP R i
R[EWE : /227 ) v 7 LI v 2% EFEAICHT. o o
$TTBE v U ADEATRY VAL EE, v v 2% EFeficBr. |

wolld you like to:

Save Results

Display Optians a x Edit Search

Display ¢/ Cptions
_ Filter Results
]
Packing hort Contact < (sum of vaW radi] Show hydrogens [~| Depth cue
Aeymmetric Unit Bond Default definition Show cell axes Z-Clippine Start New Search

futo centre Label atoms Stereo

| Reset |

ﬁ%(SDK%ﬁéhfwéﬁﬁﬁ
% Refcode 7»HRF L CTH

REE T — 2 B R RO, PR s

est the left mouse button and\mo¥e the mouse to rotate the structure

\- S FEHAEERN ZRrT 5. (HBEORE% KREFERRERD IV, T Z

JE % 7=\ & %13, Short Contact D L% %7 NOLEFR LT B B
BT 2 &R LTz Yy ) Fi.
WA \
KFERE LTI 2RSS (ﬁ%mﬁ%#am%@Aufw
G pRrE )ty LODHELTND. 2 OREECKER-AICHT DREE% z#w&%
b L7V I¥, H-Bond ® &4 712U v 74 25)
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3.2. BHEOIEEMEED L ZT 5 * CSD fJ& ® Mercury BREREHE *

CSD o Mercury TId, BEOR G L FIFICE RIS Z LN TE D UmERR Mercury CTIZART]).
TEIZ, 1504 EBPPFBP) 4 £/r SH7-0KRE. = 2 C, AMIcdH 5, [Multiple Structures] @
%:: v J %7\3@5.

v

At 1

BPPFBP % [5R

Multiple Structures

ZOIRRET, WRIZFERSE W iEiEEE % File/Open 725K 7y, FT7 v 7 & Ko v 7 TRWERE Y
IZhoTW &, HRTRRTED.

b Enterpn
A

S|
fiian 2 NER > THRR
SHTIREE.

I~~~ [ BreHENOs 22V v 2+ 5
Z L THiBINETHE

. — | Structures

P

s the Joft tron snd ™

ZZC, EX® IStructures] #7 Vv 7 35&, FTRIONRFKANEAL. ENENLOMBEEDT = v
RNV LD THZ LT, 200 EEZ HHICEHN L TRRIEDLIENTES.

% Multiple Structures X

Actions, e2. packing, will be applied to Active structure(s) only
Ratation is around

® Global rotation centre Local rotation centres

[Delete Al | 7] Al 7] Al 7] All @]%%fﬁ”ﬁ‘éﬁit575>
Structure Visible  Active  Movable ifo\our .

1 [Delete | BrerEP i v ‘ by Element -

2 |Delete | BIPHEND3 7 \byggment-
—REICIERRITT D

Move the structurs that is nearsst the mouse cursor
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B2, TRTIE, fael & 200 FOIOG 2 TE 5 L9 ITICiE~T-.

= @10 P e | 2 0 =
| BotT |an )| BOBRT |

DEESD

1.Fzyr~—T% LD

T

More info + %
Libel atome
Penwder

F 72, Calculate/Structure Overlay f6fEZ 5 &, Z D HOOfEMEEEZEREGHOET, 5T LN
T& 5.
File/Save As... L D mryx B CTHRIFT 5 &, XFERIETHOO LD TR EORELRIFTE D,

AT T — T EDT T — 7O iEmEEERET D (10 1)
% CSD-Materials [BEHEHRE *

3.3.1. KFZHEAET—7 &SR
Z 2T, 2 ©® carbamoyl JD 7T I L LR = VHERNEBL O K EEAERCGENIE T — 7)) 2 B
OfEE R T D . Mercury #3265 EIF, CSD-Materials/Search/Motifs 27V v 7 3 5.

nmunity  CSD-System [ CSD-Materiala| CSD-Discovery CSD Python APL _Help

I<fEibnsEF—77251F, [Select pre-defined motif(s)] #E XL\ . = Z TiX, [Create new
motifs] ZiEA T, B CKBREET —7E2RETH. Next) 7 Vv 735, RARSINLRYTT
EE T TAdd) 227 U v 7T 5.

