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4 Diamond — [unknown._diamdoc]
5 Fle Edit Wew Structur

-] Build Obiects Move Tools  Window Help
D= MEE E New Picture... [\, *, ]

22| Title...

Guidance 3

Layout...
Representation. ..
Adjust...

@ Zoom Into Area

Wienwing Direction...

by of Dabatine

Z ZTi% Diamond3 RO fAEIET — & - T
ERLET, £, T—F T 7 A VEBRPABE L X
Do
Diamond ® [File] A ==—/»5 [Open| ZEUE
7

EOBRDT 7 A VEGRHALDEELET, [77
ANV ofEE] VA bT
(*.diamdoc)] Z# % ¥, Diamond3 XD~ 7 1 /L
TEOBRRRINDEIITRY ET,

[Diamond 3 Document

lunknown.diamdoc] &\\5 7 —# Zff-> TR Z{E
V&7, Diamond %A > A M—/L LIz 7 VL ZITH
% [Tutorial] 7 # /v % @76 Tunknown.diamdoc)
EROET,

MAEHERTE TA A b=/ LTV, 7 7 A /WEE
TOHAZHY £,

C:¥Diamond¥Samples¥Tutorial¥unknown.diamdoc

O EZOE EHEHTIC [Space filling] €7 /LI
EZES, CORICZOEEFEZANTNS ZLHT
EETH AREMOaE—ZRELTVEEL X
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[Picture] A == —75 [New Picture] ZEUNE T,
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New Structure Picture X

Welcome to the New Structure Picture
Assistant

This assistant will help you to creats another structure picturs for
the structure data set “unknown-structure”, either fram scratch
or as a copy of an existing picture. You will have the oppartunity
to launch the Structure Picture Creation Aesistant or let Diamand
create a picture automatically or start with a blank picture and
manually build it up.

To continue, click the Mext button

[ 00 nat shaw this welcome paee again

==

6. BESEHGICARTIZ ST D

New Structure Picture

Source of picture

The picturs may be blank using latest Registry ssttings or & copy of an existing picturs - if
any - of this parameter set

Choose, if you want to create a new picturs for structure data set “unknowr—structure” from
scratch or if you want to create a copy of an existing picture.

() Start with a new picture from scratch

() Greate a copy of an existing picture

Source picture: Picture 1 A

[] Delete contents of picture

Use the “Delete.” option, if you wart to take the picture settings, desiens, atom eroups,
connecitivity. stc. but start ffom an empty picturs.

Title of the rew picture:  [Spacs filing] |

<R3 RN > et

7. WEXORRFEEZRRELET

Source of picture

The picturs may be blank using latest Registry ssttings or & copy of an existing picturs - if
any - of this parameter set

Choose, if you want to create a new picturs for structure data set “unknowr—structure” from
scratch or if you want to create a copy of an existing picture.

() Start with a new picture from scratch

() Greate a copy of an existing picture

Source picture: Picture 1 A

[] Delete contents of picture

Use the “Delete.” option, if you wart to take the picture settings, desiens, atom eroups,
connecitivity. stc. but start ffom an empty picturs.

Title of the new picture:  |Space filling \
<RaB I VRN ?I Fet

L

8. {EXIFEETEE

Automatic or manual creation

A strusturs picture can be built up manually or with the help of an sssistance or
automatically by 5 scheme.

Do you need assistance or want to have the picture created autamatically ar by scheme?

|2 Mo, T want 1o build up or chanee the structurs E\ct[jge manuslly ]
o]

‘fes, launch the Picture Greation Assistant

() Yes, create a picture automatically.
O Yes, create a picture by a User-defined) Auto-Build scheme.

Select scheme

Mate: Mo Auto-Build scheme has been defined yet. To do this, run the command "Build ->
Auto-Build —> Define Scheme”

To create the new structure picture, click the " Finish” button,

<R3 FET et

New Structure Picture] %4 7 1 Z W& 7,
WAIOBEHEITRMRRO T, TR~ RE UE2L TR
DAL F T,

T CIIFHET 22 E T 5 DT, [Create a copy of
an existing picture] (ZF = v 7 &2} £9, [Source
picture ] [ZIFICEIR DA I [Picture 1] ZBUVE T,
BRSeD 7 7 4 V4 % [Title of the new picture] ##l
IZAJILET, AT ISpace filling] &9 £4#ETIC
LTBEEL LD,

RAIARZ 2L CROBREEmEICEARE T,

O ENTEat =L TRRETAETEEZE
T, B LWHEERIAIE LW T, [No, I want to build
up or change the structure picture manually.] 7+~
VarEAACLT, BETIRZ V2 LES, TED
HRZTHITLar =127 T, EEiLH & TFENC
TTH1 LV H AT v a T,
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4= Diamond — [unknown.diamdoc]

5 Fle Edit Wiew Structure | Picture | Buld Objects Mowe Tools Window Help
Ded#MLsS B B

Mew Picture, .,
Title..

e

Guidance

Layout...
Representation...
Adjust...

