Bl 2)FA4¥YEUE: C 2013/03/31

(VESTA :Ver3.1.x, 0S:Windows7, 7574 :Internet Explorer 9.0 DIFS)
N4 HER 4 FAVYEVROLENE (F1R)I12HD TAAVEEIYYIL, [HE

EIO7AIVCREFEIEESE., [BRIZH T TREIDAVREDDEL, [Z74)L£]HY 4-Diamond,
[D7A4ILDIELE]I D cif FX 1AV THDHEFTERL., [(REFET DG BIZIETRAINT)
RV, [BREIRIVEHLT. Ao 0—FRET S,

2) VESTA Z#2E#19 5%,

3) A=a—/\—®D[File]IZ3 5 [Open]ZES &, [Open] D4 ROMEL, T7AILDIEET (5
ZIET RO D) EFEY, L TRELT:= 4-Diamond.cif 774 JLZER<,

TS50 TN TICZRTERBERDARTEIN. IOETIC (28, b 8. cEADMEETR
) ERENZADENDS (F1S58E),

REOBK:C[RF. B - BHAIE

Ei I File Edit View Obe‘ Utilities  Hel
¢ 2T bT ot A V_<_E> I ¥ sep:a50 | AL € > steopat |+ — T step0 | @
k DS:\S - S‘\e H‘Obﬁg 4-Diamond.cif | @
vy | Fre
L 3 | ‘
Q ® Sal\—anfdlr‘stlck
s | |-y
£ *) Wireframe
v = Stltk. d @
b uu:w&trl: ata
s 3
el || S ————— ®
©)
A A=a—s— File. Edit ZD A= 21— B A TS
@ KFEY—IL/N— LLEHNBY—ILHBATINS
@ TEEY—IL/N— LLEHNBY— LA AT KFEY—)L/A—LIo})
@ HARRIL BAEICRERY—IILRAU AT A TINS
® 957499 xT)F =RTEREERCEREO NNANRTIND
® TX¥ALTU7 TR THRONEBERITFRNLE., HF) TRERIND

@ STATUS(HKEE)/N\— 1 TOXFTIEHRA RTINS

:@Hi““’c T340 TI)TITRIRRAVBEBE FSVTTHE XIVADEFEICEDLE
ZRuEREBERNEET 5.



ERTHEBEEBERZT (=UH) OREIZETIZIE. KEY—IL/SA—D [CIREY (cEh A R A
Sk B)EIT . HAWNIE T AR/ R ILD [Orientation ] RFZZHRL . BIL V= [Orientation] ™
AR D[OKIRZZEHT,

UTD 4)~T7) 2, BEBEXS)—0HME (MR EVIVITEERTESNDIUT DR

miEEE (F2) /=D VESTA DEEFEETT,
=] 2-Demond. of - Windows D3 E=—= _
J7E) ~ ERIE) v EFAUE) SEAHW) - B(0) - @ @2

4) ZRATERBERIDRESDERE

S AR/ )LD [Orientation] 7R 2 %G &, [Orientation] 1 F A EAL,

« [View direction][Z#& % [Projection vector] (R8I NJL)Z . FEAED cEhA R (u:0, v:0,
w:1) Mo a8 ME (u: 1, v:0, w:0) 2, [Upward vector] (ERIENINIL) ZRNEAMED b EhA A
(h:0,k:1,1:0) 5 cEAR (h:0,k:0, 1 1) ICEETS(R3SH),

BFEERETHICE, ERLEVEFOER (FIRIX. [Projection vector] (RFEARIML) u:
[0 1DTHFRRANRYIR)EXIRATEI)VIL. 8F (HAIX, 0)ZFHIBRLI-&. FTLLVE
FPWHZIE DEF—HR—FAATNIEEL,



Orientation - 47D\am;r;;_ 7@{ @ 3

Il Praser |2 e -

@ Project along [u v w]

() Project along the normal to (h k1)

