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MEtRIRIZ B W, ERMEOBREIRHBK P DR ZIFET —<ThH S, LrLEDS, &
¥ o R0 H BLRIEE, FEHETIE [, METE B, 6], [7] < S5WVWTHY, KEDRW. ZL
T, WINOHEREBEIZBWTEH/IMERIZNT 2 ERMEORMEDIIRIZIZE A LR Y7 570,

AKFEIZBWT, IMERDGEIZEL TRETIOBIE» S DFELE2ITH. I ¥a—X¥Ia
V=23 it K DIRD 4 DOMEME R, DF 0, BEAREE, HARE, Jarque Bera it H,
Shapiro-Wilk #i5t2DOMH 125 HE L, TOLKEITS. o, eI AT L UTR 2H
W5,

2 AvEa1—4%9vIal—YaviE
2.1 IERMOBREDERNIL

BREAHED o O L =D ESMORE L IE, ERHMGONGERE 0(1), 5AGNEKES n O
BEARDGE S DR E Fo) £ 5L &,

Hy : amaeR;Fuq:@<$;“>omeR)

H, - W@aéRHzER:F@O#@(x;M)
THhd. TIT, WWiEE H) Db & TOREME R T =T(X, X, ..., X,) OEHEZ R, &7
SE, 2 MOEHMEER g LTI 148 1

B=Pr{T ¢ Ry | Hi}, 1—pF=Pr{T"€R,| H}

Thbd. b, MEMEIE T & U TEAREE, BARRE, JarqueBera #i51&E, Shapiro-Wilk #%
HEEZEZEZDLN, TNOSDOEHRIL22HITEHEZS.

SISTAREL Hy @ DAEBIE F(x) CBIL TR, 23 HiThRBA0MEE RS, L X, H © F(x)
DEMARIZEZ SN2 LTEH, TOEHEETD T DMK T DBFHRENESND Z L I3
ThHO, EMER B, 11— DEZRDZZ L IZUIEVIERED LS. 2D & D BRIGEITERN T
MEVTHNOIEIZ L DBUEELTH 5.
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2.2 ERWROREMRETE
REZ n OFEAR (X, Xo, .., X)) IR L, AT, r ERE—AV b

m;%zx&—mrozm (1)

GEHTS. £EL, X KAV X =3 X ThE. ¥ b, MATE, MARELTH
1=1
IR, 4 UHAT—A > FORELE LT,

Y/ L T A (2)
mg/ 2 m%

TEHTD. BB, Hy Db LT /by \FHHEHZ N(0,6/n) IZHE, by IXEHIMIZ N(3,24/n) 12
WD, 51z, ERUEUOEEZHBRBLUZOM, /b 1Zxd % D’Agostino DFEH [2] T (7, T
x9) Y, by ITHT % Anscombe-Glynn D#ER [1] T (Z, TEY) »5. Jarque—Bera #iat

2 ,
Jzn{(\/bl) +(52—3)2} (3)

6 24
TEHRINDIMEETHS. BH, ZOMEIEIX Pearson Y AT LD H & TD Lagrange FHIRE
MEHEDE UCEHINZMHEARTH D, Hy Db & THHLMIZ x2 1Z/ED.
Shapiro-Wilk &2 [3] OMEMETE W 1%,

( 2": bm‘X(i)) i
- = (@)

DX - X)?

i=1

5. 22T, Xy <X < ... < Xy JIEFREAETH Y, T by 1I2D2WTIE 4] 22
L.

w

T
D

(v &t

2.3 WI{RERDD TR

SR Hy DaAie LT, —O U(0,1), R— X434 Beta(2,2), Beta(2,4), BV AT v
2 4346 Logis(0,1), 7 7F A434f Laplace(0,1), 7V <5346 G(2,2), AFa—T> bD t i ts D
TEYDGEEFEAD. BB, INORREEEEIZILIVR L OIS ITHENITINS.

24 R ICDOWT

FAWBRRERETBDTRTH R Oy r—I UTRE‘EINTWS. BTFIZZENS O G %R
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F 1 N ERT OMOEE L REIZLDGH87)

F—A | EEEREDOH X SEARER D I3 AT

A [ VB =0, B, <3| Beta(2,2), U(0,1)

B VB =0, By >3 | Logis(0,1), Laplace(0, 1), t5

C VB #0, By <3| Beta(2,4)

D |V #£0, f>3|G@22)
EAREE /by (2) ... skewness (moments)
FEARRE by (2) ...kurtosis (moments)
D’Agostino O IEHT{E Zy ...agostino.test (moments)
Anscombe-Glynn O EFUELL  Z, ... anscombe.test (moments)
Jarque-Bera M€ J (3) ... jarque.test (moments)
Shapiro-Wilk #xE W (4) ... shapiro.test

3 YIal—YaviER

VIal—vavEEFTLIRODNTIA—RIIRMDEBY THD. EEKEIZ o =0.05 FEAR
DREZXIEn=28,09, 10, 15, 20, 25, 30, #EOLERUEHITZ N =10* TH 3.

BRHESTOFFRERE2ER 21TRT. 2, H :NO,1),n=8DLED W O 5 Thd&
X, W OBRHEIIN5x102 THDZ a2 RT. Wiz EELZE &, n ODMEIZK 2BHETID
ZALZRUTZONK 2 26 K8 THD.

F 2D N(0,1) DITIEEH 1| MOBRMERDOFRMERTH D, £/, n 2EE, o 2HtEe Uk
TI7I7DH 1 TH5. TRTOMEFEFEIZE VT a=0.05 ZEERZER L TW5.

HRIZUZMEMFEDOTRTIZEWT, RENIEZZARIZELS RV, ZOZ ik FHAED T
HY, PIIOVERAOKREIPNITELZLDERNTHS. LELLERVS, F—A D IXZoOMoD
=202 U CHHE IR I E D (2, 13BRS) ZEIRRETRETH .

r—2 AT, Z,, W DIEIZREADEN. 77— B T, ENbRENIZMEWD, J, W D
IS Le i cdh b, 77— A C Tk, W BSMNIMHEIIEE</EW. 77— A D TiE, W, J,
7, DIEIZ LLE AT E .

EROIMEREZRET DL, RIEVEIDUREREREZAVZL. LrLEDS, FIZX, /5
M OIERFRE (VB # 0) DIHH S DRGAITIE, 72 ZMERTE, W, J, Z, mEDREEFEFTT
LR, BRHEITOBIED ST K E2EIZR S .
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F 2: ) (x1072)
H n W Zy Zy J n W J
NO,1) 8 5 6 4 5 20 5 5
U(0,1) T4 4 2 20 0
Beta(2,2) 4 4 4 3 5 0
Logis(0, 1) 7 8 5 9 12
Laplace(0, 1) 13 12 9 15 26
ts 10 9 7 11 18
Gamma/(2, 2) 18 13 9 16 52
Beta(2,4) 6 5 4 5 12
NO,1) 9 5 5 4 5 25 5
U(0,1) T4 4 2 29
Beta(2,2) 5 4 3 2 6
Logis(0, 1) 8 8 6 9 13
Laplace(0, 1) 14 13 10 16 31
ts 10 10 8 12 22
Gamma(2, 2) 22 16 11 19 66
Beta(2,4) 6 5 4 5 16
NO,1) 10 5 5 4 5 30 5
U(0,1) 8 4 4 2 38
Beta(2,2) 4 4 4 2 8
Logis(0, 1) 8§ 8 6 10 15
Laplace(0, 1) 15 13 11 18 35
ts 11 11 9 13 25
Gamma(2, 2) 24 17 11 21 75
Beta(2, 4) 7 5 4 5 19
N(O,1) 15 6 5 5
U(0,1) 13 4 10 1
Beta(2,2) 5 4 5
Logis(0, 1) 10 10 8 13
Laplace(0, 1) 21 18 15 24
ts 16 15 12 19
Gamma(2, 2) 39 27 15 31
Beta(2, 4) 9 5 5 6
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B FELESE S X T A eduDV D% (1 0)

BoR 5o (R IR RS BT L2
A& el (R LERRL RS JEH Ehak )

1. IXL®IT

BERS THGEFHE S AT A eduDV & BHZE[1], 0 L[2], GUI TOENMEEZFBI3,4], =5 IZBARZKE
F[5-13], wFR O 7 1 7T 56— [14], ~==T/V[15], #L[16], ZE[17, 1812 AL TV 5.

eduDV, BLOREEMEE, B« BEESEO =7 —# alfifk7' 1 7 Z & VESTA %5 A72“DV-Xa
HED T DI A AEEREL 4, 17, 18]1%, eduDV[1-18], DV-Xaik[17-32], HHITT 1 #[33], DV-Xaikit
BLSCHRERBE[34], VESTA[35, 36]0 DA STV, HE - M TIIEET BT 1 ¥ DHhv
2T U7, EELEENICHEL TV D FAEDT (FRARED/ N a2 CREDHTPERT 256
tH OK) WCWEHBATT 4 X7V —HIE (THTIv 7 7V—BAN-THTIv 77V —HK) BH5) +
NTCOBRBEAWET L2 LncE 5. ML EERLIEE o Z —OFAEFEEHH Y 203 T
eduDV, DV-Xait, HMNTT 1 %, DV-XAdEFHRSREREE, VESTA 234 A b—/L 3Tk Y, Ak
¥, B, EEEE, ALY, & bRl oEs - EE CIEHATE 5.

ZHIET eduDV THETE 20 11F, L2 AL, 7o FHuEF AR HETE 2T 2 00
HTHoOTN, WEEE, RPMEORNGT% eduDV IICEERT 5 515, T7hb b T — 4 _X—A LY
B2 T OJRT-RIEEE - AEZLEOREHRNS Z 17503712 ER L, Open Babel[38]1C L Y gzmat ERX % xyz
AU, xyz2f01 IZ XV xyz HXAE 01 HFXCEH L, 01 7 7 1 L% eduDV I8 ERT D 71EE Bt
L72[13]. AFEIXZOFIEICE Y, B&GET S b5 JERER M [39] 0% 16.2 [HLfAR TS K OMERE > D%
EEH B I TWDLEMD H 6, FHED RNy T% eduDV ICHASAATE O THET 5.

2. BARERE
Windows / — kXY =2 (hp ENVY, CPU: Intel Core 17-4510U, 2.60 GHz, RAM: 16.0 GB, OS:
Windows 10, 64-bit) (Z Open Watcom Fortran77 compiler (V2)[40]% 1 > A b —)L L= BREE & -,

3. {LFER EaliE 0 & 16.2

AT 5 AL AR FERER T[39]00 % 16.2 [H{KT L OMEK Y+ O EER] IcE#liSh TW o LEaw
X223 HHCTH L. ZNb 223FHADLEME, TOHTORT L2 RBECEIELLE. £D5 174 eduDV
D7 —2 HEIAJIKRE [Auto-eduDV] [8iC, J CTIZHEKF A TH D bR Lic. 7Zods, Dfie L)
BT ORI, CRIFCBRT 20 FAEEN TS,

1.Den  BOy [KBER] COy [BEk#5] CSy [8ki%] OWES: I}
CaBry [K##k] CaCl, [FKE#] CdBr, [FK&#] CdClL, [KEs]
cdl, (K] HeCly [%8ki%] Cgly [FKE##] KrFy [BkiE]
N [KE#H] XeF, [Z8ki5] ZnBry [KB4%7] InCh [ K% ##]

*Corresponding author: [i] [Li {7 4k X BEAKHT 1-1, gsakane@chem.ous.ac.jp
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2. Cov

3.C

4.Cyy

5. Csy

6. Cyy

7. Do

8. Diq

BCIO [F&4r]
BHO [F5ir]
CsOH [FK&#r]
HCNO [ %85 ]
NoO [REER]

SCSe [K##r]

H,0, [FK5sr]
O:F, [KER]

BRH [KE#]
COF, [FK&##]
GeCly [%&x%]
H,S [ X654 ]
NO.CI [K###]
PF, [FKE#k]
SCl, [%&k#]
SOClL [FKE##]
SiF, [k

AsBr; [ %&%35]
Asly [ Bk
CCIFs [K&#k]
GeBrH; [FK&#%]
LuCly [%$ki%]
PBr; [%&ki%]
POCly [K&4#%]
SbCly [ & dRkiE ]
SiCIH; [&&##]
SiHsl [K#&#k]

BrFs [FKE#7]
WF,O [KEERk]

ALCls [FB#ER]

Ge:He [REER]
SixHe [FK7]

BCIS [K&#]
BHS [K&#k]
FCN [k ]
ICN [KE#w]
OCS [K&#r]
SCTe [K¥#k]

H.S0s [KEER]
SoBry [FKR]

BrFs [FKBER]
CIF; [K¥#R]
GeF [%6£35]
NF, [KE#ER]
NOF [KE##]
PH, [FK&#k]
SF, [%ki%]
SOsFy [HKE ]
SibHy [FKrsr]

AsCly [ %8k ]
BH3NH3 [K&##]
CCLF [K&#k]
GeClHs [KE#-]
NCl; [k ]
PCl; [ BERIE ]
POFs [KE##]
SbH; [2&kik]
SiFH; [K#&%%]
VCLO [K&E#]

IFs [RE#ER]

B.He [ KB #ER]

Ses (KB ER]

BFH" [FKB4r]
BrCN [ %k ]
HCN [ 2435 ]
KOH [K¥#k]
OCSe [K&#k]

H»S, [FKE##-]
S:Cl [FRE#k]

