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1. B4, B—x &N LA ARLE L EIZ1T DIAMOND JfRA 2 il — 26 i 4
K. DRI R IERIE AT 4%% DIAMOND, A4 G5 1 M2 57 TR U I 2288544, I
¥ DIAMOND #ZiFe: A (35 2 70 ISR~ AT AE

2. YLk T RG22 )G, FRATE A LN R N “UEM iR
(Reflection), Mila] & if BEMGARUEREAE G i ECE RS FTHE .

3. MES M LArm R EnE, AALEVD R _ERIOFIXARAE T, FTOTES 17 GO “HERY
{87 ” (Reflection) —&%. [AIAH—FAEHFE A PR HEAE, FH%5IE— FAER I
gy R F DIAMOND fie6£t4, o

4, EFBISAEEEENE —F “DIAMOND #fE B: mZonfl” iX—%, LM Rk
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DIAMOND ##2 A: AR

ELH B

TERX IR B A BAE T, 0ok 2] 3
o TR RARGEHEIE S, Wi CIF ST
o {nfiTiEiL DIAMOND H 34 ik 45 4
DIAMOND Hj = 5 T H 4 s 5 44
o WM BIR ARG EEE . BE BN A RS LAY R AT 4 B

TRAHG LA BT (4] 7 FF R 040 2R SR Ak 540 1) R 5 K 5t DACIF SC 20 =X
i, AT PRI T % A AR SE M 18] . E AR 9] p AT KA F M Pauling File Binaries
Edition$# 122° 5 5 B (C60) FICIFSC A

4 Diamond - [Start] =13l x|
" Ale Edit View Took Window Help -8 X
DEEHMARQS & R o |2 EENER A% R L 4G
_ g g
Get started
Z Open afile i3 Create a new document
A Browse sample files @ Read the tutorial
# Help
Diamond Help Index
Kl
eI ERE - CO0Hem-TH-M-B-luAdF hSEcPHSE 2N
I 7

KI1: “StartScreen (J747)” FRAIHEHE T — R H I AFHATF, OIU1-FA B 1T IFIR U]
HIR o

I REE A J3 SDIAMOND# Y, B ABMAETE L RIFT IT. Ja8h2)a, s b¥ SR “Start
Screen (FF45)” i (B 1), 7EIX BT R — N BUbs B A] 58 pic— 2 5 i H (44 ()

2 CIF (=Crystallographic Information File, {215 BICHE) SO I A M B i A7 AL 1O e 5 WL SC
kil —. B, {%2"Acta Crystallographica"4s IUCr ([ Fx k22 B HE R TR ML B & 2 ALK (1)
CIF (- F#. HETMELRT CIF IUER, VI http://www.iucr.org/iucr-top/cif/index.html

® Pauling File Binaries Edition $#% %, Hi ASM International, Materials Park, Ohio, U.S.A. K.

& SRS (1 [ S LR LR SR PR e S B 3L DIAMOND,  JRATTHm A U 7E 2 S i B B = M % (56 58
O A T B AR S BB B E (R #ED .
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U N ARG R SO B AT T Sl A (K S0k

il “Openafile (FIFF3CH)” SR P AL EAE, i 5K 278 “Open (FTFF)” RGHHE.
KRG HE BB 1 SO 2R A 5 g “CIF (*.cif)”, SRJA3E+F DIAMOND F2 /3 3013 F (1)
“Tutorial” 7 3CfFJ2 (fFln “C:\Program Files\Diamond 3\Tutorial ”) " [f] “c60.cif”. /)i
i “Open (4T7F)7.

i M A E A A% R e B T AL A SR T DLBAT AR 2 0 H A %o B RERS Bl IX L Fe LM
AR, 0 TARR ARG ENREE . . W RIS A & n] DU T R A4 B sl 4 5
BESEHL, A %A I PR bR R A SR R B, B A bt A B
FERTI )b, BIEmT LA HE “File (SCFF)” SRR “Open (FTTF)” i 4, wi HARAEH L
R, LU AL 4 “Ctr+O” (“Ctri+0” Fo sk fE i Ctrl BEIFI% F “0”
.

T SRR W 22285 4 DIAMONDCEIGE IR RS 5 T W E 52 MDD, B4 E¥ Bor“File Import
Assistant (CCHESFABTF)” (K 2), ZESLEE AT LAl S AN SCAFE RE R A 0 8 Canafln) 3
fERAIZE),

File Import Assistant : x|

Welcome to the File Import
Assistant

The input file "C:%\Program FileshDiamond 34T utorial\cB0. cif'
haz no Diamond format and thus needs to be corverted. This
azziztant will guide you through the file conversion procedure,

To continue, click the Mest button,

Cancel | Help |

A/2: “File Import Assistant (X/FFALYTF)” 4557 FEHTT-FA di 45 115 1 A9 200
HAF

File Import Assistant : x|

File format
Confirmnation or modification of the automatically detected file farmat.

The automatic: file farmat recognition has encountered the fallowing farmat. IF this format
does not match, choose anather one from the izt below.

ST Crstallographic Infarmation File [CIF]

1 dataset has been found in the input file C:\Program Files\Diamond 34T utorialheBl. cif

To continue with the actual conversion, click the “MNext" button.

[ Stop
< Back I Mest > I Cancel | Help |

A3 7 “File Import Assistant (X /F-FAALTF) " X iFHERIA— 0, TN %10 2 H 5005 1)
KGRI DIRA G 17 XS GERE AR T 75 1 1 1) 45 (o
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T T G HERR A A “Next CR—28)7, JEREE dil i SO 2 B S iffE iSO U 7 1E
ffo I TR (R T AMZ SO B AR B H (%o Bl o8 1, W&l 3D,

il “Next CR—2)7 BEAIZWIEHER 28 = 0T, 7EIX BT LLIE £ 751k DIAMOND H3)
2t AL, 8] “Structure Picture Creation Assistant (45 &2 1B )7 538 W45 1
BT IR « TEBRAMINT TERR 7B ok ) v Be TR Ab a4, PRt e “ If the dataset is a crystal
structure (TS ZHHRAE A RS FD” 16 HEHF) “Create picture automatically ([ 3)%x il
g7 (FE 4).,

File Import Assistant : x|

Picture creation
Pictures can be created for a dataset automatically, with the help of an assistant,
or simply blank.

The input file C:A\Program Files\Diamond 34T utorialtcB0.cif with 1 dataset(s) has been
converted successfully.

*r'ou can define, if and how far to create a structure picture for each dataset.

b aximumn dataset count to start a picture each: |1 _Ij

If the datazet iz a crystal stucture

Create a picture automatically

If the dataset is a "molecular” structure: IEreate a picture automaticaly j

< Back I Hext» I Cancel | Help |

A 4: 7 “File \mport Assistant (X /F-FAL)T) 7 W i HERG 75— T, T i LIGEFEAE 7 LLR 41
TTRRHE (- it 125 R #5227 45— Wi I 15

ZREE il “Next CR—20) 7 HEA A IHER 2 DU 0T (e — 00D AR EI%E A T “Do not show
this assistant again (ANZEFEERIZET) 7 ZIEHE (BUEEAZLETD, MRS AL
K1} DIAMOND K B 8l 58 UHEAS “ SO SN 34 o i i i TEHE IR A8 14 “ Finish G520 7,
DIAMOND Hf 5 A AR K Bt O S B s Bl k1 (B 6).

File Import Assistant : |

Completing the File Import
Assistant

The input file C:\Program FileshDiamond 34T utorialhcB0.cif
with 1 datazet(s) has been converted successfully,

Ta finizh the conversion and ta start reading dataset{s). click
the "MNext" buttan.

[~ Da nat shaw this assistant agair

“without assistant the conversion runs with automatic format
recognition. To re-enable the assistant, choose the "D ptions"
command if the *'Tools" menu.

< Back I Finizh I Cancel | Help |

AI5: 7 “File Import Assistant ( XHEFAL)F)” X i fEpg R 7 — 0, HE ] LUEFE A FA X
TE-FA MG NG AE P 2T 1T HE, WA 2T, AR F-FALLFERFEL “h e i (I
E30) T

SR AR G5 R B s T ARG I 2 X PR E 2 e, AR A IR DIAMOND H



L4 DIAMOND #(F2 A: A | T4541 5
B LT R P ok . IS E SR R (HE 6):

TAEX S R 45K ] (struture picture), 47T ks A C60 4r T-IHISL T HERH . 745K K]
(R0 00 Ay A ke T AR X - A7 b g M TR ( Table pane), BRI 7 32 B2 1R 44 46 v K (I
AWML, Data brief). 34 n] LEREAE X IR T Bon HAL R Fps (BlanR 724, B
JEU BT LA 0 B R A RS o X S T S e o AR T AR X A T, A
WA 0] R &Sk B/MR B CY R “Data brief CGBUERZED ™) K& .

NG A A “Table of created atoms ( A1) TR 4%) 7 sl “Data brief (ErdigfiiZ)”,
AR5 T P 3126 TR ik 4 “Table of created atoms ( [ A1 JEFRH) 7. 2 JEis e VE Y #e ]
“Data brief CErHafii =) I 5l bn 205 r ok 2 b B XS B A S50 L P v AR S 375 Bl THI AR

=18l x|
S File Edit Wiew Structure Picture Buld Objects Mowe Tools ‘Window Help -8 x
DEEMASE DR -2 aEREE Kk 8L 60
> hy ouice
Data brisf +
. & o pmiilinton
( K\} < ; . ( ( Bibliographic data
i » . J EY Citation :::AC:QE,ED,344—351
» \/b{ \ . ‘{b \/L SDacefgrouPDh F_ml}:(szuonzér cubic
® o \ \—\ -~ \ 8 cell 3;26'99‘74 A z=a
&,_\Li/ “.__‘ » ‘:;\L > Atomic parame ters
W Atom Dx. Wyck. Site 5.0.F. wfa  y/b  z/fc u[&
"‘\;\ g }/— N, "\\ TR TR =T
{ i \( » \‘ » C3 kL 1 0.18500 0.05200 0.16500
A A
\ ® s \ \_‘ ~ 8 | | _»lLI
e T R i R x|
DTNt e .
ReNT e o
L b / l 240
] \/ e N ] \I/ "4 1269
\\ \_. »~ \| . \_‘ ~ 2
. T . T 0
0
02l

BE | -ofihosren feces
eROLERELE -0 Dem-SBH-M-B- wAy > [BeebESr 2%

For Help, press FL [

K/ 6: DIAMOND A “c60.cif " X1FH-FA M KL FZH T E 50554 1 Rl 2 5Fs FE
JEE I A T2 R 8 (R %, Data brief) FlIZ7 1 814 2545 % -

A 77 0 JRYEHER (Properties pane), {7254 B 1K1 %5 2505 B LA Y Rk h 0T &, A
o SN
o TP AR T
I PO
o kPR RIRE R
o PP REPY T S

JEPEm AR AT LAt e A “Automatic CHZD” B (FEZ ARG T 720 b ik £658 — ik
TG0 DM e PR AR fe e — EL B s M arik b 2 0015 S . “ Automatic mode ( H 2”7 A&
DIAMOND [FJERIABEE, PRIHELAE Ve BEHEA T 5 24

> DIAMOND 1 TAE X S8 S 1 B3 T B 55 10 R 3R AR A 1 X 35



6 DIAMOND #f2 A: A 17 L 4

T 5 46 RN 2 b T AR AR TR 2 SR (Navigation bar, & 7), 81 SR IBCLE 24 R 45 4 &
N RS RAPRE ) AR A E IR (B RS ST B ORATS BIRE LU A S5 R ED .
[A] S, % IHARA “structure level (Z5H92%)” % 8% “document level (SCRNZK)” i 1143 742
BT R LSS LU T DIAMOND SCRS H BT AT i AR 45 44 5 % . DIAMOND  SCR% ST
(*.diamdoc) BB RN MEAEZ FhiR kS te, AT DU —Fh R g g5t 2 e f ik A !

1+ ¢60.cif > 51252286 > Picture 1 B Data shest Distan ngles 1

A T: FHF (Navigation bar) 202557 a (45447, “structure level (Z7R72%) 7 &1 LK
“document level (XA )” B I T#EERE vy i HAG A I (BUH7 s F 555 79 & 77
BB BIFELLRE T 1 25 147 ).

SRS (A e M T SRS R TS Eh A 1 (o “Picture 1 (B 1)), H “>” #5450 FFULE R
ARG GERE IR o 1, “c60.cif > $1252286 > Picture 17 37 24 i B I & bR ik “S1252286”
AR EE R R AR P “Picture 1 (B 1), iz g5 R %4k WA T- DIAMOND S0 “c60.cif” .

Fraf i LA, DIAMOND i 24 i 5k i S 1 =M ANl i & U7 5

HER (Datasheet) iR & T Margi B MITA CafE R, Waleil, kR
PEd 2L (Data brief) 9778,

P 5 A (Distances and angles)  $& £ i /s 45 44 v % JL 7 [R] PR 25 R0 ) FE IR R A RO

BARATEEFRE (Powder diffraction pattern) My ACHTH BIAEMLE AR LS M B4, &
SIBN T IS S B RN o TS ARSI S A S GRIFE. KL LP B IE
DL IR bR B2 ) DA EIRE (B, i) BT LA %,

THAE SR L A AR RS IE — A L, thm] DLl e T S TR sl B R £ S o
HAPRBE.

s S BRI SRR (B “S12522867) KEA3 2I7E 4 il A AR 454 (“structure level (45Fy
G077 N e BRI PTAT G5 B A i 1] LRSI 3 2 il P 5 1 K0 1) Data brief CECHa 41t 22 7

R SRR LR SRS 2R (D “c60.cif”, SCRYEE R i b —20) A3 417 SRS R T
snR 4Ry (“document level (SCRYZED ™). FETRM LM b A GEE HEME, HERE
AR REE R R LI BT g B 4 B, DL A 3 B AR S5 My B 1) “ Data brief (Eids
FED 7,

k1, DIAMOND ZFEMIEE—# CAL R T . WM AEHE O RE T M T 1 A
DL FEes R HELE I . R — 2= RA TS B DIAMOND F-3h#i A\ ik 45 My B Jf “prih”
ZSHREANZY A IR
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ZHIER

FEX B> BORE P k2 2] 3
o WHTFBIHEN AR L M E T
o a3 Structure Picture Creation Assistant (Z#EI2EIBITF) 24HIE#%

TS BUAERE 5 ST Q] T Bl N S AR S A Bt AETCVRTRAT S M S SR IR N (gl R 4l
Hedle BRI H R0, T ol AN B2 L2 WASEEATITIT DIAMOND, 1§56 3)
BAko. BlJG, MTEFEAIE—AH1 DIAMOND XA (TERT—#iarh, X — P UafE st
AFEF EZI5ERO: M “File (GCPF)” SEHHRZESE “New CHrdt)” fird (B diAH N
THRAFHGHD, KRR A 21— A2 iR SO

IUAE A8 5 B N AR i A B s X LR ATIKS A Pauling File Binaries Edition £#ii J2
“S541934” 4% H I\ 478 (Si02) Hidli . i M “Structure (45#) 7 28R % £ “ New Structure...
CErgt gk finr s FWREMBIF (New structure assistant) 5 | 45 A 20 i 8t G

WA PRSI TS 5 . FIIPH 4T (New structure assistant) J&og &7

— USRI R 15T “Next CRF—2)” 2155 =00 (& 8) JFiRH AN .

Cell parameters. space-group, and title
The new structure may be a erpstal structure [with cell and space-group) or just a
“molecular structure’ with atoms only,

Chooze if the new structure iz a crystal structure [translational symmety and fractional atom
coordinates), or a "molecular structure” (just atoms in orthogonal coordinates)

(% Crustal structure with cell and space-group

Space-group: |F' 101 j Browse...