Orientation matrix

+0.000000 +1.000000 -
+0.000000
+0.000000 +0.000000
+1.000000

View direction

Projection vector Upward vector
u: 1 h: 0
vi o ki 0
w: 0 11
ok || cencel [ ppy

[Apply T RAVE T L= RTiERBERIDRENEILT S, [OKIREUFIHT &
[Orientation] V4 FOAEHL S (R4SER),

7 2-Diamond.cif - v

PET—— Gb]ecui Utilities Help | g] 4
a b ocoatb* | AW L > TP stepCras0 [ AL € DSl | + — I Steplar 10

[ Tools | Stle | Objects| 4-Diamond.cif |
Structural models

[¥] Show madels
[l Show dot surface
Style

@ Ball-and-stick
© Space-filling
© Polyhedral
© Wireframe

@ Stick

Volumetric datz

PCRSNO b ¥

Styl
@® Smooth shading
Wireframe
Dot surface

Crystal shapes Ig b
how shapes
Style
@ Unicolor

Humber of polygons and unique vertices on isosurface = 0 (D)
18 atons, 0 bonds, O polyhedra; CFU time = 73 ms

Output | Comment

FAVYEVRDIGE. B20#EREERICIFEGAEA 8 ARRINTLVSA, VESTA D#IH]
RETII=ERaHEREEERIOBEAAEN 1 ELMARTRINGEN=H. XD 5) TR EE
ERORREHEEEET D,

5) ZRtiEmBERIOR REHDER

VESTA D=RTiEREERDRREH (a8, p B, cEAARDRTEEH) (L. FEAZETIE
0<x <1, 08y <1, 0Lz ST (D REERIR) EEHTLVS,

«H ALK/ )LD [Boundary ] R A ZEH# 9 &, [Boundary] D1 FroH B, [Ranges of
fractional coordinates] (7 ZREZDEFH) . L TORRIZEE T H(BSSH),

x (max)=1—2

y (max)=1—2

z(max)=1—2



MFELEEITBICIE.EEBLEWOWEFOE BIAIEX. x (max) =[1

1DTHFRAMNRYIR) &

ROATEZ)yIL. 8F BIAE, DZHIBRLE=&, HLOEF BIZE, 2)Z2F—HR—FA

AT NIERLY,

Boundary - 4-Dlaman_ @x

| Phase 1 ] [c

- K5

Ranges of fractional coordinates

x(min) = 0
ylmin) = 0
z(min)= 0

Cutoff planes

x(max) = 2
ylmax) = 2
z(max) = 2

e for the selected atoms
New

Delete

§ Clear

Cancel || apply |

“[Applyl REV TR ERRSNDECBEDES 1 LS 8 EH (a8l b8, cEAFRICENTE
N2 S ORR)ICIEZ D, [OKIRELZEHT &[Boundary] V4R IAEL S (R6SHR)

| Tools |—‘St;\6_ Objects|

Structural models

[¥] Show models

[ Show dot surface
Style

@ Ball-and-stick
) Space-filling

() Polyhedral

1 Wireframe

() Stick

Volumetric data

IS

Show sections
Show isesurfaces
Surface coloring
Style
@ Smooth shading
Wireframe

Dot surface

Crystal shapes

Boundary..

P.'q- 4-Diamond.cif - VESTA =) ﬂ&‘
Eile Edit Vview Objects Utilities Help
a b e a*b* x| AW € » T ¥ Step) 450 | A L € > steplpe: 10 + — O Step(%: 10

4-Diamond.cif |

Humber of polygons and unique vertices on iso fa
18 atoms, 0 bonds, 0 polyhedra: CPU time = 73 ms

95 atoms. 0 bonds. 0 polvhedra: CPU time = 0 ns

Comment

Output

6) HAMRORTOEE

X6

S AR/ LD [Properties I R2 % T &, [Properties] 71 R AEEL,

- General 27 ~[Unit cell]-[Line] @ [All unit cells] (2B GIIR) DSTFARILED)vITHE,
ERTHEBSEBER DL THEA (Unit cell) (818) WNEETER TSNS (B7SH]),