COBr, [#K&##]
ClO, [%gRkik]
HO [Z§ki]
NH, [K###]
OF, [%&ki]
PO, [FKu##]
SOFs [ #x]
$20, [KB47]

AsF; [R5 ]
BiBr; [%&ki%]
CFsl [KE##]
GeFHs [FK#&%k]
NF; [B8ki]
PF; [B$ki%]
Prl; [k
SiBFs [A&4#%]
SiFsH [K84%k]

MoCLO [KE#]

LixCl, [RE#ER]

SixCle [FKBER]

BFO [K##k]
CICN [ 2435 ]
HNC [K##7]
NoH* [RBER]
RbOH [A5%#]

NoHy (KB #R]

COClL [K##r]
CLO [%&ki%]
H,O" [K & 7]
NO, [ &%)
0 [ B8]

PbCl, [ E#7]
SO, [X§ki%]
SeO, [k ]

AsH; [ B &% ]
BiCls [ B 8ki% ]
Gdls [%&ki%]
H;O" (K& 7]
NH; [k ]
PH; [ 28k ]
ReClOs [B6k4]
SiBH; [A&%7]
SiH; [FKE#k]

WCIFs [8%%7]

N2Os [ X534 ]

SixFe [RBER]



9. D4

10. D3

11. Dan

12. Ty

13. On

4. BT HHERL (CEET)

KFRPED 720

Ss [FKEsr]

BBr; [28ki]
B;H3:0; [A##R]
Gal; [K¥#]
PEs [Rx##]

XeFy [FBEk]

CBry [ %8541
GeCly [%ER%])
0sO4 [ 28]
SiCly [%837%]
SnHy [%&ki%]
TiCly [ 287 ]
ZrFy [BERA]

Cr(CO)s [%§ki)
NpFs [%B6k75]
SFe [BEk%5]
W(CO)s [2ki%]

FOH [ &4#k]
HNCS [K#4¢]
HNSO [##4##]
NCIH, [F&#Er]
NHoNO, [FKEE-]
NSCl [A&#]
S(SiHa), [K&#R]
SeOF, [KB#k]

BCly [%:43%]
B:HeBs [K&#~]
Hs" [RE#ER]
SOs [FKE#k]

CCly [%8ki%])
GeHs [283%]
Py [KEER]
SiFs [ X&)
ThCly [ %k ]
VCly [BEkiE]

ItFe [ B8]
OsFs [ g% ]
SeFs [ % &%k
WFs [ Ek]

BF,0OH [K#4#%]
FO, [FKE#R]
HNO [K&#]
NF.CN [ E 8]
NH.OH [A&4##]
NoOs [FREER]
S0 [KE#Ek]

ST (CREFCBET20T725T) 1L 32 ETH-T-.

BEH S FHER Y AT LeduDVORHZE (10) 13

BF; [%&ki%]
Fe(CO)s [KRE#]
NbCls [KE#z]
SeOs [KE#k]

CFs [B8%5]
HfCl, [287]
PsOs [KE#R]
SiHs [285ki%]
ThF,y [28k%]
XeOs [EKA]

Mo(CO)s [H§Ri%]
PuFs [%6%%5]
UFs [ B8]
XeFs [FK8#%]

COCIF [Fu#k]
FSO [K#&#k]
HNO, [FKBER]
HO, [FKE#k]
NH.CN [KE47]
NOCI [K##k]
O(SiHs), [F&##]
SOClL, [K¥#k]

Bls [Xkgki%]
GaF; [K&r]
PCls [K&#R]
VFs [KBa]

GeBry [B50%]
Ni(COy [ERiakst]
RuF, [# k5]
SnCly [ &35 ]
TiBrs [ 2875 ]
ZrCly [ 2887 ]

MoFs [ 2 g% ]
ReFs [ % $%i%]
V(CO)s [PEgRA]

CIOH [#&##]
HNCO [FEsd]
HNO; [KE47]
HSO [A&4#%]
NHaF [ 847]
NOF [K##k]
P.Fy [KE#HE]
SOF, [#&4#%]

AENZZ D5, () v T

> (isocyanic acid, HNCO, CAS[75-18-3]), (2)-f Y F4 7 > [ (isothiocyanic acid, HNCS, CAS[3129-60-6]),
(3)= k 2% /L (nitroxyl, HNO, CAS[14332-28-6]), (4)TLA(nitrous acid, HNO,, CAS[7782-77-6]), (5)fi§lik
(nitric acid, HNO3, CAS[7697-37-2]), (6)7 {7k #(hydrogen azide, HNs, CAS[7782-79-8]), (7)t Kr- L4
X 3L 7 ¥ J1 /U(hydroperoxyl radical, HO,, CAS[3170-83-0]), (8)F / Z 17 7 X > (monochloramine, NCIH,,
CAS[10599-90-3]), (9)t Fm /L7 I i (hydroxylamine, NH2OH, CAS[7803-49-8]), (10)#i{k= h 1L
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(nitrosyl chloride, NOCI, CAS[2696-92-6]), (11)7 »{t.= I & I/ /L(nitrosyl fluoride, NOF, CAS[7789-25-5]),
(12)=F&{k 25 F(dinitrogen trioxide, N2O3;, CAS[10544-73-7]), (13)— &k —Hi #E(disulfur monoxide, S0,
CAS[20901-21-7])% eduDV 2Bk T 5. 26 1I3FEHOS T IEIWTI S CoREEIZE L TWD 2, SR

KEFRIEIE 2 8 13712 eduDV Tor FHLIERTHR

4. 01 DERR

%

TH528LE7%.

L AR B3INC R S T D oy F O E S (57T BE - /4 L o) 7206 ZATHIB37 12 1k L7z,

D%, Open Babel[38] T gzmat FH: % xyz HIUTEHE, xyz2f01 T xyz HF:\4 01 FUEH L 7Z.

4-1. A Y 7 B(isocyanic acid, HNCO, CAS[75-18-3])
A VT (K1) OEERE, R1LIRTHEY THD.

=9
/

H—N

H1. 1YLT7V0R

OIFHIZHLT RS VXR)

1. 1VIT7UVBOBEERK

N—H 0.995 A
N—C 1.214 A
C—0 1.166 A
ZHNC 124 °
ZNCO 173 °

AT UBBED ZATHNER 21T, xyz 7 7 ANV &K 3T, 01 77 A L& 41Z, VESTA Wi %X 512

1140

2

3(N 0. 00000
4/C 1. 21400
50 2.371131
6/H —0. 55640

isocyanic acid #eduDV (Genta Sakane, Okayama Univ. Sci.)!
0. 00000
0. 00000
0. 00000
0. 00000

B3. 1YV TFUBOXyz 72741

R
1|#CSJ, Handbook of Chemistry: Pure Chemistry, 5th ed. maruzen 2004. |
2(L
3|isocyanic acid #eduDV (Genta Sakane, Okayama Univ. Sci.)!
4|1
510 10
6|N.
7C 1 ril
80 2 r2 1 all
9H 1 r3 2 a2 3 a3l
10|Variables: |
11r1= 1.2140
12|r2= 1.166.
13|r3= 0.995.
14|al= 173!
15|a2= 1241
16|a3= 1801
17])
B2. 41VI7 B0 LTS
1l zZ[INel] x I Y [l Z L
2 1 1 0.00000 0.00000 0.00000.
3 6 2 1.21400 0.00000 0.00000.
4 8 3 2.37131  0.00000 0.14210.
5 1 4 -0.55640 0.00000 -0.82489.
6 !
7/INEQ]| CHG ||lu/Dll RD || VD | 10
8 !
9 0 Unit (0: Angstrom 1: Atomic).
10 0 Spin (0: Non-spin 1: Spin ).
11 0 M.P. (0: No 1: Yes )l
12| 10000 Sample point (<100000, = 0 Autoset).

& FO1-VESTA
Fle it View Objects Ubiies W
abca b
R o e On
Structural models
- [AShow models
) Show dot surfac:
+ S
Q ®sukangs
Space-tiling
& Oropes
£ Wiretrame
v ) stick
Ps Votumer
Sty
Crysal shapes
Style
Propemes.

ew
DL 6O P n0]t e o) | = pon]d
o1

- -

B4. 41VVT7UBDT01 2741

5. 41V 7 B VESTA Eig



BEH Y TS 27 L eduDVOBRYE (10)

4-2. A Y FZ T B (isothiocyanic acid, HNCS, CAS[3129-60-6])
AYFALT B (M6) OWMEERIT, K27 THY THS.
2. AVYFFLT7UBOBETER

C/S N—H 0.993 A

/ N—C 1.207 A

H—N Cc—S 1.567 A
H6. {VFALT7UB ZHNC 132°
(SIFHIZHLTFSVR) ZNCS 174 °

AFHTT UBD ZATANEKTIZ, xyz 7 7 A V&K 812, 01 77 A V&KX 912, VESTA Hit%
X1 0(ZmRT.

1|#CSJ, Handbook of Chemistry: Pure Chemistry, 5th ed. maruzen 2004. | I
2|1 l
3|isothiocyanic acid #eduDV(Genta Sakane, Okayama Univ. Sci.). 2| isothiocyanic acid #eduDV (Genta Sakane, Okayama Univ. Sci.).
4|1 3(N 0. 00000 0. 00000 0. 00000,
g ﬁL W 4/c 1.20700 0. 00000 0. 00000
26 1 58 2.76542 0. 00000 0. 163801
8ls 2 r2 1 alL 6/H —0. 66445 0. 00000 —0. 737941
9H 1 r3 2 a2 3 a3l _ .
10{Variables: | 8 4‘/9"2‘“/7‘/@0) Xyz 77’{}14
11|r1= 1.207)
12 rr‘2= 1.567.)
13{r3= 0.993.
14|al= 1741
15| a2= 1321 A g
18a3= 1804 1 b ca b DtE AL Imo[m]t b e[ |+ = K]
E7. 1VFALT IR0 L5 f ==
Q ® Ball-snd
1z IINeQll X [I Y [ zZ |1 Vo | ora
2 7 1 0.00000 0.00000 0.00000. é e
3 6 2 1.20700 0.00000 0.00000. Pl
4 16 3 2.76542 0.00000 0.16380. v
5 1 4 -0.66445 0.00000 -0.73794. e
6 4
7/INEQ|]] CHG ||lu/D]] RD || VD | 1. Frocpae
8 ) "
9 0 Unit (0: Angstrom 1: Atomic)!
10 0 Spin (0: Non-spin 1: Spin )l
11 0 M.P. (0: No 1: Yes )l
12/ 10000 Sample point (<100000, = 0 Autoset)!

9. AYFFLTPUBD I 274 B10. 41 YFALT7 BB VESTA Eig
4-3. = k&% 3 /l(nitroxyl, HNO, CAS[14332-28-6])
=hfrXior (X1 1) OEEET, R3IRTHEY THD.
£3. —FOFVILOEEER

O N—H 1.063 A
/ N—O 1.212 A
H—N ZHNO 108.6 °

H11. —raFo0




16 FLFRRIC S LR 4 — fFZEEE405 (2019.3)

=haxD 21 EK 1 212, xyz 7 7 AVEX 1 312, 01 77 A L% 1 412, VESTA HEifg%

X1 52577

1/#CSJ, Handbook of Chemistry: Pure Chemistry, 5th ed. maruzen 2004. |
200
3|nitroxyl #eduDV(Genta Sakane, Okayama Univ. Sci.).

4|
5(0 1.
6|HL
7N 1 ril

8(0 2 r2 1 all
9|Variables: |
10|r1= 1.063.
11r2=1.2121
12|al= 108.6.

1311

E12. —rAFIILDLTH

trzIINeall x I Y I 2 [

2 1 1 0.00000 0.00000 0.00000.

3 7 2 1.06300 0.00000 0.00000.

4 8 3 1.44958 0.00000 1.14870.

5 1)
6/|INEQ]] CHG |lu/Dl] RD || VD | 1l
7 1)
8 0 Unit (0: Angstrom 1: Atomic)!

9 0 Spin (0: Non-spin 1: Spin ).
10 0 M. P. (0: No 1: Yes )l
11| 7500 Sample point (100000, = 0 Autoset)!

1130
2|nitroxyl #eduDV(Genta Sakane, Okayama Univ. Sci.)!
3|H 0. 00000 0. 00000 0.00000.
4|N 1. 06300 0. 00000 0. 00000.
5/0 1. 44958 0. 00000 1. 148701
B13. —rAFVILD XYz TF7A I
RTI T N L e m
B
£, 4 Show modets
“. [;]"S:wm;mx
Q ia-us».as
8 | | Croonese
B | (o=
v
g S

Rookey: || Qtmtees ww:s:-mvml

E14. —FOXILOf01 27400

4-4. FEREM(nitrous acid, HNO,, CAS[7782-77-6])

B15. = rAXIILO VESTA EfR

HEEEIL s — N T A, s —VAEO _FERH S (K1 6). Zo60EERIE, £4I1T-38Y

ThHD.

0.
N
SN—O,
H

s—hI VR
Bl16. BN

0.
AN P
“N—O,

s— AT

H

R4, HHEROMEEHR

s—hFUAE | sV AE

Or—H 0.947A | 0.975A
N—Op 1441 A | 1.397 A
N—O. 1173 A | 1.190 A
Z0ONOp | 1105° 1135°
ZNOpH 102.1° 104.4 °

s— 7 U AROHMEED ZATH K 1 712, s— AEOHEEED 21751%X 1 8 IZ/7~ 7.