== i
&5 Vot Search Wizard & Mot sesrch wizard

Select the motif(s) you would like to search for

y groups that will make motif search queries
Fureticnsl groups
Select one o the IH ine aption and then press ‘Next'. Ta build your awn motifs, @
Select motif option -
ele i if(s)
@ Grea

Information

Ho further changes

) B




lcarbamoyl| %A T, TOK) 227U v 795, WIZ Next] #7 Vv 735, IROBmEIZHER,
Add%E27 Vv 7 $5.

—
%) select substructure == = ==
& votif Search wizard & 1ot search wizers
Substrusturd) [oarbamoy] -
Elements Specify groups that will make up the matif search queries Specify contacts that will make up the motif search queries
Furctionsl et
All [ H o Cantacts
N Si P s
W 4+ Matched from lrory: [ S
0 carbams
/ o [sed
T3ac [
\T [
iy [Romows Al
Information
[pe—

Hext GCercel

3.3.2. KEMED KNS —LT7 77 ¥—2RETD
KEMED K= T 7872 —L LT, lcarbamoyl] @ INJ] & 0] E&REL, [OK] 227V w7
95. Next] 27V v 74 5.

%) Contact picker i

[P T
rom To
&5 Vot Search Wizard
Group: [carbamoy! ~]  Grow: [carbamoyl -]
Arom: [N x] om0 7] Specify contacts that will make up the motif search queries

GCantacts

carbamoyl - - carbamoyl. ( atom 2 (N[ [__Add

Contact Definition (betwssn N stom and O stom)

Distance < sum of vdW radii +0.1 Angstrams

hbond angle. unspesified

« [ 3

3.3.3. &fFiE
EDLI) RPN TEF =T 2MET 20O 2RO T Next] 227V v 735,

et

& Votif search Wizard

Specify the types of motif to be generated

Generate rings 3
containing 2 5 contacts
Generate infinite chains

that repeat every 1 3 contact(sh

Gererate discrete chains

containive (11 [J2  [13 [+ contacts
Generate simple contacts

[Cintra [T inter [ any

BATERMETZET—7boHLFRIND. Next)] 27 Vv o745,

===

&5 Mot search wizard

This page lists the generated motifs

33 motif search queries have been eenerated I

R2_AB-AB- ( A=NH2 of carbamoyl B=0 of carbamoyl )
R3_A-B-AB-  A=NH2 of carbamoyl B=0 of carbamoyl )
R3_AB-AB-AB- ( A=NH2 of carbamoyl B=0 of carbamoy! )
R4_A-B-A-B- ( A=NH2 of carbamoyl B=0 of carbamoyl )
R4_A-B-AB-AB- ( A=NH2 of carbamoyl B=0 of carbamayl )

R4_A-BA-B-AB- ( A=NH2 of carbamoyl B=0 of carbamayl )
R4_AB-AB-AB-AB- ( A=NH2 of carbamoyl B=0 of carbamayl )
RS_A-B-A-B-AB- ( A=NH2 of carbamoyl B=0 of carbamoy! }
R5_A-B-AB-AB-AB- ( A=NH2 of carbamoy| B=0 of carbamoyl ) -

Yhere R= Ring, G = infinite Chain, DG = Diserete Chain, the digit = the number of
contacts.
Letter sequence = sequence of contact atoms.

Name for generated matifs: carbamoy| matifs R2, R4, Rd, RS, RE, G1, G2 G3, G4

Next Gancsl
s
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CSDIZEEFNTWVAETORMEEET CHRELIZVWO T, 2 TCTHEINL, [Select ] #27 U v 7 L, [Next)
THIZEED.