- [OK]RAZF & [Properties] 74 FoMEFL S,

Z i



File Edit View Objects Utilities Help

4—D\amonc_l.c1ff T o= 7

b ¢ a*b* c*| AW € » T ¥ Step() 450 | A b € > steplpx: 10 + — O Step(%): 10
Tools | Style | Objects| | 4-Diemond.cit |
Structural models
[¥] show models
[ Show dot surface
Style
@ Ball-and-stick

() Space-filling
@ Polyhedral
1 Wireframe
() Stick

Velumetric data

PohSOo4 >

Show sections
Show isosurfaces
Surface coloring

Style

@ Smooth shading

Wireframe

Dot surface f

Crystal shapes — b
Show shapes

Style

@ Unicolor
Custom color Humber of polygons and unigque vertices on isosurface = 0 (0) =
it 18 atoms, 0 bonds, 0 polyhedra; CEU tine = 73 ns
Wireframe

95 atoms, 0 bonds. 0 polyhedra: CPU times = 0 ms

95 atoms. 0 bonds. 0 polvhedra: CPU time = 0 ms
rientation...

Output Comment

7 RFOKRES, RUEEFOEDER
S ARINRILD [Properties |7 RA 9 &, [Properties] 1R AEEL,

* Atoms X7 -[Atom style]1Z# B [Show as balls]® [Radii type D FILF O A=a—[Z &Y,
lonic (A3 Z) ZFE S,

- Atoms 27 -[Radius and color] M [Radius] () IR RSN TS HFOEMEYIATE
21)99L., BFFEIRLEZ. HLOLWBF BRI, 2)FF—HR—FANT 5L BiEToxFR
(C) EFEEMUIRETRTRT HTENHES (F8SE), [Coorl O [ [ 1R52mv &,
[BOERE]I V4R INERL [BEREB]IDHT—/ISLYMDSREFDE(BR)FEV. [OK]R
AUERTE RFOREERTHIEA RS (E8, 958,

- [OK]RAEF & [Properties] 74 KoM FHL S,

Calor: 128 3 a <N
Label
Hark ensmticman phic saes
Type: | Names of sites =
et slong 2 &
Prevew
oK Lancel || G o Dot




Eile Edit View Objects Utilities Help
a b oo oa* b* ¢*| A Y € > T ¥ StepChdso | 1 4 € > seplpo 10 1+ - = Step (%) 10
Tools | Style | Objects| 4-Diamend.cif |

Structural models
Show models
[ Show dot surface
Style
() Ball-and-stick

) Space-filling
@ Polyhedral
@) Wireframe

() Stick

Volumetric data

POl Od

| Show sections
Show isesurfaces
| Surface coloring

Style

@ Smooth shading

Wireframe
Dot surface f

Crystal shapes —> b
Show shapes

Style

@ Unicolor
Custom color Humber of polygons and unique vertices on isosurface = 0 (0)
i 18 atoms, 0 bonds, 0 polyhedra: CPU time = 73 ms
Wireframe

95 atoms. 0 bonds. 0 polvhedra: CPU time = 0 ns

95 atoms. 0 bonds. 0 polyhedra: CPU time = 0 ms F
|

Output | Comment

8) HEEORTDER
s AR/ ILD [Properties ] RA %19 &, [Properties] 71 F M EEL,

-General #7-[Unit cell]M [Do not show] DS AREEHD I T BHE ZRTFEREER
M BEATRE (Unit cell) DERRTAEAD (B105H),

- [OK]RAERF & [Properties] ™74 KoM FHL S,

File Edit View Objects Utilities Help

a b oo a* b* f*| A Y € ¥ 1 ¥ Step(): 450 |/1\ b € D stepip: 10 | + — 'O Step (%) 10