Celllength a [A]: |1 |_::|1 & |1

Cell angle alpha [']: ISD beta ISD gamma: IQU

€ “Molecular structure”, no cell, no space-group

Title of the new structure: IStructure el

< Back I Mest > I Cancel |

[I8: ZEHELHM)TF (New structure assistant) /X — i1, 5 a] LIIEFEIA da £ 1y 404
AR TEERIE A o X T IR R BT 5 B L5 ] BT 2 4

W45 h3kh “Crystal structure with cell and space group CHF A i iU A 2 [a) 8 (1) A& 4546 7,

X
Hermann-Mauguin symbol
3121152
Caneel |
LP3 147) ;I Internal Space Group Mumber: 15200 &
R -3[148) Int.Tables or Equivalent No: 152
i Hemann Mauguin Symbol. P31 21
FP3120143) Hall Symbok D
#P3210180) Schosnflies Symboh D34
F3112(151) Point Group: 321
Pa 21 (152] Laue Group: Zm
CPR120153) 1 |Cuystal System: trigonal
; Centiosymmetiic:.  no
F322101354) Centering Primitive [F)
R 32(159) Summetry Matrices:
P am [156) = |m wpz
2 ey, 033333
[~ Sort alphabetically (3] -y -, [LERGET+2 =

BI9: (L) 2 T 4 JET AT T #F 75 20 07 AT L FE 1 25 19 5 o
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SRJ5 iy “space group CZETAIEE)” S AL EA MK “Browse (WIYE)” $44l. £EFT IFHIXHE
Herpr, ks A RE “P 3121 (152)” (K 9) If i “OK (HfisE)”. %25 IR RELFR¥ 4k
B IR Er M BT (New structure assistant) [RIAH N A7 &

B S iR NI S8 a = 4535 A filc = 5.17 A Iy th A5 1A)BERM S 104 N DX 808 ok 19 3 4%
. B, BAHEHEE BRI “Title of the new structure CEr &5 #4518 ” Mk “Quartz low (fik
WATGE) 7, BRA B AR T A De gk IAE, BE 1 B Wiz LT & 10,

Mew Structure

Cell parameters. space-group. and title
The new structure may be a crystal structure [with cell and space-group) or just a
"molecular structure' with atoms only.

Choose if the new structure is a crestal structure [translational symmety and fractional atom
coordinates). or a "molecular structure" just atoms in orthogonal coordinates).

% Crystal structure with cell and space-group

Space-group: IF' 3121[182) j Browse...

Cell length a [A] |4 535 :_::|4.535 o |5 17

Cell angle alpha [*]: ISD beta: ISD gamma: |1 20

 “Molecular stucture’’, no cell, no space-group

Title of the new structure: IQualtz lows

< Back I Mest > I Cancel

KI10: LRI TRE. PIZHFIRE CZ5 A -

i “Next CF—#)” HEAFT S4BT (New structure assistant) [ F—11, X H &7
PN TSH OtE. BHESCLEEIED . HATRERAMICELE Si, EZEwHn
A +4. A TCERNENSDAEEZILTE S5, KIS “Atom (J51)7 A
Dk i “si+d” BN . SRR IE AL I <Tab>8 D)3 51 N —Hy N Xk “x/a”, 7E bk
N 0.4487 JF4k L3 <Tab> D)3 3] “y/b”, SRIGHIAN 0, 16 “z/c” PN 0.3333. IXFEHsE
TR PRI BN, A A “Add GRS dEHL (el R s Rl 4
FEHR IR N iR (810,

New Structure

Atomic parameters
The atamic parameters use fractional coordinates for a crystal structure but
orthogonal coordinates (in Angstroem unitz] for a "'molecular structure”.

Here vou can define element [with oxidation number] as well as x, v, and z far every atom. Faor
mixed or defect sites, standard uncertainties, and displacement parameters, use the “Atomic
Parameters" dialog ['Structure' menu) instead.

Atom: | §/a:|0.448? wih |n 2/ |0.3333 Add
wihe
Atom | z ¥ ‘ % | Delete
si 0.4487 [ 03333 —I
< Back | Mest = | Cancel |

B F— PRI 724 (Si+4 (0.4487,0.0,0.3333)) & %A .

ARG T BN AN R (0-2) S Edm A, HI “0-2 (0.367,0.2952,0.2427)”, 4% i
FER (0 B N BRI AT, YA 78 A “Add (I 7 2 )5, i EL TSN
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N R 12,

ZJaiE s “Next CR—3)" BEAFE45 /BT (New structure assistant) [ fa— 0. 7
IX B AT AIE PR A 15 DL A 5 NI A S N IR B 2t R R 4 g B o LEORE I 3020
K15 i DIAMOND H h&zil, 1y LK 27 > o] i 1o 544 B 22418 (Structure picture
creation assistant, & {Haz il ih 44 25 0 B B i FH A D “ - TFahih” efildn R B . FRATE
fE—HAAHZI ERE O B LW A5 T H A DS i T R4 50 i & Fpiup

T AN I T Start structure picture (FFARZ: il 2544 1&]) 7 F1 Launch the Structure Picture Creation
Assistant G217 g5 K22 BB T eI RIEME, SR)5 rid “Finish (5207,

New Structure

Atomic parameters
The atomic parameters use fractional coordinates for a crystal structures but
oithogonal coordinates [in Angstroem units] for a "malecular structure".

Here you can define element [with oxidation number] az well as , . and z far every atom. Far
mixed or defect sites, standard uncertainties, and displacement parameters, use the "Atomic
Parameters" dialog [Structure” menu) instead.

Atom |E 5.-"5:'0.35? gfb:|u.2s52 ;xc:|u242? Add
b
Atam | z | y | " | Delete
i 0.4487 il 03333 —I
o 0.367 0.2952 0.2427
< Back | Mest » | Cancel |

BIN2: 11 HELT NI ART R TC F HIPIF T HI IR T 240 4R

‘ TR H AT 5 4 GRS s 85 AR 0 AT N 1) 1 8 A B A Tl — A s A A AR
X7 DIAMOND B&HH AZ 0B oy, BATIGAE F—3 B 17 50 MO SR 41
“New Structure Assistant CHr&5#BhTF)” SHFHESS M 5 B A & Bl — i g (A KE
%), [AI} “Structure Picture Creation Assistant (58 EIG2 BT MHEHEKSFT IF. %0
THE 17 DU ERAIL 1 3 B 4 A R R 2 i BT A R AR I, ARG AR Y “Structure
x

Primary atom creation
This defines the basic set of atoms and bonds in the structure picture.

Select if and what part: of the structure is o be built up.

" add all atoms {and bonds) fram parameter list
 Create molecules)
" Create packing diagram

il cell range with atoms.

Range: IUnit cell j
deming | -0.01 ey | -0.01 Z-ming | -0.01
Homnax: I 1.01 f-rna: I 1.01 Z-mnax: I 1.01

£~ Mone of the above mentioned

< Back I Mest » I Finish | Cancel |

[ 13: PSRN 3 — AR 7 i ZEE N 9 R 7. “Structure Picture Creation Assistant
(LR REHI) T 7 )5 T HE L T T iZ e 79 5 Frade
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Picture Creation Assistant (454 &S 2: 10T B © & HAth S5 M AEAE TS 1 o FEAS 5
BB A, RIS A S S A “Next CR—35)” HBRNZAHEREN F—T (&
13),

i “Structure Picture Creation Assistant (54 EEZHIBIT)” AT CLUH T2 HIH i, e
BRI . — BB, AL “Picture (B ” SEH R “Guidance (J7)5)” T-3E8
FRI%EFE “Picture Creation Assistant... (BURZLHIBIT)” dr & KA %D RE .

WG OUN, 2 h S5 R B S — 2 e B R I I F- . “ Structure Picture Creation
Assistant (£5 R UG 2 BT 88 0UHAt T fe s W 570 S INZAR Ak & 9 1 FL Ak
T DUEBEANF ) J770 o FEATRBIH, BAIA EAEREAJ7 M # 7e AS df i, DRI B4 “Fill
cell range with atoms (3B 7¢ Jit 1 21§ VS D 7, SRIEAEAHE “Range (GEHD” Hhik$f “2 x
2x2cells (2x2x2 )7 (B 14). BfE, sidi “Next CF—24)7 B0 UGHER) 55— 0T,

Create Structure Picture ﬂ

Primary atom creation
This defines the basic set of atoms and bonds in the structure picture.

Select if and what part of the structure is bo be built up.

" add all atoms {and bonds) from parameter list
” Create moleculefs)
" Create packing diagram

" Fill cell range with atoms

Range: |k ells
gemin: | -1.01 emin: [ -1.01 Z-min: |-1.01
R-mnax I 1.01 f-max: II.DI Z-maxi I 1.01

" Wone of the above mentioned

< Back IWI Finish | Cancel |
/] 14: DIAMOND JFIHZ/R 7 2) /T i) (FFT 71 P TNda ) 17e S 772 IRl 1t 7
ERE (IRIFZGHTHIEREIE SR, [l dd UL TRAB G Ao

XL T T AN s R B s 1 I B M S5 MR o fEA R, FRATTA A Si
JE T B2 ) 22 TR U R “Fill coordination spheres (EFERCALZE)”, BUMANZ K142
1% A IEHE “Create polyhedra around (7 i [l 221 2 44D 7, Ffif5, 7E “Central atom elments

Create Structure Picture 5'
Additional atoms and other objects
This connects atoms, completes coordination spheres or malecular fragments and
creates polyhedra or cell edges.
v Create cell edges v Connect atoms

™ Fill coordination spheres Cyile count: I 1 _Ij
Central atom elements: l—

v Create polyhedra around:
Central atom elements: I Si
™ Destroy existing polyhedra

[~ Complete molecular fragrments
V¥ Create broken-off bonds

< Back IWI Finizh | Cancel |
K 15: Fel 775 DIAMOND 7 7 i — WAL TR GYZE HiH9 St IR 77/ 1262 7 22 AT 1«
(LR TR A A “Si”7e BRILZ AL, NS4k i HETTER 1) “ Create cell
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edges (il dhLii 5 ” FI “Connect atoms “IEHZIR 1777 PN IEHE. 5 AN ELIE P HADAT
kI (B 15). Hefia, midi “Next CF—3)7,

‘ XHAHIAE DIAMOND LBl 2 B 1 52— A i ik e aFs e g B ik h—
AN JE T B AT JRCT S, AT “ Build/Polyhedra (RYEE/ £ THI{A) ” 132 B8 F [ “ Construct polyhedron
(BIEZIER)” 474, BUE T “Build/Polyhedra.../Add polyhedra (kg2 HIAA/TR N2 HAK) 7 St

TEHE, FEIX BT UG 3R E rhoCe Js 5 AR A S5 7

“Structure Picture Creation Assistant (2514 GBI F) 7 IIHT M JUEA L [ THI TR gt 454
F# (building up the structural model, 5 HEFRA “creation of primary atoms (1] 4 FEAC Ji7
T, YR AL T E B R (design) [1-—S8ThRE. filt, SnT DUERIEL “Balls
and Sticks (ERAEBIAL)” T Ch “Wires (LA ) B34 “Space filling (LL3E 7B 7,
EREBERAT )R (BRAE i nala A4 4R5K) DARRIE on i QEGSE) . 1L — A E
ETE “Avoid duplicate atom main colors il 5 8 & 1 325 7, T8 7E 2 R B G 1
5 Y e B I . BAT PR i T BB, I B A “Next CR—28)7 HEA
N

3K L A8 ] DI o g2 5 P AR 1 g 3o i, J48mT DL R U — i B A - i 4% [001]
Projection (view along ¢ axis) ([001)#X 51, ¥ cHlitrFE)”, WH HWRIEGMEERRG R b
B, WA “AF T (Viewing direction)” 414 HE S “(No change) (EA%1L) 7,

AT g Ja—AMEI AR B SN IZIE R “ Adjust enlargement factor and position to
fit picture in drawing area Cif$& BN 2R BRI B PG W 22 P X 4 DAASE 58 H 1) 45 R A 7Y
ety A hH LU R RS ok BEJS, 15 AT “Finish(5a) 7. 450 B 2w g ik I
e (K 16).
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DEHMEUS | L RRo N @RRER RS %N RS

|= Diamond?2 > Structure 1 > Picture 1 ata jangles Powder pattern

IS

eeeee

Space-group P 3121 (152) - trigonal
5=4.5350 & ¢=5.1700 A
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Atomic parame ters
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1 0.38700 0.29520 0,2427

_D
L
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For Help, press F1 [ Mol

A&16: @1 “Structure Picture Creation Assistant (547822 7H)TF) 7, I 28Ik Ih 420 T
R T Al

PRI L I O AP H) T IE AR ZE R R L B, A S X IE % R Iiie T
B AR S R RS R s, BRATTRAE 4k sk,
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FEIKFR 73 3R h R 22 2] 3]
o WIS T R B (R T B
o TCRRABIFIER/ S ThBE ] RENS A W4k 2 S (R vk 6
o ] B KA R R R B 1

ERT—F, WO T A TR SRR . IR LR FRATTE T 0 ] T B SO R ) R ok e
A B W AR /R IR 20 o A PR B T TS 4 RN 15 2R il A 4 A [ 4R k.

i ERAIETTR, AP SRR Th R 44 DIAMOND % I A . BRitbz Ah, AR LA
I SRR SEBR G R A2, RFEE G THTEDAID B, 2488, RT3 —FE, Sk 5pLR
e LA T SRR R R R

2 AR B IR o [ W AR 7 A S i AR SR R A AN AN RS T o AESXBRS BT, fedf At A
Al RS R I ANTRT R 23 ISR (AR R o, R 3o SEANIR] (5 Tl ClJst 7 HERR. 3D 4% LA
LRI 7 AR o

S D BATRE DL BATERR (M ARBRA BB BRI oAy R 5 T RAR AL i1
TS T B i TR B 2 “displaying model CRREEAED” IR, WEELMENSG T
JTTRRT AL AT SR 2 5, SR ) e R Bl Bbr X IR AE e A L — AR REAE, B8 flAs
Bl SR KN o 2 BT CHR I S5 46 B oo IR, R T BROPR 26 B s e T HE P 1) T S
TG (ke b s 0 Jst 74 BELRs L (AU KE, 181 17D,

P SR R -

PUAE i B U s R A [ Js 7 D2 gk b, 5 AN “Peiture (BER)” SEH NiEFF “Model and
Radii... (BEALRIEAR)” A2

é “Build ()7 Seq et 7 TR 4B Cands s 7 s 228D M2, 1 “Picture
(D7 S BT T3 S 1 Bk 2 R 4 R B TR 25 i 4« “Objects OHf%)” S
R a4 AT T IS A g & (e, i R R ).
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TR I 20 A HE “Model (F578) 7 Fhi%k £ “Space-filling (ELBIIE AL, 4R 5 ki “OK
R E ) o IX I &8 ) Pl A (R gt v iR 7oK DA LB B e A AR ) AR s o i 7 B I B b i A
USRAEAE, PG e b I <Esc>f O e FE s IR IAE (18 18).

K18 L 2B 9 S T B AL L P A A 2

AR — N BRI OL: — 2 R LAT R AHIE ) Si04 DY A4 1R B 2 s A7 11 i
ARG, 385 W LA LA A R e IR B 1 HERR R RE 5o 28 =M Q2 ai ik AL AT
T TR J5 A 1) = A D9 5 ke i O A S (R AR AR A R . DRIG, FRATTRE A 8 a S A R AR R
“wires/sticks (L RUMRAIBIALD)” RKIFMIXMRIE A

TR AT DR A AE S5 A B rp O B N IERE ol BUbR e, A2 3 bR ELRIAE
EHER o 1A BIE P P AR 5, RS RATT Bbs 72 i)

K Wt RO “wires/sticks (kBRI 2 i, JRAT A2 SG TR BRAT T LEHE 3 1R B
A 2 MR DAE S Br FALA B AR AT L. 15 AN “Build (Rt )™ SiEFUR Y “Destroy GERR)”
TR “Polyhedra (AR fird o IXHE, L HTAH 0 AR T B 8 i 1) st 5 AL 2%
BEER ] B WXL R A T e RES (B 19!

BI9: FEZi I RALEL IR A2 2 T R D 1L 2 2y r B

PUAER T DA S e P s 7 ) B BB N “Picture (JE15)” S8R4T “Model and
Radii... CBERURIEAR)” XPAGHE, SRS AEXTIEHETTAR (K41 A HE I “ Wires/Sticks (£ 7Y/
REZUBER )7, Bt ad i “OK (e )" IR TRHER G M, 144 B <Esc>HEHUH ik #%.
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KR, mURCALIE T (S R REAZ ST (0D R = 4EM 2% b il W (181 20).

K20 il AR5 T ) = P s BRI T 415t AR5 15 R 19 AN 27 T

FArT%h LI S BLAEAT 2K P BOE AN R ARG L+ T (01 Si 7 W ASAT ROKIE IR
VRO B RCR A 0 T HEoR S (R vt QAR BE), oLl 2 b X 5.
ORI BUARE S R I g b iy, BRI R BLAE A1 DL I 5 ) e 2 2 0%
P B LSRR Si+a g, s deagihil, Hek “Sivd” Fr At GH).