Zoom Into Area

Yiewing Direction. ..
Center of Rotation, .,
Qrientation and Position...

Lodel and Radi.,.

Atom
Bond

Designs... %

Designs...

Polyhedron Designs. ..
Cell Edges Design. ..

rrlnr Mifferentiatinn

10. Space-filling €7 /LVIZEH

Model and Radii

Model: | Standard ("Ball-and-stick") |':
This is tH Stan rd {"Ball-and-stick")
standa

res, using the
ires.

[ superimpose space-Ffiling

[ pefaul: madel for new atoms and new struckure pictures

Transparency: I:l

Standard atom {"ball") radius: |1 > | |Factor Vl
Van der Waals radius: |:|

Ellipsaid probability: l:l

Biond radius: |D.DS - | |nngstroem A
[ Reset ] [ Ok l [ Cancel ]

11. K& & LB A At

A= LERRRREINET, TOREESTFAT
ROTORYITIWTT R, HERO LICRRISN
LS —a R —D4RHID [Space filling] 124
boTWnWET, SR RINTWVHHEEXIT TSpace
filling] EWVWIHARDOKTHD &S EHRTT,
IO RFETNETEEZTCHEL LD, £F
ETNEEZ DX, ET[Picture]l A =2 —7 5
[Model and Radii] #Z#0'%E 9,

FRET NV EETT LEEAENET, [Model]l 3%
7E % [Space-filling] IZFHE L E T, TOIENIEIETHE
FIZ[OK] A& &L E T,

LIRSS Space-filling €T /VIZEDL Y £97,
F—AR—FOFIF—aM L ET, RRONT 2%
EZoNET (K&, EO 3 BFAEEE)
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35 Diamond - [unknown_diamdoc]

Q File Edit View Structure | Picture | Build Objects Move Tools  Window
Mew Picture... ;-%.
Title...

Guidance

Layout..,
Fepresentation...

.
| N

2  Zoom Into Area

Wiewing Direction...
Center of Rotation...
Orientation and Position, ..

Model and Radi...

18. F= v 7 &4
Adjust x|

Harizontal border {em): |1 Adjust
werkical barder {cm): 1 Close

B. POV-Ray &EB S H3TE
L LAV — FICAR

#= Diamond — [unknown.diamdoc]

Q File Edit Wwiew Structure |Picture | Build Objects Move Tools ‘Window |
R
+ L]

Mew Picture...
Title...

Guidance

Layout. ..

Representation... R
Adjust... by
Zoom Into Area

Wiewing Direction. ..
Center of Rotation. ..
Orientation and Paosition, .,

2. MEFEDOFTRY A X difE

Picture Representation X

R ion | Prajestion | Lighting

Projection
(O paralle! (& central
Camers distancs e

Enlargement factor ©om/ak 08|

Steren
[Jenabled

Fioturss’ distancs (oni:
Stereo ane gl [

[ ok | [ Gancel | [ Apply How |

BRDONT ABFEZTRETRS TEBE 0O T,
HENFRRRMEE A 7IC L E T,
9 [Picture] A==—»5 [Adjust] ZEUNET,

[Auto adjustment] ®F = 7 %4 LT, [Close]
RECTHLD L, BERREHENS A 71220 9,

POV-Ray & HE S THEEKRT DEHA T,
Diamond D& E ThtiufEEX % lcentral projection |
LWV BRI WNE— RIZLTBL FRRHE
ZMMEL 2D ET,

ZOHREEAT O 20T, £7 [Picture] A ==—i»
© [Representation] ZEOVET,

[Projection] % 7 @ [Projection] D&% iE % lcentral
WCEZET, Flo, HREXORRF A &S
% TEnlargement factor] #4[Eli% 10.8) I LET,

% [Enlargement factor] ®F#EIL lem/A] TASLET,
Bl 11.00 & AFTHUE Tl Lo lem 28 1A YT
5] WO EERTY, 0.5 &FHUEmiE LD 2em 23 1A
(0.5em 28 1A) 12720 £97, HE/NELTHIFERPNS
720 ET,
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Mew Picture. .. L
Title...

Guidance 4

Layaout...
Representation...
Adjust. ..

Zoom Into Area

Wiewing Direction. ..
Center of Rotation...
Crientation and Position. ..

Podel and Radii.,.