[Tools | Style | Objects] 4-Dizmond.cit | 10
Structural models

Show models
[] Show dot surface

Style
() Ball-and-stick

() Space-filling
@ Polyhedral
) Wireframe
() Stick

Volumetric data

PSSO+

| Show sections
Show isosurfaces
| Surface coloring
Style
@ Smooth shading

Wireframe

Dot surface f
Crystal shapes —> b
7] Show shapes
Style

@ Unicolor

Custom color Humber of polygons and unique vertices on isosurface = 0 (0}

18 atoms, 0 bonds, 0 polyhedra; CFU tine = 73 ms
Wireframe

95 atoms, 0 bonds. 0 polyhedra: CPU times = 0 ms

95 atoms. 0 bonds. 0 polvhedra: CPU time = 0 ms i

Output | Comment




LLITF® 9)~15) IZ, VESTA Db DEESEZDHIZERT ,
9) ZRTHRBBERDRTEH, HVICFEFORES-BOEE

- H A R/IRJLD [Boundary] R A %G & [Boundary] D1 R0 H EEL, [Ranges of
fractional coordinates] (R EZDEHE) Z LI TDHRICEETH(B115H),

x (max) =2 — 1

y (max) =2 — 1

z(max) =2 — 1
BFEZEBRITHIIE. EBLEVWHFOBEMWBIZAIE. x (max) = [2 IOTFRARRYIR)
EIXIDRTED)VIL. 8F BIZIL, 2) ZHIBRLI=&. HILLEKF BAX, HEF—FR—F
AATHIERLY,

Phase: 1 |C vJ

11

Ranges of fractional coordinates

x(min)= 0 xfmaxj= 1
y(min)= 0 ylmaxj= 1
z{min) = 0 z{maxj= 1
Cutoff planes
ki {2 0
origies (356712 B (J1

Apply symmetry operations

Calculate the best plane for the selected atoms

No. h k | d(A)
Delete
< . = b Clear
ok [ Geneel |[ Apy |

[ApplyITRAVEF T ERIRSNDELIBDOEA 8 EHS 1 EIZH S, [OKIRZLZEIRT &
[Boundary] 24> Foh LS (R125H8),

2. 3-Diamond,cif - VE (=
Eile Edit View Objects Utilities Help
a b e bk AV > THF Step (%): 45.0 | b € > Steplpi 10 + — o Steplwi 10

Tools | Style | Objects 4-Diamond.cif

Structural models |
[¥] Show models

[ Show dot surface
Style

() Ball-and-stick

12

) Space-filling
@ Polyhedral
©) Wireframe
@ Stick

Volumetric data
Sh i

PCh*SNOod

@ Smooth shading
Wireframe
Dot surface

Crystal shapes

Show shapes
Style
@ Unicolor
9% atom=, U bonds, U polyhedra; LFU time = U ms
Custom color
X 95 atoms, 0 bonds, 0 polyhedra: CPU tims = 0 ms
Wireframe
18 atoms. 0 bonds. 0 polvhedra: CPU time = 0 ns
12 atons, 0 bonds, 0 polyhedrs; CPU tine = 0 ns -

4|




S ARINRILD [Properties |7 RA 9 &, [Properties] 1K AEEL,

: Atoms #7J-[Radius and color] M [Radius] (&) ICR RSN TS HFDEMEIVATE
2199, BFFEIRLEZ. HLOLWBF BRI, 08)FF—HR—FANTHE RFOKE
SEEEFETHIENHES (B1358), [Color] D[ I:l IRV EBTE [BDFRE]VIF
DOMNEL [(BEABIDAS—/\LYMDSEFOE (BIZIE, REEZED., [OKIRAUEIRT &,
BFOBEEFTHIENEXD (B3, 1455),

- [OK]RAEF & [Properties] 74 KoM FHLS,
Cr— . B )

| General | Atoms | Bonds | Polyhedra | sosurfaces | Sections | 1 3
Material

Specular: 204 =1 204 = 204 :D Shininess (%): 20 =

Resolution Atom style

Stacks: 100 = (@) Show as balls

o e = Radii type: [Tonic -

Show as displacement ellipsoids
b o1: [0
Show principal ellipses
ith: [20
[ Hide nonbending atoms