é DIAMOND ¥ 728y R A I 74 HAMEDCRERTS (eAh s AR (Shakoy
+4) BRI BC N Al —4LR T CRAIBOARE A MEE S MR AL, B TR T4l
P BT A B R ACE 5. 48R, st n] DUSE AN IR 3 et 9 o g P v oA i A
JiF, JFERH SRR “Edit../Atom design (/R 7)) .

i A “Picture (JE5)” bk FE “ Atom design... (JRT¥IH)” 4. BiSH# 5 “Atom
Group Design (J P41 ¥ 1) ” XFHHE (J& 21D,

Atom Group Designs x|

Style and Colars | Model and Radii I Mixed Site Calore I

Abom groups: Style:
Si+d

Fill
Color [ ]|+ | TIransparency: IU _|::‘ Material ..

¥ Update atoms Border

™ Update jnvisible Color: [ automatic ||~ Qashed#dotted:lSUIid jv
ird Update Registy Wight [mm; ID _I;

Inner lines

Color: [ [+ | ‘eight [mm]: ID.4 _%
Reset... Cancel |

21 7 “Nom Group Design (/7 7741 i11) 7 X HEH, 1 a] LA 24 X i HEZ7 |- 73

IR T R IR 7RI (e R,

T E S T HE 22 0036 v 75 28 S O A B 4L (SiHd), FFk “Update atoms CRE TR 1) 7

SEME, AR5 Al “Fill GHZEE)” R “Color (IR ” $4l. IX IR H (e %k B 1

B IR R AR e A AL R tG . SR)5 midh “ OK (AffisE ) ” S5 14 “ Atom Group Design
ORFABED” XIEHERD ] o IR A 1) Si+4 J s A2 ks,

2 1E “Atom Group Design (JRTZH¥ 1) 8L “Atom Design (J 3ot )” HHEHEF, AL AT L SR
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T, TR AT DU s P Al B, AR IR R AR R R B AR CRRE R (FE
2x1) POV-Ray BB IRz L AT, 22650 43 10D 465%,

(L 4 S AT A L B AR R I, AR T RO BB (R A MR B ke B AU T I AL
WX LEAGEEN] . B REE 2P0 B Si+d J 7 O E o L, Tl Ll R igden] L
B A “Edit (SnfE)” SRR IESE “Undo GRS ” fr4, BRI HE sl TRAFE FAHN
rdacitl, XEGE LB FI<Crl+Z>41 45 . HZ I EER Sitd JR 7Bk sE o s .

l JRAERYIE R “undo IS Dhfen REdF AR A4, (HEHfisi 2 DIAMOND i ) D
b TR A AU LR B B D EARRT PRSI REZE LR IFIBIRIA IR . BT
N AE 2R BR ], DIAMOND I/ BR A £ A (120 SR %

BT “undo CHLE)” THRELASL, R m] LASCHUMUAM G 3R AE: W] LIANIOD BREE) “redo (FEAED”,
BV [ 2 _E - AR RS o (S B AN AT RE, ST LLRTJS A st ) BT 4R TR 1 o
ULy RAEFHE SRR R FE T AR AR A T

BAVBAEL Si+d J8 T FHAASF G- B B 6, 15 F RN “Picture (BE)” SEH
HESE “Atom design... (R 7T 7 @14, BIARERHEZEMIZE R T Si+d, SR il
HE T AR N 3L B AT R B AR . BEJS, 4 AR TR ARSI PR bR EAE B i, 1578
THIORMEIS T, E4a8 “cyan CGHED” W47 EJ7ES “light blue GRIEM)”. 5
o, A “OK (Hfisg)” <M “Atom Group Design (Jii T41¥1H)” XFiEHE. BILE Si i 541
O JRT A n) bl O 28 L B B T

VISR AR IR, T BRI A SRR . R L SR REIEANIE A
AR IR T LU “Build (Rt ” S ik “Destroy/All cell edges GE R/ A
mm I T i A R BRI L i B B . BT A TS R A 22 Bk

[ 22: “SiH+d” JA Y P HIIG IR 7RG LB 6. WA, da SRt 25 ik
(“destroyed ” (JEER D) LLLE L7 25 e PR G5 45 55 T AN ] 77 T

IAEBAT O 58 A B I 2o AER T T A 7 X R P, 48 mT e T B e — T 4 it
RUORHE AL . TN “Move (F3))” SEHP LS “Rotate along x-/y-axis (7 x Hli=k #
y Ml )7 4 (BT G TR ERAHN D DIPTSR “tracking mode (R
P, IX S B YCRR B AR o Ah— PP 2. BEJG 75 45 M B P e SRObR A B A8 3 b s &5

P EK Bt A SRR RS Bl e o MR B SIS R 2 5, WA T 208 . Be)iE, 1WA Move (B8 il
D7 FHHER “(no tracking) (GERER)” iy 2R [MI 3 EH 1) “selection GEFE)” #i,
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DIAMOND:E W] L SEIL ik S5 MR A S8 — 5 l LA RIS gl i, m] LA S bR 42 2 3t
“CHESS SRR e 3 R T EARE AR N R L T 19 Spin mode (g AR 7,
5 P L T R C A AR H A D) # 3 “Rotate along x-/y-axis (AyxAhskydh e ) ”
PREFELC . TR o] LAAESI B e i T« AE S5 MBI AS 3 BRUbR 4208 bR 20 BEEAN TSI ] I
A7 1) B IRTE AL B bR o B S AATT SRR o o PRIA% v 1 S5 R AR TR0 T s PR A I A # 5 f
B (R 7 1) xRyl e 4 o

V2 Jrif “view coordinate system CUZZARKRZR)” K x AR B B4R T T AT 4,y Bl 2 %7
TR E A,z 500U R bR 8 T bR ARSI T 0 S x AT y T .

TR DA% DA PP IR AT« AR ” SRR 4% 5 M e i 5 AR o BROPR iR BT I 120 e 2 v Okl
e (PR FE R, R ZIMR . WA AT 1L, HFFZEM “Move (BB3))” ik
$£ “Stop motion (fF 185D ” Ay A RIAT, B SR T EAS LIGAHN R . Bl )E, I8
T A5 “Spin mode (HERERE)” CRRRAUTHARNAZEL ) LA 175 J T ) R B VE vt
BN SiAh, WEM “Picture (EHE)” EHHERE “Viewing Direction... (FXFJ7)” M4 It
FEXFIEAE TR 1 “ View along axis (HFFERL AT B D HiTEAE T fih “o” 4%, 55 i ki “Close
CRHD”, IEFERLR P BRI S5 B K

K53 R () B S — 0 W A8 22 1 1) 8 g T 2 s BT ) S i FH TS = B2 R0 BRI R R v i N
— i I DIAMONDZ: il i) “ 1E 7 A48 B IR DR 2 8 IR B i, RV AE 4 H g — Rk
R . XMIEOCR, FoA 1418 FIDIAMOND AN BEA AT YL (1 BT “flat mode

CPHEAD 7 TR, S50 BRG] AN J2 T8 e 5 IR R R IR A 4
(RIHERL . 1570 HE L H A% “Representation Settings (22 [& ¥ & )7 #if S b O e (2%
JH1)>“Rendering (JE %) 7 ZE o 883, #57] LAFAAT “Picture (8 7 3% . ) “ Representation...

(ZEWED” 4, ERPIISE - ATHINES “Rendering (JEYL)” RIEHMEI 45 “OK (Hff
SED”o IXHE, TEHRE (OpenGL) i I 45 14 BIKE 4 — i A R >k B “ P R g5 A AR (18] 23D,

&23: fri “flat mode (FaHEC) 7 A IE R “rendered (VL) 7 B “OpenGL ” #(
TSI H R

TR VAR TR T AR RN Y o — B T DA T e, S nT DR N N S e AN ) A
M — 4] X 531) e 1 I 56 5 B BE AR VR e bial T 2o

b BT LI “Move (B2))” SEhikfE “Rock'n'Roll (BREEHEE)” 4, IR H AT DA b % i35 A i 40
SE TR AN A .
T T DA S A S B R ARG ) RSk d AT T DAL EFTIE I “popup menu (ISR )7,
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RERITE L T anst .
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A ] e R A 2L

Iy, DIAMOND W48 “HNiE” T dm iR ah /54 h fiads i) — 4 LR R - HERUE A, (2
DIAMOND JfAGniiE 4 i B2 2 B W AR g b . Rk, 82 Rk — 2 2 REmAN/ T
AREIRLHIE F, s ia) i, WSS,

B AL RARR L R B2 75 U DIAMOND L7 dh 2 B e 5 - i
S —ELEHHIE S BN ORA LRI T 2 7L IR, (T LME S
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R, 2R Ml e R DX D R
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Al B4 75 YA ] “Picture Creation Assistant ( &% 241 8h T-)” 5(#% “ Create
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3. ESUEBRIIEAR T B AN R B B Cin st B A ) GRER “Picture (E50O ™).
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DIAMOND #7& B: ®Z%& 5

R0

TEX Ty B rh s 27 > 3.
e U1fi[7E DIAMOND & /R orF 554
o e ] S A ) R A HE AR K
o WNTEEAT JURTEERTAY, S R A

TEIX B, 82 I 3 W R T DIAMOND JE7R5y 14509 o 1 5 8 5 B 5t &
CIF SR SN AL : W RiE %437 JF DIAMOND, 556 sh#k . B, iiM “File
A7 S B e £ “ Open (T 5D 7 i %, VX U HE JIGHS IR ST AR B e b “ CIF (*.cif) 7,
AR )5 6P DIAMOND F£ 5 304492 R ) “ Tutorial ” -7 3C2F3¢ (451101 “C:\Program Files\Diamond
3\Tutorial”) ] “pyrene.cif”. fiz)5 ik fiddi “Open (JTIF) 7, F£% 25 5¢ ik “File Import Assistant
(LS ABITF)”. 76 “File Import Assistant (SCEFS ABTF)” ) “Picture creation (&%
2”7 TR, HETR “If the dataset is a crystal structure (A SRECEAE A S AR S5 R 7 R
“Launch the Picture Creation Assistant Ciz2fT g2 HIBhF) 7, RJa it “Next C(F—4)”

Bt — It ek “Finish (52RO 7,

P12 i AE 240 54 b SR fK) “Structure Picture Creation Assistant (45 #4218 T) 7 4

A L o BAT X — VOB AU B — /NI : 75 — 01 |, 35 1EFF “Create Molecule(s)
RIS 77, R IERME K 24 PRI R T A BCE, 5 “Next CF—2)” 215 =0, £

XHL, NAZEUH LS “Create cell edges (22l i Uil 507, ARG mUd T HEJGHS 1 “ Finish
(FERD” 2,

Create Structure Picture x|

Primary atom creation
This defines the basic set of atoms and bonds in the structure picture.

Select if and what part of the structure is to be built up,

£~ add all atoms (and bonds) Fram parameter list

= Create packing diagram

= Fill cell range with atams

Range: |2 w22 cels j
goming [-1.01 Yeming 1,01 Zmine [-1.01
H-max: Il.Dl - I 1.01 Z-max: I 1.01

= Mone of the above mentioned

< Back I Hest » I Finizh | Cancel |

&24: 77 “Structure Picture Creation Assistant (Z5#4&45 %410 ) 7 B IfE— 77 ZE M1 A2
BIE 7T

Al “Finish GERSO” 25, @ik TR Bor eI 27 (8 25D,

O LEATR B D BEHEAT “Structure Picture Creation Assistant (254 26 TF)” 4k,
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JEAT DAIE I SRR e 2 1RSI = e 5 T AU S L A 1 “Rotate xly (Y xly Hlilig
)7 Yl A TR “tracking mode (EREFIRD 7. Bl 5, 1HAESS I N o bR 2o B Of:
B br. 2RI T DU A RN AL B 58 4 P TH 454

BEAREE D2 T 20 T A B IG5, I A DAL T 2 I HER B LU T Ak b A kg b 231 1) — 4
HERU DL XU RS T WEAERRES TR m i A R 2R “fill the unit cell (3H7e,dh
B> CRIBUAE S A T AT 5 1)

K 25:  Eoua R4 I ANKIFR A0 1127 T

Bide EIAEC 2 SR TSN &AL, R 7 R R A A SR . A,
i R B AE IR A 2 R, O T RS [, RS TR A B “ Complete
fragments (k7)) 7, 2R & T B LA SATIE, 0 HL A A BT A 20 710 B3y
S 4.

TEIX 3, WRMERRE T2 58, FIE KR 407 R% A 27 B ) A HE AR kA R L
AN o TESAL IR0, —FROKC U 55 I R A% 1 itk W 58 L5 3 03— SRR B g 3 BB FT B 1)
WM “Picture (E%)” SEHhiES: “Viewing Directions... (EF 7)) 4, AEFHH
% ARE AR T LUK ff B VR 58 AR AR B 0 R P T & E ) (8] 26D

Yiewing Direction ﬂ

—Wiew along axis ———————————— Close |

™ Opposite direction

~Wiew along special axis———————————
TN ID ID I 1 Set | Define axis

~Wiew towards plane

hkkfo Jo 1 st |

Current settings for bkl = 12,10, 0.19,-2.38

[" save view as default orientation

K26 7 20 1 HE S A LU A FE 2 7 )] o
e 2 /b N IE L R AR TR R AT N ol IR I =2 (a, b, o) ERUERIK.
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¢ MhEE R AT R BOEBOR, DI Al “c” $HIR R SR XN AE . BLAEHERR &
E‘Jﬁj\?iﬁ/\ﬁ/iﬁ%i&ﬂ% C2AHATEMT (18 27).

TE P RE A7 DRI ST — R PN AT HE AR B 2 T IR 4 1P I TA) BE o 0 4 1 Je 3 1 75 22 B2 DT il I
“least-square Cdgc/N"3f€)” P, 43 AL AN AH RS HAPAT I 2y 1, R DU AN 1
[] P B2 o

. &
ote
£ o s by oy
1%44444thk Coet
% SR 9 e
| __gﬁ..L Pl R
oo LA See
| . tt-"{' e
¢ N g <
[,
e “ee
A TR
o L P e
‘Th e d, ‘T-"
64 N Lk 6 g
kuuj &m _btui
t{‘ ~ A
ﬁv&L bl
“
th\.,

K21 : W0 THERIELCIT 5> enhl ¢ SR EHI TG o

AP A BTSSR T T TR N, RS ER S
Hrh Pt “Select Molecule(s) GEFESN 7D 7. X, HEA I FTE J5 1 FIAk 2 d4) Copk ik
o, AR IR AU ME. 2 5, M “Objects/Planes... (H%/F1fD” 13k £ “Create
Plane Through Atoms... (B IH I R -7 P D) ” 2. 76 “Plane through Atoms i i Jit 1
(PPFTHD” SPAEHERR, 18T DLGE PR AE I e d5 /N ey v 51 T 1 Bl B N sl R AR L6 Ji 7 o
BIAMEOL T, f@;&,nﬁl;?l*Jﬁ%ﬁ@ﬁ?ﬁﬁ?%ﬁh“%&lﬂ, WAMSTIEAE T~ ([ 28D,

Plane Through Atoms x|

Position | Style |

Constituent atoms {wou can clear a check mark to remove an atom):

Atom | dra1] srB1] (disierz| «
"Hz" (1-%, 1-y, 1-2) 00020 0.0000 3514015
"HI" (1, 1y, 1-2) 0,023z 00000 53628... —
"3 (L, Ly, 1-2) 0,00357 00000 1390.5..,
"2 (-, 1y, 1-2) 00193 0.0000 37433....
"C1 (1, 1y, 1-2) -0.0321  0.0000 10307...
"C15"(1-%, 1-y, 1-2) 0.0143 0.0000 20539,
"4 (1-x, 1oy, 1-2) 0.0093 00000 G6%6.6.. |
Plane equation is m1*x + m2*y + m3*z = d {orthogonal coordinates).
ml = 0.7607 d= -0.5232
me = -0,6195
m3 = -0,1939

(a4 I Cancel |

28 454477 “Create Plane Through Atoms... (Y& IE 7Vl " i, #Hx)
W HED H] T I 7525 P4 B I FE TP 7 IR 1 88 ] LA il 3 8 R D 1 25T IR T i R
KeRE XL T 17 25 11 T 1R A T b o SEAS s 5 TR 208 0 A 25 X i HENG A o
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PRI PR BOERITT, iy “OK CfED” SR HIXTNAE, SR % <Esc>H I L, 454
P Ao o A P i (B 29D

i TEYHTRUA) DIAMOND A, 38 TovE S BLAE 454 [ e B e 5o W RIS AY R T O
PRI CANBUE AR D, 1ETEDE A7 b7 IR KA TR 1 1 B¢ “ Table of Planes CPHIX 551387,
AR T A A B S O T (KT T . SR JE 7 A “ Objects/Planes... CHF /T 1H D) ” 132 8o b % “ Edit Plane

(ImE-TIHD” %o

%
T
£y s g
L™ ‘6"“‘: (3 F
1;————ﬁff1 bd T
.6 S . : %tg
eee U s 1
< L‘v"i <
Oy L4 *§ *
\"‘-"'~
LLe L&
r ¢ .
[ t‘ti w S
el & vk,
ﬁL kkg 7‘
.~ L\ & &
&gsj ‘ [ 8 4.
t..g ~‘“\w e
\Lt il
G
.,k‘ﬁ:t.