[T]#CSJ, Handbook of Chemistry: Pure Chemistry, 5th ed. maruzen 2004. 1 1/#CSJ, Handbook of Chemistry: Pure Chemistry, 5th ed. maruzen 2004. |
201 2(1

3|nitrous acid(s-trans) #eduDV(Genta Sakane, Okayama Univ. Sci.)! 3|nitrous acid(s—cis) #eduDV(Genta Sakane, Okayama Univ. Sci.)l
4|l 4|

50 1. 50 10

6(NL 6(N.

70 1 ril 70 1 ril

8H 2 r2 1 all 8H 2 r2 1 all

9/0 1 r3 2 a2 3 a3l 90 1 r3 2 a2 3 a3l

10|Variables: | 10|Variables: |

11r1= 1.4410 11(r1= 1.3970

12|r2= 0.947. 12{r2= 0.975.

13(r3= 1.173. 13|r3= 1.190.

14]al= 102. 11 14|al= 104. 4.

15/a2= 110.5L 15|a2= 113.51

16|a3= 180. 16|a3= 0l

17]1 171

B17. s—-FSYURABOEHERD Z 175

B18. s—YAEDOEHERD Z 175



BEH S FHER Y AT LeduDVORHZE (10) 17

s—F T VA OMEIED xyz 7 7 A NV EK 1 912, s ATEOHIHIED xyz 7 7 A V&K 2 01277

1140 1140

2|nitrous acid(s-trans) #eduDV(Genta Sakane, Okayama Univ. Sci.).| 2|nitrous acid(s—cis) #eduDV(Genta Sakane, Okayama Univ. Sci.)l
3IN 0. 00000 0. 00000 0. 00000. 3IN 0. 00000 0. 00000 0. 00000

4|0 1.44100 0. 00000 0. 00000 4|0 1.39700 0. 00000 0. 00000

5H 1. 63951 0. 00000 0. 92596 5(H 1. 63947 0. 00000 0. 94437

6/0 -0.41079 0. 00000 -1.098721 6/0 -0. 47451 0. 00000 1.091301

B19. s-FSURAEDOEHBD xyz 774/ 1L
s— T U AROHMEED 01 77 A L EZX 2 112,

20. s-VABOEHBD xyz 7714 I)L
s—VATEOWIEIED f01 7 7 A VAKX 2 2 17T

ffrzIINeqll x [ Y [I zZ L tffrzIIneQll x 1T Y I z [

2 7 1 0.00000 0.00000 0.00000. 2 7 1 0.00000 0.00000 0.00000.

3 8 2 1.44100 0.00000 0.00000. 3 8 2 1.39700 0.00000 0.00000.

4 1 3 1.63951 0.00000 0.92596. 4 1 3 1.63947 0.00000 0.94437.

5 8 4 -0.41079 0.00000 -1.09872. 5 8 4 -0.47451 0.00000 1.09130.

6 ) 6 1)
7/ INEQ]| CHG ||lu/d|l RD || VD | 10 7/ INEQ]| CHG [|lu/D|] RD || VD | 1
8 1 8 i
9 0 Unit (0: Angstrom 1: Atomic). 9 0 Unit (0: Angstrom 1: Atomic)!
10 0 Spin (0: Non-spin 1: Spin )l 10 0 Spin (0: Non-spin 1: Spin )l
11 0 M.P. (0: No 1: Yes )l 1 0 M.P. (0: No 1: Yes )l
12| 10000 Sample point (100000, = 0 Autoset) ! 12| 10000 Sample point (<100000, = 0 Autoset).

B21. s-FSURABOEHEBD fO1 7ML
s— b T U AOHREEED VESTA Ei 21X 2 312,

H22. s-VAEOEHEED fO1 7ML
s = A O HIEEE D VESTA HEif %X 2 4 |27,

o X & FO1 - VESTA o x

Fie Edit View Objects Unilibes Help

| = o]0 abcabcDts O Poprnt § e seppa
R | ook e O
Structural models

+ = s

A Show modets

[ Show dot surface
*
Q  ®ssbandanc

O Spacefling
& Oroppesa
“ ) Wireframe
Stk

v

Volumetric data
[

Style

40 o2
Output [ Summary | Comment

24, s RAMDOEIEEED VESTA ER

_Outpust [ Summary | Comment ]

Boundary..  Orentation...

23. s-FSURBOEEEED VESTA ER
4-5. WHER(nitric acid, HNO3, CAS[7697-37-2])
fiffe (K2 5) OMEEEIL, R5ITRTHEY THD.
=5. HBROMEER

_H O.—H 0.941 A

O- N—O. 1.410 A

| N—O, 1.198 A

N + N—Op 1.213 A

2 P ZHON 102.6 °

O- O Z0NO, 114.1°
25. & (FEH) Z0ONOy 115.7




18 FLFRRIC S LR 4 — fFZEEE405 (2019.3)

D ZATH % 2 612, xyz 7 7 A V&K 2 7

1|#CSJ, Handbook of Chemistry: Pure Chemistry, 5th ed. maruzen 2004. .

(23 :{itric acid #eduDV (Genta Sakane, Okayama Univ. Sci.)l L:’ 01 > 7/(/1/% 28 L:’ VESTA E{%% 29
54(; 1 R,

6N/

710 1 r1L

8H 2 r2 1 all 5L

9(0 1 r3 2 a2 3 a3l v . . .
1000 1 r4 2 a4 3 a5l 2|nitric acid #eduDV (Genta Sakane, Okayama Univ. Sci.)l
11|Variables: | 3|N 0. 00000 0. 00000 0. 00000.
e a 40 1. 41000 0. 00000 0. 00000
14/r3= 1. 1981 5|H 1. 61527 0. 00000 0.91834.
15(rd= 1.213L 6|0 -0.48918 0. 00000 -1.09358.
16/a1= 102.6. 710 -0. 52603 0. 00000 1.09301.
17]a2= 114.11

19]ad- 115.7. 27. MBOxyz 774

20|a5= 0l

21]1
26. HBOD T —— o x

abcabccDtEOAL oot § o spent | =0 e

1z IINeall x [ Y [I 2 L el |

2 7 1 0.00000 0.00000 0.00000. * o R

3 8 2 1.41000 0.00000 0.00000. Q i

4 1 3 1.61527 0.00000 0.91834. - || ey

5 8 4 -0.48918 0.00000 -1.09358. ) (|0

6 8 5 -0.52603 0.00000 1.09301. z [

7 U

8|INEQ]] CHG |Ju/Dll RD || VD | 10 2

9 1 1. 00000 :

10 5 -1.00000. P

1 x sy

12 0 Unit (0: Angstrom 1: Atomic)! .
13 0 Spin (0: Non-spin 1: Spin )l .
14 0 M.P. (0: No 1: Yes )l M’”"’:ﬁm

15]12500 Sample point (<100000, = 0 Autoset).

H28. HEOD 01 771)L E29. FHEO VESTA Ei%
4-6. 7 V{t/KF(hydrogen azide, HN3;, CAS[7782-79-8])
T7TbAkFE (K3 0) OWETEEHEER6 IR, Z11¥%2K3 112, xyz 7 7 A V%K 3 21TRT.

[_] £6. 7OEKROBEEH
\ H - N a 1.02 A
N=N= N Na—Nb 1.243 A
¢ Np—Ne 1.134 A
(H-N—N*=N < H-N=N*=N") A HN.N 109 °
. s = al\b
B30. 7oKkE (F3URH) -
| ZNaNbNc 171

1|#CSJ, Handbook of Chemistry: Pure Chemistry, 5th ed. maruzen 2004. |
2|l
3|hydrogen azide #eduDV(Genta Sakane, Okayama Univ. Sci.).
4(l
510 10
6/N. 1140
;: ; :;J 1 ald 2|hydrogen azide #eduDV(Genta Sakane, Okayama Univ. Sci.).
9l 1 r3 2 a2/ 3 a3l 3|N 0. 00000 0. 00000 0. 00000
10|Variables: | 4|N 1. 24300 0. 00000 0. 00000.
11r1=1.2431 5|N 2. 36304 0. 00000 0.17740.
12|r2= 1.134} 6|H -0. 33208 0. 00000 -0.96443.
13|r3= 1.020
tela Toa! 82. PUILKRDXyz 7 AL
16|a3= 1801
17]1

B3 1. 7UEKED Z1TF



T AUKED 01 7 7 A L% 3 312, VESTA
HifeAX 3 4127

BE RS s RS 2T 2eduDVORIFE (10)

tffzIINeall x I Y Iz |V

2 7 1 0.00000 0.00000 0.00000.

3 7 2 1.24300 0.00000 0.00000.

4 7 3 2.36304 0.00000 0.17740.

5 1 4 -0.33208 0.00000 -0.96443.

6 J
7/ INEQ|| CHG |[|lu/DI]] RD || VD | 10
8 J
9 0 Unit (0: Angstrom 1: Atomic).
10 0 Spin (0: Non-spin 1: Spin ).
1 0 M.P. (0: No 1: Yes )l
12{10000 Sample point (<100000, = 0 Autoset) .

& FO1 - VESTA o x
Fie Edit View Objects Unilibes Help
abcabcDtéseamt Ponnut i omspper |4 o= e
R o e Oven for
Soructurl models
5, A Show modets
[0 Show dot surfac
* o
Q ® 8alt-and-
e 9
||| Orpees
& Oveiame
[l
g
—
o '!' — ‘g’
I—“
Crystal shapes
Stye %
s
2 1" m -
inom -
snom
Properbes... «E m
Boundary... Onentation...
_Outpur [Summary ] Comment

E33. ZUIkKEDTOI 271 1L

3 4. 7 S{EkED VESTA B

4-7. & Fa~FFxvF P4 V(hydroperoxyl radical, HO2, CAS[3170-83-0])
E R~ AXo T o0 (X3 5) OEERIT, R7TIRTEY THD.

O

/
H-O

B35. ERFARILAFVILSTSHL

£7. EFORLAZFTVLSDHILOBEES

O—H 0.971 A
0—0 1.3305 A
ZHOO 104.3°

E R~ AT OO ZITHNERS 61, xyz 7 7 A NVERS 72,01 7 7 A V%K 3 812,

VESTA it %X 3 9 (27”7,

1{#CSJ, Handbook of Chemistry: Pure Chemistry, 5th ed. maruzen 2004. |
201
3|hydroperoxy| radical #eduDV(Genta Sakane, Okayama Univ. Sci.)l

4|1
5(0 1.
6(H.
70 1 ri1l

80 2 r2 1 all
9|Variables: |
10|r1= 0.971L
11|r2= 1.3305.
12|al= 104.30

130

2|hydroperoxy| radical #eduDV(Genta Sakane, Okayama Univ. Sci.)l
3[H 0. 00000 0. 00000 0. 00000.

4|0 0.97100 0. 00000 0. 00000.

50 1. 29963 0. 00000 1.28928.

37. EFARIAFIULSSHAILD Yz TF7AIL

13/ 1

B36. EFARLAXFTILSIZHLD ZTTHI

trzImell x 1Yy I z |

2 1 1 0.00000 0.00000 0.00000.

3 8 2 0.97100 0.00000 0.00000.

4 8 3 1.29963 0.00000 1.28928.

5 1
6|INEQ]| CHG ||lu/D|I] RD || VD | 10
7 l
8 0 Unit (0: Angstrom 1: Atomic).

9 0 Spin (0: Non-spin 1: Spin )l
10 0 M. P. (0: No 1: Yes )l
11| 7500 Sample point (<100000, = 0 Autoset)!

PENND ¢ x| re

B3 8. ERARIFFILZISHILD Ol T7AIL

3 9. EFRANRILAFIILS HIL0) VESTA EHR

19



20
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4-8. &/ 7 v F I »(monochloramine, NCIHz, CAS[10599-90-3])
B/ /7mT7Ir (K40) OBEEREZRSITRT.

£8. /053 VDWEEESR
H N—H 1.017 A
\ N—Cl 1.748 A
H'N_ Cl ZHNCI 103.7 °
Bl40. £/05%Y ZHNH 107
2 OO, AH-N-Cl O3 AE (CmEMA) 13,
107
1.017 sin (—22
2[ 90 = cos? S"]( 2 ) = 111.6645433

1.017 cos(90 — (180 — 103.7))

EEIL.

T/ T I00 7240 EK 4 11, xyz7 7 A VEK4 212, 01 77 A /L %[X 4 312, VESTA Wi
X4 4R,

1|#CSJ, Handbook of Chemistry: Pure Chemistry, 5th ed. maruzen 2004. . 1141

2|1 i iv. Sci
i Tonochloramine #eduDV (Genta Sakane, Okayama Univ. Sci.). g ﬁonochloram:{lgogggubv (Gentg- ggggge Okayargéoggéél Sei. )
50 11 4|Cl 1. 74800 0. 00000 0. 00000
6N/ 5|H -0. 24086 0. 00000 -0.98807.

; ﬁ| } r;i 2 all 6|H -0. 24086 -0. 91827 0.36477.

r all
9/H 1 r2 2 al 3 a2l Ba4a2. £E/905332Dxyz774)L
10(Variables: |
11| r1= 1.7481
12|r2= 1.0170 :D:a.( — = 8
13|al= 103.7) e
14a2= 111, 66454331 -
E41. £/H905320 75 il ==
Q  ®sarendamk

1tz IINeQll x 11 Y I zZ |¢ || P

2 i 1 0.00000 0.00000 0.00000. 5 Sy

3 17 2 1.74800 0.00000 0.00000. B [

4 1 3 -0.24086 0.00000 -0.98807. =~

5 1 4 -0.24086 -0.91827 0.36477. g

6 \

7/INEQ|] CHG ||u/dD]] RD || VWD | 1l

8 1

9 0 Unit (0: Angstrom 1: Atomic).
10 0 Spin (0: Non-spin 1: Spin )l :
11 0 M.P. (0: No 1: Yes )l
12110000 Sample point (<100000, = 0 Autoset). T

B43. £/7905320F01 2741 B44. /505320 VESTA ER

4-9. & Fua*I/17 I »(hydroxylamine, NH,OH, CAS[7803-49-8])
ERex 7 Iy (K45) OfEERERIITRT.



