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BROFIC - EELGRI 2 b

REAXYSFILESUB 7 7 1 JLICIF. Z< DYEH B VWIERIGEHRINEEIN TV . BREZXRTI 3K
BUATORA > b 2ZERLTLLIEE L,

ULTFoWTnhORRIEROFABZRETLET,
QRD R TR
ALL/IALL R

BE FULL R TR OFRBIZEEO L EEA.
MRS D2OATI)—ICHESNTED. £0ATIV—I—RZEEITNEIDESh YL E —ER
TCEEXY,

BEOYMH B WIERBIERICD LT, REAXYSFILESUB H*5 REAXYSFILEBIBAZORXRA—/N—TF 3B ¥
IFTEXHAS

1. BT THORTHRIZQRD RFER (F7 A4 )

774 bD QRDXTHERZFAT S . XRFAZIEET 5w <. MERERRCRRICEE
LIS LUORISIEREZRTTE XY, QRD XTI ZHE EBD LT T,

™
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2. USRSSROMERICIZ ALL/IALL R E2ES

MEETEBREIVPNBRE N TVWAYIMEREDU A FERTITEEXET, UTOLO—FRIF. 71—
IREAEA YT RO IALL R TRRLEEHITY,

REBERRTDOIZHOYMEI— R (B : DEN)
Y D%FE (B : Density of the Liquid)

T—2E (1)

YDA I — (B : PHYS)
RISEROEE. T2 (ERY RN ERTTRRTZZEIETEEEA)

ACCESSION NUMBER:
REGISTRY NUMBER:
CHEMICAL NAME:

SUBSTANCE DESCRIPTOR:
COMP. MOL. FORMULA:
LIN.
INCHI KEY:

ALTERNATE INCHI KEY:
MOLECULAR WEIGHT:
MARKUSH REF. COUNT:
REFERENCE COUNT:
ENTRY DATE:

PROPERTIES:

REACTIONS:

STRUCTURE FORMULA:

38153 REAXYSFILESU

29820-79-9

1,4-Bis03C; 3B2; -(2-quinolyl)vinylO3E; benzene;
1,4-di-03C; 3B2; -(2-quinolyl)vinylO3E; benzene;
2,2'-(1,4-phenylenedivinylene)bisquinoline;
1,4-bis-((1i)trans-2-[2]quinolyl-vinyl)-benzene
heterocyclic

C28 H20 N2

C28H20N2

DJDHBLKJOAHWQU-HBKJEHTGSA-N
DJDHBLKJOAHWQU-HBKJEHTGBR
384.48

1

12

Entered STN:
Last updated on STN:

14 Jul 2020
1 Feb 2024

(1)
(PHYS)
FLUS Fluorescence spectroscopy

DEN Density of the Liquid (PHYS)
MP Melting Point (3)
(14) (SPEC)
LUM Luminescence spectroscopy (1) (SPEC)
NMR NMR spectroscopy (4) (SPEC)

UVS UV/VIS spectroscopy (18) (SPEC)
CRYPH Crystal Phase (1) (STATE)

CPD Crystal Property Description (5)
CSG Crystal Space Group (1) (STATE)
CSYS Crystal System (1) (STATE)

POT Electrochemical Characteristics (2)
FINFO2 Further Information (8) (FURTHER)
IDA Interatomic Distances and Angles (1)
PSD Patent Specific Data (3) (FURTHER)
LB Substance Label (3) (FURTHER)

(STATE)

(FURTHER)

(FURTHER)

RX.ID; RX.PAN; RX.RAN (2)

™
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BEEFBAZHEL TLWEWRTER | DISPLAY FULL (2155 ZRT)
(IFULL RTEXIFIREFMEBETETEEA)

BE: DFULL TERRT B . ERBICRLSAD (—RAIIC 10,000 A ETF—2HFENET) .
SRATLIZS—%Z5|TERIIEIEUN DD FT, FULLRTEAZFIAT 35513,
AIICDALL TRERL T WERIN TV EWMERBOT — 28z L T ZE L,
AN 1205685 REAXYSFILESU
CN 13,13'-dihydroxy-[14,14"]biibogaminyl-18,18'-dicarboxylic acid dimethyl
ester
SD heterocyclic
MF C42 H52 N4 Oo6
CMF C42 H52 N4 06
LSF C42H52N406
INCHI KHWRBOXEKRQJSZ-FPDPKCOBSA-N
AINCHI KHWRBQXEKRQJSZ-FPDPKCOBBI
MW 708.898
MARKREF.CNT O
REC 1
ED Entered STN: 13 Jul 2020
Last updated on STN: 19 Jan 2024
[ 11
- [ A
‘ulﬂ;}
PROPERTIES
ORP Optical Rotatory Power (1) (PHYS)
IR IR spectroscopy (1) (SPEC)
MS Mass Spectrometry (1) (SPEC)
NMR NMR spectroscopy (2) (SPEC)
UVS UV/VIS spectroscopy (1) (SPEC)
LB Substance Label (1) (FURTHER)
Optical Rotatory Power (1)
Value | Type | Wavelength | Ref (s)
(ORP) | (.TYP) [ (.W) | (REF)
(deg) | | (nm) |
+ + +
-43 | [alpha] | 589 [ 1
1. AN 3007390: Journal: Damak et al., Tetrahedron Lett. (1974), 214lp.
IR spectroscopy (1)
Keyword | Ref (s)
(.KW) | (REF)
IR |1
1. AN 3007390: Journal: Damak et al., Tetrahedron Lett. (1974), 2141lp.