B29: 147 L7 R TE K 5Nl 24 G

WAk, — HAEP 1 DS S0V S 5P I IR o W S AR A 58 T ke 1P 1T 1) Jit
T AL R % O —ASH P I 5 5676 “Table of Planes CEIHIx 4
BIZR)” IR B A AN BRI, ARJE1E A “Objects/Planes... (XTI F2E Hrp ik £
“Delete Plane(s) (MHIBRF-1HD” iy

[
[ pe
- s b g T
. 6 togt . &g
. 1‘4‘4‘#{%1 Feg
t¢¢ 45 il dee
| S NN S [
el TN R €6
M 7 b T
. tg‘i
oo L *% = S
Lo .
« e
&
o \."k‘ e
\i o, \.‘vt. & J N
ﬁL e & wu
e ek 66
Lo L ee ey
| S e e g ‘L\,L
Vg R
&
7

KI30: APl CZ G, B
IR BATVRELE 2 AP I e Fp i 38 o AR Y “Style (FED” K5, STIFEIRIE
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PEHE, Mg FI—He ik Pk st BJG, sl “OK CHfiE ) ” $%40 % X1 HE, % <Esc>
BEHUGHIE RS . 2B AP BonE S — /P N 7 (B 300,

W R s et 45k (9% $% “Rotate along x-fy-axis (28 xly Hiiei ) ” BREFAR), ek
LA T B A RAR A HAPAT I AT LA “Tools/Calculate... (T H/4H5)” ik

#% “Angle Between Planes (V- [fi [ #1572 K5 E: 55 H 6T 1 HE 1) JEG S Sl 7= 9~ [ ]
[ T A 0.0° (B 31D,

Angle Between Planes or Lines x|
Select first plane: 1: Plane 1 b

Least-squares plane through 26 atoms ("H2", "H1", "C3", "C2",
III:].II.I "C15"J III;:q-IIll III'.:].q.II.I "CIE"J "C13"J IIH3II.I III;:EIIll IIH].I:lllll "CII:IIIJ

Select second plane; |2: Plane 2 j

Least-sguares plane through 26 atoms {"H?", "Ha", “C10", "C9",
"CE' MC1E" "C11", "CF, "C15", "Ce", "Ha", 'C12", "HE", "C1E",

Dihedral angle [deg.] between bwo planes "Plane 1" and "Plane 2"
0,000

{Distance between planes: 3.4264 &)

AI31: AT e 78/ %5 0.0 ° .

RET BRI AT FAT 1O Y 1T ) B I S~ TR B o S Bl T AX AP HAH BT, P
B PR B O 2 B 5E . £F “Angle between Planes or Lines (SFTHIER B £ 17) f 55D 7 SHEHEH
SR TIHIFBE 250 3.4264 A

&
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IR ARG+

TEIX o BORE R I 2 3] 3]«
o WMEN B MR TR ARG HIK T i AR I FE A i s B
o WifFIFH DIAMOND [¥1Ax % Zh g R R LA X) i 45 M vR N\ 2iL AR

B AR SRR AR G A B . XA SO T, sg 4T UMD DIAMOND
P hRek — L DR TT R SR S5 K, BRI TR RENS 7070 AR LA S N 1b e 1K — R
L) J A U] i IZ S ) AL

RN BI, RandiRgi b4 4 “unknown.cif” (£ CIF SCHERAR . 88 e i i
2 M unknown.cif SCAF b N SR SE R 8l - A RE BT 4T JT DIAMOND, 1556 5 3k AT

BEJS, 1M “File (C30fF)” SEfhikse “Open (FTIF) 7 dird, 4000 1l HE Jes 305 (1) S 12 Ay
woEHR “CIF (*.cif)”, SRJ51EFE DIAMOND #2730 R If “Tutorial” ¥ 30 (4l
“C:\Program Files\Diamond 3\Tutorial”) H[1J “unknown.cif”. fJ&ig &t “Open (F17F)7, u
B L 5e 0 “File Import Assistant (SCES ANBITF) 7. 76 “File Import Assistant (345 A B

F)” 1) “Picture creation (EURZ:HD” B, iFikH “If the dataset is a crystal structure (41
SRR AE N ALK 7 NI “Create a blank picture (B1#45 K% 7, ARG Al “Next (T
—)” B Ja— U A “Finish GERD e A7 15 IS 5 2 s (1902 2 11 A 5 A

i, ARG E ISR 2 — hai E .

— ki, 11 DIAMOND A BT dh RS 8t 2 5, Belif 561k DIAMOND H 82 il 1E5 LA

(ER i RS R ATID BN % o A “ File import (SCEES D B TR BUHE L T AR A Cln
AR Ry, T RLE G LR VR A S B ek TR FM N A E A N
“Picture/Guidance (J&{4/mF)” TP PEBAHN AT 4, Z 5 DIAMOND ¥ H a2z il i 74
gERpE (B 32),

»

¢
/&/32: 1 DIAMOND /72028 BT A Jtl e K55 14 ] 1] LA H sty K5 )40 5 R 5%
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e A KR AR, S —IE 2, MEBUE A RAAEE S 2. Bk, N— RS
FOFIF UG I — DA g S AR S5 R (W IR SR IO A B, Ak BERE 4R 878
BOAT J 155 RAEIERE . (PR ARG BT FRATT i SG Z0U B 2540 B Hh (R B 2o 34 0
TG T HAZ B “Destroy all GEERFTAD” &, 8% M “Build/Destroy CFJZENE#ED”
TREPPER “All A7 4. SR EIIE TR H, AT 0] LU A 5 2
(ST

BB AR TR, DIAMOND #R4EE Ak S T 2R E TR T
IR, BT “Egebt”. it “Build (RHED” SR AN fr 4 s TR B
AN P FTIT “Connectivity GERENED” SFUHHE (B 33),

x|
Select atom group pair(s) to be connected:
At.arp.#1 | At.orp.#2 DMin [A] | DMax [8] | =~ Evaluate

W ris 45 320 2,640 Cancel

O F+s WitE 0,348 0,696 Beset

P45 02 0.876 1752 Settings... | Connec! t Now |

O r4s H+1 0.852 1.704

O w+e WAE 0.492 0.984

[ I s nar  1ass

Bonding sphere

Selected abom group pair: P45 - P45 DMin [&]: | 1.320 DMax [B]: | 2.640 v Statistics

Distances:
0 caleulated

i Z 3 1 ¢

K33 Jrifiig “Connectivity (4% X175 HE4 DIAMOND 94K T H2 —. H /- d-itaf
LA IS S X 9 7 714, DIAMOND 47 #R A7 [ 7] 87 G B 14 5 6 T 2 [ 145

XA Ze E 05 (A% TR A T 2 i s AR S IR A T AR S DU Ji 3 ) B ) e KA M
AMEL e BRI BR Ji1 [R] EEAE AR N PR J5t 5 AT B A, DIAMOND WA A EATTZ TR BAAK
FHANE . XL R TR A AN 2 1 A%

i FT i T A BN O B A RS R TR T TR 1. LU “Build (5D~ g
FTIF “Atom groups (JEF41)” XAEAE R B sl 1- S 4033 Fp AN ) s 1 R 5~ 4143

WA ENRE R TR TR AGX A | R 2R A s Ak E S, i B S RTFAAR
FRE, FEETRRFRATEER. R PR LUK AE “Distance and angles (B 2RI 2D 7,

DIAMOND#RHE AN R UL 42 D32t T 4R 2 HOT 0 1 57 [ B BRATFBR

{HJE % FE 3] i 7 ) 8 1) F B, A T 27 UL JAS A 24 S 5 W P 2 Wi, 22 T A s &6 i) 2

WH. AT E AP “DMin” {HA1 “DMax” f&, DIAMONDHME T 5 A4t it

7 B 5 1CSDHE A 100 e 7 AR S JE 7 1A B A0S EL o 375 45 00 36 thoRHF HE A 0N 1) Statistics
(R EH)” SIEHE!

ZJEiE s IR A AR I AT, B “P+5 - P+57, 15 RS 135 A JE S 1 Ji 1 () i P 7
FiA sl CRE BB AR I EE 30 SO R SR 4L e 2 ] 1X— mAR
L, BPOATRMNDEATR B S A BRSSPI AEAE P-P HE. “P+5 - W+6” X411 5L
Y E—2AE], BTUAEREERIEE =AT (“P+5- 0-27). IXHLB AR IREE (RED 4T
ek in), DRUEAHRS 1 AAEAL 22 B R ST A B (DMax = 1.752 A) 54

°1CsSD (Inorganic Crystal Structure Database, JCHL A 45 #%cdw %) 111 Fachinformationszentrum Karlsruhe,
Hermann-von-Helmholtz-Platz 1, 76344 Eggenstein-Leopoldshafen, Germany 4% 417 .
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MARARI¥ P-O [HJFE (3.4 AD AHZEARK, K3 A B i A7 A DG 10 57 IRD R3S A% B A
W CRORTRIRE HE, B 34).

Connectivity =
Select stom group pair(s) to be connected:
[ at.orpet [ atorptz | OMin[A]] DMax[B]] = Evaluate
O r+s P45 1.320 2,640 Cancel
O res W 0,348 0696 (el
= ris 0-2 1.876 1.752 i | Connect Now |
O rms H+1 0,852 1.704
O w+e WHE 0,492 0,984
[ BTN n-z narz 1 add LI

Eonding sphere

Selected atom group pair: P45 - 0-2 DMin [A]: | 0.676 DMaz [R]: | 1.752 [V Statistics

Distances:
28 calculated

K 34: WSS TN P-O T s /K R KA 8 1AL DTS R 71 1] TR A o

TR S I AR RIS Gt HOT I, HRIEE ] “W+6 - 0-27 Jsl 7 4ixS . XHL
SRS g P R BEAE B R TAEE AN, 20t 2450 “DMax” fB (1.944 A). iXU6fEITEH]
DT S R T 00 YISt 1 224 2 FEAE DY, DRLE P A 0 R 41 € e R 5 2.6 A Ze o LUAEE ok Ji
TREWEEEN: KRB RaaRg b, 28I A S, T AHRRER T
RS OS REE SARS AT PR VS B R i Wisks

B, 1 AR B 2 SR A% “0-2 - 0270 IX AL R I — 21 AR /N JR 1 IR B (1.685 A),
X AL ML (Hs02)sPWi20g0, X F KIS AT T 0 A0 B — ARG DL B, 2D PRl A AT fig
P BUAR AN S 1A B

1o g A BORGTE s BV 7 (0 o5 2 R BT .00 — ek, XAt
FEAE i A Z R AT b o il AL TE PP R DL T S LN o

2. WhREREHE TP AR R . 4R B DL R A T R AN IR

FEATRBIF, SR DO AR ECh 0.5, A X AL H LI AN 1% J5t 1 1)
R JEF A2

R — MO N S PR R B R I R T TR, BV SR REARAT T Rk 1k
TSRS “O-H” Jsl T41%F (K 35). AN K7 AR AT 8 O-H H 1 ik st v
SRNWEL, —BUE T2 0.995 £ 1.19 A, i BHbT4 1.81 B 1.91 Ao 5 T BUSEEEE W E
UEWIBRIE R LM EE (O-H) LIAL, AFAERTIEIG “H-bonds (Z8#)” (O-H-0). X HLIRATH
OGNS, /& DIAMOND It S B A5 32 Uit di A2 IRl vE st O-H
B FIL AT SR CERBLT “W+6 - O-27 JE T4 IS0 Foeerde 1.19 A LR T
[i) Ak PR A B B3 ], R AR TP N B I BE 2 N o BRI TR i 7, A3
YR T I BEAL SEN (DMax WiZfE 1.3 A 2247 (& 36).

A B TR H-H )8, BEJG1E A “OK (i )” k] “Connectivity CGERZME)” Xt
THE. A1k, RATCLWHIE X T DIAMOND &2 DhRERT L i (K5 il iu ll, ~—
2 RV SN R ESy A

IEAETTR 2 A, JRATR AN s 7 IR 2l S5/ K. 5N “Build (R S bk

b T DAL B B TOY “DMax” X B4R 2.6
ROERAEDU T, N R A N T AR DI R (AR Oy O5) A HAANT 1.0 1k R AL
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4+ FF “Addatoms GRNELT)” drd, Bl TRAS BTN AL/ S5 R 1 rR s in A st 5

Select atom group pair(s) o

JMMMMJ el |
= 2.880
w H 1440 2.880 &I
a o 0,608 1.776 Settings. .. | Connect Now |
= H 152
H H 0.444 0588 J

Eonding sphere

Selected atom group pair: © - H DMin [A]: IEI 576 DMaz [R]: |1 152 [V Statistics

4 H 7
Distances: H ; H
B2 calculatsd H | H

3 H | H

2 ] : i

2 2

K/ 35: O-H L 7 /1] E 7y 25 P IR T A1) 77 1 P B o T 17

Connect tivity x|
IAtgmeAtgp#z\ DMin [.&]\ Dprax [A] ] =] Evaluats
[= TS 1.944 ancel
O w+e e 0,015 0,036 Beset
O oz Q-2 0,853 1.776 Settings... | Connec! & haw |
=f o2 ) 300
O H+t H+1 0.444 0.888
=

Baonding sphere
Selected atom group pair: O-2 - H+1 DMin [8]: | 0.576 DMaz [&]: 1 300 ¥ Statistics

" Distances: : i :
B2 calculatd | : |
3 H H H
2 | : i

| I H ‘ ’ ||I\ H |
1 2z 3

KI36: IHHO-H s fg ] i X ]9 L4 7

DIAMOND ¥t “Add atoms CASINE 7)) XFHEHE (& 37), eI ] LURf T3 340 4544
] S A 5 R B R PR A R T

FERAERETR AR 5135 ﬂu%ﬁ}?ﬁ T RPN 1o 5 RAE AT Lo SOW ] Tk
XRREAERAT S 4TS Hx}: AT DL R 770 HHOR AR A A AT AT S 458 7 B R AR KR HEA T
afF . B, £ ﬂuﬂﬂz?iaaﬂ@ﬁ’]x%ﬁﬁ@i?ﬁﬂﬁf?

FEATRGI R, D ERAFARH 8 BAT Iy BAEAS PR G RGTEEBE R 1 TR TEAE T
I CPLY IR IR AL “identity (fHAE)” (Xy,2) XIFRERAE. R KRR 1 5
K38 2, i “OK CHfisE)”, IXI R I K Sl s — AN O s 1

HI T AT 258 B T IERNEE SC, 3 ROk MR D B AR B B0 17 33 Al TR 0 “Fill

O )" L (SR P <ShiftrCUreS>ALAHE VRIIBEI T IAARE T i fi
LAY M M 21 S8 1) P-O DY i 44
iy TR R R ” SEARBEAR T ACALE (O BUF IRCRLED . AP s, KR4

O Ji ¥ =/ W sl 7 HIE 5 FF- 55 0 P Bz (18 39).

