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» CIF (Crystallographic Information File) (*.cif)
T ER IS ab N DIRAE 7 + —< v b
(74—~v MMIEML D THRAB)

DU IE. RAR— AR IC TERBA

« RMC (Reverse Monte Calro) format (*.cfg)
« XYZ format (*.xyz)

- Extend XYZ format (*.exyz)



RMCHAOdDcfgZ 7 M4 1L

(Version 3 format configuration file) !file created by SimpleCfg::save !
Amorphous Si

108368 95147 82 0 moves generated, tried, accepted
0 configurations saved

6256 molecules of all types

1 types of molecules [RFHF DRI
1 is the largest number of atoms in a molecule (cEDOREFEDOSEHE L L)

0 Euler angles are provided

F (box is cubic)

Defining vectors are: s, s N, s 2
25.014837 0.000000 0.000000 YIalb—=variRy s AORIR

0.000000 25.014837 0.000000 (EDfE% 2 {E L 7-EFERDOY A X)
0.000000 0.000000 25.014837

6256 molecules of type 1 — *
1 atomic sites BILHRDH

0.000000 0.000000 0.000000

-0.916030926008991 -0.990802750512793 -0.904329661680858 | #H¥TEEE
-0.852850474338590 -0.959047534271694 -0.963629176127805 | &ME[-1, +1]DIEICH B
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xyz (exyz) Z 74l

1478 : JRT 2L
2178 : CILIIR 4 X

3TT7EUE: TEY VA, 3KXTERE (Fv 47X ha—L4)

%l : a_Si_speedlellK.xyz

1024

CUB 27.35

Si 2.788743 1.869173 3.147383
Si 19.638093 18.976934 12.476961
Si 14483712 14.373929 15.995565
Si 19.837748 16.252108 16.785516
Si 14.232803 18.821367 15.456770
Si 16.397474 17.985360 16.258837
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L m bonds polyhedra cell ring cavity

select at

element:  Si &

elem. number color

1 Si 8 |

styling

Opacity : 1.00

Radius scale factor ; = 0.30
@ image/video

Save screenshot for the current frame

3D View &

si.cif, frame 1, resolution 64
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select atoms and bonds

elem.1: Si
Min: 0.0
elem 1 elem 2
1 Si Si
@
apply
styling
Opacity :

B elem.2: si o
Max: 2.220
min. @ max. @bond

0.0 2.220

default

Radius scale factor : ===

Single Color

1.00
0.075

Select

. Ibonds] &7 &R
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atoms bonds polyhedra cell ring cavity

st corter e el e 1. [polyhedral %27 DER
(2) center: s 8 e s ®& 2. [center] & laround] D&%
1 2 3. ladd] F"&rzifd
4. [apply] R"E& > zifd
3 @

add delete apply

styling
Opacity : 0.50

Color: Select |

Tetrahedral order

No : e Show
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D

atoms bonds polyhedra m ring cavity

operation

Symmetry information

Crystal system :

Space group number :

Hall symbol :

Hermann-Mauguin symbol :

Lattice parameters (angstrom, degrees)

a: 5.43070 b: 5.43070 c: 5.43070

alpha: 90.00 beta: 90.00 gamma: 90.00
Bravais lattice vectors

A: 1.0000 0.0000 0.0000

B: 0.0000 1.0000 0.0000

C: 0.0000 0.0000 1.0000

atoms bonds polyhedra % ring cavity

Super cell @

1 21 2 > apply

1.
2.

4.

~N49

N |

| 3

[cell] %7 miEiR

[operation] % 7 DEiR
3. R—/N—t DY A X% EFER

lapply] RE v %Z#

DZHEELHAIRLE SN (5

—g—

EHRTE)

N—=RILDREISFTEICRREI N L,
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cif 7 7 4 LD b Supercell 7 — 2 DERL

pythonDase/Xw r— % (ER L TTZ 5,
https://wiki.fysik.dtu.dk/ase/

BEE/\yTr—IDA4 vik—~

from ase.io import read, write

cif 7 7 1)L D F A H
struct = read('../data_struct/cif/si.cif')

2x2x2MD A —)\—1 JLDIERR & 1R 77

write('..

/data_struct/cif_supercell/si222.cif',struct*(2,2,2))

3x3Xx3D A—/\—)LDER & 177

write('..