Mass Spectrometry

Ref (s)

(1)

™
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1. AN 3007390: Journal: Damak et al., Tetrahedron Lett. (1974), 214lp.

NMR spectroscopy (2)

Keyword | Comment | Ref(s)

(.KW) | (.CMT) | (REF)
+ +

NMR | 13C-NMR | 1

NMR | | 1

1. AN 3007390: Journal: Damak et al., Tetrahedron Lett. (1974), 2141lp.

UV/VIS spectroscopy (1)

Keyword | Ref (s)
(.KW) | (REF)
UvV/VIS |1

1. AN 3007390: Journal: Damak et al., Tetrahedron Lett. (1974), 214lp.

Substance Label (1)
Label | Ref (s)
(.LB) | (REF)

4
T

1 [ 1

1. AN 3007390: Journal: Damak et al., Tetrahedron Lett. (1974), 214lp.

Reaction:
Reaction ID: 6393128
Product AN (.PAN): 1205685
Product (.PRO): 13,13'-dihydroxy-[14,14"']biibogaminyl-
18,18'-dicarboxylic acid dimethyl ester
Reference Count: 1
Reaction Details:
Reaction RID: 6393128.1
Reaction Classification (.CL): Preparation (half reaction)
Reference(s) : 3007390: Journal: Damak et al.,

Tetrahedron Lett. (1974), 2141p.

\\\‘

4. ATFJV—ICEENZ3MEO—ERT
ATIAV—ICEFNBYERETEROATI)—I—RZeE>T—HERRTETET,

mEnAHhTFIV—0—F NE A
PHYS YIERAYEFIE (All physical properties) D PHYS
STATE BEEIREE (All state of aggregation properties) D STATE
FURTHER Z DY (All further properties) D FURTHER
MULTI ZWP %R T —74 (All multicomponent properties) | D MULTI
SPEC PHFRIT —Z (All spectroscopy properties) D SPEC

‘Q
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MERROBIE

Content
F—=RAR—RIINER T ZRET — X DERIIFERICZIHICHTZD X T, BEDELUVEHARDT—E2D
IENEZEINE T, 110 DT —2H 5 20AFTI) —ICDBEBINTVWET

YIIRRISEE (Physical properties (fl @ @m. #5))

REEIRRE (State of aggregation (Bl : #&&T —4))

DIZHFT— 4 (Spectroscopy (Bl : NMR, IR))

ZMPHRT —4 (Multicomponent Systems (il : BRT —4%. B-RRT—4))

Z DY (Further properties (6l © XZRYIH S O BB, 1L FRIFENR))

ZE " FURTHER INFORMATION. FINFO. FINFOI-3/#. BFDHHEINLVYHEDTL 2> 53 >TF,

BTFTU—D1DTHSB FURTHER PROPERTIES L EEL LTS 7530y BHHICHFLSFATUNE
I I GERIC L B HD T,

MERBORRTRIIOBET 1 —ILK

Summary
AR RE DL BRZRET S
JFAP 71 —JL KR (1826 1. 3)
F—TJ— R TYMBREREKRT S
KW 7« —JL R (1836 2)

YEBIROBRRDORIEEZA LI EZ D, W DDDOBRRELUVRR T+ —ILRDEASINE LT

1. FIRATTEEL¥IEIRER (/FA.P)

JFAP 7«4 —ILRZFATD . PELCYME I - R TRE/RRTETE T, ARNT-LWWIERESENS
LO—RICRETBICIE. /FAP 74 —ILRZFIBET3LWVWTY, =>HELP PROP T /FA.P THE/E
RCE2YMEmEETEED,

1R%&H 1:

RMEDT—ANEENZIERETILTILIATILOBRER ABEIROEERER).