== —
&5 ot search wizard &5 Mot search wizard
Select search structures Select search structures
Use the buttans to select/deselect items you wish to use Use the buttons to select/deselect items you wish to use
Available Structures Selected Structures (0 ) Available Structures Selected Structures ( 936105 )
Databases 4 Databases
Bl CSD 5.39
(11—
p— Febig
(28
& =
Next [ cancal | Mext Gancsl
s

WMi#4, (Search Name) #1117 TC (F 74/ FOEFETHEVY), [Start Search] 227V v 74 5%.

===

& rouf search wizar

3.3.4. MBFERDOER
MBFREROFREEIZ TKDO X 912725, CSD OF — 4 RXR—ZA M Hi%Y 455 F— 7 2R ofiE(r+ &
L CIEEAR 57, Carbamoyl D7 I VI W NVAR=VEORIZIEE LToKE-EEETT — 70835 55

Mgt S D,

% AxaciM

FEFLCXR LT Filter 2007200
£, Option @ Filter Results % fi#
5 &RV,

Optins »
l motif # structures % frequency *
3_A-B-AB---- 101 1.88
at » R3_AB-AB- 15 0.279
» R4_A-B-A-B--- 354 6.58
» R4_A-B-AB---- 361 6.71
R4_A-BA-B---- 94 1.75 <

A7 a—) LT —Z FOFIZT5H
L, RO 33 EF—T7 T, EREh
T8l Dl ER RS SRR ATy, IR
RINTZH T EDNDOEIGDHER
SNTWAH.ev—2 %7 Vw7 LT
BT &, ThEhOREMhES
NERENDDT, ThiEI7 Vv
THUL, TORBEENRTREND.

[£%] ConQuest T, S TFHOEECAEZIEE L- 3D MMBN TR TTA, ZITRALEL D hAkEHEET
— 7 EMRBT D LIXREETT. CSD-Materials # TN\ 272 & F9 L, Zoff, LSy XU S OBRBOBRETEO
BE 2 FH9 25 Z & &7 VA 95 Hydrogen Bond Propensity &2 B\ \W=720Fd. FIA TV EREINE TS
i, BvwabE7ZEN,
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4. fWEr  BERLE L THATHD

41. UUNARESTOVF A NI —IERERTE UREHEITT 5 Mogul i) @ G oz

4.1.1. BRI DS 2 S

Mogul Tix, FILlZd D0 FHEEN—RNREE T L0 MR T 52N TES. Zud, CSDIZA-
TWDRBRBORREET —F O s, U T 50 FOVAFA M) —F#R (BEKE, #aMA, Al
A, B) L, MEHLUET IS THD. I T, E7 =0 FLoR EAAIZONTOM
oA a 2% . Mercury THERISR &3 BT — # (cif, mol2 72 ©) &R, T L7y 258 5.
ZZTiE, BPPFBP Ot 7 = = (FH)D 4 JF 1% 58IRT 5.

Picking Mode % Pick Atoms DIRAEEIZ
U, MEEHENT Lo W O R T2 35,
JRTEEET D L, Had RRINb.

PRI ForoEE TR T TWD A,
PUbEm e L Th o2 b 5 L
EINmD 72w,

CSD-Core/Mogul Geometry Check 27 V v 7 4%,

8 aepra (Co/s) - CS0-Enterpn - i
Aie sp.:

4.1.2. MBFMERET D
Filter Z2® T, [Search] 27 Vv 735 &, HE LMo EKGELER 2R OD 52T — X N—2A
HINBRRERT 5.

9§ Mogul Search Settings = [
T e e e G | WER, AR U AR T B 2 LT
A ~N &%, WMEROLD, FERLOOF v %
AALTH IV, A UNADTKEFHORE RIZ\W
v N 4, Torsion Angles 72172 L TH B
S
M BT DT — Z 1B LT Filter &3 72\ 83
e N AWRBHFCE LT, FHRHIEIHEHTS.
i m m m O
s )
[ Hel | Qﬂrch Glose |
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4.1.3. MR RDOFER
FERNFIRIND. HetfEdT 3 5 Dl
t v MR WES, REFRA SN D). torsion