Radius and color

Color: 128 =] 64 =] 0 ;@
Label
[] Mark enantiomorphic sites

Type: [ Mames of sites - ‘

Offset along z direction (): 1

[¥] Preview

oK I [ Cancel I [ Save as Default

A b e atbF oot | AW L > T Stepr: 50 | A d € > steplp 10 | 4 — B stepmi10

Tools | Style | Objects| 4-Diamond.cif | @1 4
Structural models I

[7] Show madels

[ Show det surface
Style

© Ball-and-stick

) Space-filling

@ Polyhedral

) Wireframe
Stick

Volumetric data
Show sections

PRS0 b7

Show isosurfaces
Surface coloring

Style

® Smooth shading

Wireframe

Dot surface f

Crystal shapes —» b
Show shapes

Style

@ Unicolor

9% atoms, U bonds, U polyhedra, UFU Lime = U ms

Custom color
) 95 atoms, 0 bonds. 0 polyhedra: CPU time = 0 ms
Wireframe

18 atoms. 0 bonds. 0 polyhedra: CPU time = 0 ms

15 atons, 0 bonds, © polshedra, CFU tine - O ne

Output | Comment

10) B ORTODESR

S ARINRILD [Properties |7 RA 9 &, [Properties] 1R A AL,



»General 27 -[Unit cell] D [Single unit cell] (BEAIRE 1 @) DS PAREUED)VITHE =
Rt REER OB AR (Unit cell) 1 EAELE TR IREINS(B1558),

[OK]IRARZET & [Properties] 94 FoMEFHL 5,

é—D\amond._c:f— VESTA
El\e Edit Wiew Objects Utilities Help
A b e aFbE k| AW L >»TF Step (%): 45.0 | P € > Steplpi 10 + — o Step(w 10
[Tools | Style | Qbjects| | 4-Dizmond.cif |
Structural models |

[¥] Show models

[ Show dot surface

Style

) Ball-and-stick
71 Space-filling

® Polyhedral

© Wireframe o o
© Stick

PO+ |

Crystal shapes I# b
Show shapes
Style

@ Unicolor

9% atons, U bonds, U polyhedra; LFU time = U ns
95 atoms, 0 bonds, 0 polyhedra: CPU time = 0 ms

18 atoms. 0 bonds. 0 polvhedra: CPU time = 0 ns

Properties... 18 atons, 0 bonds, 0 polvhedra; CPU tine = 0 ms

Output Comment

1) BEFDHFEEDRT
s AZa—/N—®D[Edit] IZ$H B [Bonds]ZFE S &, [Bonds] 4 R AEK,
*[Bonds] 94> KRBT D [New] KA ZHT,

» [Search mode] M [Search A2 bonded to A1] (A1 ITEEAB LTS A2 Z8 T ) DS AREUM
HENTWNAILEZERT S,

* [Boundary mode] @ [Do not search atoms beyond the boundary] (ER & X TRFZIESL
W DSVARIVDBEIN TS EXTHEZET D,

- [Show polyhedral (ZEAZRTY D) DFTVIRIVIAD[VIZHT,

HEBERTITD2DODEF.CECHTIIA YU AZa—[Z&LY A1:C, A2:C &BIRSNTLNVS
_EEHERT D,

FEE DRI IEEE (Min. length) R U B K IEB (Max. length) Z Min. length: 0, Max. length: 1.6 @D
BRIZ.ZEBLEWLWMFEOERT (BIZ X, Max. length: [256 ]DTFAMNRYIR)ETYIRT
EVVvOL BF BIZIX, 25) FHIBRLI-&. HTILOLKFE BRI, 1.6)% A(F2FRbA—L)
B THF—HR—FANT S,



[Applyl RAVZEIRT L DAV RDORDRIZ, EERRENADSIN=ZEN (Atom 1:C,
Atom 2:C. Min.(A) :0. Max.(A) : 1.6, Bound.: 1) D#RIZR RSN (B16S ),

Bonds - 4-Diamond.cif
| X116
Phase: 1 - [C v‘
Search bonds and atoms
Search mode Boundary mode
@ Search A2 bonded to Al ® Do not search atoms beyond the boundary
(") Search atoms bonded to A1 () Search additional atoms if Al is included in the boundary
) Search molecules () Search additional atoms recursively if either A1 or A2 is visible
[] Search by label [] Show polyhedra
AL e -] mxc «|  Min. length: 0 Max. length: 1.6
Mo, Atom1 Atom 2 Min. (&) Max. (&) Bound. P..
l QK H Cancel ” Apply ]