Uploading structure file: cinnamic ester

Node Attributes
Ring Nodes : 1 2 3 4 5 6

™
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™

Chain Nodes : 7 8 9 10 11 13
Bond Attributes
Ring Bonds 1-2 2-3 3-4 4-5 5-6 6-1
Chain Bonds 5-7 7-8 8-9 9-10 10-11 11-12 13-9
Exact Bonds 5-7 7-8 8-9
Normalized Bonds 1-2 2-3 3-4 4-5 5-6 6-1
Exact/Normalized Bonds 9-10 10-11 11-12 13-9
Markush Attributes
Match Level (ATOM) : 1 2 3 4 5 6
Match Level (CLASS) : 7 8 9 10 11 12 13
Element Count Level (LIMITED) : 1 2 3 4 5 o6 7 8 9 10 11 12 13
L1l STRUCTURE UPLOADED
=> s 11 css ful
FULL SEARCH INITIATED 05:33:10 FILE 'REAXYSFILESU'
FULL SCREEN SEARCH COMPLETED - 0 TO ITERATE
0.0% PROCESSED 49510784 ITERATIONS 187 ANSWERS
SEARCH TIME: 00.01.44
L2 187 SEA CSS FUL L1
=> s 12 and mp/fa.p
7695407 MP/FA.P
L3 18 L2 AND MP/FA.P
=>d
L3 ANSWER 1 OF 18 REAXYSFILESU COPYRIGHT 2024 ELSEVIER INC. on STN.
AN 49531772 REAXYSFILESU
MF C37 H64 02
CMF C37 H64 02
LSF C37H6402
INCHI WXOZRCXXCCYWOK-UHFFFAOYSA-N
MW 540.914
MARKREF.CNT 0
REC 1
ED Entered STN: 20 Mar 2023
Last updated on STN: 19 Jan 2024

Melting Point (1)

Value | Location | Ref (s)

(MP) | (.LO) | (REF)

(Cel) | |
____________ d=—==—=—=—————————————————f ===

69 - 71 | supporting informati | 1

| on |

1. AN 123575571: Journal: Dawurung, Christiana J. et al., Molecules (2023)

Vol. 28, No.2 arn.673
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2. ¥—7—F (/KW)
/KW 7 1 —ILRZFBATRE. KW 74 —ILEDDHBIYEDF—T—FZRETEET. HEDYHET «
—ILEDDOH 5B TH, ARTVWIEZRETEZNRABO T,

R 2:
BEEICETZIT—ANEENZ3 17O LEHKESTILEYDORE

=> s (eu and fe)/els and superconductivity/kw

43809 EU/ELS
353411 FE/ELS
21029 SUPERCONDUCTIVITY/KW

L1l 21 (EU AND FE)/ELS AND SUPERCONDUCTIVITY/KW
=>d

L1l ANSWER 1 OF 21 REAXYSFILESU COPYRIGHT 2024 ELSEVIER INC. on STN.
AN 57000469 REAXYSFILESU

MF As3 Eu Fe4 P Rb

CMF As3 Eu Fe4 P RDb

LSF RbEuFe4As3.25P0.75

INCHI RYUPIUPCLBCDSR-UHFFFAOYSA-N

MW 727.541

MARKREF.CNT O

REC 1

ED Entered STN: 14 Dec 2023

Last updated on STN: 19 Jan 2024

Substance image not available

Electrical Data (2)

Keyword | Crit. Temp. | Ref(s)
(.KW) | (.CRIT) | (REF)
| (Cel) |
______________________ e
Superconductivity | -238.78 | 1
Superconductive tran | |1
| I

sition temperature

1. AN 130126585: Journal: Usman, Mohammad et al., Chem. Mater. (2023) Vol.
35, No.20, pp. 8494 - 8501

™
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3. FIARTRELMIEIER (/FA.P)

R3=A 3:
DHENT —2HEENSBARMORE

IRTOT—ILEEFEFHETEET, MEoATI)—2—FEFEITI . ATFTdV—ICEEND
YItEx —ERTTCEEI, DSPEC TRRI D . OHFENT— 2% —ERRTEE I,

HEE - YIEIERIZETEI TREIRE N TE D KDENH L SIS, Fn I BEIIC SETLINE V> R T
177BED DXFHREZPTCEEHTITDOLET. (FT74NME1T757D 80XFTH)

B 177570 DXFEHE 200 XFICEFE 5 =>SET LINE 200

=> SET LINE 200
=> s inp/fa.p and (ms and nmr and ir and uvs)/fa.p

316789 INP/FA.P
12305613 MS/FA.P
14956017 NMR/FA.P

6564641 IR/FA.P
1815392 UVS/FA.P

L3 88871 INP/FA.P AND (MS AND NMR AND IR AND UVS)/FA.P
=>d

L3 ANSWER 1 OF 88871 REAXYSFILESU COPYRIGHT 2024 ELSEVIER INC. on STN.
AN 57424697 REAXYSFILESU

CN euphylonane G

MF C35 H44 09

CMF C35 H44 09

LSF C35H4409

INCHI UMEABDUVKKGNCL-ILXSNTAKSA-N

MW 608.729

MARKREF.CNT 0O

REC 1

ED Entered STN: 1 Feb 2024

Last updated on STN: 1 Feb 2024

Substance image not available

IR spectroscopy (1)
Keyword | Solvent | Location | Ref(s)
(.KW) | (.SOL) | (.LO) | (REF)
————————————————— B e e e e e
Bands; Spectrum | neat (no solvent) | supporting informati | 1
| | on |

1. AN 130962458: Journal: Wu, Shu-Qi et al., J. Nat. Prod. (2023)

Mass Spectrometry (1)

; electrospray ionis
ation (ESI); time-of
-flight mass spectra

Keyword | Location | Ref (s)
(.KW) | (.LO) | (REF)
______________________ f=———————————— e e e
high resolution mass | supporting informati | 1
spectrometry (HRMS) | on |
| |
| |
| |

