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Table of atomic parameters - x
Mo,  E.| S. Oy, | M, W xfa
1 H H10 0 4 e 0.20220
2 H HI 0 4e 0.05240
3 H H8 0 46 -0.05700
4 H H7 0 46 -0.11640
S H Ha 0 4e -0.10710
&} H HS 0 4e 0.01220
7 H H4 0 46 0.14640
8 H H3 0 46 0.26230
a H Hz2 0 4e 0.32750
W H HL 0 46 0.32380
1 € 16 0 46 0.07210
122 C «cis 0 4e 0.13980
13 [ 0 4e 0.20450
14 C 3 0 46 0.13710
15 ¢ 12 0 46 0.06350
B C il 0o 4e -0.00160
17 C Cio 0 4e 0.00490
B C @ 0 46 -0.06270
1 ¢ 0 46 -0.05900

select first pane: | [REEE IR Ei 04 0.01040

Least-squares plane through 26 atoms (*H4 "cs", "cd, 2L . oo4e 0.07650

"Ce", "C16", "C7", O3, "C15Y, "C10", "HS", "C "1 22 [ ] 0 4e 0.14650
23 € 4 0 46 0.21130
24 C 0 4e 0.20910

Select second plane: |2: Plans 2 S o o o4 e 057230

Least-squares plane through 26 atoms ("H8", "C11", "C12", "C10", 26 € 1 0 46 0.27380

"He', "C13, "CIET, MO8, IS, 14, "Ce', THT, ', O,

Dihedral angle [deq.] betwesn bwo planss "Flane 1 and "Plane 2':

0.000

(Distance between planes: 3.4264 A)
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File Import Assistant X

Welcome to the File Import Assistant

The input file “C¥Program Files¥Diamond 3¥Tutarialépyrene.cif”
has no Diamond format and thus needs to be converted. This
assistant will guids you through the file conversion procedure.

To continue, click the Next button

I’ SRR ,I et AT
b

4. CIF Bz g 5

File Import Assistant x

The automatic file format recognition has encountered the following format. If this format does not
match, chooss another one from the list below.

File format
Ganfirmation or modification of the automatically detected file format,

Eile format: | Grystalloeraphic Information Fils (GIF) v

1 dataset has been found in the input file C:¥Program Files¥Diamond 3¥TutoriaFépyrene.cif

Tao continue with the actual conversion, click the " Next™ button
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File Import Assistant X

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

The input file C¥Program Files¥Diamend S¥Tutor al¥pyrenscif with 1 dataset(s) has been
converted suseesstully

“You can define, if and how far to create a structure picture for each dataset.
1 =

Maximum dataset count to start a picture each =

1f the dataset is a crystal structure |reate a pisture automatically [

If the dataset is a “malecular” structure:

=
s cele atmates b

[(<Fam [ ent> | [ &t | [ aF ]

6. (5871 RZ AT

File Import Assistant X

Completing the File Import Assistant

The input file G¥Program Files¥Diamond 3¥Tutorial¥pyrene cif
with 1 dataset(s) has been converted successtully.

Ta finish the conversion and to start reading dataset (s}, click the
“Finigh” button,

[] Do riot show this assistant azain

Witheut assistant the conversion runs with automatic format
recoenition. To re-snable the sssistant, chocse the *Options
command in the *Tools” menu
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7. MEROFR TR TEZRE L ET
Create Structure Picture X

Welcome to the Structure Picture
Creation Assistant

This assistant offers you s summary of the most used functions
1o build up and to design & strusture picturs i a few steps. Yfou
can also use this assistant later to re-desien a structure picture.

Destroy all atoms, bonds, etc.

To continue, click the Mext button
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8. WFIBEEZTINT D

Create Structure Picture

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 fo be built up.
©) fidd all atoms fand bonds? fram parameter list
> (5]

o

cte packing diagram

O Eill ezl range with atoms

Banes
i | | yemine | | zemin | |
Homax: | | vmae | | z-max | |
) Hone of the ahove mentioned
[ Fa@ | Sant> ] [ %7 ] [ Fet |

SENIER 22 @ T{797 . [Picture Creation 7
VALY BEVET, TIf the dataset is a
"molecular" structure | D% & C [Launch the
Picture Creation Assistant| %08, [Next|

NP LTI,

T ANA L R—=RMIOWNWTOREITZZ ZF TTHK
bV <T, [7T] RFEUVEMLET,

[Picture Creation 7 & A ¥ b OB ABH & F 5,
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T. [Destroy all atoms, bond, etc.] (ZF = v 7 &>
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[Createmolecule(s)] #®EWY, [&k~] R¥ %

LET,




9. Mt IE X DR RGN EE

Greate Structure Picture X
Additional atoms and other objects
This connects atome, completes caordination spherss or malecular fragments and crastes
polyhedra or cell edees.