H

BEH Y TS 27 L eduDVOBRYE (10)

£9. EFOXIILTIUVOBEER

/ N—H 1.02 A
. N—O N—O 1.453 A
H O—H 0.962 A
H45. EFOFSLTIY £HNH 107"
(H-N-H D=5 E O-HI[X ZHNO 103.3
S Y ROMEIHS) £NOH 101.4
2 SO, AH-N-O O HE (THEMA) I3,
107
1.02 sin (=2
2[ 90 = cos? S"]( 2 ) = 111.3823359

1.02 cos(90 — (180 — 103.3))

EEIL.

BERRFILT I D ZATAER 4 618, xyz 7 7 A /VERA TIZ, 01 7 7 A /VE[4 8iZ, VESTA
A 4 91277

1|#CSJ, Handbook of Chemistry: Pure Chemistry, 5th ed. maruzen 2004. |

2(1

3|hydroxylamine #eduDV (Genta Sakane, Okayama Univ. Sci.) |

4|1

50 1l

6N/

700 1 ril

O 112 2 a1 3 a 1160

100X 1 r3 3 a3 4 a4l 2|hydroxylamine #eduDV(Genta Sakane, Okayama Univ. Sci.)!|
1MH 2 r4 1 a5 5 abl 3|N 0. 00000 0. 00000 0. 00000
12|Variables: | 4|0 1. 45300 0. 00000 0. 00000
}i f;f }-ggji» 5(H 0. 23465 0. 00000 -0.99264.
15 :3; 1 6(H -0. 23465 -0. 92432 0.36191.
16(r4= 0.962. 7(H 1. 64315 0. 77895 0.53154.
7|al= 103.3 > s -

}s :;= }11.3§23359¢ 47. EFOXILTIODXYZ TF7AIL
19|a3= 53.5.

20 :4: 0L

21|a5= 101.4L

22|ab= 180! i

2. e T
B4a6. EFAXFVILTEIOD LT :

+

1l zIINeqll x 1Y I 2 |V Q

2 7 1 0.00000 0.00000 0.00000. Py

3 8 2 1.45300 0.00000 0.00000. é

4 1 3 -0.23465 0.00000 -0.99264. o

5 1 4 -0.23465 -0.92432 0.36191.

6 1 5 1.64315 0.77895 0.53154.

7 0

8|INEQ]] CHG ||u/D|] RD || VD | 10

9 1

10 0 Unit (0: Angstrom 1: Atomic)!.

11 0 Spin (0: Non-spin 1: Spin ).

12l 0  MP. 0: No 1: Yes )l — —EE

13/12500 Sample point (<100000, = 0 Autoset) ! oopa ]| e

H48. ERAXVILTIVOTOI Z7MIL H49. EFOXYIILT SN VESTA Hig
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4-10. b= b & I /l(nitrosyl chloride, NOCIl, CAS[2696-92-6])
ib=rmiL (¥50) OMEEREL, £10ITR-THD THD.
£10. it rOYILDEEESR

O N—Cl 1.9745 A
e N—O 1.1336 A
Cl N ZONCI 113.32°

E50. BE=Fa
b= Lo 247555 112, xyz 7 7 A V%M 5 212, f01 77 A V%K 5 312, VESTA HEifg
Z 5 4 1R

1|#CSJ, Handbook of Chemistry: Pure Chemistry, 5th ed. maruzen 2004. | 1131

201 : : : :
3|nitrosyl chloride #eduDV(Genta Sakane, Okayama Univ. Sci.)l g g:trosyl ch(l)f)(l;(l)ggo#eduDV(Ggrl(t)goggkane. Okg-)'glggogﬂlv. Sei.)¢
g é 1 4|N 1. 97450 0. 00000 0. 00000.

6/C1. 50 2.42325 0. 00000 1. 04099

7IN 1 r1l

810 2 r2 1 all B52. EE=rA LD xyz TF7ALIL
9|Variables: |

10|r1= 1.9745.

11|r2= 1.1336. "“l'd'ﬂ““"; v =2 T4
:g 71: 113.321 bcabcDtéeamt 2oora|t § omspesi |4 = apm

&

e

a al

\ Took St  Otyects
Stnuch

L

H51. =, LmZ5TH

trzIINeall x 11 Y I 2 [L

2 17 1 0.00000 0.00000 0.00000.

3 7 2 1.97450 0.00000 0.00000.

4 8 3 2.42325 0.00000 1.04099.

5 1)
6|/INEQ]] CHG |Ju/dl] RD || VD | 10
7 1)
8 0 Unit (0: Angstrom 1: Atomic).

9 0 Spin (0: Non-spin 1: Spin ).
10 0 M. P. (0: No 1: Yes )l
11| 7500 Sample point (<100000, = 0 Autoset).

E53. HEe=raO D01 271 E5 4. = rO L0 VESTA E{R

4-11. 7 v{t= b & T )W(nitrosyl fluoride, NOF, CAS[7789-25-5])

Zufb=brrioL (K5 5) OMEEHIE, £1 1IRTHEY THD.
£11. Zvit= rOvILOEETES

O O—N 1.1315 A
s N—F 1.5167 A
F—N Z/FNO 109.92 °

B55. Zviet=rOdL

Tolb=ba I d Z17FEX S5 612, xyz 7 7 A NVEKS TIZ, 01 77 A V%X 5 81T, VESTA [H
%% 5 9IRT.



#CSJ, Handbook of Chemistry: Pure Chemistry, 5th ed. maruzen 2004. |
{

nitrosyl fluoride #eduDV(Genta Sakane, Okayama Univ. Sci.)!l

N

0 1l

Fl

N 1 ril

02 r2 1 all

Variables:|

10{ri= 1.5167L

11{r2= 1.1315L

12|al= 109. 921

131

OO TS WN =

BEH Y TS 27 L eduDVOBRYE (10)

130

2|nitrosyl fluoride #eduDV(Genta Sakane, Okayama Univ. Sci.)!
3|F 0. 00000 0. 00000 0. 00000

4|N 1.51670 0. 00000 0. 00000

50 1.90221 0. 00000 1.06380.

{57. Zvie=krASIILDxyz Z74M4IL

B56. 2vit=rOILD Z1TH]

tfrzIINeall x 11 Y I z2 |

2 9 1 0.00000 0.00000 0.00000.

3 7 2 1.51670 0.00000 0.00000.

4 8 3 1.90221 0.00000 1.06380.

5 1)
6[|INEQ]| CHG ||lu/D]] RD || VWD | 1l
7 1
8 0 Unit (0: Angstrom 1: Atomic).
9 0 Spin (0: Non-spin 1: Spin ).
10 0 M.P. (0: No 1: Yes )l
11| 7500 Sample point (<100000, = 0 Autoset).

& FO1 - VESTA o x

Edit View Objects URilites Help
bcabcDté omt 2ot § o sppni | = o s
Tools Stle  Objects For

Bg58. Jvie=raO D01 Z7AIL

E59. 7vit= O /L VESTA Efg

4-12. ={k_ZH(dinitrogen trioxide, N;O3, CAS[10544-73-7])
=l %R (M6 0) OfEEE, K1 2I-THY THD.

O,
\1"

0.

N

Ni

N

V4

O

H60. =ZBE-EX

£12. =BIE-ZERDHEEEH

Na—Nb 1.864 A
Na - Oa 1.142 A
Nb—Op 1.202 A
Np—Oc 1.217 A
Z 0aNaNp 105.1°°
Z NaNpOp 112.7°°
Z NaNpOc 117.5°

#CSJ, Handbook of Chemistry: Pure Chemistry, 5th ed. maruzen 2004. |
!
dinitrogen trioxide #eduDV(Genta Sakane, Okayama Univ. Sci.)l

1
2
3
4|1
50 10
6(N.
1 1 ril
2 r2 1 all
9 1
1010 2 r4 1 a4 4 a5l
11|Variables: |
12|r1= 1.864.
13|r2=1.2021
14|r3= 1.1421
15|rd= 1.217L
16|al= 112.7L
17|a2= 105. 1.
18|a3= 0.
19|a4= 117.50
20{a5= 180.
21) L

r3 2 a2 3 a3l

coco==

b RO 2T 2K 6 112, xyz 7 7 AV
#6217

Ee61. ZBIEZZERD LT

150

2|dinitrogen trioxide #eduDV(Genta Sakane, Okayama Univ. Sci.)!l
3N 0. 00000 0. 00000 0. 00000

4|N 1. 86400 0. 00000 0. 00000

50 2.32786 0. 00000 1.10889.

6/0 -0. 29750 0. 00000 1.10257]

7/0 2. 42595 -0. 00000 -1.07949.

H62. ZRE-ERDxyz774I)L

23
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=Wk EED Ol 77 A NLEIX6 31T,
VESTA M %X 6 4 (Z7~7.

1 ZIINQIl X I Y [l Z |

2 7 1 0.00000 0.00000 0.00000.

3 7 2 1.86400 0.00000 0.00000.

4 8 3 2.32786 0.00000 1.10889.

5 8 4 -0.29750 0.00000 1.10257.

6 8 5 2.42595 0.00000 -1.07949.

7 1)
8|INEQ|] CHG ||u/D]] RD || VWD | 10
9 1
10 0 Unit (0: Angstrom 1: Atomic).
11 0 Spin (0: Non-spin 1: Spin )l
12 0 M. P. (0: No 1: Yes )l
13]12500 Sample point (<100000, = 0 Autoset) !

A& FO1 - VESTA
File Edit View Objects Unilies Help

abcabcDe $ O P[]t § e ud o]

o

+ = o s

63. ZBE=ZERD 01 J7 1)L

6 4. =BIL=ZXRD VESTA Efg

4-13. —®{k _Hi & (disulfur monoxide, S;0, CAS[20901-21-7])
—WR b —aiss (X6 5) OEEEIE, 1 3IIRTHEY ThH.

#®13. —BIL-HEOHEEESK

0
/
§—s8”

S—S 1.8842 A
S—O0 1.4562 A
ZSSO 117.88 °

K65. —Bt_-HE

—R L Wish D 217816 612, xyz 7 7 A VEK6 712, 01 77 A V%X 6 812, VESTA g%

X6 9277

1{#CSJ, Handbook of Chemistry: Pure Chemistry, 5th ed. maruzen 2004. |
20l

3|disul fur monoxide #eduDV(Genta Sakane, Okayama Univ. Sci.).|
4(l

50 1.

6|S.

718 1 ril

80 2 r2 1 all

9|Variables: |

10|r1= 1.8842.

11|r2= 1.4562.

12|al= 117.88L

131

1130

2|disul fur monoxide #eduDV(Genta Sakane, Okayama Univ. Sci.)l
3[S 0. 00000 0. 00000 0. 00000.

4|S 1.88420 0. 00000 0. 00000

50 2.56515 0. 00000 1.287181

67. —BIELZREDXyz 771

6 6. —EMEL_HRED Z175

ffrzIINqll x [T Y (I Z L

2 16 1 0.00000 0.00000 0.00000.

3 16 2 1.88420 0.00000 0.00000.

4 8 3 2.56515 0.00000 1.28718.

5 )
6/INEQ]| CHG ||lu/d|| RD || VD | 10
7 1
8 0 Unit (0: Angstrom 1: Atomic)!
9 0 Spin (0: Non-spin 1: Spin )l
10 0 M.P. (0: No 1: Yes )l
11| 7500 Sample point (100000, = 0 Autoset).

& FO1 - VESTA o x
Fle Edit View Objects Unilibes Help

becabcDtsoamt Ponrra|t § o spprt |4 = s

0
+
Q
/ 2 s1 s2
= ‘:‘sn.;t
v Vokumetnc dat.
6 "
P
rystal shapes I—‘l
kg z
g . -
Boundary. | Oentation...

[phis1-52-01) = 117.579%0) deg.

68. —M{LZHED 01 271l

6 9. —ER{L—HE®D VESTA E{§



5. eduDV X == —0DHE

SEFRPERNGE 2 o 22 THLEFHE 2 eduDV[1-18VZ#HL A4

FORERR L7,
5-1. eduDV.mac

1|$s = searchbuffer:.
2|#f = searchoption: |
3|
4|menul
5/701. L&A (L%ER) THFEER CRFSF) ..." L
6|702. {L&ME (%) THFEER (HEBSLURESF) ..."7 1
71703, {L&ME (LX) THFEER (F#iEEH ..." 0
8704. &ML (L%EX) THFEER (#F) ..." 0
9|705. L&A (LX) THFEER (FRERILED ... !
10|706. RFTHAFEER BEEHEHAN) ..." 1
11707, RETHFEER BEERRREXFAN ...
12|708. MRF (FFREHAH) ..." 0
13|709. MRF (FFREBEXFAN) .
14|710. LA 4> (FBREFHAR) .
15|"11. LA 4> (’(aﬁ“ﬁ‘f%)\ﬁ)
16]:0
17|if (result=1)execmacro macrodir + "¥¥eduDV¥¥0lmenu.mac”; !
18|else if (result==2)execmacro macrodir + “¥¥eduDV¥¥02menu. mac”;
19|else if (result==3)execmacro macrodir + “¥¥eduDV¥¥03menu. mac”;
20|else if (result==4)execmacro macrodir + “¥¥eduDV¥¥0dmenu. mac”;
21|else if (result==5)execmacro macrodir + “¥¥eduDV¥¥05menu. mac”;
22|else if (result==6)execmacro macrodir + “¥¥eduDV¥¥06menu. mac”;
+
+
+

I

23|else if (result==7)execmacro macrodir + “¥¥eduDV¥¥0Tmenu. mac”;
24|else if (result==8)execmacro macrodir + "¥¥eduDV¥¥08menu. mac”;
25|else if (result==9)execmacro macrodir + "¥¥eduDV¥¥09menu. mac”'
26|else if (result==10)execmacro macrodir + “¥¥eduDV¥¥10menu.mac”; .|
27|else if (result==11)execmacro macrodir + “¥¥eduDV¥¥1Imenu.mac”; |
28|setsearch §s, #f.|

291

APADA AR AR

Bl7 0. edubV.mac (FAITTs42~<o0O)

5-2. 02menu.mac

$s = searchbuffer ;|
#f = searchoption: |

menu.