™
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(TOFMS) ; spectrum | |

1. AN 130962458: Journal: Wu, Shu-Qi et al., J. Nat. Prod. (2023)

NMR spectroscopy (7)

Keyword | Nucleus | Solvent | Location | Ref(s)
(.KW) | (.NUC) | (.SOL) | (.LO) | (REF)

—————————————————————— e e
Chemical shifts; Spe | 1H | chloroform-dl | supporting informati | 1
ctrum | | | on

COSY (Correlation Sp | 1H; 1H | chloroform-dl | supporting informati | 1
ectroscopy); Spectru | | | on |

m [ | | I
NOESY (Nuclear Overh | 1H; 1H | chloroform-dl | supporting informati | 1
auser Enhanced Spect | | | on |
roscopy); Spectrum | | | |
HSQC (Heteronuclear | 1H; 13C | chloroform-dl | supporting informati | 1
Single Quantum Coher | | | on |
ence); Spectrum | | | |
HMBC (Heteronuclear | 1H; 13C | chloroform-dl | supporting informati | 1
Multiple Bond Cohere | | | on |
nce); Spectrum | | | |
Chemical shifts; Spe | 13C | chloroform-dl | supporting informati | 1
ctrum | | | on

DEPT (Distorsionless | 13C | chloroform-dl | supporting informati | 1
Enhancement by Pola | | | on |
risation Transfer); | | | |
Spectrum | | I |

1. AN 130962458: Journal: Wu, Shu-Qi et al., J. Nat. Prod. (2023)

UV/VIS spectroscopy (1)

Solvent | Ref(s)

(.SOL) | (REF)

______________ t======—=====

acetonitrile | 1

1. AN 130962458: Journal: Wu, Shu-Qi et al., J. Nat. Prod. (2023)

Isolation from Natural Product (1)

Value | Ref(s)

(INP) | (REF)

(--) |

whole plants of Euph | 1

orbia hylonoma |

1. AN 130962458: Journal: Wu, Shu-Qi et al., J. Nat. Prod. (2023)

REAXYSFILESUB User Guide | 11




RIGEROBIE

Summary

MEORIGERIGEREL TRRLE I, AIXIE. BERE/BRICFARIELRRGER 7« —ILE
(/FARX) Z:BE L. QRD RTFAHATHRRL 9 (RZEHI7) =>S L# and RX.ID/FA.RX

MBZEMT 3 RISBHREZRERTE XY (REM5) =>S L# AND PREPARATION/RX.CL
2 ODYMBEZR—RIGFICIREY 23581 (P) BEEFZFAL XY (BREKH 4)

RIGIERISEAFEIC 2 DD/N— MMIHADPNTWVE T, RISHRNT —F ERISFHT -2 (ACRISID TY
HNOEMOEFD . ORICHEETNET) T, UTHRBBHROATY (LEMERIZFEBLTULET),

Reaction:

Reaction ID:
Reactant AN (.RAN) :
Reactant (.RCT) :

Product AN (.PAN) :
Product (.PRO):

Reference Count:

Reaction Details:

Reaction RID:

Reaction Classification
Product AN (.PRAN)
Reactant AN (.RCAN) :
Solvent AN (.SOLAN) :
Product:

Reagent:

Solvent:
Temperature:
Yield:
Reference (s) :

Reaction RID:

Reaction Classification
Reactant AN (.RCAN) :
Solvent AN (.SOLAN) :
Catalyst AN (.CAAN):
Catalyst:

Reagent:
Solvent:
Temperature:

Reference (s) :

(.CL) :

(.CL) :

30015584

14292834; 7703552

4-bromo-2-chloro-1-[ (1-

methylethyl) oxy]lbenzene;

bis (pinacol)diborane

21007747

2-{3-chloro-4-[ (1-methylethyl) oxy]lphenyl}-
4,4,5,5-tetramethyl-1,3,2-dioxaborolane

7

30015584.1
Preparation
21007747
13182466;
605365
2-{3-chloro-4-[ (1l-methylethyl) oxy]lphenyl}-
4,4,5,5-tetramethyl-1,3,2-dioxaborolane
dichloro(1,1'-

bis (diphenylphosphanyl) ferrocene)palladiu
m(II)*CH2C1l2; potassium carbonate
N,N-dimethyl-formamide

80 Cel
11.8 g
35460124:

4267587

Patent, US 20130012491 Al

30015584.2
Preparation

3595449

605365

13182466

dichloro(1,1'-

bis (diphenylphosphanyl) ferrocene)palladiu
m(II)*CH2C12

potassium acetate

N,N-dimethyl-formamide

20 - 80 Cel

20010910:

Patent, WO 2011113309 Al

BLRISHENT —2ZFHO2RE. 2EDRALCR EEFN 2R ORIGIETRT—D2DORIGID ICFEHS
NEY. HEIRISEXRFET BTHDHFEICET 355MIZ. RIGFHHT —ZICPERINTULET,
RIGFHRT —2ICIE. RIBEZHICET2EWMP S ENET T, NXERIC, IR, FHE. M, AE. KHE. B
B. RIEFATREDET5BBBRIDBNIL. RISFHT —2ICIERSNE T,

REAXYSFILESUB User Guide | 12
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RAEDOEMICE L T, RIGOEMADNREDET « —JLE (/RX.CL) ICRESNhE 3, HIZIE.

