INTERGLAD Ver. 7 [ZBITARFEEID UX b

fEEIEER  Structure

ID &S Structure Item (B&¥R) BAEERME - (F5HA Structure Item
Spectrum ARIRL
(Spectral Curve) (RRGMILT—H)
01101  IR-Visible (Fig) Froh~aIfRig (&) IR-Visible (Figure)
01102  Visible-UV (Fig) AR~ %58 () Visible-UV (Figure)
01114  Lumi/IR-Visible (Fig) FHARTE V(TR ~TIR) (R) Luminescence/IR-Visible (Figure)
01115 Lumi/Visible-UV (Fig) FHZARIE V(AR ~ %) (R) Luminescence/Visible-UV (Figure)
01103  Raman (Fig) STUARIML(R) Raman (Figure)
01104  NMR (Fig) NMRRARZEL () NMR (Figure)
01105 Moessbauer (Fig) AR T—(K]) Moessbauer (Figure)
01106  ESR (Fig) ESR (&) ESR (Figure)
01107  XPS (Fig) XPS () XPS (Figure)
01108  XAFS (Fig) XAFS(E) XAFS, XANES (Figure)
01109  X-Ray (Fig) XHRERT () X-Ray Diffraction (Figure)
01110  Neutron (Fig) R FEREIT () Neutron Diffraction (Figure)
01111 Calc (MD, MO) (Fig) FHEALFERRIML(R) Calculation (MD, MO) (Figure)
01113  Others (Fig) Z D1t (E) Others (Figure)
(Peak or Valley) (E—{EE=ITBE)
01201  IR-Visible (Peak,Valley) FRot~TIRE (p. v) IR-Visible (Peak or Valley)
01202  Visible-UV (Peak, Valley) AR~ %M (p. v) Visible-UV (Peak or Valley)
01214 Lumi/IR-Visible (Peak, Valley) FEHARIE LGN ~ATHR)(p. v) Luminescence/ IR-Visible (Peak or Valley)
01215 Lumi/Visible-UV (Peak, Valley) FEIARYFILERIR~ MNP, v) Luminescence/ Visible-UV (Peak or Valley)
01203 Raman (Peak, Valley) SRUARTEIL (p.v) Raman (Peak or Valley)
01204  NMR (Peak,Valley) NMRAARIRIL (p, v) NMR (Peak or Valley)
01205  Moessbauer (Peak,Valley) FARINTTT—(p. V) Moessbauer (Peak or Valley)
01206 ESR (Peak, Valley) ESR(p. V) ESR (Peak or Valley)
01207 XPS (Peak, Valley) XPS(p. v) XPS (Peak or Valley)
01208 XAFS (Peak, Valley) XAFS(p. v) XAFS (Peak or Valley)
01209  X-Ray (Peak,Valley) XHREHT (p. V) X-Ray Diffraction (Peak or Valley)
01210  Neutron (Peak, Valley) RETHREIHT (b, v) Neutron Diffraction (Peak or Valley)
01211 Calc (MD,MO) (Peak, Valley) FEEERRINL (P V) Calculation(MD, MO) (Peak or Valley)
01213 Others (Peak, Valley) ZDHDRARIEIL (p. V) Others (Peak or Valley)
Interatomic Information [RFEEER

Radial Distribution Function 4rr’p(r)
Pair Distribution Function
g(r) or p)=pog(r)
Cumulative Pair Distribution Function
02101 RDF etc (Fig) BRSO AEERE (KD Total Correlation Function
t(r)=4nrp(r)
Differential Correlation Function

d(ry=4mr{p(r)—po}

Others

02201 Interference Function (Fig) FiHREE (=)  Interference function (Figure)
02301 S(k) (Fig) BEEF(X) Struture Factor (Figure)
02701 Tonic Radius A7 E Tonic Radius
02802  Heterogeneity Radius TH— 1% Radius of Heterogeneities