“02-001. A 7 > (isocyanic acid, HNCO, CAS[75-18-31)", 1

"02-002. 4 Y F#* 7 B (isothiocyanic acid, HNCS, CAS[3129-60-61)",!
“02-003. = B )L (nitroxyl, HNO, CAS[14332-28-61)",1

“02-004. FEIHE (nitrous acid, HNO2, CAS[7782-77-61)",1

“02-005. THE: (nitric acid, HNO3, CAS[7697-37-21)",1

10|702-006. 7 P4b7k3 (hydrogen azide, HN3, CAS[7782-79-81)", L
11702-007. £ FRARLAF LS DAL (hydroperoxyl radical, HO2, CAS[3170-83-01)", 1
12(702-008. €/ - 035 = > (monochloramine, NCIH2, CAS[10599-90-31)",
13|702-009. E FO*)L7 = > (hydroxylamine, NH20H, CAS[7803-49-81)",!
14|702-010. 8= kO )L (nitrosyl chloride, NOCI, CAS[2696-92-61)", .
15(702-011. Zwic=+O )L (nitrosyl fluoride, NOF, CAS[7789-25-51)",1
16]702-012. =®{t—%3% (dinitrogen trioxide, N203, CAS[10544-73-71)", 1
17 "02 013. —Mﬂ: H%# (disulfur monoxide, $20, CAS[20901-21-71)", L
18 [X(DE’\]

© 00 DG B WN =
=

20 |f(result—1)exemcro macrodir + “¥¥eduDV¥¥02-001.mac”; L
21|else if (result==2)execmacro macrodir + “¥¥eduDV¥¥02-002. mac”:
22|else if (result==3)execmacro macrodir + “¥¥eduDV¥¥02-003.mac”:
23|else if (result==4)execmacro macrodir + “¥¥eduDV¥¥02-004. mac”:
24|else if (result==5)execmacro macrodir + “¥¥eduDV¥¥02-005. mac”:
25|else if (result==6)execmacro macrodir + “¥¥eduDV¥¥02-006. mac”:
26|else if (result==7)execmacro macrodir + “¥¥eduDV¥¥02-007.mac";
27|else if (result==8)execmacro macrodir + “¥¥eduDV¥¥02-008.mac”:
28|else if (result==9)execmacro macrodir + “¥¥eduDV¥¥02-009. mac”:
29|else if (result==10)execmacro macrodir + “¥¥eduDV¥¥02-010.mac”;
30|else if (result=11)execmacro macrodir + “¥¥eduDV¥¥02-011.mac":
31|else if (result==12)execmacro macrodir + “¥¥eduDV¥¥02-012.mac”;
32|else if (result==13)execmacro macrodir + “¥¥eduDV¥¥02-013.mac”;
33|else if (result==14)execmacro macrodir + “¥¥eduDV¥¥02menu-2.mac”: |
34|setsearch $s, #f:l

CE i C e e e e

C e e e

35| endmacro; |

E7 2. 02menu.mac (FHRITs42<TH0)

5-3. 02-009.mac

BEMS B 2T LeduDVORHFE (10) 25

AL T2, UTO7 7 A VE2HE, & LLIE

WEAEFE O [13] CRIE L7 £ B Y, eduDV O b
v A ma—%%E LT-. eduDV.mac #[X 7 012,
FITT 4 #[33]C eduDV.mac % AT L 7= MHH %
X7 1127,

01.t&aHma (LFR) CHTEER CRETHT) -

03.k&HmE (LFR) CHTFEER (FRLED) -

04. bEamE (LER) THTEER B .

05. fb&aMma (L2R) CHTEER (EREELEY) .
06. AW THTEER (BEEHEHAN) ..

07. SHCH TEER BEEHSEAFAA) -

08. fisz/RT (IEREFAAN) ..

09. flz/RT (BREFAFAA) .

10. Mz AV (IBHEBHAN) ..

N HMIZAAY (EREEAFAN)..

H71. edlDVD by TA=a2—

E?1@kyff::~@ﬂﬁké%%(m$
A) THFEZER (B XIOEREST) .
7 U w73 2%&, 02menu.mac ﬁ§?%??éﬂ6.
02menu.mac Z X 7 2|2, FATHEE 2K 7 31T~

02-001. 1Y 7B (isocyanic acid, HNCO, CAS[75-18-3])

02-002. 1Y F A7 B (isothiocyanic acid, HNCS, CAS[3129-60-6])

02-003. ZhO%F)U(nitroxyl, HNO, CAS[14332-28-6])

02-004. B F%ES(nitrous acid, HNO2, CAS[7782-77-6])

02-005. #&E(nitric acid, HNO3, CAS[7697-37-2])

02-006. 77 {t7kZE(hydrogen azide, HN3, CAS[7782-79-8])

02-007. k FOAIAF V5V hydroperoxyl radical, HO2, CAS[3170-83-0])
02-008. £/%05=Y(monochloramine, NCIH2, CAS[10599-90-3])

02-010. ¥4k = +O)U(nitrosyl chloride, NOCI, CAS[2696-92-6])
02-011. 7w{L =0 )U(nitrosyl fluoride, NOF, CAS[7789-25-5])
02-012. =E#{t —Z 3 (dinitrogen trioxide, N203, CAS[10544-73-7])
02-013. —E8{k —#HE(disulfur monoxide, S20, CAS[20901-21-7])
[ROEA]

7 3. 02menu. mac E{TEHE

X7 3 OME T 02-009. & Kz %317 X > (hydroxylamine, NHOH, CAS[7803-49-8])) %27 VU v 7 4
%L, 02-009.mac BNFEITEIND. 02-009.mac #[X 7 412, FATHEER A 7 51K~
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—_ O WD ATHE WN —

$s = searchbuffer .|

#f = searchoption; .|

N

menu.

"7 oZREZ (Nonspin) ix GAEIEZIBEBZ) 7,1

"ZAE > (Spin Polarization) i (REHBEEEICANEERE) 7,1
W

if (result==1)execmacro macrodir + "¥¥eduDV¥¥02-009-n.mac”; |
else if (result==2)execmacro macrodir + "¥¥eduDV¥¥02-009-s.mac”; |
setsearch §s, #f.|

endmacro; |

E7 4. 02-009.mac (FRATTsA£<o0)
5-4. 02-009-n.mac

OO DUT A WN —

$s = searchbuffer; |
#f = searchoption; |
!

ioaddll hidemarudir + "¥¥DengakuDLL.dI1”; // BZEDLLOO—FL
if (Iresult) {1

message “DengakuDLL.dl | 20— KFTEFHATLIz, "1l
endmacro; |

I
$path_dvdir = getenv ("dvdir”) ;.

10|$dirname = “02-001_" + year + month + day + hour + minute + second: |
11{if ('dl1func ("MKDIR”, “/p ” + $path_dvdir + "¥¥CALCY¥” + $dirname)) [l
12|> message "HM T A INFDERICERLELZ, "L

13|>  endmacro: .|

3
15[if (!dl1func ("SETCURDIR”, $path_dvdir + "¥¥CALCY¥¥” + $dirname)) [l

16|> message "HM A NFICBHTEELEATLE, "1l

17|>  endmacro: .|

18(}1

19|//>zNFTox s FOERL

20|#n = createobject ("WScript. Shell”):l

21|if@n =0 [L

22 message ‘AT UV FOERICEBLELE, ML

23 endmacro; |

24|}

5|/ Ly b I+ LEDERL

26|setpropstr #n, “CurrentDirectory”, $path_dvdir + "¥¥CALC¥¥” + $dirname;.
27|if (Iresult) {1

28 message “H LU T4 LY FUDERICERLELEZ, 7L
29/}

30|runsync2 $path_dvdir + "YYEXECYYMENU-N.BAT 02 009”: // menu-n 02 009 M{T!

31|readonlyopenfile “02-009_time. txt”; .
32|openfile "f062";.

33|openfile “f26":1

34 |readonlyopenfile “bllist out”;l
35|readonlyopenfile “f08e"; .

36| readonlyopenfile “FOSE.hlgap”:l
37|readonlyopenfile “FOSE.hlgaps”:l
38 |readonlyopenfile “f08p"; L

39| readonlyopenfile “FO8P_S”: .

40 |readonlyopenfile “i08"; 1
41|readonlyopenfile “bn8”; .
42|openfile "f017;L

43|setsearch §s, #f:|

44| endmacro; |

Bl7 6. 02-009-n.mac (FRITs4<4H0O)

5-5. menu-n.bat, menu-s.bat
7 6 ® 02-009-n.mac @ 301TH T, menu-nbat NFEITIND. ZDOKE, —HODF|E)Y menu-n.bat (ZJE
b,

%

TIX menu-s.bat NFEITIND.

menu-n.bat 02 009

JYZEY(Nonspin)ik (BEI3Z55)
AE(Spin Polarization)ifl (AKY4E#ZEEICANLEE)

7 5. 02-009. mac E{TEImE

7 5OWEE T [/ 2> A > (Nonspin)iit  GE#
XZBB)) 7Yy 735 E, 02-009-n.mac 2 FEAT
I 5. 02-009-n.mac X 7 612, FATHOH AT
T A A EE AR T TITRT.

B Cvovaakcalc¥02-001_20191230151712101 [Shift-JIS] [CR+LF] - ®AL - o X
J7AMD RKE BTV SRS HVEIW) TI0M_TOMO) 1
W X OF D 1] 24 DR A T £ O XYZ2F01 MAKEF2S MAKEFOS DVSCAT POPANL POPANLS NETC BNDODR WAVNUM.. eduDV..

® 02-009 timetxt ® f06z % 26 1 blistowt ® f08e % FOBEhigap % FOBENgaps = f0Bp  FOBP.S ® i08 % bng = 01
= iy = W ™ "

BE
=

10, 0 Unit (0: Angstrom 1: Atomic)!
11 0 Spin (0: Non-spin 1: Spin ).

12 0 W.P. ©: No 1: Yes )l
13/12500 Sample point (<100000. = 0 Autoset) !
14| [EOF]

< >
MAKELO4. LVISHM  DVPLOT. MAKECDA.| CONTRD CONTRD. VESTA 11783 | i 7e

7 7. 02-009-n. mac ETERDFII T« 4 HE

—OHOSIBEIK 71D by T A=ma—DA=a—FE, “OHORKIKT7 3DA=2—IZBITS
A=ma—FFTHD. TNENOFIEIE menu-nbat DF T, %1, %2 & LTtk L THEHTE 5.
X7 50DA==2—"T [AE>(Spin Polarization)iil (A &5 EEEICANT-FE) ] 27V v 7 L
E13 02-009-s.mac (KGR SCSHAITHGI L TW72RW) NFEITSN DA, D 301TH

runsync2 $path dvdir + "¥¥EXEC¥¥MENU-S.BAT 02 009"; // menu-s 02 009 DELT

menu-s.bat 02 009
7 81Z menu-n.bat &7~ 7.

Z OIKFY menu-n.bat & [FEE, —OOFENESNS.