== 5

244572 H(enough hits) D & v R HIUTE, HFTERIND (474
BN E L TN v 7T HEE A NS T ANFREND.

4.1.4. B A NT T LFER

% Mogul Results viewer [E=EEr—)
Shom /hide. (Golmma =] [Frasmenta.] | [Dosslct ol egments [
Help Double click 10 view result in Mogul
Type Molecule Fragment. Classification No. of hits Query value Mean std. dev, | 2-scare | | x- mean | Minimum Maximum Madian  d{min) | Local density
4 bond
BPPrER_L
st Not rough hits) 19150 139 18 oo 0.069 0001 053 167 1350 0.000
csc1 Nat nough hits) 11571 1480 1488 0035 0.168 0.004 0.8%0 1825 1.485 0.000
C88 C18 Net nough hits) 19150 1.3%0 1.388 0.021 0.069 0.001 0.953 1679 1.390 0.000
 sngle
BRPFER_L
CECICIB  Notunusual (enough hits) 15292 121502 213 17is 0.083 0143 73455 144928 245 00w
P a2 2l 12135 178 0.083 0143 73.455 14428 w14 0000
= torsion
BrPFER_L
CEB CI1B C1C6 Not unusual (encugh hits) 17220 142.518 0.002 0.225

KFRIZH W= 1#E5E(Query value) D3 U413 142.518°
THOHEDR T L ERTREITTNZAETIIRN R0 5.

. Z OFEiENE, TNot unusual |

CSD OF —H# DT, RIZFEBALE 7 2= LOBORCNADORESAGD T T 7 nERrEN5. 30°
L 150° BV — T BFEONM LR o TND Z ENbnns. Al BRI - 72 S O/ BE DS R AR

TRINTNDD,
FER AR U=, Deselect] #7271 v 74 5.

LA RN TADOE—T OB H

D >

—RIRAETH D Z ERDND. AR

% CCDC Mogul 1.7.4: BPPFBP (C2¥c) - CSD-Enterprise
File Searches Databases Helps™

Build query | Fesults and analysis

i L7tz —o 3 o Rl 0WiEE

BT - 724 1E D £ JE D3RR T

Results Navigator

Al hits: 17220
Accepted hits: 17220
factor: Ay

Hogul search - Torsion angle - C6B C16 C1C6.

FREND(Z 2Tt 142° ).

y  Heavisst Element Any
Excha

Relevance Number Contribution

[Value in query: 142.518°

by MDD, bo L& ERR

» @ 1.00 17220 100.0%

OI-WRFIZER. e v Mok

e g

Statistice

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

0 '3 0
jon

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

Data libraries
Histogram display

Select | all hits in histogram

‘ Desslect | hits in histogram

Displayed hits: 7220
17220

All fragments.

View query.
Selected hite:

135

GSD 539 (=)
0SD Novi7 updsts [ Cluster

GSD Feb18 update [ |

/IMEDZEE L, FPEDOR N MEED
BMNTED.

4 El CSD OF —Z inbiEsk Shiz
YT OMEE b OT — AR

120

by MENET E DS, Filter &
MTHZENTE S,

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

Deselect &b &, 7T 7NIREIZEDD. RIS, 7770O3—%7 U v 7 L (ZZTIE, Rtivfao

FEPHY 140° ~145° ZIBIN. VT 7 ON—FEHRIRT A Z L L AEE),

5.