(1st Interatomic Distance ) (F—IRFTEIREHE
02401 1st Distance (Typical) F—ES I (KRB 1st Interatomic Distance (Typical)
02402 1st Distance (Ave) F—FES IR (FHE) 1st Interatomic Distance (Average)
02403 1st Distance (Peak) E—IESER (E—o1E) 1st Interatomic Distance (Peak)
02404 1st Distance Variance F—iEE RS R 1st Distance Variance



02405 1st Asymmetric Param FE—IERFRE S A—E— 1st Asymmetric Parameter
(2nd Interatomic Distance) (EIRFHEIERD
02501 2nd Distance (Typical) RO (R&®) 2nd Interatomic Distance (Typical)
02502 2nd Distance (Ave) F RS IR (TE) 2nd Interatomic Distance (Average)
02503  2nd Distance (Peak) E_HEEIER (E—V1E) 2nd Interatomic Distance (Peak)
02504 2nd Distance Variance S i 2nd Distance Variance
02505 2nd Asymmetric Param FZIERTRE ST A—E— 2nd Asymmetric Parameter
(n-th Interatomic Distance) (SBnRFEEERD
02901 n-th Distance (Typical) EnftE IR ((CXRIB) n-th Interatomic Distance (Typical)
02902  n-th Distance (Ave) EniEEIERE (FHE) n-th Interatomic Distance (Average)
02903  n-th Distance (Peak) EnfES IR (E—21E) n-th Interatomic Distance (Peak)
02904 n-th Distance Variance FEntEEIEEE S g n-th Distance Variance
02905 n-th Asymmetric Param FEnIERTRIE ST A—F2— n-th Asymmetric Parameter
(Bond Angle) (HEEA)
02601 Bond Angle (Typical) e RKB Bond Angle (Typical)
02602 Bond Angle (Ave) =&/ (CEBIE) Bond Angle (Average)
02610 Angle Variance (Ave) EEAS R (CEME) Angle Variance (Average)
02603 Bond Angle (Most Probable) A (RBHEER) Bond Angle (Most Probable)
02604  Angle Variance (Most Probable) WEEANMIE(REHER) Angle Variance (Most Probable)
02605  Bond Angle (1st Peak) weAE—E—Y) Bond Angle (1st Peak)
02606  Angle Variance (1st Peak) #HEANMEE—-Y) Angle Variance (1st Peak)
02607  Bond Angle (2nd Peak) weAE=ZE—Y) Bond Angle (2nd Peak)
02608  Angle Variance (2nd Peak) HEANTME(EZL-Y) Angle Variance (2nd Peak)
02609  Bond Angle Distribution (Fig) wEeAM™R Bond Angle Distribution (Figure)
Ring Structure T REE
03001  Ring Size (Typical) BIRB(REXB) Ring Size (Typical)
03002  Ring Size (Ave) BIRM(FEYBE) Ring Size (Average)
03003 Ring Size (st Peak) F—E—VBRH Ring Size (1st Peak)
03004  Ring Size (2nd Peak) EE—VBIRE Ring Size (2nd Peak)
03005 2-Membered Ring 28IRDIFELE 2-Membered Ring
03006 3-Membered Ring SEIRDFFELL 3-Membered Ring
03007  4-Membered Ring ABIRDFEL 4-Membered Ring
03008 5-Membered Ring 58IRDIFELL 5-Membered Ring
03009  6-Membered Ring 6BIRDFHEL 6-Membered Ring
03010 7-Membered Ring 7 BIRDTFELL 7-Membered Ring
03011 8-Membered Ring SEIRMFHEL 8-Membered Ring
03012 9-Membered Ring OBIRDFEL 9-Membered Ring
03013 10-Membered Ring 108IRDFEL 10-Membered Ring
03014 Ring Structure Distribution (Fig) EIR¥MS Distribution of Ring Structure (Figure)
Coordination Number [ES ¢
04001  Coord No. (Typical) Bofrst (R&ME) Coordination Number (Typical)
04002 1st Neighbor Coord No. E e lic e 1st Neighbour Coordination Number
04003 2nd Neighbor Coord No. bl g 2nd Neighbour Coordination Number
04004  3rd Neighbor Coord No. BRI 3rd Neighbour Coordination Number
04005 Coord No. 1 BRI DTETELL Coordination Number 1
04006  Coord No. 2 B2 DTETELL Coordination Number 2
04007  CoordNo. 3 BRI BB DTFLELL Coordination Number 3
04008  Coord No. 4 B84 DTFLEL: Coordination Number 4
04009  CoordNo. 5 BI85 DTFLEL: Coordination Number 5
04010  CoordNo. 6 BRI B6 DTFLEL: Coordination Number 6
04011 Coord No. 7 B 7 DTFAELE Coordination Number 7
04012 Coord No. 8 BRI 88 DTFELL Coordination Number 8
04013 CoordNo.9 FRAIEO DIFELL Coordination Number 9
04014  Coord No. 10 ERIER1 ODTETELL Coordination Number 10
04015  Coord No. 11 Eofd 1 DTEEL Coordination Number 11