BEH S FHER Y AT LeduDVORHZE (10) 27

1 2 4 5 1 2 3 4 5

001 @echo off 119 rename FO8P FO8P_S

002 if exist f01l goto errl 120 echo i3

003 if exist £25 goto err2 121 echo PPPP 000 PPPP A NN N L

004 copy %dvdir$¥data¥$1-%2-n.txt £01 122 echo P P O o P P AA NN N L

005 call $dvdir$¥exec¥makefOS5scfs 123 echo P P O O P P A A NNN L

006 call $dvdir%¥exec¥existf05 124 echo PPPP O O PPPP A A NNN L

007 if exist FOSexist.txt goto fexist 125 echo P o o P AAAAA N NN L

008 goto err3 126 echo P o o P A A N NN L

009 :fexist 127 echo P 000 P A A N N LLLLL

010 del FOS5exist.txt 128 echo

011 echo 129 call %dvdir%¥exec¥popanl

012 echo d DbbD VoV 130 echo

013 echo d D D V v 131 echo A TTTTT L IIIIT Sss TTTTT

014 echo eee dddd u u D D V v 132 echo A A T L I s s T

015 echo e e d d u u D D V v 133 echo A A T L I s T

016 echo eeee d d u u D D V v 134 echo A A T L I s T

017 echo e d d u u D D vv 135 echo AAAAA T L I s T

018 echo eeee dddd uuu DDDD v 136 echo A A T L I s s T

019 echo 137 echo A A T LLLLL IIIIT sss T

020 echo NN N sSss i 138 echo

021 echo NN N ooo nnnn S S Pppp nnnn 139 call %dvdir8¥exec¥atlist >atlist.out

022 echo NNN o o n n S p p di n n 140 echo

023 echo NN N o o n n s P P i n n 141 echo BBBB L L IIIII sss TTTTT

024 echo N NN o o n n s PPPP i n n 142 echo B B L L I s s T

025 echo N NN o o n n S s p i n n 143 echo B B L L I s T

026 echo N N ooo n n sss P iii n n 144 echo BBBB L L I s T

027 echo 145 echo B B L L I s T

028 echo sSss ccec A TTTTT 146 echo B B L L I s s T

029 echo s s C c AR T sss t aaaa r rr t 147 echo BBBB LLLLL LLLLL IIIIT sss T

030 echo s c A A T s s ttttt a rr r ttttt 148 echo

031 echo s c A A T s t aaaa r t 149 call %dvdirf%¥exec¥bllist >bllist.out

032 echo s c C AAAAA T s t a a r t 150 echo

033 echo S s C Cc A A T s s tt a aa r t t 151 echo PPPP RRRR EEEEE sss TTTTT sss

034 echo sss ccec A A T sss t aaa r t 152 echo P P R R E s s T s s

035 echo 153 echo P P R R E s T s

036 echo [%1-32-Nonspin DV-Xalpha (SCAT) start] > %1-%2_time.txt 154 echo PPPP RRRR EEEE s T s

037 time < %dvdir®¥data¥return.key | find "." >> $1-%2_time.txt 155 echo P R R E s T s

038 goto scatrun - 156 echo P R R E s s T s s

039 :scatrun 157 echo P R R EEEEE sss T sss

040 call $dvdir$¥exec¥dvscat 158 echo

041 if exist converge.bat goto dell 159 call %dvdir%¥exec¥prests

042 goto contl 160 echo

043 :dell 161 echo W W A v V NN N U U M M

044 del converge.bat 162 echo W w A A v V NN N U U MM MM

045 goto contl 163 echo W W A AV V NNN U U MMM

046 :contl 164 echo WW W A AV V NNN U U MMM

047 if exist convd.txt goto del2 165 echo WW W AAAAA V V N NN U U M M

048 goto cont2 166 echo WWWH A A VV N NN U U M M

049 :del2 167 echo W W A A v N N uuu M M

050 del convd.txt 168 echo

051 goto cont2 169 call %dvdir$¥exec¥wavnum <%dvdir$¥data¥zero

052 :cont2 170 echo

053 if exist notconv.txt goto del3 171 echo M M A K K EEEEE L 000 4

054 goto cont3 172 echo MM MM A A K K E L ] ] 44

055 :del3 173 echo MMM A A KK E L 0 00 44

056 del notconv.txt 174 echo MM M A A KK EEEE L 000 4 4

057 goto cont3 175 echo M M AAAAA K K E L 00 0 44444

058 :cont3 176 echo M M A A K K E L ] ] 4

059 call %$dvdir$¥exec¥cnvchkl50 177 echo M M A A K K EEEEE LLLLL 000 4

060 call converge.bat 178 echo

061 if exist convd.txt goto cont4d 179 call %dvdir%¥exec¥makelO4 <%dvdir$¥data¥three

062 if exist notconv.txt goto cont4 180 echo

063 del converge.bat 181 echo L v vV L sSss H H M M

064 goto scatrun 182 echo L v vV L s S H H MM MM

065 :contd 183 echo L Vv V L s H H MMM

066 echo [%1-%2-Nonspin DV-Xalpha (SCAT) end] >> $1-%2_time.txt 184 echo L vV VvV L s HHHHH M M M

067 time < $dvdir®¥data¥return.key | find "." >> 81-%2_time.txt 185 echo L v VvV L s H H M M

068 echo ¥ 186 echo L vV L S S H H M M

069 echo sSss ccec A TTTTT d 187 echo LLLLL v LLLLL sss H H M M

070 echo S s C c A A T nnnn d 188 echo

071 echo s c A A T eee n n dddd 189 call %dvdir$¥exec¥lvlshm

072 echo s c A A T e e n n d d 190 echo

073 echo s c C AARAAA T eecee n n d d 191 echo H H L GGG A PPPP

074 echo S s C Cc A A T e n n d d 192 echo H H L G G A A P P

075 echo Sss ccec A A T eeee n n dddd 193 echo H H L G A A P P

076 echo 194 echo HHHHH L G GGG A A PPPP

077 del converge.bat 195 echo H H L G G AARAAA P

078 echo 196 echo H H L G G A AP

079 echo ccC 000 NN N TTTTT RRRR DDDD A L L 197 echo H H LLLLL GGG A A P

080 echo C c o O NN N T R R D D AA L L 198 echo

081 echo C o O NNN T R R D D A AL L 199 call %dvdir%¥exec¥hlgap

082 echo C o O NNN T RRRR D D A AL L 200 echo

083 echo C c o O N NN T R R D D AAAAA L L 201 echo H H L GGG A PPPP sss

084 echo C c o O N NN T R R D D A AL L 202 echo H H L G G A A P P s s

085 echo ccC 000 N N T R R DDDD A A LLLLL LLLLL 203 echo H H L G A A P s

086 echo 204 echo HHHHH L G GGG A A PPPP s

087 call %dvdir$¥exec¥contrdall 205 echo H H L G G ARAAA P s

088 dir/w *.sca 206 echo H H L G G A A P s s

089 echo 207 echo H H LLLLL GGG A A P sss

090 echo NN N EEEEE TTTTT ccec 208 echo

091 echo NN N E T c c 209 call $dvdir$¥exec¥hlgaps

092 echo NN N E T [o] 210 type i08

093 echo N N N EEEE T [o] 211 type £08e

094 echo N NN E T [o] [¢] 212 if exist notconv.txt goto notconv

095 echo N NN E T c c 213 del convd.txt

096 echo N N EEEEE T ccec 214 goto end

097 echo 215 :notconv

098 call $dvdir%¥exec¥netc 216 echo;

099 echo 217 echo

100 echo BEBB NN N DDDD 000 DDDD RRRR 218 echo *** WARNING ** WARNING ** WARNING ** WARNING ** WARNING ***

101 echo B B NN N D D ©O o D D R R 219 echo

102 echo B B NNN D D ©O o D D R R 220 echo *** SCAT (NonSpin version) has not been converged yet. ***

103 echo BBBB NNN D D ©O o D D RRRR 221 echo

104 echo B B N NN D D O o D D R R 222 echo *** WARNING ** WARNING ** WARNING ** WARNING ** WARNING ***

105 echo B B N NN D D o o D D R R 223 echo

106 echo BBBB N N DDDD 000 DDDD R R 224 del notconv.txt

107 echo 225 goto end

108 call %dvdir$¥exec¥bndodr 226 :errl

109 echo 227 echo ***ERROR*** f01 already exist

110 echo PPPP 000 PPPP A NN N L sss 228 goto end

111 echo P P O o P P A A NN N L s s 229 :err2

112 echo P P O o P P A A NNN L s 230 echo ***ERROR*** f25 already exist

113 echo PPPP o O PPPP A A NNN L s 231 goto end

114 echo P o o P AAAAA N NN L s 232 :err3

115 echo P o o P A A N NN L s s 233 echo ***ERROR*** F05 not exist

116 echo P 000 P A A N N LLLLL sss 234 goto end

117 echo 235 :end

118 call %dvdir$¥exec¥popanls 1 2 3 4 5
1 2 4 5

X7 8. menu-n.bat

5-6. 02-009-n.txt, 02-009-s.txt
7 8 @ menu-n.bat D 4 {THNFEITIND &, 02-009-n.txt 25 01 [T E— 5.
copy %dvdir%$¥data¥%$1-%2-n.txt £01

T2 T%11302, %21%009 THDH. 02-009-n.txt Z[X 7 912, 02-009-s.txt %

8 0T/~
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FILERREASY: WAULE ¢ 2 — TR #4053 (2019.3)
tfrz Nl X I Y [I 2 L tfzZIINall X I Y [l Z U
2 7 1 0.00000 0.00000 0.00000. 2 7 1 0.00000 0.00000 0.00000.
3 8 2 1.45300 0.00000 0.00000. 3 8 2 1.45300 0.00000 0.00000.
4 1 3 -0.23465 0.00000 -0.99264. 4 1 3 -0.23465 0.00000 -0.99264.
5 1 4 -0.23465 -0.92432 0.36191. 5 1 4 -0.23465 -0.92432 0.36191.
6 1 5 1.64315 0.77895 0.53154. 6 1 5 1.64315 0.77895 0.53154.
7 ) 7 1
8|INEQ]] CHG |Ju/D|l RD || VD | 10 8|INEQ]] CHG |Ju/D|ll RD || VD | 10
9 \p 9 d
10 0 Unit (0: Angstrom 1: Atomic). 10 0 Unit (0: Angstrom 1: Atomic).
11 0 Spin (0: Non-spin 1: Spin )l 11 1 Spin (0: Non-spin 1: Spin )l
12 0 M.P. (0: No 1: Yes )l 12 0 M. P. (0: No 1: Yes )l
13| 12500 Sample point (<100000, = 0 Autoset) .| 13]12500 Sample point (<100000, = 0 Autoset).
K7 9. 02-009-n. txt B8 0. 02-009-s. txt

02-009-n.txt (X7 9) @ 111TH TiE Spin=0 L 72> TWDHDIZHKL, 02-009-s.txt (I8 0) D 114TH
TlESpin=1 &> TWN5%.

6. Bbhic

LFEEBNCHEE SN T WD TOHMEER XY, 13 MEOBEE S 7O T EELFE L,
eduDV[I-18ITHAA AT, FF DIIARFH TR, BUEi s e R, BleiAamib s, By
HEERAE MRV AR, BUEMEM R, A HER A HERER O BRI, B K ORETAEE
BRE T VAT L5, LM LR, TER8Lyryey=7 ba—2x0 HEPEER) 24
LTCWa2, ZNHOEBRBEOF T, SEIAAAATL 1I3FEEHOERES -0 5 OV D, FAEN
FERIZH Y o TW D [41].

(1 ZER7T—~: S8 LiRRe, SRIEE L ORIG

FEBRNE HEh E 72 1TH DA o 7o SRR (AT ANIE £ T2 IR 2 N2 5 & ROET 5.
eduDV H &% - filif&(nitric acid, HNOs, CAS[7697-37-2])

Q) EBRT—<: B3 BBA A ORIS & R BERESRYE (BBA AL ORBEIBE)
FBRNG : Fe R BOWIKICTF AL T VBT B LA EMAD &, ARMFREIZRS.
eduDV &k : A Y F A7 U B(isothiocyanic acid, HNCS, CAS[3129-60-6])

B) EBRT—<: 0-ZxF b u YV ERAVLEANA F ¥ FeDFEE (B HEEIHT)
FERNE FeX 2 & TosikIc, HWiEt Fuxi 7 I VKEK, o-7 =T bu U VKK

e, WERR—EERET N Y U AREIR AN A, EEERET A= 510 nm QWO
ZREL, REHRICED FPOREZRETD.
eduDV %Gk : t e /L7 I (hydroxylamine, NH,OH, CAS[7803-49-8])
ki b ipE s, Mb%FER O0EBRT—~D—o2L LT [ ToEHbFEE )] 210
EFDZ L EBELTWD, KEFERAE Y Z—D Y a2 FEEBOTXTO/Y 2 221F eduDV 73
AV AR—=LLTHY, ERFE LR TES. EBREH CEBICR - TmREDOS 1%, F4H
b eduDV TEIREEFHE T2 2 L1080, 7LV TREOHENIME TE RN & 5.
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Abstract

A sufficient condition for the asymptotic stability of the equilib-
rium point of a system, which appear as a model for couple of the
love affair with time delay, are obtained by applying the technique of
linearization method, Hopf-bifurcation and Liapunov functionals.

1 Introduction

In a pioneering paper [19] and a famous book [20], Strogatz considered
a simple pedagogical model describing a love affair. He treated harmonic
oscillation phenomena using a topic that is already on the minds of many
college students, which is the time evolution of a love affair between a couple.
Later, Sprott [18] proposed more realistic nonlinear triangle models for love
dynamics [cf. 5, 10]. Moreover, Rinaldi who is an authority in this area, has
studied several types of models describing love affairs and published many
papers [cf. 11-16]. On the other hand, we study the effect of time delay on the
nonlinear dynamical model describing a love affair between two individuals.

In this paper, we consider the following delay differential equation

‘”flf) = —dpR() + f(J(t — 7)) + 1A,
PO a0 R - ed 0 ()

where we denote measures of the love of individuals R(t) and J(t) for the
partner by J(t) and R(t) at time t (like a Romeo’s love or hate if negative
for Juliet at time t and like Juliet’s love for Romeo). The parameter dp
and d; are the respective decay rates in the forgetting coefficient. The r;
is the return rates for R(t) and it describes the direct effect of his love on
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the partner J(t). A;, Ay are constant coefficients reflecting the appeal of
Romeo and Juliet, respectively and v; is Romeo’s reaction rate to Juliet’s
appeal and 7, is reaction of Juliet to Romeo’s appeal. 7, > 0 and 7, > 0
are nonnegative delay terms. Since R(t) and J(t) are each emotions at time
t, naturally, it later seeks for the conditions that the solution (R(t), J(t))
of equation (1) exists, whenever the initial date is given and all coefficients
are positive numbers. To do this, we assume the monotone bounded and
continuously differentiable function f(.J).