PREPARATION X> CHEMICAL BEHAVIOUR T9, MEBEDOEMAEICERZ BV /-HHZE|IZ. PREARATION (C
PEINFET, RICOBAIECRE L V> bt ENEFHHNEEDIHSIE. CHEMICAL BEHAVIOUR (IZ9 %8
TNFET, ZBERERIS (MULTI-STEP REACTION) &, RISOHRIEDIBED REBRFRH A XA TORIGT

ER

E3
E4
ES
E6
E7
E8

=> e a/rx.cl
****% START OF FIELD ****
0 --> A/RX.CL

1171799
172025
10709632
23762931
5172426

**xxx END OF FIELD ****

CHEMICAL BEHAVIOUR/RX.CL

MARKUSH REACTION/RX.CL

MULTI-STEP REACTION/RX.CL
PREPARATION/RX.CL

PREPARATION (HALF REACTION) /RX.CL

™
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RISFHROBERTH > TELS L& WEH

RE 2 DDFFEDEICIEIRENL. RIDIER TIdE—RIL#EL 7 — X ICIRE T BEEICIE (P) EEFEFIH
LZETS

%5 4
RIS & ERDEAEHE

S 1000/RX.PAN (P) 6831972/RX.RAN

BIZIE. RISDED “preparation” ZR—REHFTRE L7cWHEEIE (P) BBEFZHALEY,

FIFREIBERIRER T « —JL I

BR7<—LEI—F RS ANS

RX.ID RI& 1D RX.ID/FA.RX
PAN ERYL I—RES /RX.PAN

RAN kiYL I—RES /RX.RAN

CL RIG5H%E /RX.CL

AAN RISICBITZTANTOLOI—RBES /RX.AAN

PRO, RCT LY. RISMOIEEMER P FR EXPAND % % F8

[X1)
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&%H) 5:
Condyfolan BZH I 3MEDESHIRE

Uploading structure file: condyfolan

Node
Ring
Bond

Attributes
Nodes 1

Attributes
Ring Bonds 1-15
9-17 10-1 10-13 11-8
Normalized Bonds 2-3

Exact/Normalized Bonds

11-8 11-12 12-13 13-14
Markush Attributes

Match Level (ATOM)

18

Element Count Level
15 16 17 18

2 8

2=8 3=18
11-12

3=18 5=6

1-15 4-5
14-16

4-5 4

1

(LIMITED)

Ll STRUCTURE UPLOADED

=> s 11 ful
FULL SEARCH INITIATED 02:29:09 FILE
FULL SCREEN SEARCH COMPLETED -

0.0% PROCESSED 49605936 ITERATIONS
SEARCH TIME: 00.01.27

L2 3664 SEA SSS FUL L1l

s 12 and preparation/rx.cl

23789332 PREPARATION/RX.CL
1413 L2 AND PREPARATION/RX

ANSWER 1 OF 1413 REAXYSFILESU
57408373 REAXYSFILESU
C25 H31 N2 O5 P

=9
12-13
5_
4=9
15=

- Clly

1% 14

e 1'1'\.

15
Tar

is

9 10 11 12 13 14 15 16 17 18

5=6
13-14
6-18
6-8
15-17

5=7 6=9
14-16
T=2
§=9

6-18
15-16

T=
15-

2
17

=9 8=10

7

=10 9=17 10=1 10=13

16

11 12 13 14 15 16 17

10 11 12 13 14

'REAXYSFILESU'
0 TO ITERATE
3664 ANSWERS

COPYRIGHT 2024 ELSEVIER INC. on STN.

™

REAXYSFILESUB User Guide | 15



CMF C25 H31 N2 O5 P

LSF C25H31N205P

INCHI IPEGNYNLMRQROS-XPJHAGJWSA-N

MW 470.505

MARKREF.CNT O

REC 1

ED Entered STN: 1 Feb 2024
Last updated on STN: 1 Feb 2024

Reaction:
Reaction ID: 65760958
Reactant AN (.RAN): 5412178; 605759
Reactant (.RCT) : 2-iodostrychnine; phosphonic acid diethyl

ester

Product AN (.PAN): 57408373
Product (.PRO): C25H31N205P
Reference Count: 1

Reaction Details:

Reaction RID: 65760958.1

Reaction Classification (.CL): Preparation

Product AN (.PRAN) 57408373

Reactant AN (.RCAN) : 105690; 16475472; 23015538; 3602276;
57408372; 7085968; 8128145

Solvent AN (.SOLAN) : 3587155; 506104

Product: C25H31IN205P

Reagent: 2,6-dimethylpyridine;..