04016 Coord No. 12

Bolid1 2D TFFELE

Coordination Number 12

04017  Coord No. Distribution (Fig) [k ] Distribution of Coordination Number (Figure)

Bridging Oxygen Information RIEHRIER
(Bridging Oxygen) (ZEAEEER)

05101  NBO/total O SFFRPOIFEEHRED LLE NBO Fraction / [total O]

05102  NBO/total X HSRAMRTTER X —EZ=YDIEZEE  NBO Fraction/ [total X]

05103  BO/total O SFFRPOEIERFED LR BO Fraction / [total O]

05104  BO/total X HSRMHTTE X —EAZH=YDZEEEE  BO Fraction / [total X]

05105 [02-] total O LEEFRPOINIFERD LR Isolated Oxygen [07] / [total O]

05106 [O2-)/ total X

05107 3 Coord O/ total O
05108 3 Coord O/ total X

HAIRAREITHR X —EL =Y OIMIEE

EEFEPOZEREERD R

HAIRAREITHR X —ELf=Y D=L

Isolated Oxygen[O”] / [total X]

3 Coordinated Oxygen / [total O]
3 Coordinated Oxygen / [total X]

i3
(Qn Distribution) (Q"57)
05201 QO/ total X EEMEREEEEVEMASATES Q' /total X
FHEERDIFELEER
05202 Q1 /total X EADEEEFEZET DEMASAT Q' /total X
B FREERDTFELER
05203  Q2/total X 2N EEEHEFRERT EMASAT  Q/total X
B FREERDTFELER
05204  Q3/total X SENEEHEFEET HEMASAE Q' /ol X
B FREERDTFELER
05205  Q4/total X ABEDEEEFEETHEMASAE Q' total X
D FHEERDFFELLE
Oxidation Number L[ :8
06001 Valence No. (Ave) BT Valence Number (Average)
06002 -6 Valence — 6D TFIELL -6 Valence
06003 -5 Valence —5{fDFIELLE -5 Valence
06004 -4 Valence — MDD TFIELL -4 Valence
06005 -3 Valence — 3D TFELL -3 Valence
06006 -2 Valence —2{fDTFELL -2 Valence
06007 -1 Valence —1{EDFELL -1 Valence
06008 0 Valence OffiDTEELL 0 Valence
06009 +1 Valence + 1{lDFFEIELE +1 Valence
06010 +2 Valence +2{liDFFIELE +2 Valence
06011 +3 Valence ~+ 3{lDIFIELE +3 Valence
06012 +4 Valence +4{lDIFIELE +4 Valence
06013 +5 Valence + 5D FELL +5 Valence
06014 +6 Valence +6{fDFEL +6 Valence
Strucure Model BEETIL
08001  Structure Model BEETIL Structure Model
Basicity IBEE
09001  Optical Basicity IR ERE Optical Basicity
Induced Structure e
10001 Induced Structure BEEE DT LMIL—Y—%) Induced Structure (by Femtosec Laser, etc.)
Phase Separartion Vaki:
11001 Phase Separation Vaxic! Phase Separation
FSDP and Boson Peak FSDP BRUKRYVVE—H