A, BUAE WR IR R AR e R . SRR “Rill (D7 REDR KM W TR
W@ AR, XS EREBRINC R O 1. Wi E4ks Ak “Fill Coordination Spheres (3
FEHELALJZ)” 4%, DIAMOND KA B BT o ARSI CL2e e T — A5
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AREHE B AN LR 1A A A AT R SRR o 1y FLARAT A8 BRI ST N I SRR
B,

Add Atoms x|
Select one or more atoms from the parameter lisk:
No.lSmboI | Ox.lW. | ><| | Zl =
1 Pl 57 0.73000 0.75000 0.75000
Z Wl 6 7 0.75520 0.95580 0.95650
3 o1 z 7 0.8225(7) 0.8225(7) 0.8225(7)
4 0z -z 7 0.6562(5) 0.8438(5) 0.9933(7)
5 03 -z 7 0.8722(5) D.87Z(5) O, UZ4U(?)
4] |
Symmetry operationis): Eravais translation{s):
-
20 %, 0.5y, 0.5z
3 0.5, v, 0.5z
4 0.5, 0.5y, 2
Sixay
frv NS2 N5 LI

Integer cell kranslations:

I a s=R <= I a ID =Y <= I a 0 «=Z<= I a Reset selections |

‘fou may also specify one or more atom codes or code ranges,
£.g, "1555041 3555011-6555011"

(6]4 | Cancel | Appli |

A3 ZrjLlg “Add Atoms GISHIET7) 7 X 1 REGH U2 FEFGIFLE S 7205 I 2T 45 14 T H
ﬂ

Select one or more atoms from the parameter lisk:

Mo, | Symbol O | Wy, ® Y 2 -
1 Pl 5 7 0.75000 0.75000 0,75000
Z Wl [ 0.75520 0.95580 0.95650
3 ol E 0.8225(7) 0.6225(7) 0.6225(7)
4 oz Ea 0.6562(5) 0.6436(5) 0,9933(7)
5 03 E 0.8722(5) 0.8722(5) 0. UZ4U(?)
4] |

Symmetry operationis): Eravais translation{s):

-

20 %, 0.5y, 0.5z

3 0.5, v, 0.5z

4 0.5, 0.5y, 2

Sixay

v NEe LI

Integer cell kranslations:

I a s=R <= I a ID =Y <= I a 0 «=Z<= I a Reset selections |

‘fou may also specify one or more atom codes or code ranges,
£.g, "1555041 3555011-6555011"

QK | Cancel | Apply

KI38: T ] 2 4 B R s XS BP0 ISR T

H AT TR SRR R A7 e A 450 AR AN, DR FH ) “ BRI AL JEA T iE & 00
EMIEDL . A Z AR RIEA CGRRFRO 48 B S8 IR 1) nlRE S G A Uy M 88
HLEAL Y SR e, BT LL3S AN “ Build/Polyhedra... (R /£ k)7 138 hik £ “Add
Polyhedra... (ZRINZTHA)” w4477 “Add Polyhedra... (SN 4D SHEHE,

FESTIERETIES, S nT LUESAI S “Connectivity CREEREMED ™ o 15 A H A [R) IR LA 2 1 52

B 8 SO RIIRT AR AE o JRAT TR BT T 25— I CRIBRABEED o AEXT TR AHER) o R A7
T 0 3 6 2 T A O B A MEE A S 4. FRATTAY SBAE P LA W1 1 ] [l 1
ZIAR, RIGTEEZMIE “ st 7417 FIERTFHGHE R Ui IEHE) O M H i 1.
i, BAIA R O Js M AT, s A I« oAz 4L B
IO IEHE P I W R H 7o BRI AR 1 AE s B b5 8T 41—

Iy, FATERAE 2 AR B, RUE X ] DU R 2547
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¢

L7\~
B39 L5098, O J LIV 7205 P /LT, [ 67~ O JR 745 =W J7 741
i,

e

Add Polyhedra

"Type of sphere o

% iaeneric (spheres From connectivity lists
" Fixed  RMin [A]: I i] RMax [E]: [ 2.5

Apply ta: IAtoms of selected groups j

Cancel

Apply Mow

i

Central atom groups:

Ligand atom groups;

P Design. ..

Angle epsilon [deg], used to extend 1
triangles to higher palygons:

¥ Replace existing polyhedra

40 £ Ll “Add Polyhedra CZSIIZ [ET 1K) 7 X 17 HEH7 58 B 22 T A 00 J7 T-RIBE AT SR T

15 Al “Add Polyhedra GAS I THIA) ™ S UEAE A I () “ Design (vt ” #4141 T “Polyhedron

Design (Z AR )" MHHE, FRAIA H SR 2 AR S taoE GERE) UL H

O SR BB o 1 R A I A2 I AR PR A e B TR P e 4% “ Central atom (HP i)
(K 42). BJE, s “OK (HxE)” Xl “Polyhedron Design (22 [HIfAR 1) XIEHE.

DRI Z AR T B ERAE Y E5gE, 6 Al “Add Polyhedra (SN2 44D %G HE
HR) “OK CRfiE ) FAELOR AR AEREF 58 I B 2 T AR A (8] 43D,

BA A5 S AE JS 1H[)DIAMOND  POV-Ray #UFe H WAl A 2 i i i g f B, DR i s & OR A7 A
DIAMOND SRS SR . 33 i THAS 11 “Save (A7) ” 444, 4K J5DIAMOND:K it —
Z6A5 B R 1 0 2048 FH DIAMOND SCRY SO A% XA RE LR A 235 DA EIR . 1 st “Yes
G #hsE, SRIGAEFTIF “Save Document As (SRA7 SR KD XHFHE A L B DIAMOND
FEP SCAFJ R 1) “Tutorial” 730432 (fidn “C:\Program Files\Diamond 3\Tutorial ), %
i A Sh 4 “unknown.diamdoc” 4R )5 A “Save (fRAF) 7.

‘ VR R B AE X 2 BRI AR IR NG T T (¥ 2 CIF S #8EI5AE CIF SCHFrh {76k DIAMOND 3
FFTAAE R, IS ZUE ) DIAMOND LA (30 ks X “*.diamdoc”,  LME 2 5 Be 8 BT 714
Tif DIAMOND & H BT H WA . TiAMET BT 58 R AE 2 J5, DIAMOND Gl gt A b A= v
N B B

h T AR BB LS MR SRR R TG I, S SRR B a5 MY o IR, ST AR 4F
H N =GR AR T R SRR ) 450 . 15 Move (R23))” SR $% “Rotate along x-/y-axis

CHY x B y Fhiie ) ” dr 4 (g AT G RS B A R4 LY 21 BT ¥ “tracking
mode C(ERERBEIAD”. BJE, fE&5H I N LAE bR 2SI 2 lbn s S50 KBRS B2 3)

By B AR T (0 R I DIAMOND, I 4 76 o E A FARAE Th BE o X RS 00 T, #4870 LU & 334 1 “ Tutorial 7
CAFJEH T unknown.diamdoc ST, BRIBR A TT DA B Bk UE D A
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T et o 1652517 4 M B0 T A SR b S i) PO, DUTHIAA . DU I A Ay s AN T0L A7 B #8 ph — 4
AN AR AT I K] WO\ THI A4 Tl i, X 6 W3O5 FRL TG IH I TR UAH I & I3 2 T 18 1) Keggin

ghiky” 8 “Keggin 517,

Add Polyhedra

Type of sphere
{* Genetic (sphetes From connectivity list)
" Fieed  RMin [A]: I a RMax [E]:[2.5

Apply to: IAtoms of selected groups j

Ligand akom groups:

Cenkral atom graups:

F

Angle epsilon [deg], used o extend
triangles to higher palygons:

—

¥ Replace existing polyhedra

]

Cancel

Apply Moy

i

Design. ..

[ R “Connectivity (ZEZEHE) " I 15 HE G5 B E AT I T

Polyhedron Design i

Style and Colors | Hatching | Others |

Skyle: ICIosed faces

Fill

Color: [Raaee

Border —| [] Autamatic
Color: Ldd d:l i l
Calor EEEEEEEN ed: |Salid ~

EEEEEEENR
EEEEEEEN
EO0ONEENE
Oooo0o0o0omEO

More Calors. ..

\Weight

[ Defaul Fill Effects...

o ]

Cancel

|| Central atom
n Background

Mo Fill

K82 TeA ] 52 2 T KA T B 5 00 T 1Y (R — 2

N WA AR ARG R R, X8 Keggin B 1R W HEATHERR 1 SRS T BA b
1) “No tracking (TCERER)” $%8 BITFEREAAR . BHJS, WIRMIZ AU ¢ B g Iy i LAt
AT AR REAA LSS 15N “Picture (B8 SEHLIEFE “Viewing direction... (EFJT )
A AT ITFAHN A TEAE (B 44) . IENINIFERI ), FRATAHNT ¢ A g, BRIl sidix 1l e
THB A AR N 35 1 5 s “OK CRfiE )7 % IRHEHE

IRAEFRAT 75 B 0 S L B 5 53, il B e B A D HA 1) “Fill Unit Cell 7S & D) 7 >
FALRIRT . IRAE Keggin &5 740 T Sa MK —ANTHA AL B o AR B S A8 5] b R PR 1 b 3 1%
H—A Keggin B 1, [6 FEF AT B 1% 4 XA Keggin & 1 6 & 2 [ & . ik #F
“Build/Polyhedra.../Add Polyhedra... (FJE/Z [HIRR N2 &) ”

Polyhedra (s INZ1fiAA) 7 SHEHEH K “Design... ()7 4240, B2 ALK “Fill (3

A4,

s ¢ Add

7ete)” A “Central atom (0 st 7)” Bith 5 itk “OK (e ) 7. X HEH TR 1) A
DR FARECAL R 41w E S BRI E A E, B E S “OK (e ) ” 5% A16HE HE R
Al o BUAE SR S A Keggin 351 &0 Mia] WL (8] 45),

&



32 DIAMOND (7 B: 12 2% 15 1 A 4

AR T LU B Keggin & FHE S 4% O I 81 H I FIHA, IRAReEKD 1. BRE
TR N R 7RIS IX — 55 CRIARFE “Connectivity CGERENE)” X URHE A K19 B A1 & 5 1 14]
4k 2448 ). TR e T HAS B “Connect atoms GEHZR 1) 7 #4skE ik F% “Build (1
A SR AT Y iy A % N B L <Shift+Ctrl+N>Z] A 8 R AT B4R 58 . BILEE K 5
T EAIEWAT WL

K143 K45 - P IR A L LU P RIS 72 1019 2 [T KT C A

Yiewing Direction ﬂ
Wiew along axis ————————— | Close |

o

™ Opposite direction

~Wiew along special axis———————————
TN ID ID I 1 Set | Define axis

~Wiew towards plane

hkkfo Jo 1 st |

Current settings for hkl = 11.30,-1.76,-5.06

[" save view as default orientation

A 44 “Niewing direction (Z5Z 7)) X iGHERELE T ZZ RIS FE 5 7 I i) 2 2

B, FRATE VU BR B A A0 M WO6 J\ T4 1) e 4 R it O Jt 7. AN “Build/Destroy
(CFIEERERR)” 73R ¥R IEPE “Non-bonded atoms (CRAEE 1) 7 iy 4, B A LA

vl 1 B g LA P N Sk T 9F% 9% “ Destroy non-bonded atoms i i) 7 #vAg
WSS, B TIX—WBE, RGOSR SR T (& 46).

S B LR IR IR i) BEAE 25 — N . Keggin 25 1 FH/K 2> 14— & FEAE SR 2 1
FEAE R B RAT A 2 WRIETAA L5 TS, — & M SEIX 5 7] — 2 AALE BT IS 1)
“H bonds (Z8E)”. A TAETUEE, WEES MK B B X seal . N “Hd (Build)”
SEHLHE B “ Create H-bonds... (B ” iy 24T I “H-Bonds (&) 7 X 1EAE . 75 “H-Bonds
CEUBED)” RS HE Fh A8 m] LUK E T RSB 1 P BT s 2 5 1 S B Dt~ 0 203 A A 7 ) 4
A REIS NGB,  HAAR N AL IR 1 ) BRI B AME AN B K. SRS R (D). &R AU
AR CAY =35 [A]# B (1) dse /AIMEL RN S5 KB DA B REBS A S S B R AR Bl 52 AR IR D A 4 o T AR B
A7 B PRTEAE B B ARG it “OK (i) 7. ES P A B LU 2k iR . IRER T

DA 4 b 75 1) dib A 5 R 1 85350 00 B L rp (19 7K 93 72 e 3o SRR B2 1) o
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—UDIEIX AT ! DIAMOND $e it 1 e A LA B £ LAY iy VA 8 o Ay 3 Do B ARy €5 T E o
SRR AR I R B 2 5, T DUOE I SRABI D R 16 W A s SRt it A 4 R PR B Ao

B46: Wk “TEHET O 7T (FSE LA GHIEa M HIW J] 7kt ) 2 7. £5H K7
N

H-Bonds =l

Range for distance between acceptor (A) and H: K

D-min [&]: I 15 2 Demax: |2-5 =i po—

Range for angle D-H-4 (D = donor):

i

Apply Mow

Min. [2]: |6D :::Ma&: |150 j

Apply to: IAII akoms in structure picture j

Donor akborn groups: Accepkor atom groups:
P45 P+5

W6 W46

H+1 H+1

[ Delete existing H-bonds when creating new Destray Al |
AT = Z5 R 8] A e SR Y B f o
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34 DIAMOND %72 B: 5 %% 774 L 4
WA (Zeolite) ‘BrAusEf

FEIX 7 BORE P IEORE 5 2] 2]
o Wi LD AT RS T SR N AR S5 A
o WA IR W R T AR ER T e

JNITE AT (Faujasite) A2WhAr AR AR — . il “B-cage (B )7 ZXFhEE
TR ER T BT 2 — o XD 2 (AR AR AN TR AL — Mk Sl B I s A —
ANER TR AL S AR B8 lId sk 7S 7 FEAH L% .

I T HRAT A 22 T A Suk s\ A a5 A R ) B OERL K BB T N FEE R A 4 1

WIRIEEA T IT DIAMOND, 556888, M “File CG0fE)” SEHHIESE “Open (4T
TE)” w4, BT TEHE I SO R A e “CIF (*.cif)”, SR+ DIAMOND F4 /% 301
J& N 1¥) “ Tutorial ” 73L& (41 “ C:\Program Files\Diamond 3\Tutorial ”) 1] “ faujasite.cif”s
I Ji i “Open (FT 1) 7, F£58 1% “File Import Assistant (3 ABIF) 7. £ “Picture creation

(UG LHD” TUiii A, I5EH “If the dataset is a crystal structure (WIS EHE G A AR ELER))”
FI] “Create a blank picture (EIEZE MG ”, ARG md “Next CF—20)” Flig)g— it
Rl “Finish (GERO”e BUEA b7 SRR YT dn ks ia s, 450 BIX SR 2 .

EH B RZ CIF SO 75 AR T B AT /N ) e 1 T8 2 TR %) I fige A o A W) FH 2B 20
DIAMOND JCiAEME CIF ST N 25 R IR M I 5 A0, DR AR Ak B Bl P2 — > [l
BEWE (ARFIP SRR E) . (HIEME, CIF SCHFRIER I tidsin 7R, BIEE
F e bR R BERE CGE AT R ED . U AI7E DIAMOND H 8 EAS R FECE : 1
M “Structure (£5H)) 7 2 b kP “ Space-group (25 [HIFE) 7 v 2, SR 55 A 48 1E“ Symmetry
CRFRPED 7 55 T HE R 3 6 PO R A 2 TR HE 227 (B2 5 22701), AR5 i “OK (i e ) 7.

]
Hemann-Mauguin symbol
[Fd-3m 2270

Cancel I
Fn-3m [224] 72| [mtemal Space Group Number 2701
Fm-3m(225] It T ables or Equivalent No: 227
Fm-3e (226 Hermann: guin Symbol. - Fd-3m
T all Symbol: F_dvw_2vw_2 b
B Fd-3m[227) Schoenflies Symbol OF7
[ ol - (22701 Point Group: m-3m
L FDaMST 220 v Group: m3m
L FDAM (227 Crystal Systenn cubic:

- FD3MS (227) Eentloisymmetnc yes

eniring

. CFDIMZ22T) 4 [Symmetny Mabices

Fd-2c(229) = | Kz
(2] -y, 0.25+x, 0.25+z

[ St sphabstically @ 0Zx0yz =

Allface-centered [F)

[ 48: DIAMOND JL75fR#E CIF X AFEFE IEHIHTZ IR, Bell T A TF2) 8 & DX o

‘ TRATT iR U AERE U TN A5 ) SO R Ik G 2 2 [ R B B L AT LU I AL - Conmectivity
CHEFEAED” R AE Hh AR 1 ) RS B 2 (AU UL o B UR A0 2 VR B A A 2 R B IS /N
TR HE, SN T ERAE e v] g e AR B R S DR (25 27 0.

ERHATRE A R, SRS AESLEA BRI eI S AR S5 . iy “ Add atom(s) (SN

JET)” FAATIT “Add atoms CZRINER T)7 WAEHE. MR S8 % 4 hikds “Sil-All”
JR IR A R EAAE (] 49), i “OK (WhiE)” S5 B gl il — AN 1.