—
Atom Designs..., l
Bond DE!S|gns "\3

4. )x%#%&/7XT/WW%

Atom Group Desisns X

Style and Golors | Model and Radii | Mixed Site Golars

Atom groups: Style: [Solid/Empty/Baundary ellipse v -
Fill
Color I v | Transoorency
Update atoms Border
T v R T T —

Update Reeistry

Wisight [mm]

Trner lines

Golor: Wieight [mm} |:|
o0 [ Sl ]

——

9 Fle Edit Wiew Structure | Picture | Buld Ohbjects Move Tools

5. [Material] HR% > &3

Atom Group Desiens X

Style and Golors | Model and Radii | Mixed Site Golars

iotilciolesy Style: | Solid/Empy/Baundary ellipss 0 n
.
Fil
Celor [ v | Transoarency i

Update atoms Border
Dl e gwg@@jwmmmu--
[ Update Registry el

Trner lines

Golor: Wieight [mm} |:|
Cor [ Gl ]

——

6. [Chrome Metal| ##E5

Material Settines El

OpenGlL | POV-Ray |

Define the objects appearance when it is exported for a POV-Ray scene (of. "Tools/Create POV-Ray
Scene" ) These settines do not affect the Diamond picture drawine.

Use global POV-Ray object settines

Use pre-dsfined POV-Ray material properties, | EJ;J—;-‘/ —
Material type: | Metal v ,—;‘1
T —

(© Define tegture and interior manually /
Pre-gslect /
Texture and interior ssttines

Field Content L]

=
=

I e

Z 2 b1E POV-Ray TOERIZ DWW TOFKEZIT
%9, POV-Ray (&, WIKOREIZHT D45
LTERLEY. ZOfER, MiRica, &R, 77 %
REOEERERBZ D ENTEET, SENTH 7R
FURF (W) iV Uy R e bhOB&ESF5 2L
WZLET,

FPMENOERE 7 ) vy 7 LTEZBBIRL T
RUREBIZ LT D,
Design| ZEWNET,

[Picture] * ==2—75 [Atom

[Atom Group Design| ¥ 7MW ZE7, LIZH D
[Atom Groups| ORETH T AT TW+6] %
BEL AT AT VRS OREEEZOBIVET,

Material] &R % > %L £9, POV-Ray OiZHhim
ARERENDOTEOREAEITEYSICAL T ES
VW, FREEANC Diamond @ [Material Setting]
LWV REBEABE £, LOBEE TRELITVE

D

[Material Setting] %4 7 2@ 2 ¢ [POV-Ray] # 7
BOET, SEIBALEY VT AT LV ORTIZHIT
FEZMA Lo T [ Use pre-defined
POV-Ray material properties] %#i&WNE T,

[Material type] % [Metal] |2, Material]
% [Chrome_Metal] #®&O, TOKJ A%~
L ET,




7. REEZMELTHA TR ZMALD

Atom Group Desisns X

v‘u

P e )

Style and Golors | Model and Radii | Mixed Site Golars

Atom groups:

Style: | Solid/Empty/Boundary ellipse

Fil
Color [+ | Iransparency

Update atoms Border

D Upto v Color [ Bfrmatic v | Dshedoted:
[#] Update Begistry Wsight [m
Tner lines

Color Wieight [mm}

——

8. %%@%@@@ﬁ%@ WA R

#-OLDem-, 8
trgs B objects i wel i Bachgriurd oo, wac

9. ZDOMODJFEF % [Shiny) & E

Global POY-Ray Settines El

Objects | Background | Bottom | Lights

Define the default material properties of the atoms, bonds, ete. in your POV-Ray scene.

Material property:
POV-Ray default
Dull
Rubber

Freview:

>

Bumps v

Please note: You can assien individual material
properties to the atoms, bonds and other objscts in
yaur structure picture, which override the default
material property that you have selected here.

Garcel | [ Previsw. |

10. 2% Summer sky| ([Z&%E

Global POY-Ray Settines

Obijects | Backeround | Battom | Lights

Define the backeround to be used in @ POV-Ray scene.