Equation (1) is an extending model of the without delay differential equation

dljlit) = —drR(t) +rrJ(t) + 1A,
d{h(f) = —dsJ(t) +rsR(t) + 1A, (2)

which has been proposed by Rinaldi et al. [12] and [16] as a model for the
linear system of love dynamics, where ri describes the direct effect to her
love on the partner R(t). Next, we introduce another differential model of
love with delay;

df;f) = —dgR(t) + Hi(J(t — 7)) + 71 As,
d‘gfﬁ — —dyJ(t) + Ha(R(t — 7)) + 72, (3)

proposed by Liao and Ran [8] and Son and Park [17], where H;(x), (i =
1,2) are the functions with same delay 7. To consider more reality love
regime than ordinary differential system (2), they investigate that the stable
equilibrium point is destabilized for a delay larger than a threshold value
and then bifurcates to a limit cycle via a Hopf bifurcation when Romeo is
secure and Juliet is non-secure. Our first goal is to investigate the asymptotic
stability of equilibrium points of 2-dimensional dynamics of Romeo and Juliet
in the multiple equilibrium case. The second case we take up concerns the
romantic real style of Romeo and Juliet with time delays.

All result in this paper is based on our paper [7], which is included proofs of
after Theorem 1-4.

We can show that the existence of solution (R(t), J(t)) is guaranteed for
equation (1) whenever the initial conditions are bounded continuous func-
tions;

R(s) = ¢i(s) for -1 <s5<0,
and (4)
J(s) = ¢a(s) for — 1 <5 <0,
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where ¢;(s) € C([—7;,0],R) (in short, C) and ¢;(0) > 0 for i = 1,2.
Here, Banach space C(I,R) is the set of all continuous functions map-
ping I into R with supremum norm defined by | - |¢ (in short, | - |), where

|¢| = SUPse[fr,o] |¢(S)|a ¢ cC.
2 Stability criteria of equilibrium points

In this section we study the stability of equilibrium points of equation (1).
We have the equilibrium point E* = E*(R*, J*) of equation (1), where

d;J* — A
R = —JJ T2 and

Ty
deJJ* — dR"}/gAl — ’I”J’}/lAg
Y = dgpR* —vAy = .
f(J7) rR" — 74 "

We investigate the stability of the equilibrium point E* = E*(R*, J*) by
linearization. Let

R(t) = R"+uz(t),
J@t) = J +yl),
where z(t) and y(t) are small perturbations. Then, the linearized form of
the equation (1) about the equilibrium point E* is writing z(t), y(t) for @(t)
and y(t).
#(t) = —dra(t) + [ (T)y(t — ),
yt) = —dyy(t) +rya(t — 7). (5)

Remark 1. We consider f(.J) are particular forms by taken as two cases:
for some odd integer [ > 1,

T’RJZ
pr— >
(Hy) f(J) K4 for J >0,
rrJt
f(J) = KR_ 5 for J <0,
and
J
(Hs) f(J):rRtanh(j),
0

where K > 0 is a real number and .Jy is the concentration parameters
related to the switching of the love individual by a Juliet’s love function
J(t). For [ =1, the function f in (H;) is considered by [11] and the
function f of (Hs) is treated in [1]. It seems that (Hs) is a more adjust
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condition than (H;) as situation of love affairs. So, in this paper, we mainly
employ the condition (Hs).
In the case where (H;) and (Hs), respectively, J* is given by the solution of
the equation

KA

#\[+1 TRTJ *\ [ *
_—— K —_— pu—
(J*) deJ(J) +KJ ind, 0

and
J* dnd A
tanh(=-) — 2L 4+ = 0,
Jo TRTJ TRTJ

where A = dgy2A; + 77142, In equation (5), the case where each
assumption (Hy) and (H2), we have

Klrp(J*)!

FI = & + (7)) (by Hy)
and

- (rr/Jo)

f(J) o2 h(J*/Jo) (by Hj),

respectively.

We can show the next theorem by using Routh - Hurwitz theorem [cf. 9, 16
and 20] for the second-order differential equation.

The stability results in this article are the following.

Theorem 1 (without delay case) [cf. 16]. Suppose that
dr+d; >0 and drd; > ryf (J*). (6)

Then, the equilibrium point E* of equation (1) with 7 = 75 =0 is
asymptotically stable.

Theorem 2 (with delay case). The necessary and sufficient condition for
the asymptotic stability of the equilibrium point E* of equation (1) with
delay 7 > 0 is the condition (6). Moreover, suppose that

dg>r;>0 and d; > f(J)>0. (7)

Then, the equilibrium point E* of equation (1) is globally asymptotically
stable for 7 > 0.

Proof. To prove the first statement of this theorem, we apply the approach
of [Theorem 3.7.3 in 6]. When delays 71, 5 # 0, the characteristic equation
associated with (5) can be written as

DA T) = N4+ a\+b+ce ™ =0, (8)
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where
= dr+dy,
b = deJ and (9)
c = —TJfI(J*),

and 7 = 7 + 7». It is easy to verify the necessity of the condition (6). For
instance, if (6) does not hold then the trivial solution of (5) is not
asymptotically stable for 7 = 0, from the proof of Theorem 1. If a real
number z and a 7 > 0 exist such that D(iz,7) = 0 then for such 7, the
characteristic equation (8) has a pair of pure imaginary roots and hence the
trivial solution of (5) is not asymptotically stable.

Setting A = p + v in (8) and separating the real and imaginary parts, we
get a system of transcendental equations;

P — v +ap+b+ce " cosvr =0, (10)

2uv + av — ce” *" sinvt = 0. (11)
One can write (8) in the form
N+ +w =0,

where w = b+ ce™". We note that the assumption (7) implies the condition
(6) and the converse of this is not true. For any real z, and 7 > 0, we have

D(iz,7) = =2+ aiz + b+ ce .

Then, for z =0, D(iz,7) = b+ ¢ # 0 by (6) and (9). For z # 0, let us

suppose 7T varies on the interval [0, %’H implying that |z7| will vary in [0, 27].

This means that e”*7 will vary over unit circle. Thus we can let for z # 0,
27 to be another independent variable o (where o = —z7). We can write

H(z,0) = G(z,0)+iK(z,0)
(=2 + b+ ccoso) +i(az + csino).

Thus,

G(z,0) = =2+ b+ ccoso =0, (12)
K(z,0) =az+ csino = 0. (13)

Here, eliminating ¢ from (12) and (13), we get

U(z) = 2* + (a® — 2b)2* + (1> — ¢*) = 0.
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A necessary and sufficient condition for U(z) = 0 not to have non-zero real
root is b — ¢® > 0, that is, b > ¢ from (6). If U(z) = 0 has non-zero real
root, then b* — ¢* < 0. From (12) and (13), we have

—az

tano = .
22 —-b

Then, we obtain the real values of ¢ which satisfy (12) and (13). Thus, a

set of necessary and sufficient condition for the asymptotic stability of the
interior equilibrium is ¢ < b. This completes the proof of local stability of
theorem.

Let us next consider the Liapunov functional V' (¢), defined by

V(D) = Vo), u(0)
= a(O)] + ly(®) + b2 |

t—71

t t

l2(s)|ds +b1/ ly(s)|ds > 0,

t—T1o

where a; = —dp, a3 = —d;,b; = f(J*) and by = r;. Calculating the
derivative V' (t) of V() along the solutions of equation (5), we have

V() = V() (x(t).y(t)
= [2()| + [9(t)] — ba|z(t — 7)) — baly(t — 72)]
+bo|a(t)| + bi|y(?)]
< (a1 4+ bo)[z(t)] + (a2 + b))y (). (14)

It follows from (14) that
V() + (=(ar + b))z (t)] + (=(az + b1))[y(@)] < V(0) < oo

By hypothesis (7), a; + by < 0,a2 + b; < 0, and hence it follows from (14)
that the functional V() is non increasing for all solutions (z(t),y(t)) of
equation (5) and so V/(¢) is convergent. Letting ¢ — oo into (14), we obtain

Jim V(8) = 0 < (a1 +b) fim [2(8)] + (a2 + bo) Jim Jy(0)] <O
which implies,
lim (J2(0)] + ly(0)]) = 2" +y* =0,

if (7) holds.
Then, this completes the proof of Theorem 2.

Remark 2. The above Theorem 1 and 2 hold for the both functions (H;)
and (Hz). This talk is motivated by Das et al.[3], [4] and Hamaya [7], that
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is 7Study the stability and the existence of almost periodic solutions of the
equation (3)”, and we also regard Theorem 1, 2 and next Theorem 3, 4 as a
partial answer in the affirmative for their research.

For the more complicated equation of (3), [2], [5], [15] and [16] have shown
the asymptotic stability of the equilibrium point £E* under the more
complicated conditions using a bifurcation technique and others.

3 Estimation for the length of delay to preserve
stability and bifurcation results

In this section, we suppose that in the absence of delay E*(R*, J*) is locally
asymptotically stable. This is guaranteed if (6) holds. By continuity of
solutions and for sufficiently small 7 = 71 + 75 > 0, all eigenvalues of (8)
have negative real parts provided that no eigenvalue bifurcates from +oo,
which could happen since this is a retarded delay system. It is then possible
to use a criterion of Nyquist which we describe below to estimate the range
of 7 for which E* remains asymptotically stable. Here we follow the
approach by [3, 4, 6] for such estimation of 7. We consider the system (5)
and the space of real valued continuous functions defined on C|—7, 00)
satisfying the initial conditions (4).

Theorem 3. If
dR—|—dJ>deJ—T’Jf/(J*)ZO, (15)

then there exists a 7, given by

—c+ /2 +2c2(a—b—c
T = \/ 2+( ), where a — b — ¢ > 0,
cvy

such that for all 7 < 7, the equilibrium point E* of (5) is locally
asymptotically stable.

Theorem 4. If we set P, = (drd;)? — [ryf'(J*)]? < 0 and if E* is unstable
for 7 = 0, then it remains unstable for 7 > 0. Moreover, if P, < 0 and if £*
is asymptotically stable for 7 = 0, then it is impossible that it remains
stable for all 7 > 0.

Hence, there exists a 7 > 0 such that, for 7 < 7, the equilibrium point E* is
asymptotically stable and for 7 > 7, the equilibrium point E* is unstable
and moreover, as 7 increases through 7, E* bifurcates into small amplitude
periodic solutions of Hopf type [5, 17]. The existence of unique 7 is given by
av nmw

)+;)’ n=0,1,2---. (16)

A —1
T = —tan —
v (1/2—b
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Our required 7 is given by n = 0 in (16) and hence the Hopf-bifurcation
criteria are satisfied.

4 Oscillatory criteria

We study the oscillatory behavior of the linearized system (1) involving two
distinct delays which are different. But, so far as the author’s knowledge
goes, there are very few studies on the analysis of oscillation of model with
unequal delays. To make the study mathematically tractable, all the delays
are assumed to be equal and equal to the 1/2 of the sum of all the delays.
From physiological date, it’s not psychology, today delay is nearly 28 — 30
hours in [4], from the numerical simulation of the linearized system, it is
seen that the pulsated or oscillatory behavior is present, if the individual
unequal delay exceed from 5 hours to two days. So, without much loss of
generality, we assume that 74 = 75 = 7, where 7; > 5(i = 1,2). Then the
system (1) can be written as

i(t) = —dpa(t)+ f (T)y(t - 7).

y(t) = —dyy(t) +rja(t —7), (17)
where dg > 0,d; > 0,7 >0, f (J*) > 0 and r; > 0. We will find a set of
sufficient conditions for all bounded solutions of the linearized system (17)

to be oscillatory when the system has equal multi delays (cf. [6]). Here we
adopt the following definition.

Definition 1. A nontrivial vector u = {z(t),y(t)}* defined on [0, ), some
a > 0, is said to be oscillatory, if and only if at least one component of x(t)
has arbitrary large zeros on [0, «).

Let us define

max{f (J*),r;,1} =~ >0, and
max{—dp, —d;} = —d < 0.

Theorem 5. We assume the following conditions:

(i) ~v>d, and
(i) €™ < yre. (18)

Then all the bounded solutions of (17) corresponding to continuous initial
conditions on [—7, 0] are oscillatory on [0, 00).
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Proof. Suppose that there exists a solution v = {x(t),y(t)}* of (17), which
is bounded and non oscillatory on [0, c0).

Then, it follows that there exists a t* > 0 such that no component of ()
has a zero for ¢t > t* 4+ 7, and as a consequence, we have

()] = —dglz(t)]+ £ (J)|y(t =),
ly(t)| > —dsly(t)| +rslzt—71)|, for t>t"+ 27

Let u(t) = |z(t)| + |y(t)| > 0, for t > t* + 7. Thus, we get
u(t) > —du(t) +~yu(t — 7) for t > t* 4+ 27. Now, we consider the scalar delay
differential equation

b(t) = —dv(t) +yu(t —7), for t >t* +27, with
v(s) =u(s), set™,t"+7]. (19)

Using the comparison theorem in [6], we have
u(t) <w(t), for t>1t"+ 27 (20)

We now claim that all bounded solutions of (19) are oscillatory on
[t* + 27, 00). Suppose that this is not the case, then the characteristic
equation associated with (19) is given by

A= —d+ye ™,

has a non positive root, we say, A* < 0 and it follows from (i) of (18) that
A* # 0, then A* < 0, and hence, we have

N > —d + v

Then, |A\*| + d> ~velNIand by the expansion into series of eX for some
X € R, it is clear that e(A"+)7=1 > 7(|\*| 4- d). Thus, we get

X7 .
> lzel - > el =d,
|+

The local inequality contradicts (i) of (18), and hence, our claim regarding
the oscillatory nature of v on [0, 00) is valid. Since v has arbitrarily large
zeros by (20), which means that u(t) = |z(¢)| + |y(t)| is oscillatory implying
that Z(t) is oscillatory, but this is absurd. Since Z(t) is taken to be non
oscillatory vector. So, there cannot exist a bounded non oscillatory solution
of (17) when the conditions (i) and (iz) of (18) hold, and therefore, the
proof is complete.
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5 Examples

We consider concrete examples of the following linearized equation of
equation (1)

p(t) = —ax(t)+by(t — p2),
g(t) = ca(t—m)—dy(t), t>0, (21)

where, in equation (5), dg = a, dy =d, 71 = p1, T2 = lg, ry = ¢ and
f'(J7) =b.