YR TAER 2 I A G Si R AT ALSFRERL A A R, KRR S E R X R L
[l — M
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i LSRR B AR S B I R B BT R SR T, AR AT RESE TS “ Automatic adjustment ( [ ) %47
Dhfesl TR . R B0 FO BE MG R It B3R N (RIS PO s R Dbk
IR TR ZR AL s 45 400 P13 S M i DK/ o 3N “Picture (5”7 SRILHPIESE “Adjust...
G 4, P “ Automatic adjustment ( F Zhif{3%)” FIRMEIF A “Adjust CREE)” 3240 ([H
I HRRF G PRI HE ) SR B 2 R4 1) e
x|

Select one or mare atoms from the parameter lisk:

Mo, Sy_'mbol o, g ¥ 2 B
=y 4 2 0,12 l=| i) 0,94500  0.03500
3 Ol -2 969 0.17400 0.17400 a. 96700
4 o2 -2 3Ze 017500 0.17500 0,32500
5 o3 -2 4af 1/4 114 0.13700
-] 4 -2 96g o 0.10400 0.89600 -
= N S S
Symmetry operationis): Bravais translation(s):
2: 0,25-%, 0,25y, 0,25z 20 H0, /2,12
3 0.25-y, 0,25+%, 0,254z 3 H1/2,0,102)

41 -x, -y, 2 4 +(1)2,1/2,00
S: 0,254y, 0,25-%, 0,254z
fr M 954w N P62 N 54w

Inteqger cell translations:
ID_ =3 <= ID_ ID_ =Y <= ID_ ID_ =7 <= ID_ Reset selections |

‘fou may also specify one or more atom codes or code ranges,
e, "1555041 3555011-6555011"

oK I Cancel | Apply |

B 49: Z5RE RN T—1SilAl Ji 7 Z TR S0 2 11 fi 4 A kR ()
HIHHTT T84 oyz) XRG4 F#  (Bravais translation) (0,0,0).

SLBA T H T 5 ik g ﬁ%JBﬁ A B IR B T e Si/AL R T A R g IR A
ﬁﬁ%ﬁﬁ%f@ﬁuﬂif Fo X—An LB DIAMOND Hif)  “filter (id38)” LhfekSZIl:

WA “Build CHJEE)” SER IS “Filter GLE)” Ar4TIF “Filter CGLUE)” XFHE. 7EX
THHETIGA “ Atom group (JRF4H)” FIRTHUNERERR “SiAl” ZAMA A AR 1. 5
HMEEEAE “Bravais translation (fi74E %) ” 41138 GEERAZE “ Symmetry operation list (4]
FREEAVEZIZ) 7Dt U IERERR “+(0,0,0)” Z AN BT A e AbE T (& 50) . BLAE sl “OK (i
527 i, DIAMOND ¥ HOIHE =207 B 1Y) SUAL T, 1] AN AT ATl A 437 4 T R 48 1
N T B UEThRE T2 TT I, DIAMOND K AE S5 44 B A 1R 26 T S s — MBS AR

Fieer x|

Ao groups: - {G1sial * Mark all atoms |
[o-2
[ MaCa LI Unmark all atoms |

Akoms from parameter list:

MNo. | Symbel | oy | x| 2| SoF| =
1 Sit|AlL 4 19 012500 0.94800  0.03500 o7
O: o -2 96g 017400  0.17400  0.96700 b
O+ oz -z 960 017500 0.17500 0.32500
Os o3 -2 96g 114 /4 013700 =
P P e e o
Symmetty operations: Bravais translatlons
IR :I — Mark
[WlZ: -y, 0.25+x, 0.25+z2 |:|2 +(0,1/2,1/2)
V3: 0,252, 0,75y, 2 13 +(1/2,0,12) Unmark all
[vl4: 0.25+y, -x, 0.25+2 = sz ud|

Select all | Cancel

K 50: 451 BT FI LR 1T R ZAEHEZ L EHY SilAl Ji T

‘ RS A AL DE DI RE, AR T B R o R T 8 T b (ER BT AN EEXFE A !
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DR Ky FRATT A SR A G5 R vp (R ST/AL BT IA) R BRI (AR, WAL ZAHE ) A PR U AE
HHINE R T S P IXREBAA AT 2 X, JT DA Z00 $ e %

T s R T B AR N 32 43T IT “ Connectivity CGEREME) 7 SHEHE (53 M “Build (Fy2)”
SERTR IR FRA N IR A2 ). X T “SiAl — SIALY JRFALNE, 5 LEHEHE R 21350 20 pic e Yo [
PN 3.0 &£ 3.5 A IR SdOK (fie) 7.

i x|
Select atom group pair(s) to be connected:
At.orp.#1 | At.arp.#2 DMin [A] | DMax [8] | =~ Evaluate
= I S 3,000 3,500 Cancel
il 0z 0,971 1.842 Beset
sial MaCa 0.783 1.566 Settings... | Connect t Now |
sial HO 0.444 0.888
O oz 0z 0.888 1.776
(= P Vs e
Bonding sphere

Selected abom group pair: Sisl - Sial DMin [&]: |3.n DMax [B]: | 3.5 v Statistics

Distances:
7 caleulated

El 3 o 4

BI51: i1 PN Si/Al J7 TG “unphysical (JEESERT)” 1545, KLY Si/Al
SR T HIk 00 [H T 20 i3 0 3.0 2 3.5 4.

WESEIERIE B R B 2 5, BATTUIFLA(EA DIAMOND F& (A II6E: 155615 5
ifi “Complete fragments (#p2H )7 $%41l. DIAMOND ¥ H 2w R+ 48 28 LA DY
AHERI NI (5Bhid & 3hAE, DIAMOND ¥ 2 6% Si/Al J5i1, RN f B0y 1 oAb A
PrAE VR ET, AR IR T A R BN T (K 52).

<

i ¢

B 52: SRR AT Si-Al 745708

IR EA AL B RS Z K. /£ DIAMOND 1, Frf £ [HiA# w2 |
DT TR B OB A LR T, B AR R 2 AR 2 g A A e di AN ot Ji . SR
A B R A AT AR A ) R rT DU O R GIME ARSI 5T D, AT ThT BAAS
IFTIER “dummy atom (BEJRF) 7,

T AR ST ) RSBV S MM A 4 (1,1,1). H M “Picture (5”7 3
kR “Viewing Direction... (ZA /7D ” 44T “Viewing Direction (FrEJ7 [W))” *f
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THE. 75 “h,1” XNV XS0 e fl A 17 (B 53). BiJE, s “Set (WED”

1254, DIAMOND ¥ 5 gt E 1 (K 54). ARJGIH S “Close (JCH])” JCHHMIRHE, 2
Ji 18 AT R T B <FO> FHT R A O R B
x|

™ opposite direction

—Wiew along special axis —————————————
(TR ID ID I 1 Set | Define axis

~Wiew towards plane

bkl [T [T [t

Current settings for bkl =0, 0, 1

[ save view as default orientation

& 53: 11 “Viewing Direction (Zr7 7)) X i HES, ] L B AR E5 1 19 77 1] o il
FeA T L] hid Pl (111D 1F2 25 77

[ 54 Bl bkl P (LD 77l 19U A7 Si-Al 77257

BAVAEAE B MM IE RSB ANBE R T G, IE IR S HE<Cul+A>IE R4 B i H
X% RGIEM “Structure (Z544) 7 SERFESE “Insert atom... (FHEANJRT)” d74 (8;
F AL TRES T AR RN 4D FTIT “Insert atom (FHAJR 1) XFiffE. DIAMOND

SV LE T P IR R R ) O B TR R R 2 A A W SR A (8] 55). Rl “OK
(H5ED”, SRJEHR<Esc>HBEIUNIEFE
=
Abom symbal:

RS v f112s z|oues Cancel |

il Create atom akt current position

K 55: 18 “Insert atom (FHASZTD” XA HE, JEr] LLjaj 77250007 A5 s T S 7o
AP, DIAMOND LA Ji3 7 HI DA 9 FEA JE T 1T & 50 5] 587 7T HT A o

UAE S R BT a5 (O B L T st 7, BT R DR E AT O 22 AR 1R o Jit
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T o AESE R B 1A 0 85k 1 R, P S B R B R BT 1 T — 4 M R A .

IIAE, M “Build (R 7 S5 R “Polyhedra (ZfifA)” T3k “ Add Polyhedra
(A INZTHAAR)” 4. 7€ “Add Polyhedra CASINZ [HIAAR)” SFUGRHEF, 1HERE “27 (fREM
JEFO VRN TP IR, “SIAL A ELA T2 AL  F 2 TR VG ek “Fixed ([ )7,
Hrp “RMin” F1 “RMax” 73 A& E AN 1 A 5. IAEBIEXHEHEN %5 K] 56 —EL.

Add Polyhedra x|

Tvpe of sphere

" Generic (spheres From connectivity listh

Canicel
* Fied  RMin [ﬁ]:|1 RMax [&]: | 5 il

Apply Mow |
Apply to: IAtnms of selected groups j
Cenkral atom graups: Ligand akom groups:

Design. ..
-2 - s |

MaCa -
HO MaCa
< e -l

Angle epsilon [deg], used ko extend 1
triangles to higher polygons:

¥ Replace existing polyhedra

K156 LIMPIE 700, LML 71 25 A 815 A H9 SiAl 1F29 07 I 761 # Z T s

T BRAT PR R 2 AR B BT, 3 A TEAE AT T Design... (BT 7 4 o 75 “ Polyhedron
Design (Z AR REHED, TEHRHGIE 57 PR N B .
]

Style and Colors | Hatching | Others |

Style: IC\nsEd faces j a

Fill

Color: [ I+ | Transparency: ID _l; Material...

Border
Color! |+ | Dashedidotted: Ithd =

Weight [mm]: | 0.5 _:I

I Default For new polvhedra Cancel
K57 G A i Z 0T i v i B

Z JaiE V2] “ Others (HAD) ” FRZE 44 “ Ligand atoms reducing factor (A7 R 14165 40
R 0.01 1 RECK 41N 22 AR TR BT B 1~ RST S AT L8 J5 ARG A AN v ILH 2
EREE IATIEREIRAE . B a1 XU HE G “ Default for new polyhedra (LA E#EAEN
B2 HAARMEAGRED” JF i “OK (fiE)”. M1&IR M “ Add Polyhedra CASINZ THIfA)”
YHEZ S 4h 2 pithi “OK (i) ” #2411, Bl 5 DIAMOND @il 2 fifk (1# 58).

S, JAWR L2 A B BRI R B BRI NI X AT LGRS HI 2246 p B2 1T
AN B AR R AT o 76 FRAT TS INAE DA 22 TR O J5 1~ (R B - 2 T, 22 - ORI AR D) 4 21—
MEXEIEWALE . EM “Move (Ba))” SEHHIEPE “Rotate Incrementally... GZ D ey )”
24T JT “Rotate structure (e G5 FRLIED” XTEHE, BCEWY z BlERE 30 BEIFOREE x Bl y
AR G fid: “Apply (N HD” 42411, DIAMOND K§7EAS I AT UEAE (15 00 T b 47 ek 4
YEo RIGTHEWCENT z Blhehs 0 FE LT x Sihiee-20 i, SRJ5 ridd “OK (HfiE)” (K 59),

A BB — AN AE L R S T AE N IR A 7o Bl SIS FRHRIERE “Insert atom... (3
ANJRT)” 14 . DIAMOND 1T H BT A 28 5 i oo B AR bR, B (174, 1, 1/4), F48
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AN AL bR AT D W B IR AR AR . 1 il “OK (I )7 SRS #4<Esc>SHUH L RE . XIS 7N
JIRE PR BB A I RIS (B 6000 S5 44 B A PR B i 2% h I It T2 B 3R b B
HEBL T BT AR J5 1 o

K 59: FEFEITHIZ5H) R 1ET-ZEFEC AN AT IR T

FCAt N7 RE I T 1R P Jt 5 R DAL B 38 PR PR AT R - i N PRI Jist 3 A ol 1T I s S
TZHPNRAGREEAS NPT N 5o A AT S wr E AL g h R e B GRE R IRAIAETT
SR RBIE TR (0,0,00 LAY BT A A hr 4P R 84T 1.

iHM “Build (FED” SEBFEHEE “Filter... GF38)” x24T IF “Filter GEyE)” SAEHE, i
FEXTUTAE T BT SR BB 27 WE R T A T A oAt o T VAR R S DILAE DA 20 B T s “2”
JE T, RO B TR N C B8 TIN5 1o SR i Al b 4 RS 14 51 2 A5 I 1)
“Mark all” #24, XBHESZK 61. &) Adi “OK (HE) .

WO IR E ST, FRATT AT DUl i A R A A N T A N AR MR SR IE M “Build (1)
A7 RSt “Fixed Spheres ([ EERETEHD” x24T AN TEHE . 35 H “RMin”
1 “RMax” 735 BCE R 0 F1 4 A, SRJGBCE “Apply this function to CRFIEZIRENHIED” A
“All atoms in the structure picture (45 B 1 (1) T J5 1) 7. siidi“ OK (i ) 7 J5 » DIAMOND
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K B SRR PTAT B> (R 55 G LRI 155 i 45 4 B b A 7 i s KTl B 4 AD
D BAERAEREA /ST AR R O B A AN 5

FERVE NI FEZ AR 2R, I ZE AL IR D REBEE R BRXT SYAL IR I80E, X T
FEAE 2 AR I RE b R AR BT R I 7, it B A i B R RT IX LE J1 IBE

K 60: FEIGHAN T BIEE T IR T

Filter x|

dtom groups: [ NaCa - Matk all akoms |
[CHO
W7 j Unmark all stoms |

Akams From parameter lisk:

Mo, |Smbo| | Ox.lW. | x| z| :I
Os maz|caz 1 32 07000 047000 07000
Oz mijos 1 16 -1.00000  -1.00000  -1.00000

13 Dummy 8a ljg  1.12500 1j8

0| | »
Symmetry operations: Bravais translations:

wll:x, v, 2 i’ [w]1: +{0,0,0) j w
[VI2: -y, 0.25+x, 0.25+2 [Wiz: +(0,1/2,1/2)

V)31 0,25, 0,25y, 2 VI3 +(1/2,0,1/2) Unmark al
[wi4: 0,25+, -x, 0.25+2 = | etz 10,0

Select all | [o]4 | Cancel |

K 61: Fl T L T XS BRI (“? 7)) JR T 1B 2O P 1
HAp SR T o

WM “Build (B SEH kS “Filter... GIPE)” @4 . 7& “Atom Group (Ji541)” %
RPUSINEFE “SiAl” (“27 gy cikd), R s “OK (gD s

N IF LA BN YT A T A “Build/Polyhedra... (FJE/Z HIA) 7 132 b £ $ “ Add Polyhedra

(RINZ AR 4. B “27 Ji 7R “SiAl” J5i 140 Mk ok dhoo s 7 A R 7. H 2
MAATE & E A “Fixed (JH5E)7, “RMin” Al “RMax” 75 &N 1 F1 5. o fdi “OK
(e )” <M1 “Add Polyhedra CZARINZ [HAA) “XHEHE (B 62)

VL (BJa—4) H, BATHRSHIZ Ak ER B I MIMIER: ik, HeEH s
FEITIRNEE (1,1,1) &l M “EE (Picture)” SEHLHIERE “ Viewing Direction (£ J711])”
A, A6 “hk,1” XTI Al AR N “17, il “Set (g )™ $4H1 C FHIXHTHE .