BEZTEBETDICIE. REDRTINET VAT VIL(RRIIDNELLGD)  BEGIEBEE
17o1=ETlApplyI R A&, BREZHIBRY BIZIF. RADRTIIETIRATYYIL (R
RINNFLLD) . [Delete]l RV EHT,

[Applyl REVER/T & T ST49IT) 7 DZRTHERIBERIZ C-C DIREENIRBEDET
RIRSIND, [OKIRZUZEZHRT E[Bonds] V4 ROMEALS (B175 ),

. 2-Diamond.cf - | LE]
File Edit View Objects Utilities Help EB 1 7
a b e at bt x| AW L ¥ TP step(h 450 N L € > Steplp: 10 |+ — ] Step (% 10

|TO0Is | Style |0mects| 4-Diamond.cif ‘

Structural rodels
[¥] Show models
[ Show dot surface
Style
() Ball-and-stick

) Space-filling
@ Polyhedral
) Wireframe
@ Stick

Volumetric data

POl O

Show sections

Show isosurfaces

Surface coloring
Style

@ Smooth shading

Wirefrarne

Dot surface

Crystal shapes I="' b i
Show shapes
Style

@ Unicolor

ld atom=. lb bond=s. U polyhedra; LFU time = 15 n= 7
Custorm color
X 18 atoms, 0 bonds. 0 polyhedra; CPU time = 0 ms
Wirefrare i
1% atom=, 16 bonds, 0 polyhedra; CPU time = 0 ms

[ Properties... ] 18 atoms. 16 bonds. 0 polvhedra: CPU time = 0 ns |

[ Boundary... ” Orientation... ]

Qutput | Comment

10



10) [RFDIRNILDERTR
HAK/NRJLD [Objects]1 BT EHYwHIT B,

[Site]D[L]1 (SRNIL)DECADFTIIRYIRERIRATOYvIL, [VIZANDE. fERtE
J_IEPI J??o)w\)b(m:;%naﬁ c)b\i%-réhé(ms%ﬂﬁ)

Flle Edit  View Ob]ects Utilities  Help. .1 8
a b oo oatr ('*lA ¥ € > T F Sepl 250 [TV €« > Step (o 10| + — =3 Step (3 10 =
mr ols | Style | Objec 4-Dismond.cif |
R BC I
i Atoms
£ Bonds
b Site (&) C |yl
B C 030 u
c 0.0 m ¥
[
I#b
1y atoms, Lb bonds, U polyhedra; LFU time = 15 ns
18 atoms. 0 bonds. 0 polyhedra: CPU time = 0 ms
18 atoms, 16 bonds, 0 polyhedra; CEU time = 0 ms |
18 atoms. 16 bonds. 0 polyhedra: CEU time = 0 ms |
I F——— ' | output [Comment

1) [RFERE. BEEH. ROBESADERT

-EEY—IILAN—DLEHIS2DED E*&%Eﬂ[@ 1GER) DREAVED)YIL. T ZT7499T
J7ROEED 1 REFPBIZIEL. TRO CEFIE)EVIvITEE BRFIZHEBONTFMN
TRIN., TFRAMTY T B STATUS (KEE) /N\—(Z[H-F D 53 22 FEAZ (451 : C (1.00000,
0.50000, 0.50000) ) BT REND(B195H),

File Edit View C\b]ects. Utiliies Help @1 9

a b oo oa* bt c*\A v £ > 1"5tp(’)45“|’T‘\1/(——>5!P(F]10 + — B oStepw: 10

Tools Suohj 4Damudf|

I

| .