07001 FSDP Q Value

FSDPQ {&

FSDP Q Value



07002  FSDP Quasi-Bragg Plane Spacing ~ FSDP #¥75*/ HEfEiE FSDP Quasi-Bragg Plane Spacing
07003  Boson Peak RYE—Y Boson Peak
Raman Data FIVT—4H
12001 Depolarization Ratio RARBHE Depolarization Ratio
ESR Data ESR 7—%4
16001 g Value gfE g Factor
16002 g Value (perp) elEDHISEERS g Value (g 1)
16003 g Value (para) elBEORESETFTRS g Value (g//)
16004 Hyperfine Coupling Const RIS TR Hyperfine Coupling Constant (hfec) (A)
16005  perp Hyperfine Coupling Const B HEEERS Hyperfine Coupling Constant (A 1)
16006 para Hyperfine Coupling Const B BEETTES Hyperfine Coupling Constant (A// )
16007 Hyperfine Structure Spacing IS ERER Hyperfine Structure Spacing
16008  ESR-FWHM RIS (REE) Line Width (FWHM)
16009 Dipolar Hyperfine Coupling Param IS FEMHlFES/5A—5—  Dipolar Hyperfine Coupling Parameter
16010  Fermi Contact Interaction Param DTILVIHEEAER/NTA—5— Fermi Contact Interaction Parameter
XAFS Data XAFS T—4
13001 Absorption Edge Position IR E Absorption Edge Position
NMR Data NMR T—%
14001 Quadrupolar Coupling Const BB FEETER Quadrupolar Coupling Constant
14002 Asymmetry Param JExtFRs ST A—S— Asymmetry Parameter
14003 Proportions Present FERE Proportions Present
14004 Chemical Shift (=== 8 Chemical Shift
14005 Chemical Shift Anisotropy b JREAHE Chemical Shift Anisotropy
14006 Isotropic Chemical Shift EHMEEFE T Isotropic Chemical Shift
14022 2nd-order Quadrupolar Shift FE2QNRINEF T~ Second-order Quadrupolar Shift
14007 Quadrupolar Tsotropic  Chemical O OIWBEFEHL T Quadrupolar Isotropic Chemiical Shift 'O
Shift 170
14008 Shielding Const TERRTESN Shielding Constant
14009 Spin Coupling Const REUEETER Spin Coupling Constant
14010  Relaxation Time FEAnRRE Relaxation Time
14011 Relaxation Time T1 HiEEFNBFRE T1 Longitudinal Relaxation Time T;
14012 Relaxation Time T2 TERERORRE T2 Transeverse Relaxation Time T,
14013 Quadrupole Relaxation IUB RN Quadrupole Relaxation
14021 NMR-FWHM HRIE (REE) Line Width (FWHM)
14015 Dipole Interaction s FHEE/ER Dipole Interaction
14016 Quadrupole Interaction s EEER Quadrupole Interaction
14017 Electric Field Gradient EBHAETYIL Electric Field Gradient
14019 2nd Quadrupole Effect ZRO%IUBF DR Effect of Secondary Quadrupole
14020 Quadrupole Moment BB FE—A K Quadrupole Moment
14023 MQ-Quadrupolar Coupling Param ~ MQ #%PGFHES/5A—%—  MQ-Quadrupolar Coupling Parameter (Product)
14024 Isotropic Dimension FAMRT Isotropic Dimension
Moessbauer Data ARINGT—T—43
15001 Isomer Shift BRI Isomer Shift
15002  Quadrupole Splitting BT DR Quadrupole Splitting
15003 Moessbauer-FWHM fRiE (GHENE) Line Width (FWHM)
Others ZDfth
99999 Others ZDith
(000%+*) e Miscellaneous  Items