WA EER T MIEET (11D Pl (B 63). SR 5 17IE 77 B4 <Fo>Hl FpT i 38N 24

B 515 M “Build (FJ5E)” S ik $E “Fixed Spheres C([EEERAEIE D7 Ay 2T FFAH N 5%



L4 DIAMOND #i#2 B: 4%l 41

THE . X B 2 AT REE SO 0 2 5 A, SR “OK (iED . ANTTHERIAh
PRI PR Sl s T B 1) ST/AT JRFRINE J 7 (1] 64D

T sk S T A “Coordination spheres (BEFEFCALJZ )™ FEIAT R 1) B &Sk, SRJGIER
“Fill Fixed Spheres Directly ( EL#IH7e [ 535 )7, DIAMOND #4 ORI O % 5 il 2R 2F
BERMARE . EE FRRE, XA EEI5E 65 U Z5H K

IJa, BEFEAFOERR TR IMZ M A: 75 “Build/Polyhedra R/ ZTHIA)” T3¢
FLAIEPE “ Add Polyhedra CASINZ A ™ i o IXIFAETT AT ERIERAR B, HAZ AT
i “OK CRfiE)” BT o W&l 66 B (45 A4 B AR 56 S MU s 1) ) NI A 45 A4 (R ey 3 i B

K 62: BAN TR Z AT

K63 FEALLIIL 1) P 27 1 2 571

TEIAE W] U S AR A CGEANRICAL)Z, FREIEE 2 ) AR 5 L4k 8™ RE 19 30 1K) 45 1) 38
7o BATEAEHEZRDIAMONDIY “walk in ($71E)” Al “video sequence (M) ” T RERT
HEATEERY JEARAE (55 49 T . BUETHERAE 4T SCR P N “File/Save As (3L 534747
TR HHILEFE “ Save Document As... (SCRI G347 T4 o 7E# X 1EHES, EFEDIAMOND
RSO (BN “C:\Program Files\Diamond 3\Tutorial”) R “Tutorial” LY. K5
XTI AE JEC 8 O S 2R A B 254 “ Diamond 3 Document (*.diamdoc) (Diamond 3 SCA%)”, Hi A
A4 “favjasite.diamdoc”, I JE rithi “Save (PRAF)”. —VILIX A fij !

1 SR A A P 1) 2 A DIAMOND, 82 S84 02 A FH AR A7 Zh B IR 0 5 488 0] LA L4 I Tutorial”
SCAFIEHY faujasite.diamdoc SCAF, RG] DL B Bk P R



42 DIAMOND #F% B: 5 27~

K 65: DIHEZTH L5 T 1 BB/ o

K 66: G277 211/ Ul A1 2 I R R R
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/] POV-Ray ™ £:4 & R & & Fr

TEIX o BORE R I 2 3] 3]«
o Il fd ] POV-Ray™ 2|5 5t 45 14 14

o WIT¥I POV-Ray ™ 5

POV-Ray™ il “¥y 5t (scene)” i Yl s SR MbsrE ik M, JITil “Hp 5t RiRsit
] P AN S IO B FOG SRR DL i IE

fEREN I DIAMOND Jh iR 41 I QI IX S8 fiiid (EIFTE “I7332 3017 AEIX B2 208
R S B D AT B L2132 Keggin & 1458 (3 25 10 S st-E.

TERS A 2 Y BREZ BT e R A ST ST P R 75 C 4228 POV-Ray™ #ifF. i igid
B 2B POV-Ray™, 15 1B S ER 57 BT “ 22256 053 98 e 5 8 IRUKAF 22 AR J TR 4R 4L o

Bt 5 1% )5 3 DIAMOND, T JF44E “Exporing an Unknown Structure (7T AR &N SR SE 1))

YO RAEH) “unknown.diamdoc” SCPE: %M “File (SCfF)” SE bk “Open (TTF)”
4, TR HE R (R SO 2K ¥ 52 4 “ Diamond 3 Document (*.diamdoc)”, 4R Jmik %
DIAMONDF: /3 3L A& T (1) “ Tutorial ” -1 3L (4] G C:\Program Files\Diamond 3\Tutorial ”)
Hifr) “unknown.diamdoc”. 151 i “Open (FTTF) 7. XN FHEM “Keggin #17 #LL
Z ARG X B RTE S MBI 38 (B 67D

B
[N
N
e I .
N
=
-
: L B -
- 3 =
L]

A 76:  “Exporing an Unknown Structure (ZEZ A HIgKEER)) 7 122119 Keggin & 7451,

X SR R 2, A9 SRAE T LB R TR o R FRAT T AN AR A 224 iy 1) 22 T A S5 44 ]
DAL R AT PR T — o P P 4% 27 24 i PR R P A 2 (22 TR AR RS ) i B O L B FE A

i M “Picture ({5 72 b 3% “ New Picture... GHrEE %) 7 4y 447 JT“ New Structure Picture
CHrg 2B BT R HEHER S 50, k] “Create a copy of an existing picture
(EHIAEIE”, Itk “Picture 17 AR ENSR . TEXRNSHERES, B @ EGE 4N
“Space filling” (/& 68), #RJ5 it “Next (F—3)7,

TERTTEAE RS =00, 8 n] DA B 15 A SR A ) i T 5 20 T 4 40 ) o 8 A A BT R 9 45
TEARE T, BT ERATH T SR m By, A TR LA ) TR, FrDAns kB i
HETHFE Y “No, | want to build up or change the structure picture manually (A, 752 T-3h#)
A E G A RED 7, ARG S “Finish (5EE0 7. “New Structure Picture CBr gt 4518157

16 g S A4S (192 DIAMOND 7R, % 0) LLE 49T H DIAMOND [ 5 IR AH R ST

W



44 DIAMOND (7% B: i 47 L 4

BT XEHER 2 J5, B s B R R IR A A28k . (B2 58 b, T s 4 f 1 11 T
MR TR R S “space filling”. IE WU UL, CUET SRS T IR AT PR 45 44
(Picture 1 F1 space filling) .

x|

a

Source of picture
The picture may be blank using latest Registry settings ar a copy of an existing
picture - if any - of this parameter set.

Choose, if you want to cr new picture for shiucture data set "unknownstructure® from
seratch of i you want ko c

™ Start with a new

(¥ Creale a copy ol
Source picture:

™ Delete contents of picturs

Use the " ion, if you want ko take the picture setlings, designs. atom
aroups, connecitivity, ete. but start from an emply picture

[K168: Fefl 7 IR 19251 /8 “Picture 17 7F 3 (15, 1E5¢, Fell 1715
IG5 F 2K “space filling 7

K169 LI P 75 P 2 5 1 Keggin &7

WM “Picture (FIE)” SRR “Model and Radii... CBEARURIE42) 7 4 M 24mT GHres)
KI5 “space filling” EHER B, TE LR H O IEHETIHS “Model (B ” & EHE 1)
“Space-filling CELBIIEFE) 7, RJG i “OK (HfiE ) 7. BILAER 27 LIAH N 7 1) L o] B 78
PAREIR: BHRRE IR B SR ATl A a5 . DR S A ) FO
(i MRS 3B T A “ Center and Adjust CHACyFTR 38 ) 7 R H 25 b 1% £ “ Center and adjust
now (UG P IR RBELLED 7D Al iy iR G It p Bos (& 69).

A BRATNIRIE B 4% T %, BADEARREAR G POV-Ray™ 2l 54, Keggin
E AR IS . R A B A RS R “ Automatic Adjustment CH %) ik
i, #EATLUM “Picture CJEIEO” SR iEE “Adjust.. (THIE)” fir 44K 5 UM 1 H6 AR %
TEHE ¥ Automatic Adjustment( [F 2 %) 7 SIEHE, Bl RS L H A2 [1“ Center and Adjust
CFROCMRITR ) R s B e P N BT GIE RN “ Automatic Adjustment ( A3 iH%)”
SOEMERTTRIN A D& Lidw D

HA, BAVE T EA A POV-Ray™ i) — T B W E: RZ M Al g APTIE “parallel
projection (°FAT#52)” Bzl CRPAEZMALAA D) B iR gii, (g X L IFAE &
POV-Ray™. JT L& 752248 I i “central projection (F0vfesE)” #5550 1 2%6i% M “Picture
(E5)” ik $t “Representation... (& E)” wrd, (RS iEHES, 35 D)k 2
“Projection (F3)7 #5325, SRJGK “Projection (H3%)” #A Sl “Central (HO#EH5E)”
TR BB E N 0.8 THSHIE 70 58l BHAER G Ml “OK (g ) 7.
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]

Representation  Projection |Lighting|

| Projection
£ paraliel = central

Camera distance (cm): I 30

Enlargement Factor I 0.8
[ Stereo

I enabled

Pictures' distance (cm): I 1z
I &

Stereo angle (deg):

oK I Cancel Apply Mow

/I 70: POV-Ray™ /&/15 115 i (& /1] 10 R

K

A DUE L% “enlargement factor GEKRED” SHOR IS T RS # B AT R~ TROR R B
g4k em/ Ax JBOKREL 1.0 RVREAS B W/ 1 1 om SR SERRE5 0 L As BOKFR % 0.5 2k
FPERE DR LA SERRE R 2 A BRI, JBORREGEV/N, BEALT BOR LB

Y —J7 T, 7EXFhEGL N Bk “Camera distance (cm) (JEARHLEEES)” 3R A 2 K53 . JER7E T4
RAHE AN 2, DIAMOND W44 H BB AN LGB, XL B SR EAAS R
AR A R A I AL B, RPN BBl ST U ROGE RAEHLR S X A E B
RS BT, AR R ZP iR g BN T s, KB KL R B S
Ta AR (RS TR SO BEAR LR B B AR AN 2o ] G b A MR [ RN P AR AR T S s 508
HEORF BT 25 P — B i SR (R e e A R AR, HEARDTLIEE ol 1 ) Bl R . b P E 38K

POV-Ray™ J& — OB LI BR B 1, A % T 530t T 00 0k 32 T e 2k 1 B S L o TRt
DIAMOND ] A5 Se Il 73k . @ MBS BRI 1o AEA ) o AT PRE AR T
JCPRIIAR B B B HOR s W7 g “W” 541K “Material (B4R J@ k-

Material Settings x|

OpenGL POV-Ray |

Define the object's appearance when it is exported for a POY-Ray scene (cf. "Tools{Create
POV-Ray Scene”.) These settings do nat affect the Diamond picture drawing.

% 1ise giobal POV-Ray object settings X
Preview:

' Use pre-defined POY-Ray material propetties  Secmee—

Material bype: IMetaI 4 I /Ig
Material: IChrome_MetaI o I /

" Define kexture and interior manually /

Pre-select: IPO\-‘—Ray default 4 I

Texture and inkerior setkings:

Field | Content | -
pigment
filer 0 L
transriit 0
normal
identifier <nonge:
amaunt 0 ’
turbulence: ]
553!5 1 ;I Preview Mow |

|

A T1: 7 “Material Settings (#7415 &) "X/ HEH, 5 i] LAEFENS 24 37 J57 721 hi7 /1 POV-Ray ™
P 1 BB TT I o] A

i M “Picture (15 ” 32 # b % “ Atom design... (573 4H) 7 #ir 247 JF“ Atom Group Design

CECFALBED) 7 XEEAE Y o 35 706 i HE 22 DUE o S 7 41 “W 7, AR i o 5 HEE A ()

VOmRSAE IR R A RTE T T AT, 54 “Atom Design BV BAERAUERHZR T
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“Material...(FED 7141 . F7 7 Material Settings (b RIA B "X FHE ) , 15 1 21“POV-Ray ”
bR (POV-Ray ™l 43 57 B 1F 5 3 im0 ) o 5 1M 485 AT DA G 36 50 4 i Jst 1~ 41 % P 42 )
POV-Ray ™ B I REAT B BT B (& 7DD

A PRIy K BT AT P R E Y E (5D 508 B e SUBiM . EAR
iR FRATTEAE FHFRBEAL T 1% $E “Use pre-defined POV-Ray material properties (i FH 1%
POV-Ray MBI E ). SRJGiHH# “Material type CBAEIZERD” ¥Eh “Metal (4)8)7 4
“Material (F1ED” ¥ &k “Chrome_Metal CE4)E)” (K 72). eaiddEs: sl “OK (i
5E)7 KM “Atom Group Design (JRF2HHH) 7 SHEHE.

=

OpenGlL  POY-Ray |

Define the object's appearance when it is exported for a POY-Ray scene (cf, "Tools/Create
POY-Ray Scene".) These settings do not affect the Diamond picture drawing.

" Use global POY-Ray object settings

Prewview:

¥ Use pre-defined POY-Ray material properties

Material bype: IMetal it I

Material: Chrome_[Veral

" Define texture and interior manually

Pre-select: IPO\-‘-Ray default R4 I

Texture and interior settings:

Field | Conkent | -
pigment
filer ] ]
transmit 0
jhormal ?
identifier <nong
amnount: 0 ’
turbulence il
ssa!e 1 LI Brewiew Mo |

=

KIT2: Fell T 5 LIS s IR M v W R T

AT R B POV-Ray ™ OS2 R W B, i, & XS SHEA AR Z B A (floor): &
ARG BRI AEMG IR I RCR, B Sl (s H RS . M “Tools (D™ g
ff) “POV-Ray” T3Pk “Global Settings... (4 JRi¥E )" fir A KB X Lk I

“Global POV-Ray Settings(POV-Ray 4> J&j ¥ £ ) 7% i HE— 3L PU 4545 (Objects, Background,

Bottom, Lights, EIX§%, ¥, KZEML). 5 %% (Objects, X% 1, f&n]
PLE XA XN S BRI E R CanJgi1 A3, R B N ek AT AR AT AN )
THo BRIAEFEN “Plastic CEEL ™ IO FRAT T KT 5 OGP BOEANE , PR iFEFE “ Shiny
(W57 X (KB 73), SREVIH3] “Background (1 50)7 Fr%.

Global POY-Ray Settings x|
Obijects |Backgmund| Eottam I Lights |

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

Material properky:

Please note: ¥ou can assign individual material
properties to the atoms, bonds and other
objects in your struckure picture, which
override the default material property that
you have selected here.

[s]:4 I Cancel | Preview... |

KIT3: Zel T ZEL AL A /19 “Plastic (ZEEL " EHILIFHIH Y
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W TR, SlE A E HR TR SR . s & BATTT LB R BN Tl 4
JB: W51 “Pre-defined texture (YA 50D 7, 4R G MAIZE HHIZEHE “ Summer Sky (B2 H R 7,
TN AR TEHEAT UG 2 P T S T s i (B 74D,

Global POV-Ray Gettings x|

Objects  Background | Bottom | Lights |
Define the background to be used in a POY-Ray scene,

" Monachrome color (Color 1) Preview:

" Color range (Color 1 -» Color 2)
Color 1: Color 2:

5_Clouds
S_Cloud4
5 Clouds -

Pur_ule_hqrizun ;I

Reset

[s]4 I Cancel Preview, ..

B T4 : Lyt ] B R A2 W AR s R H K
£

Objectsl Background  Bottom |L\ghts I
Define iF and what is ko be at the bottom of the POV-Ray scene.

Select a floor: Previevs:

i A8

Ash B

Color 1t Calor 2: Color 3

[ -] I li-| | li-|

Reflection: I 1]

OF I Cancel | Preview, ..

KIT5: Tl ] 245 F P2 E A L o

R D)H ) “Bottom (JEEJZ)” R AL, FEIX BT LU SCRIRL R 147 B (1 2 B IR oo
THAEZEMF R R AL FE “Ocean GiFFE)” (K 75), RJn i “OK (HfiE)” KM ITHE .

Bk ik, i POV-Ray™ FUGI—UIME &35 Conkss, FTATRATHLAE AT LABE N IE A3 5 A
“Tools/POV-Ray (T.H/POV-Ray)” = ZH i+t “Render Into Bitmap... GEGAIED”
Ao ST ATEF] FFXSUAE 1) 00 a2 S A B R R o SRR Tevmfi e BAR RE, 1 B AE
FHAR AN D3R TR B (RS T & RS o FEAOR I, AN S 808N 1% 1%
BN T03 53, i 598 15 5.