/data_struct/cif_supercell/si333.cif',structx(3,3,3))
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[crystal] — [si22.cif] ZR<

[angle] 247 ® [Show Graph]

ZTd [Calculate] R %L
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®
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@
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—
> 0.6
far
)
c
]
-
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04r
0.2
®
0.0 L 1 1 1 1 L L L
0 20 40 60 80 100 120 140 160 180
angle (°)
@ si222.cif, frame 1, resolution 64
Elements:elem.1: Si e center elem.: Si elem.2: Si
Number of division: 100 2 Sine normalize Plot Xrange: 0.00 - 180.00 Yrange: 0.00 - 116 Auto
@ Calculate Plot Save Image Export Data
Angle Histograms e

si222.cif, frame 1, resolution 64
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2. [ring] 27 DEFE4R

3. UV DEEZEAT, [Calculate] RZ > %7

file  edit view statistics pdf  angle m cavity file  edit view statistics pdf angle m cavity
ring @ ring

Rings Summary of all rings
Ring 1
Ring 2 number of rings: 432
Ring 3
Ring 4
Ring 5
Ring 6
Ring 7
Ring 8
Ring 9
Ring 10
Ring 11
Ring 12
Ring 13
Ring 14
ring calculation types Ring 15
O Guttman King Primitive cut off : Ring 16
Ring 17
Calculate Ring 18

Ring 19

ring calculation types

O Guttman King Primitive cut off :

Calculate
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2. [ring]l 27T, V7 &&ERT S

® @

B4 09 % ~ @ G

3D View

SOVA

file

Rings

Ring 1
Ring 2
Ring 3
Ring 4
Ring 5
Ring 6
Ring 7
Ring 8
Ring 9
Ring 10
Ring 11
Ring 12
Ring 13
Ring 14

edit

ring calculation types

O Guttman

INFO

King

view statistics pdf angle cavity

ring
Ring 2

bonded atoms
Atom 91

Atom 93
Atom 92
Atom 95
Atom 162
Atom 96

Primitive cut off :

Calculate
image/video

Save screenshot for the current frame

si333.cif, frame 1, resolution 64
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[Ring H |stogra mJ ZER

Angle Histograms

432 B
3 N ring
400 -
300 -
2
c
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S
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0
6
The number of atoms
Guttman type ring caluculation
Show Number Ring number Number of Bins: Range: -

Plot Save Image Export Data

Ring Histograms




VTR (e, EHR) O9%H

Ring number | 1. [Ring number] AIC.
Show Number RIS ) Number of Bins: 1C - .
Roughness | RoundneSSJ (-)'.L g )
— Roughness] %#&EIRT 3 %,

2. PDORTRZF7ICTE S,

432 432

N roundness |
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300 | 300 |
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=
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8
200 200
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L. 0 0 0 0 0 0 0 0 0 L. 0 0 0 0 0 0 0 0
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resolution: *© 64
dataset = surface center frames
si333.cif X X 1

calculate surface based cavities
calculate center based cavities
calculate gyration tensor parameters
overwrite existing results

cavity

-

Si

Calculate

Fixed Radius:

Custom:

Covalent Radius

111

Save as Preset

pdf angle ring

2.8

Cutoff Radius

1. ZEENTFIA—R%EZRTET S
2. [Calculate] %39

5] : Fixed Radius = 2.2
resolution = 128
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Intensity

TIRD ST !

1. E FDA=2—7T [Cavity Histograms] % &R
2. RRLTEWEHZZFEIRL T, [Plot] RE2 &7

si333.cif, frame 1, resolution 64, 56.7% cavities (surface-based), 48.0% cavities (center-based), 0.2% cavities (domains)

VASELEREEER ORIk © Cavity Volume  Surface Area 3 Weighted Histogram Number of Bins: 20
Center-based Cavities
Cavity Domains Save Image Export Data
Cavity Histograms
2500 B Surface-based Cavities B Center-based Cavities B Cavity Domains
2000 | 2.5}
1750
2000 |
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1500
1500 1250 F
z 215f
‘@ @
g 8
£ 1000 - £
1000}
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@ pdf
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@ paral @ partal S0 3. [Show Graph| R& »%if¥

Neutron S(Q) Neutron g(r)
X-ray S(Q)
G(r) T(r)
N(r)
dr:  0.05 dg:  0.05
Q min: 0.3 Q max: 25.0

Show Graph
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Elements: | Si

Pair Distribution Functions

 Partial g(r)
Partial S(Q)
Neutron S(Q)
Neutron g(r)
X-ray S(Q)
I G(n)

T(r)

N(r)

<>
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2. A=a2—® [Tools] — [Diff. graphl
€ SOVA File Edit View Tools Help aERT S,

_ <1l Diff. graph D ' 3. HSE L T" L‘*ﬁ‘ ﬁ**ﬁ%%%‘ﬂﬁ L <
[Apply!] F % /’3: g

@ @ Difference Graph

7 a_Si_speed1e11K.xyz' 7partialg(r)
a_Si_MDRMC.cfg partial S(Q)

Neutron S(Q)
Neutron g(r) —— a_Si_speedlellK.xyz
e [ —— a_Si_MDRMC.cfg
G(r)
T(r)
N(r) 0.5
Angles é‘
RINGs B
Polyhedra 9 0.0
c
-0.5
~1.0p
5 10 15 20 25
0 (A™~-1)
Plot X range: 0.30 - 25.00 Y range: -1.24 - 133 Auto
Apply Reset Plot Save Image Export Data

Close
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