Solvent: water; ethyl acetate

Temperature: 45 Cel

Yield: 65 percent

Reference (s) : 130002965: Journal: Navratil, Rafael et al.,
Green Chem. (2023) Vol. 25, No.23, pp. 9779
- 9794

™
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®R%p 6:

ME DL J— RES(AN) 55280523 (anhydropereirine) % B\ o RIGIRER

L5

=> s 55280523/rx.aan

14 55280523/RX.AAN

Required Accession Number is found in different fields of the reaction document
(two selected examples) :

Reaction:

Reaction ID:

Reactant AN (.RAN):

Reactant (.RCT):

Product AN (.PAN):

Product (.PRO):
Reference Count:

Reaction:

Reaction ID:

Reactant AN (.RAN) :

Reactant (.RCT):
Product AN (.PAN):
Product (.PRO):
Reference Count:

64122497

55280574

C24H19N306S

55280523

(=) —anhydropereirine
1

64122148

55280523

(=) —anhydropereirine
27897521
(-=)-19,20-dihydrovalparicine
1

™
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EESVINE
ergoline FFEADRICIRZER (FAMEERDIEERS (CSS))

Uploading structure file: ergoline

13"

Az
e X

1]

Node Attributes
Ring Nodes 1
Bond Attributes
Ring Bonds 1-2
8-16 11-12 13-14 14-15
Normalized Bonds 2-3 2-4
Exact/Normalized Bonds 1-2
14-15 15-16
Markush Attributes
Match Level (ATOM)
Element Count Level

2 3 g 9 10 11 12 13 14 15

1-6 1-9 2-3

15-16
3-12
1-6

2-4 3-7 3-12 4-5 4-10 5-

5-11
3=7

4-5 11-12
1-9 4-10 6-10 7-8

1 2 3
(LIMITED)

4 5

1

6
2 3

12
9

13
10

L8 STRUCTURE UPLOADED

=> s 18 css ful

FULL SEARCH INITIATED 02:57:06 FILE
FULL SCREEN SEARCH COMPLETED -

'REAXYSFILESU'
0 TO ITERATE

0.0% PROCESSED 49605936 ITERATIONS
SEARCH TIME: 00.00.46

10 ANSWERS

L9 10 SEA CSS FUL L8

=> s 19 and rx.id/fa.rx

28414331 RX.ID/FA.RX
L10 2 L9 AND RX.ID/FA.RX
=>d 1-2

L10
AN
CN
MF
CMF

ANSWER 1 OF 2 REAXYSFILESU COPYRIGHT 2024 ELSEVIER INC.
13328795 REAXYSFILESU

ergoline maleate

C4 H4 04 Cl4 H16 N2

C4 H4 04; Cl4 H16 N2

LSF C4H404*C1l4H16N2

INCHI UHLMNQPSHNOIPZ-DNOYJIHHSA-N

AINCHI UHLMNQPSHNOIPZ-DOLCSHREDO

16
11 6-10 7-8 7-13 8-9
7-13 8-9 8-16 13-14
14 15 16
11 12 13 14 15 16
on STN.

™
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MW 328.368
MARKREF.CNT 0O
REC 2
ED Entered STN: 15 Jul 2020
Last updated on STN: 19 Jan 2024

o o
Reaction:
Reaction ID: 25325835
Product AN (.PAN) : 13328795
Product (.PRO): ergoline maleate
Reference Count: 2
Reaction Details:
Reaction RID: 25325835.1
Reaction Classification (.CL): Preparation (half reaction)
Reference (s) : 32797: Patent, US 4197299 A
Reaction RID: 25325835.2
Reaction Classification (.CL): Preparation (half reaction)
Reference(s) : 35474: Patent, US 4229450 A
L10 ANSWER 2 OF 2 REAXYSFILESU COPYRIGHT 2024 ELSEVIER INC. on STN.
AN 17738 REAXYSFILESU
CN (i) rac-ergoline; (i)rac-Ergolin;
(6aS,10aS)-4,6,6a,7,8,9,10,10a-Octahydro-indolo[4,3-fg]lquinoline
SD heterocyclic
MF Cl4 H1l6 N2
CMF Cl4 H1l6 N2
LSF C14H16N2

INCHI RHGUXDUPXYFCTE-GWCEFXTLKSA-N
AINCHI RHGUXDUPXYFCTE-GWCEFXTLKBK

MW 212.294

MARKREF.CNT 0

REC 2

ED Entered STN: 14 Jul 2020

Last updated on STN: 19 Jan 2024

™
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Reaction:
Reaction ID:
Reactant AN

(.RAN) :
(.RCT) :
Product AN (.PAN):

Reactant

Product (.PRO):
Reference Count:

Reaction Details:
Reaction RID:

Reactant AN
Reagent:

(.RCAN) :

Reference (s) :

Reaction Classification (.CL):
Reactant AN (.RCAN):
Reagent:
Reference (s) :
Reaction:

Reaction ID:
Reactant AN (.RAN):
Reactant (.RCT):
Product AN (.PAN):
Product (.PRO):
Reference Count:

Reaction Details:
Reaction RID:
Reaction Classification (.CL):

22298256

254518
7-nitro-benzo[<i>f]lquinoline..
17738

<i>rac-ergoline

1

22298256.1
Multi-step reaction
11342940; 3647881;
sodium hydroxide;
sulfate
705489:
Biol.Chem.

4933679

sodium; iron(II)

Journal:
(1937)

Jacobs et al., J.
Vol. 120, 141,150p.