3¢ i A T B A YA T G B VR R 5 R I A BRI S e 1 A “File.. CGUEP)” 1%
HAR 5 £ $% DIAMOND Fi /3 3032 T (9% Tutorial " 321132 (451l 41 C:\Program Files\Diamond
3\Tutorial 7). Bl o e FE 0 E25% (Windows £7 /8 (bmp) s F 4 M K% (png)),
RIGHINSAE % o AEARRHIR, BATE LS bmp ST IEE SR 44 “keggin.bmp”s
e, i “Save (fRA7)” #%4HiR 9% “Render POV-Ray Scene (i&#%: POV-Ray 175)”
XS THAE o



48 DIAMOND (7 B: 12 25 1< 1 A 4

FA AT IE T AT BB TR L DR B Vi 5 & 76 — 5L

PIEL TR 5] POV-Ray™ tH1¥: i i G HERE EER) “Render (GEIHY)” %4, POV-Ray™
W s o S ST, BEJG, POV-Ray ™ K ARG TR A T Ghve it 55 . IR ZE T 1 7 1
WS LA B R E R R, TEYYE RS, %A DK O] . 55 DIAMOND 4 FH v H&
BLARRI R R (IR BB 2% 4T IFRINIZ:H1 K POV-Ray ™ S5t &% (& 77),

Render PO¥-Ray Scene x|

Define resolution and Format of the graphics file.

width (piwel): |?03 Height: |598

[Mote: width and height of structure picture's drawing area is: 703 x 598]

v anti-aliasing Threshald: I 0.3

Define Format and path of the target graphics file,
o C:\Dokumente und EnstellungeniHolger Putzt. .. \keggin.bmp

V¥ Show POY-Ray Render Window while rendering
[V open graphics file after rendering

Render Close

K T6: s I TN THF E/H 21 1 i 2L o

BITT: B g iR R R i 57 R 1371 POV-RayTM JE R 5 AN a5 A b AT

BB EEAER T IR POV-Ray™ SEtEMR NI L 755 iy gk eh, ST hg
EREE ISR 2 BRI LT . BATE RS B2 — MBSO B E, )5
TAREES A R R B TR A SIS, T fE L - BUN )R R POV-Ray ™

/W DIAMOND 3 {tHy POV-Ray™ i3 £ 4 7 1 A2 4 3,45 LA LB 75 76 JF 45t
DIAMOND 7t POV-Ray™ 355 QIR T IE “3535 307 A “Tools/POV-Ray... (T H/POV-Ray)”
TIPS “Launch Environment... CHFIRIESCHR)” dr 4w LUE B POV-Ray ™ 4347 IT 4
BSOS LT KR T T e



L 4 DIAMOND #(f% B: &4l 49
i F| DIAMOND #1355

FEIX B 7 HORE P JE0RE 57 >0 21
o DTSRRI TS B 4 R (AR
o ITA REERAN ISR Rk A B

I BRI SE AR H AR 248 P84 257 DIAMOND P IR, I AN BRI E Ry S 5 AL
) H e R RS m AR AR —BOR BRI A UR LA

1 2520 R T B S WU 7 (R PN 7 o Ry AT R e O A6 P 5% LA ol It 5
FEALAI H Lo

2. ATSEMMIRN A RRI )G, W e A —E

3. ZJamtr USRS HEAE . DIAMOND HE4 IR B4 4 4 I B il WA 7 m 4R

4. 1t DIAMOND % il A I [ I 32 A48 i s 1 ¥ 5

5. WUREA ARG AR P i A A, 1 Aih “Pause (ET1E)” HZHH, S8Rk
J& 25t “Continue (4k4E)” k&gl

6. MfSEERn IR RIZ )G, AT “Stop (k)7 FAH A bRl 72
Wit 54 PR T ATE P AT DUE SCHETSCRRE CRERD )« BB AR AR 44

7. SR A RSO A AVIEAS K, 1T DL Bl Windows BEAARE IS SR ATk
WA BE LL “film GERD” B2 5 A2 Microsoft PowerPoint J§i /< LR H .
N FRATIR 2 AT IR BRI AR RO AR P )\ s A g A I (5 34 ). B
S TA 17 BT IT 2 Wi 4547 (940 S DIAMOND S R4

KT8 BT AT I ERE 1 2828500/ R A1 79 % 14 o

18 g SRS 92 DIAMOND 7R, % 0) LLE 49T HF DIAMOND [ 5 R AH R ST



T

50 DIAMOND (7% B: 41491 L4

WM “File (3CHF)” Semrhii$e “Open (FTHH)” w4, WA DR UG HEJECH R SO R R 1 e
2y “Diamond 3 Document (*.diamdoc)” =& “All files (*.*)”, #RJ5i1%E+#: DIAMOND &5 3¢
3¢ K [F) “ Tutorial 7 F SC 143 (5l i1 “ C:\Program Files\Diamond 3\Tutorial ”) 1 [¥]
“unknown.diamdoc”. fJa i st “Open (HTHF)7. R LAHT Ll )\ TR A7 45 40 B8 i
LR D (B 78).

DHERMIA Y e P2 miRgity . [ E, FATNAZSZ B2 AT A 2D R SE X — 28,
I SA 78 Jon ] 5 96 Bl Y )R P B 22 T4 o (R RO T A TE R R — 0, ZHTHI T4
)\ T SR BB “ Filter GREIE) ” BB I B IRAFAE 21T B SCRESCAR AP » 3K 2 X “Filter
(987 W EIFAE L RPN —#B2), i SR AR it b A A TR b A B R
FroE S 1 I T . IAIAE R SR R AR S MO AL = 20, 36 “Filter GEI8)” WE
I g ) 2 1 )\l Ay R T A8 R P

x|
afom groups: ([ NaCa - Mark all atoms |
[JH+1
[ j Unmark all atoms |

Akams From pararneter list:

Mo, |Smbo| | Ox.lW . | ><| z| :I
1 sit]al 4 192 0.12500 0.94800 0.03500 —I
D 3 0 -2 96g 017400 0.17400 0.96700
O« oz -2 96g 017500 0.17500 0.32500
Me o~z 5 0én 1ld fldni3Ton ¥
| | 3
Symmetry operations: Bravais translations:
it %, v, 2 i’

[W]Z: -y, 0,25+, 0.25+2
[V]3: 0.25-x, 0.25-y, 2
[wi4: 0.25+y, -x, 0.25+2 [~ |

Wiz: +(0,1/2,1/2)
V3 +(1/2,0,1/2)
[wid: +(1/2,1/2,0)

[w[1: +(0,0,0 j Matke all
[~

Unmark all
Select &l | Cancel

KIT9: 7EZ5 1T IR 7R IS F B SUAL ST

WM “Build (RJEE)” bk “Filter GLIE)” fr 2 JF “Filter (L) ” XFURHE. 725
THAETTR ) “Atom group (JRF41)” FIFRPHUEIERERR “SiAl” F1 “27 (AR T ff
JRF) Z AT o5 (B 79). WS ILAE Al “OK (i) ”, 84 DIAMOND ##
SEE LA B ) SIAL G FINE 51 Oh T IR 24 9T, DIAMOND Y471 45
P B T 2E A R — M R

AV T 2 T I BRAE D IRAR B e AR 45 1) CRINAS IS 7 AR B 28D 1 il A A s
J& Y8 FE A RMin F1 RMax #8: 35 “Build (FJE)” bk “Fixed Spheres ([l 5E
EAEVIED” A FT AR EHE . 75 “RMin” F1 “RMax” 433 E h 0 Fll 5--1%--,
Adi “OK (e ) J DIAMOND ¥ 42 8¢ & s g B IR 1

ARG SR B A “Fill Coordination Spheres (HEL R FCAT 5207 FAHA MK 1] T 573k,
SR JEL+E “Fill Fixed Spheres Directly (L34 78 [l €y ) 7, DIAMOND 4 fF R #s O k€
PR PR RAAL R 1. EE FilREAE, XA 31515 80 K BUM & IE .

BT RGBT O R R N 2 A4 3 “Build/Polyhedra (FyEH/ 2 HIMA)” 13K
L FE “ Add Polyhedra GASINZ 44D ” 4ir 44T JT “ Add Polyhedra GAS 22 T4 )™ X1 AE .
£ “Add Polyhedra CZXINZTAA)” SIEHES, W5H “27 JRFiEFh PO g, “SiAl” R
TIEFABCALIE T B2 ARG BTN “Fixed (FE)7, Hrbh “RMin” 1 “RMax” 43
BIBEEN 1RSI I TR HE B E N 1% 5 K] 81 —EL.



L 4 DIAMOND %% B: 7454 51

e b FRATT A K U 4 2 T A R B TR, A N R HE A I “ Design... (BEEE) 7 f4L. A
“Polyhedron Design (ZHAABE V) XTEHES, 1R K] 82 HHAH N 5 &

2 JR i Y3 “ Others (H:Al) ” #7253 “ Ligand atoms reducing factor (AR 747 & 250”7
TR 0.01. 1% FREOCK 46/ 22 AR T AR BT B[ RT3 26 J5 1 ARG AR AN mf L &
W REMS AT IEREHRAT o S 1 POAIEHEICHR 1) “ Default for new polyhedra (LA F 3 EAE N
W Z AR BN ED)” JE s “OK (). MM&IR[A] “Add Polyhedra G4SN Z THIA)”
SPIEHE 2 Ja i gk sl piihy “OK Cifise)” 4441, BiJ5 DIAMOND ¥ £ Ak (1 83).

‘‘‘‘‘

.....

K80 SR Al L KA T =T

Add Polyhedra

Tvpe of sphere

" Generic (spheres From connectivity listh
Cancel |
% Fied  RMin [A]: | 1 RMax [&]: | 5
Apply Mow |
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2theta, 60
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adaptation of design, 12

address of Crystal Impact, 56

adjust coordination spheres, 27

adjust picture size, 35

adjust/center, 44

advanced examples, 20
aluminosilicate, 34

animation, 49

aperture, 45

appendix, 57

assistant for file import, 3

assistant for structure picture creation, 60
assistants, 55

atom design, 45

atom group definition, 26

atom group design, 45

atom groups, 14

atom types, 26

atomic coordination spheres, 26
auto-build, 60

automatic adjustment, 35

automatic creation of picture, 2
automatic online update, 57

automatic structure picture creation, 59
automatic update of structure picture, 60
AVI-file, 49

avoid duplicate colors, 10

B

background (POV-Ray™), 46
ball-and-stick model, 62

basic Windows software handling, 63
beamer presentation, 62

beta-cage, 34

bond groups, 18

bonding spheres, 27

branch (Navigation tree), 59

build fixed spheres, 39, 50
build structural model, 7

C

C60, 2

calculation of powder diffraction pattern, 6
calculation of standard deviations, 66
calculation of torsion angles, 66
camera aperture, 45

camera distance, 45

cartoon, 49

center of rotation, 35

center picture, 35

center/adjust, 44

central projection, 44, 51

check interatomic distances, 27
check space group setting, 27, 34
checking for wrong space group setting, 34
checking interatomic distances, 34
choice of origin, 34

cif-file import, 2

color duplicates, 10

color of planes, 22

combination of models, 62
combine structural fragments, 62
command execution, 3

comparing crystal structures, 62
concept behind DIAMOND, 17
connectivity, 18, 26

connectivity dialog, 34

contact information, 56

context menu, 65

context menus, 65
context-sensitive help, 55, 65
continue recording, 49

coordinate system, 16
coordinating atoms, 26

create picture, 7

create picture automatically, 2
create plane, 21

creation of primary atoms, 10



68

Gkl

Crystal Impact, 56

crystal structure comparison, 62
crystal structure data display, 2
crystal structure data error, 27, 34
crystal structure exploration, 25
crystal structure level, 59

D

d-spacing, 60

data brief, 4

default material (POV-RayTM), 46
define fixed spheres, 39, 50
delete picture from video sequence, 51
delete plane, 22

design, 10

design of planes, 22

designing a picture, 12
Diamond 2 users, 59

Diamond concept, 9, 17
Diamond update, 57
diffraction diagram, 6
diffraction pattern, 6, 60
diffraction pattern display, 2
dihedral angles, 66

disable automatic update, 57
disable filter, 35, 39

display crystal structure data, 2
display powder diffr. pattern, 2
display table of distances and angles, 2
distance intervals, 26

distance statistics, 62

distances and angles table, 2
distortion, 45

docking of toolbars, 64
document hierarchy, 6
document level, 6, 59

drive into structure, 51

dummy atom, 36

duplicate colors, 10

E-mail address, 56
editing of video sequences, 51
enlargement factor, 35, 45

error in crystal structure data, 27
error in space group setting, 27, 34
exclude atoms from construction, 35
exploring an unknown structure, 25

F

F1 key, 55

factory settings, 58

Faujasite, 34

fax number, 56

file format of video sequence, 49
file import assistant, 3

file type selection, 2

fill slab, 62

filter, 18, 35

filter active warning symbol, 35, 50
filter disabled, 39

filter disabling, 35

first steps, 2

fixed spheres, 39, 50

flat mode, 16

fly into structure, 51

fragment combination, 62
fullerene, 2

G

geometric analyses, 61

global POV-Ray™ settings, 46
global settings for polyhedra, 38, 51
guidance, 55

H-bonds, 27, 32

handling of Windows software, 63
help, 55, 56

help mode, 65

hide objects, 18

hierarchic overview, 59

hierarchy, 6

high quality pictures, 43

hkl, 60

import assistant, 3
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import structure files, 2

insert atom, 36

install POV-Ray™, 57
installation, 57

intensity, 60

interatomic distance check, 27
interatomic distance checking, 34
internet, 56

introduction, 1

introductory examples, 2

K

Keggin structure, 30
keyboard shortcuts, 3

label, 65

laptop presentation, 62

lasso selection, 62

leaf (Navigation tree), 59
least-squares lines, 66
least-squares planes, 66

level (document hierarchy), 59
list of reflections, 6, 60

lock out atoms from construction, 35
Lorentz-Polarization-correction, 6
LP-correction, 6

mailing address, 56

main menu, 64, 65

manual online update, 57

measuring distances and angles, 61
menu, 64, 65

menu structure, 61

menus, 3

minimum system requirements, 57
model combination, 62

modification of design, 12

modify structure picture, 60
molecular structure visualization, 20
motion of structural model, 62
multiple pictures per structure, 59
multiple structures per document, 59

navigation bar, 59
navigation tree, 59
neighbouring atoms, 26
network structure, 13

new version of Diamond, 57

O

occupation factor, 27

online update, 57

OpenGL, 16

options (factory settings), 58
origin choice, 34

panes, 64

parallel projection, 44, 51
parameters for pattern calculation, 60
pattern calculation parameters, 60
pause recording, 49

perspective, 51

perspective distortion, 45
perspective impression, 44
photorealistic pictures, 43
picture creation, 7, 59

picture creation (automatic), 2
picture creation assistant, 60
picture design, 10, 12

picture modification, 60

picture representation, 44
picture update, 60

plane color, 22

plane creation, 21

plane deleting, 22

plane design, 22

plane selection, 22

plane title, 22

polyhedra global settings, 38, 51
popup menu, 16

POV-Ray™, 43, 61

POV-Ray ™ background, 46
POV-Ray™ default material, 46
POV-Ray™ global settings, 46
POV-Ray™ installation, 57
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powder diffraction pattern, 2, 6, 60
powder pattern calculation parameters, 60
PowerPoint film, 49

presenting crystal structure, 62
primary atoms, 17

primary atoms creation, 10

printed publication, 16

profile function, 6

program start, 63

projection, 44, 51

Properties pane, 5, 61

publication, 16

pushing structural model, 62
pushing the model, 15

Pyrene, 20

Q
quartz, 7, 12

R
radiation, 6

raytracing, 45

recommended reading, 1
recording of video sequence, 49
redo/undo, 15

references, 66

reflection list, 6, 60

remove filter, 35

remove translational symmetry, 62
rendered mode, 16
representation, 44, 51

rescale picture, 44

restore factory settings, 58

right mouse button, 65

Rock’n Roll, 15

rotate, 20, 30

scale picture, 44

scence files, 43

schemes, 60

selecting planes, 22

setting of space group, 34
settings for polyhedra, 38, 51

several crystal structures per document, 59
several pictures per document, 59
short interatomic distances, 27
shortcuts, 3

SiOy, 7,12

site occupation factor, 27

slab, 62

software handling, 63

software start, 63

space filling model, 44, 62

space group setting, 27, 34
space-filling model, 13

spin, 62

standard deviations, 66

starting the software, 63

statistics of distance, 62

status bar, 64

step-by-step picture creation, 17
stop recording, 49

structural fragments combination, 62
structure comparison, 62
structure data display, 2

structure data error, 27, 34
structure exploration, 25
structure level, 6

structure picture creation, 59
structure picture creation assistant, 60
structure picture modification, 60
structure picture update, 60
support, 56

system requirements, 57

T

table of distances and angles, 2
table of planes, 22

tables pane, 4

texture, 46, 61

title bar, 63

title of planes, 22

too short interatomic distances, 27
toolbar buttons, 3

toolbars, 64

torsion angles, 66

tracking mode, 15, 16, 20, 30
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translational symmetry, 62
Tutorial A, 2

Tutorial B, 20

twotheta, 60

undo/redo, 15

unknown structure, 25

unlock filter, 39

update of structure picture, 60
updating Diamond, 57

user interface, 2

version 2 users, 59

version of Diamond, 57
video sequence, 49

video sequence create, 61
video sequence editing, 51
video sequence file, 49
view coordinate system, 16

w

walk into structure, 51

warning symbol for filter active, 35, 50
wavelength, 6

Webpage, 56

what’s new, 59

where to get help, 55

Windows software handling, 63

wire model, 62

working area, 64

z

zeolite framework, 34
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