3 Monochrome color (Solor 13 Freview:
(O Golor range Golor 1 -> Calor 2)

Color 1: Color 2

(&) Pre-defined texture

LrpiE hor 2
Midnight blue
Misty erey
Starfield

1]

==

Garcel | [ Preview

[Atom Groups Designs] # A 7u 2% [OK| A%
Y THLET,

WIZH v T AT PN DA DB RERE 5
£ MER ORI T DRET 7 v — ILERGE
THELET, [Tools)] A ==a—M»5 [POV-Ray] —
[Global Setting| #EOE 7,

BE L

[Object] # 7T [Material property] % [Shiny]
WLET, RIFEMMPNHRELT2F v T AT LS D
o Efan, a9 2 TShiny) LIk
ETRREIND LTV ET,

AT L Ea—0R3FRENLDT, B
OAHGAEIFE TV a—F R N5

TRIEZ R
ESELVWWTL X

Do

[Background| # 7 Cid, &R OEREHKETE
g WTF ¥ v 7 &EDOF5 &,
HOENLDOHBEEIN TV AIEROFNLERAET, Z

ZTCIEHEZEDOYE R [Summer sky] ZBATHEL X

[Pre-defined texture]

Do




11. JEH % [Ocean) I

Global POY-Ray Settines El

Obiects | Backeround | Bottom | Lights

Define if and what is to be at the bottom of the POV-Ray scene.

Select a floor: Freview:

Brass_Valley
Ash

g
Bubinga

Gedar

Orangewood

Taak

Whiteash

|

Golor I: Color 2

| |
Reflection D

Color 3

[ ok | [ Goncel | [ Previsw. |

CETCOREEFE> THEHERZ/ER
1. [POV-Ray] A==—0b1EXT 5

stwre Buld Ohjects Move | Took | window Help
NS ¥ %k ] T :
! LK ~ =08l Measure Distances o istances/angles wer s

A Measure Angles ata brief .
& Measure Torsion Angles
J General
% Measure Planes etc
Origin unknown-structu

Name Aquaoxonium dodecatu

»
Calcuiate |Formula (H5 02)3 P W12 040
BOW-Ray Global Settings... |data
Video Sequence e
Render Into Bitmap. .
bi
Options... Create Scene Fie... I
Reset Settings... Launch Environment,.,, A3 z-

Atomic paral

2. WOV A X&KL
Render POV-Ray Scene [5__<|

Define resolution and Format of the graphics file,

wiidth (picel): |?03 | Height: |598 |

[Mote: Width and height of structure picture's drawing area is: 571 x 560]

Threshold:

Anti-aliasing

Define format and path of the target graphics file.

(Mot et given)

Show POY-Ray Render Window while rendering
Open graphics file after rendering

Close

WD LD

3. 77 AN ERDD

(REIDHAT | 5 Tutorial ~ O F = E-

=, 20070830bmp

[, 20070630 bmp

=3, 20070630k bmp

=3, 20070630 bmp

= kegginbmp

Trd LB [keezin] | [ mEE ]
FrAWOAEED: [ Windows Bitmap, 24 bpp (rbmp) v [(Feir

[Bottom| # 7 CIIHROEREZRECEZET, =
ZTIFRLIZ Ocean] #EATHEL X H, E@mN
2720 VRN TV D RFBERIZ 9O
270 ET,

Z ¥ TT POV-Ray L) S E7-fEXR A4 ERT 5
TeODFETKDY T, T TIE, ERICIhET
DREEME > TEMLTHEL X D,

&9

ZZETITRIE LI NE & SO S B 7o i i X %
EK L %4, Diamond 7»*5» POV-Ray (25— % %k
Ffg 7 7 ANELTHASNDFIZRY £7,
%7, Diamond ® [Tools] A ==—7/*H [POV-Ray]

— [Render Into Bitmap] #EUEJ,

Width & Height [ZH D BB ONE & &S %2 v 7 'L
THELET, LT, (File)] RZ 24L&, @
BoOHMEERDBLNET,

WER ZRET D7 4N F BN, 77 A NVAEIRE
LTLKESW, F2 77 A VOEH] TRIFT D7
7ANDERERFRETEET, BMP 7 7 A /L & PNG
Tr7ANDELLNERSEZ ENTEET,




4. YA XL T 7 ANZERDD

Render POV-Ray Scene &|

Define resolution and Format of the graphics file,

wiidth (picel): |?03 | Height: |598 |

[Mote: Width and height of structure picture's drawing area is: 571 x 560]

Anti-aliasing Threshald:

Define format and path of the target graphics file.

C:¥Program Files¥Diamond 3% Tutorial¥keggin0 1. brp

Show POY-Ray Render Window while rendering
Open graphics file after rendering

Close

5. WifgY 7 hTHOERABH & £

00 =eT J ne XaHE w

VERBRE % T~ TIF57-5 Render) &% > &
oL HEERER S ET,

POV-Ray OREBIEEAFR S, B2 Lo ERS
NTVEET, TRTRRENDETH LD EFIC
ZOEEHSTEEN,

ERC L= 7 7 A VICBES T 5 Tnbd Y 7 b
MBI, HEERNE RSN ET, A LE 7 Pt
FREINEHA,
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