263473

183432; 969148
4<i>H-indolo[4,3-<i>fg]lgquinolin-5-
one; butan-1-ol

17738; 20981

<i>rac-ergoline;
(7-amino-1,2,3,4,4a,5,6,10b-
octahydro-benzo[<i>f]quinolin-6-yl) -
methanol

1

263473.1
Preparation
3647881
sodium
705489:
Biol. Chem.
141,150p.

Journal:
(1937) Vol.

Jacobs et al., J.
120,

™
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1%3=f 8:

pirostane BERY TH 3 RIGZEER (BBDIEERR)
ANALYZE (&K 50,000 4L O— R&ES)=ERAL. /RX.PAN i HAEHLEZZ E TERMICRREL £,

Uploading structure file: spirostane

" 6
o 19
o u,// w \H{/
\ 16\ |
T 15 17 28
I e 1 |\Hg/
. 8 | 12 20
?/ \\.9/ \n/
I 27 ‘ |
/5 | 5 10 14
- 23" \\?/ ~,

Node Attributes

Ring Nodes : 1 2 3 4 5 6 7 8 9 10 12 13 14 15 17 18 19 20 21 22 23 24
25 28 29

Chain Nodes : 11 16 26 27

Bond Attributes

Ring Bonds : 1-10 1-24 2-3 2-24 3-4 3-21 4-5 4-6 5-1 5-7 7-8 8-9 9-10 9-12
10-14 12-13 12-15 13-14 13-20 15-17 17-18 17-20 17-29 18-19 19-25 21-22 22-23
23-6 25-28 28-29

Chain Bonds : 4-27 9-11 15-16 25-26

Exact Bonds : 4-27 9-11 15-16 25-26

Exact/Normalized Bonds : 1-10 1-24 2-3 2-24 3-4 3-21 4-5 4-6 5-1 5-7 7-8 8-9
9-10 9-12 10-14 12-13 12-15 13-14 13-20 15-17 17-18 17-20 17-29 18-19 19-25
21-22 22-23 23-6 25-28 28-29

Markush Attributes

Match Level (ATOM) : 1 2 3 4 5 6 7 8 9 10 12 13 14 15 17 18 19 20 21 22
23 24 25 28 29

Match Level (CLASS) : 11 16 26 27

Element Count Level (LIMITED) : 1 2 3 4 5 66 7 8 9 10 11 12 13 14 15 16 17
18 19 20 21 22 23 24 25 26 27 28 29

Ll STRUCTURE UPLOADED

=> s 11 ful

FULL SEARCH INITIATED 04:34:39 FILE 'REAXYSFILESU'
FULL SCREEN SEARCH COMPLETED - 0 TO ITERATE

0.0% PROCESSED 49918784 ITERATIONS 5765 ANSWERS
SEARCH TIME: 00.00.31

L2 5765 SEA SSS FUL L1

=> ana 12 1-

L3 ANALYZE L2 1- AN : 5765 TERMS

™

REAXYSFILESUB User Guide | 21



=> s 13/rx.pan

ANSWER 4302 OF 4329 REAXYSFILESU COPYRIGHT 2024 ELSEVIER INC.

L5 4329 L3/RX.PAN
=> d 4302
L5
AN 45102 REAXYSFILESU
RN 547-01-3
CN tokorogenin
SD heterocyclic
MF C27 H44 05
CMF C27 H44 05
LSF C27H4405
INCHI SRTGQBIWSBCVSM-RXWDRLOESA-N
AINCHI SRTGQBIWSBCVSM-RXWDRLOEBC
MW 448.643
MARKREF.CNT O
REC 12
ED Entered STN: 15 Jul 2020
Last updated on STN: 19 Jan 2024
Structure image
Reaction:

Reaction ID:
Reactant AN (.RAN) :
Reactant (.RCT):
Product AN (.PAN):
Product (.PRO):
Reference Count:

Reaction Details:
Reaction RID:

Reaction Classification (.CL):
Reactant AN (.RCAN) :

Reagent:

Time:

Reference (s) :
Indian

5180294
8307197
arundinoside A
45102
tokorogenin

1

5180294.1
Preparation
1098214
hydrogenchloride
6 s
6172139:

Journal: Tandon,

Chem.
No.1,

(1997) Vvol.
56 — 58

Soc.
pp.

74,

on STN.

Mamta et al., J.