I Atoms

3 Bonds

Q

e

“

p¥s

b Site r (&) Gy
e 0.80 =

> 0.80 [ E

L

TXAUT

18 atoms, 16 bonds, 0 polyhedra: CPU time = 0 ms
18 atoms. 16 bonds. 0 polyhedra: CPU tims = 0 ms

atom: 1 C C 1.00000 0.50000 0.50000 ¢ 1. 0, 0)+ -®, -y+l/2.
E+1/2 3
Occ. = 1.000 Ueg = 0,03000 82 -i3n -

C{C) 1.00000 0.50000 0.50000 Occ.=1.0008a -43m

11



CBEY—ILN—O LS5 DB D[RRI EIIVIL. TS5T49 0T THROEED 2
RFW:TRD 2 @) E9)v0T5E RFICERBOALTELARTSN, TFARIYTIZ2
[RFREIDFEE IR (5]:2.52233(3) A) BV 2 [RF D4 FEEAZ (45 : € (1.00000, 0.50000,
0.50000) . C(0.50000, 0.50000, 1.00000) ) A%, STATUS (4K R&) /N\—IZ§E S EERK (C-C) =

2. 52233(3)A NERRSNDS (B215H)

File Edit Wiew Ob]ects Utilities  Help y
A bocoak b *\ AV Y Step(=]::45.0 \ 2N e Step(px)::lﬂ | + — o Stap(%J::lﬂ ] @21
k Tooks | style | Objec 4-Diamand.cif |
I} B C I
- Atoms
& Bonds
¥
b Site r(&) G|k
B C 080 [ ]
c 080 m v
1
I=-b |
F¥R Y7
Ucc., = Ll.uUuu Ueg = u.uduuy Ha —43m
1(0-0) = 2 52233(3) &
1 CoC L1.00000 0.50000 050000 ¢ 1. 0, O)+ -x. —w+l-2. z+
I42
1 CC 0.50000 0.50000 100000 ¢ 0. 0, 1)+ —=+l-sZ, yele2, —
4 [ [ 3 Ei vmant] o R
Ke-0) = 25225300 A [ STATUS (IKHE) /\—

"BEEY—IN—O L6 DBED[AEIRIVEIIVIL. TFT49IT) THOEED 3
[FF W TED 3@ ZIBEEIZV)YITEHE RFICEBOITFARTKIN, RFREINR
BTOEAN., THERMIYTZIZIRFIERT HFEE A (il : L(C-C-C)=50.4788(0)° ) R
3 [RF D5 FEEEFZE (451 : € (0.25000, 0.25000, 0.25000) . C(1.00000, 0.50000, 0.50000) . C
(025000 0.75000, 0.75000) ) A%, STATUS (4K &E )/\—uf ﬁm\i'%-réhé(@zz,, &) o

File Edit View Ob]ects Utilities  Help qu 22
a b C1*bx¢*|Av()“"‘5tp( asu|f]\¢(——)5tp(p | 4+ — ' stepr 10 =
k Tools | Style | Objec 4-Dismond.cif |
N B C I
i Moms
q‘. Bonds
<]
I &
‘ Site r (&) o C C)
e 080 E= \ 4
c 030 el .
|
[+
1
I:rb |
TxXA YT
phl(L—lL—L) = b5U.4/58(0) deg A
i CoC 0.25000 0.25000 025000 ( 0. 0. O)+ —p+l/d, —mtl-d,
—z+1-4
1 CoC 1.00000 0.50000 050000 1. 0. O)+ —=. —y+l/2. z+
172
1 C C 025000 075000 0 75000 ( 0. 0, 0)+ yelrd, —s43ed,
z+3/4 A
|
< | Il | r Commen t
.
“phl[C-C-CJ: 504788(0) deg. Q) IN—

12



12) ZRHERIBERDEER., JEK-HE/), RUI#

EEY—ILN—D—F LD [Rotate] REALED)YIL.,. T 5T49IT)TICRIRARA 2%
BE . FSUTT5E YVROFHEICEOETCEZRTH BBERHEET S,

CEEY—ILA—D LA B4FEB D [Magnifyl R2E9) v oL, 57490 T) TR RR
AVBEBE. LTFICRSYT 5L IOADHEIZEHLE TR REBERIEX -/
T2,

FEEY—ILN—DENS3FEE D [Translate ] REED)vIL. TS5T09IITYTIZIIR
RAVAEBE FSVTT5E XIRDEEIZEOE =R REERN L ERFHT S,

13) ZREHERBEEHFHRTIOEELE
S AR/ ILD [Properties I R2 % T &, [Properties] 71 R AEEL,