(i) Weset a=1/2, b=1/3, ¢=1/3, d=1/2 and pu; = ps = 2. Then,
dr=a(=1/2)>r; =c(=1/3) >0, and

dy=d(=1/2) > f'(J*) = b(=1/3) > 0. Thus, it clear satisfies assumption
(7) and (H;). Moreover, we have

F(J) = (3/4) tanh(J) and E* = (R*,J*) ~ (1.2,1.0),

where
e (3/4)
FT) = {cosh(J*)}?

for Jy = 1 in H,. The initial functions are defined by

R(#) = ¢1(#) =1>0, and
J(0) = ¢2(0) =1 >0,
belong to the ¢;(0) € C[—2,0] for i =1, 2.

From our Theorem 2, we can show that for time delay p; = 2 > 0, the zero
solution Ey of equation (5) is globally asymptotically stable, i. e. the
equilibrium pint E* of equation (1) is globally asymptotically stable by
assumptions (7) and (Hy).

(ii) We also set a =1/2, b=1/3, ¢=1/3, d=1/2and 3 =1 ps =5.
Then, dgr = a(=1/2) >r; =c¢(=1/3) > 0, and

d;y=d(=1/2) > f'(J*) = b(=1/3) > 0. Thus, it satisfies assumption (7)
and (Hy). We denote the initial functions by

R(#) = ¢1(0) =1 >0, and
J(0) = $2(0) =1 >0,
belong to the ¢1(0) € C[—1,0] and ¢9(6) € C[-5,0].

By our Theorem 2, we can show that for time delays yy =1 > 0 and
p2 =5 > 0, the zero solution Ejy of equation (5) is globally asymptotically
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stable, i. e. the equilibrium pint E* of equation (1) is globally
asymptotically stable by assumptions (7) and (Ha).

Four figures of the final page denote the asymptotic stability of the zero
solution of equation (21). Here, we denote measures of the love of
individuals, x = z(t) and y = y(t) for the partner x(t) and y(t) at time ¢,
and moreover the vertical line is time ¢.

The specs of our machine are that

System is the Intel(R) Core(TM) i7-6700HQ CPU @2.60Hz, 2.59GHz,
RAM is 8.00GB,

GPU is Intel (R) HD Graphics 530,

OS is the Windows 10, Home, and

Soft is Maple version 2017.
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In the case of (ii)
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Building a simple and low-cost integrated management system of
sample storage and measurement data, Il

SILmEE (ELERKRZ FHRLEE 42 —)
Tadahiro Hatakeyama (Information Processing Center, Okayama University of Science)

In this study, we discuss and introduce a concise system for the
sample and data managements in a small laboratory. Following the
last report, here we show an example of implementation of the system

with open source softwares and Microsoft Excel.

1 [XFC&HIC

W EDOT — 2 OFREENFRE & 72 o T D &I, MES OBFFEER CILHIE CHEBES
ONTAET —FDHRLT, BREZOLDICONWTHEMORIENRDOEND L H 75
TEm0, %m2&~2%£%@%%ﬁéfﬁé\ﬁ%¢-ﬁ%%@%ﬁﬁﬁﬂ%ﬁﬂ%
AIREZRRAE CIRE T 2 7 DITIIFE =R L R EE OB CHBIIRE O W RE S AT A0
RKdDoHLDH, Ll \&<®ﬁ%§Tiﬁn$% FNTFDY Y —ADORBEBAICHE 4
BIZH <. FREI>THRNVONRBRTHA 9,

ORI BRBRIC—AZHE L D5, EEORBE 2INIBWT, K¥P5 B RE RO
RETH T 2B (7)) LEREHNWTELNET — 2 %250 MEEHY
AT NEMBWNAERT 5 —FIEIZO W T Ui, £ 2 Clk, HERBFEO L2727 1 —L
R A 22N LT, A b eSS TRE (7)) iconT, %
T BEGEICAER - R S e TEBEEH L/ EOREIC L > TR [5F—4 )
RS TEHT 270D FELZELE L, fMRE LT, Ol 2R EEE Y 7 11,
QREHREEN T A MR EBIOBERIZT 7 B AT 5720 Web EICHEET HT — X _X—2
(R—Lb_—=) OFREEE - HIEMEREURHE MG LB THRAICERT 2 7 L,
WZaEIL, 2B ZHWTHRAMICERT 2 O EME EFIEE, SOICHEORS S %
EZTHYETHD R, TOHh, VAT LAEBETHICH T > TR b L fiiHIC
MAOHL—AARNTTELEIF—T LV —ZDELDORFERY 7 N = T EEFIHTX 7
W L, BRI ORI Z BT 5 2 LN TEX 20T, SEIFXZ OHE L FEIZ S
Wi L %,

*Corresponding author: [Tt X3 KHT, hatake@center.ous.ac.jp
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2 7Oy FOER

ZDOEDREIH A ERL T DT OO~QDEH B EZUTO LI ICEE L, WTFilbA—7
VI=ADY T IR T T TFTAZH Y THRS ER LTS Y 7 OB EFEHL, *v b
ECAB SRR ATRERIER A > TR IHET L &Nt (K1), EBIHEAT
H7eDITiE, — REUCIEEBOREIOE), T—2%2F LD - Web LIZEL 29O pC
R == T L EHIRT 57 A EOHEREREAETILERH LN, b
TEFESTHDHDOTRVWOT, EEMIZ TR MIUZEDLN LR,

21, ERXMGT—2EEES

FT. B EHE - BIEOT— 252 F O TEHRTLOICERHT —4% > — M & 1ERKR
T5, HIKBLEREBRAT — 2 13&VA MCETERETZELZbOTH D, 22U
YA FOFERER (A M BEARE, FUEHEE) 01Fh, REOEHECHET — ¥
EBY A MELTELS, BRIZMEMNEL, W7 7 A V4% — Mk d 2, HE
T—=2IZOWNWTIE, FHEOPEEN T SASLILELH A DD, IRz 072
FERET T EINEAS, = NIV A FZ LI THETS (X 2), ARIOFEET
L. Microsoft Excel ZMiH L TIERT 5723, DY — /L ThiEbRW, BT 5X9
2, Excel [ZIZRMND XML ~T 7 AR — M T 5N H L0, REVESH THDH, 22
MOR— L=V EERTH72DHD XML 7 7 AN TSIV EAERT DT ODANTI 7 7 A v
AR T D, ZZICBTEE O RERHAO7 7 A WL T TIHER L TV AIFRE L Z VO
T, ZOFEEMEHTED), DT P REROTECHEHTELZ L HEZNA D,

22. T—RR—XMD Web tIZE§T &5

B A FOEHRIT, FNEFNMLRR— LR —DIZF LT, ERECHEEH L END
WOTHLT 7 EATELEIICLIEY, A=A X—=IF Bl D> — F s BZEH L THER T
ZIUEFEB D7, BN T T U CHOILUTME R W 2D Excel D7 7 AL
(XLSX) £V HIML ~EH HfE 2 OFEZRD Z LN TE D, Excel P~ e DEE
HTML (Vb5 "MATML") FRUICEHE L CTLE ) HiELH LB, T—X 2 AT 5B
THR—LXR—=V ETROLNDLIBIZ L2 TI R B, £72 XLSX 7 7 A /L) b [EEE HTML
EERT 2227 ) 7 v 2R T25FLHDE8, T2 TIE XML 7 7 A /L&A LT HIML ~&
BT D HEERA LD, BN ELE DA - EZEFHENA S CTERT D0, #F5E
FEOMFRABEDFIFITHIE L TREERENEBZLNLTZOTH D,

FlEE LT, £9 ML OfFEZFIR LIz AF—~ (xsD 77 A/V) ZHET S, KIZ,
Excel @ XML Y —ADHISHT | BEEZHE > T — MNMIHDHT —F L AF—~vHOMHE
RO A 0B:.4, ZOfEEIT 1 2OV A MZONWTITWY— T abv—LTiod A
MZOWTRIRZHL L TWFIE LY, v — MR SN FER EOINE T 7 A Va2 E
THERICONWTIEL, BEOTZ 7 ANV (EEYA M=V T—ERIIME S FLRA N7 L)



FFEE RS L OHNE T — 2 DO SR A B Y 27 41

HLHET D, st T =2 AN Kb oT2h, = hZ 8 XML 7 7 A b~ AR
— T %,

WIZ XML 77 ANET TP TCRRTDLEDICAF—v XL LTEAZ AL — |
(XSLT) 7 7 A NVEAERT D51, =7 AR— K L1z XML 7 7 A VO RFETIZA X A L3 —
k% FiRIATe xml-stylesheet ¥ 7 2 IFIUL,. TDOEETT T UV RRTDHIENTE
%o F72. Python @ 1lxml 74 77 VIO X 57 b D&M 21X, 5HTML 7 7 A V&2 1ERRT
HZELTED, WTHIZEL, bty —b 1 KOWZxa Lz 1A b 1
ODDFR—LR_—=VEEHT D (K 3), TX7/2 HIML 7 7 A VX E B e & & —fIC LT T
LOU 2T ==l T v T u—RT5, HikT5HLO12, ZON—TIIFRENTRD
WENAT— KT A HEDT 7 EAELEZTNDDT, ERFFOT-HD 1P 7 KL AT X
L7 7 EARKNETH D, RONTHRIEGAEITN— v 7 BEEE T 25N LSFiT 5,

23. AHOEETS

WIZ, BERE LA - a7 BT A2EHEAET L7020, ECERLET —4~—
A (R—=Lb_—=) ~OFEEE AN TV EERT S, 2T, BERREHIAE S b o
&L B = ARREEN 2 T T EEBOMBEE 2 G0 AGR IS b oo 2 O b
DEMBELTND, FERLT—Z M NERKTRET 251X OMED 7 V2 FTH
FEWL, thoBRBTHRE - BHL TWOI0HLHLEAH5, KVAT AT, MifF7~
JTHIRO Z ~vyr— (BEOT Y 2 THERATELZ D) T~ 7Y 22T
TERLT 2,

FOVHIFRHOT — 213, LRt v — b EIc e T 5, 72 & ZIXEBECE O S A L.
AT CE DGR O TN D DT, BT LIk &4 b URL 2R L7z N—a—F
DEORBOET ZHFTIXI VL, REEND = 7 FRERENOEEORE 2 A
niz b A HiciE, A bOfE#E URL 2Rk L7z K9 e 7~ a2 EkT 5 (X 4),

FOVDOERRIC =7 BV 2 W DA Tid, Microsoft Office f1E® Microsoft
Barcode Control] #HW T AN—a— R&ER LB, ZLIALHIBIHOEXRZESL~ 7 1
EAERT DONENS S, LinL, TNV ERGROILTTOHEN 1A 1S LTS &
FIR S 2202, TV EERT D700 o T2 gty — b 7 ~UVEIFH O % & Bk
THHEDBBENTHS, AL, Python @ ReportLabl® & QR Z— KT A 7 7 J [101%
FWT pDF Z1ERL L., TIRDA 7 Y=y U 2 CTEIF LTz, ARNX, E5EEHTIX
20mm BRI DO T ~L (1 IXEBEH A XT 20 T-ULAITF) L% ar7FHICE
86.4x50.8mm DA T ~)L (1 1T a4 YA X T 10 F-VVEITF) 212 Hniz, 3k
YTFIEBICMAAS LT AL TIR, A= 74 0RF T Ly FOATAT AW TRE L
N — RFRHEIRO T 7V NER—L_X=U %L Z LT, A FOREL T — X DI
BERDZENTE D3, HFREOME R DD D> TODHFFREOFERCHIE N K- Thb
RFRI SR o T iBHT DN T, EDHTHEMIZT 7 BATEL L OIZ2D (K 4)
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3. FELHESHE

RN EEMEE 25 2, (REH & EBRER LT — 2 @ik 2 AR Oo0 572
DOWMGH T AT 2aBR L, EIE LTz, KEEAREECEMZ /RRICT 2 Hik L~ 1o
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BIZAEDETWSEEL LN D, TOMREEPID TNE TN, - ET —X D7 F 7114
RFEHR 7 7 OFtEke EOMOBREZ BN 5 Z & bii L T <,
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ERLT 2 Z & b B2 M, JLHEMENMEW =D, TBREEZ EZETE LI 0 LA BORGTER
BE L7,

i

ARG IR E B4 (16H01826, 17H02420) DOV R— &% F Tk Lz, %
7= B LBRR R R A g o 7 — 3R B O MPMS B 3 L ONE AR SEE 2 TR A
& —H[FER AR (BRRE S 178033, 17B033) &1L L, %< OO E 2 LT
BUET, IO OHIE L MERIE#H N LET,
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