[Create cell edees [“IConnect atams

[IFill coardination spheres Cycle count |1 E

Central atom elements:
[¥] Create polyhedra around
Central atom slements: si

[ Destroy existine polyhedra

[IComplete malecular fragments
[# Create broker-off bonds

Tats bagrems s o ey
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Mew Picture. ..
Title...

Guidance

Layout...
Representatian...
Adjust...

Zoom Into Area

Wiewing Direction. ..
Center of Rotation...

Crientation and Position. ..

Model and Radii,.,

Gy THEIE & FoR LT2W 2T 72 O THALKE 1+ %
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Yiewing Direction

Wigw along axis

o

[ opposite direction

‘igw along special axis

B

w0 i} 1 [ Set ]

[ Define axis

Wigw bowards plane
b, k, I |0 1] 1 Sef

Current setkings for bkl =10, 1, 0

[ 5ave view as default orientation

[pyrene eifl
MW Stucture Botue Bl | Obicts | Move  Took  prdow  Hepo
HES X ¥ | ftom Labeks...

Cut. Ctrl+x  Atom Ox
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Cony [
H8 0
H7 0

Delete Del e 0
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Select Molecule(s) N Ctrl+r
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Edit »
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Elane Throueh Atoms

Pozition | Style

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

fitam d [
THT 05wk, 05y, 142} 00224
THE" (5+x, D5y, 1+2) 0.0466
“HE" {05+, 05y, 1+2) no7e
“He" [05+x, D5y, 1+2) -00328
TH3" {05+, 05y, 1+2) -00588
"C16" {5+, 05y, T+z) -0ms3

Flane equation is ml*x + m2%y + m3%z = d {orthoeonal coordinates).

mi = 07607 d= 72048

mz2= 06195

md = -01939

3

s[f] sk A
(00000 &0300.3201
00000 2168696.35..
00000 315208551
00000 107321.04
00000 24544001..
00000 264925841
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En
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ZDEDITFRABIMEIVET,
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Mode! »
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20. 2 DHOYEHE DB ELEE L FT
[Position] # 7 OfREIX. 1 OO & [EkE. 9

Elane Throueh Atoms

restir (e ] NTOFRF RS NI REOE EIC LET,

Title: || ~

The title iz optional If not given here, default iz “Plane 17, "Plane 2°, etc. /:f\ IE[ Li\ bﬁ) D %’j—b A ct D &:EIZE@@ %B&Kﬁ l/ T%‘i
[¥] Display this plane in structure picture [/ I 5 . (StyleJ y 775‘2 Eﬁb NTC < 7”: é v Y,

Color [ '~

Tranzparency: 08 —

- Flease note that line and plane objects can only be displayed in rendering
\l) mode but not i flat mode.

I 0K ] [ Gancel




Pasition | Style
Title

The title is optional. If not given here, default is “Plane 17, “Plane 27, etc.

Digplay this plane in structure picture

Golor: [

Tranzpa Automatic
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Ohjects MDVE‘IDDE window  Help
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A Measure Angles ata brief -
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f 5 General
(& Measure Planes etc
Origin Structure 1

Calculate Angle Between Planes. .. I,
63
BOV-Ray >
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Distance(s) from Plane...
Options... I
Reset Settings... [ V=1003.83 &'

Atomic parameter

Atom Ox. Wyck. Site S.0.F. x/a 1
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24. 2 FHEF OEHEN DAY £F
Angle Between Two Planes X
Select first plane: | 1t Plane 1 v

Least-squares plane through 26 atoms ("H7", "H&", "HS", "H4",
A C1EY, "Can”, Ca, CE", e, "Ca", "', "ed", "C11",

Select second plane: | 2; Plane 2 w

Least-squares plane through 26 atoms ("H10", "H9", "HE", "HZ",
" 1R, "C14, fC13", 12", T fCa et e T e,

.] between bwo planes "Plane 1" and "Plane 2"

0.000
Distance bet®ieen planes: 3.4264 A)
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T& 25D, [Select first plane] & [Select second
plane) (2. £#Z4 [Planel] & [Plane2] %A
TLIEEW, 20X AT 07 OFERIC 2 ik oo
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