- General #7-[Unit cell] M [Single unit celllMSTARELEHS) v TBHE, ZRTiEREE
X [ZEALAE (Unit cell) DEEFRZE RS 5 EMNH XKD,

General #7-[Unit cell]lIZ# B [Line style] DS AREZL D 1 DEHYwHITBHIEIZKY.
B RIB% E# (Solid lines) . B #2 (Dotted lines) . Bi#&E (Dashed lines) DWNF MM THRTRT B
EH KD, DKL [Line width] ($R18) IZ31F (]:2.0) =X —R—F A NTHETEE

HX5,

 Atoms X T -[Atom style]1Z# B [Show as balls]® [Radii type]DFILEF Y A=a—[Z &Y.
[RFDREZIFREFF X (Atomic) . 142 F1ZE (Ionic) . 77T ILT—ILAF4E (van der
Waals) DWVT NN TRRTHENHFES,

 Atoms #J-[Radius and color] DT ILEF O A= 1 —ZKYRFZEFE. [Radius] (F&E)IZR
RSN TWAHFOEMETIVRATEY)YIL. BMFZHIBRLE-Z . HLOKBFEX—HR—F
ANTBE BFOREIEFEEICERST HENH KD, £1=. [Color]IZEFEF—R—F
ANTEHQEDOOHFF. EMLIEIZHK(R) . #%(G) . F(B)ITX L. 0~255 DEHZED).
HBHWIE, [Color]D[B/LYRIRAVERT & [BDERE]I VR IHMEL [BRAREIDA
F—NLYEDLEEDRBZEY., [OKIRAVEZHTE RFORBEFEEICERETHIEAEH
k5,

BRATDTEIZEHB[OKIRAEH T &[Properties] 74 F AL S,

A= a3 —/\—D [View]IZ#H 5 [Overall Appearance] ZZ . [Overall Appearance] 94 K%
B<, [Projection] M [Perspectivel DT A RALED1)vIL . [ViewpointlZ AT/ R T HE=
RuTtEREERZE RS Az L85 (Near) M Si=FEEE (Far) EFTRETHENH KD,

‘B 4> K9 T[Depth—cueing] M [Enable depth—cueing] DF v IRV I REI)vHIT B,
=ERTHERBERDOBRITEAMICEBRTEEINTEAHES,

- TERIZ3H A [OK]IRA ZRF & [Overall Appearance] D4R 9HAEAL S,
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14) ZRaiEMmBER D[RR % (GEH)

B ARINRILD [Tools]12TEH1) w99 B, [Rotation modes] D [Drag]l DS AREAUED) Y
2L1=%. [Orientation] M 5. [Free rotation]. [Around X axis]. [Around Y axis]. & 5UL &
[Around Z axis]DWNFNMEESR, T STV I I TFRIZTIVDRARAVFZBE. FIVT T
L ERAFERBEEREZEEDOA M. XEDRY. YEDRY . HHLIEZEDFY (*) [Z[ElER
THENEED,

HARINRILD [Tools]12TH#9') w499 B, [Rotation modes] D [Animation] DA REL %
U9 dBE, [ClicklDTINA Do AZa—NEN, ZRTHEREERHIEHREREZEIRN D,
[Orientation] M 5. [Free rotation]. [Around X axis]. [Around Y axis]. &%\ & [Around Z
axis] DNVTNEESE FEDAM. XEHDOFY . YEHDFEY . HHLIIZEDEY (x) [TE
HEIERESH A EMNHES, [Rotation modes] D REFTILA D A= a—hvi5[Push] Z&E
A&, EfEERFEFS,

*) ZRTFERBER ORISR (XEh, YE, Z8) ODREIETS5T7099T) 70O (EGA, LT, E
HICHLTER) ARICENENREL., FERET /SR (28, 6B, c ) DREFIIHIGLE
W EITEER,

UL
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