[View Structures| O ¥ 7 %

4 CCOC Magul 1.7.4: BPPFBP (C2¥c) - CSD-Enterprise
File Seorches Databeses kelp

Bukd quéry | Fesults and enshysis ({{ Viw Struchess

Results Navigator orson angle 88 C1B C1 €8

Relevance Number Contribution
100.0%

¥ L00 17220

Salected | 15
| il | 0002

Torsion ange 1
0 5 A O
Cick 1 (dejaciect bars; cick and drag 5 (de)seiect 8 range

(de)ssiect

Lot b

Histocram display [ Selest._ ] il it i histowram PP =]
i
[ Al fraaments. | [ View sy Dislarad hie L e R

9] GSD Feb!d update [ |

Selected hits: 919 | Desalect | al hits in histosram

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

WATEPICIE, 915/17,220 D
F—=ENH 5.
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BAZFHOR CNADORET —F OGO T — 2 R E 2R LR TE S,

A CODS Mogul 17.4: BAEFER (C2Wc) - CD-Emerprien ==
te Sesches Datsbsses vep

g shin | o s P
o S0 L

....... 915 fhH 716 5 — X ICHEET
—ARBDH. RinWT—4 %
707,

TRV ) 2 SRStk & L CHEH.
Torsion angle |%, 141.657° .

FERLET — 2% 3D
D oy 1 1 & R
L7 WA,

[Z%] Mogul OB TIE, FOLIRMEENRE Y FLTWATLE IN?A5EOMETIE, E7=2=10fEC & H
BT OR)INORBEATOE L2, ERERD &, RBEACRNED) ELTHDERIZE, NEFREENLTWET. 2
F 0, Mogul BRETOMRBGHERICIE, HEIEKRAEENTWAZ LN £9. Filter DREICLY, HEEMEZEZ S
TENTE, by MIEEZDHZENTEET.

4.2. RIS A ORI A A M) —2H1RTALT D 3o

4.2.1. Mogul TOIEX & #i5k

4.1 T, DFOSAEHEEGD) LS EAIZ, Mogul Zffi~>T CSD NDOF —# Ll L, a4
iTo7e. ZZTlE, 27D 2DEEDHDONLEEIZ Mogul TE S WoTloZ ENTEL0ENT 5.
HOBlE LT, E7 2= OFRORENANED L D RAETHAA L TWDENERKTSH. £3° Mogul
ZiE) L, [Build query) # 7 THE LIZVWEKEZHIK 72012 [Draw] 227V v 735,

T —

([ Jena s rwﬂ ARARR 2R T @D RO )R H 5 . 1
ZofeEmon s, BEfFoELLE

MOEEDOE 2 N7 T A BHERIL 720,

SO0 ?

. ,

‘\ [2E] SLEHEEG@D)EE D4, [Loadl HWiHAS cif, mol, res 7 7 A /L7 &
RS ZENTE, ZOWEDOT A A N —IZOWTHETHZEHTES.

rag and drop 2 ingut mkbcula |

Draw B OV J71%, ConQuest & IFIFE[A U, KFZFHAE S LR O HPMERER O TS 5 S35
72%. IDraw| M CHROME @otEs ) 2z 6, Done) 27V v 735,

7% Drav. (0) - New =)

File Edt Atoms Bonds

KEZEFRFTORETZHDS

RingHaker
© Sone
C | e S —
Tempores,, | SLHICINIS| PPl Any]ore Growps.| | C ! =
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HEHLTWAHEAEE, AA, RUA, BROKTE27 U v 7 LTES. 22T, E7x=1ofk
ORNRUNAICFAYL T 2528, [Search] 27 Vv 735,

A CCDC Mogul 1.7.4: Drem L 5 o
e LTOVH AN —EHRE LWL, Fra’Es
S — (= TAll fragments] %27 U v 27 $%.

Search

Al rag gt

Settings._

Fasen

,,,,,,,,,,, Filter % /> J 72 R,

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

aaaaaaa

4.2.2. BFRAROLR

BB RENFREND. 30° & 150° HI-V It —2r 2Fonfil o TWH I Enbnsb. D%V,
7 = =TS TIERLS, D LAUNTEER R 2 L3 bnd. R RORTIE, [4.14. &
ANTTLFR] EBROZ L)

Histograen: dick i bar to dessiect, dick again to reselect. Right-ick for options.

4.3, fEimEIERRER L2142 Mercury Ot HEEE 2 fE 9  (Data Analysis BhE) (20 40FLE)
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