™
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IR
(P77~ MIE)

451 (Acoustic Properties (SOUND))
CDT7 4 —ILRICITTFROMMEIBRIZENE T, WERIE /KW THRETETET,
i (Velocity of sound)
% & (Sound absorption)
SELEH (Acoustic relaxation)
BERDOME (Ultrasonic properties)
HEBRE (Ultrasonic velocity)
1B EEE (Hypersonic velocity)
HBE KRN (Ultrasonic absorption)
1B E RN (Hypersonic absorption)

k% (Adsorption (ADSM) )

CDT74—ILRRERART -2 T,

CDT 1 —ILRICIFTEROMMEBRNZENT T, WERIT /KW TERETE T,
% (Adsorption)

& 255848 (Adsorption isotherm)

{EZ %% (Chemisorption)

#& T >R JLE— (Enthalpy of adsorption)

&7 FDEDOYIRRIME (Further physical properties of the adsorbed molecule)
%% (Desorption)

TRt & 25848 (Adsorption and desorption isotherms)

& (Rate of adsorption)

fi & %848 (Desorption isotherm(s))

% &R E (Rate of desorption)

28 (Association (ASSM))

CDT74—ILFRERDRT —FTY,

CDT7 4 —ILRICITTROMMEIBERIZENE T, WHERIE /KW THRETETET,
L& DEA (Association with compound)

RZEETEH (Stability constant)

28I > #)LE— (Enthalpy of association)

BEEOIUEFE— X > b (Dipole moment of the complex)
BEIEDZRY KL (Spectrum of the complex)

BEEDZ DOYIBHIEE (Further physical properties of the complex)
IO FLw o RER (Exciplex formation)

BEED IR RRY )L (IR spectrum of the complex)

BEED NMR X% k)L (NMR spectrum of the complex)
EEEDERN/FIEIRY KL (UV)VIS spectrum of the complex)

BAF A S (Autoignition (AIT))

HZIMEOBCBENREXIBECSEMEECIF. RPAXEDOLSBATBBNFLELIC. ZOYENBEOFTHEITTH
RENTIREREDZ LT, CHUIRBRICHELRERCIRILF—2HIGTI2OICHERBRETY,. BRAEMEE.
REFEIEE. BIBE. BXRCDBFINET,

™
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H#HiHRAY (Azeotropes (AZE))

CDT1—ILRIFZEDRT—RTY,

HHEEM L. REEKHEOBERDEL VWSHAARDZ E T, #HEL THHEMICELIZHD £H A
ZD74—ILRI. OB OHEBESYOBRIEENET,

%= (Boiling Point (BP))
HREIF. BREOEKEDNEICELLAZBETT, BEDOHRIF. BERENBEOARTEICEFLLAZEBETT,

AR EIRSK (Boundary Surface Phenomena (BSPM))
CDTA—ILRRBERDRT—HTY,

CDT7 4 —ILRICITTFROMMEIBTRIZENE T, WHERIE /KW THRETETET,
KR5S (Surface tension)

KRERT > Il (Surface potential)

KREE— X > b (Surface moment)
[E/-REZEERR (Pressure-surface isotherm)
YLERE (Spreading pressure)

RE®EA (Interfacial tension)

b &%) & DA (Contact angle with compound )
ERMIAR (Boundary surface phenomena)

It JL& (Micellar weight)

Z DDOREYE (Further surface properties)

{&FE#E14EE (Bulk Viscosity (BV))
FREREMRIZ. IcmBNT2 D DERIDBEMDEEEZ#IZ T2 DICHELRBEMEBEY-DDHTY, AEBEILBV.T 71
_)l/ F—C\\EEDIL,\—C% i_g—o

ARyt =&t (Circular Dichroism (CDIC))
HEFHEEMIERDRAEREEFICRINL £9, MEEEE L ERRAOASAIEARLICAZIRRIIARNE=
B INE T,

5242 tBTF % (Complex Phase Equilibria (CPEM))

CDT7 4= )LRICITTROMMEIERIEENE T, YHERIF /KW THRETETET,
E-& 1B (Solid-vapour phase equilibrium)

#&-E-& 8K (Liquid-solid-vapour phase diagram)

&-E-= ¥ (Liquid-solid-vapour phase equilibrium)

=& (Triple point)

P& = (Quadruple point)

FEF (Phase equilibrium)

[E#&= (Compressibility (CMP))

CDT7 14 —ILRICIETTROMMEBRINIEENE T, WMHERIZ /KW THRETET XY,
o WFEAEHESR (Adiabatic compressibility)
o ZEBEMEER (Isothermal compressibility)

IL{AECEE (Conformation (CNF))

CDT 1 —ILRICIEFTROMEBRIPIZTENE T,

T )L*¥—PFEEE (Energy barrier)

FCREE MR D T )L¥ —2%= (Energy difference between conformers)
T ES (Equilibrium constant)

57— 4 (Equilibrium data)

™
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o  RISIREZ (Kinetics)

ERSREE (Critical Density (CRD))
CDT1—ILRICIK. BREBELBRAEACHESNINEOBREORENEENE T,

B 52 = LB (Critical Micelle Concentration (CMC))

CDT4—ILRIEZMART—F T,

BRICIEECIE. AE. AEEEH. BRICL > TUIMDBREN S AZI3RBLUVERTNIYENREICEWVWT, =
TIHDFERINBDBZEED LT, BESSAEDIERIZ CMC.T HEELV CMC.SOL 7 1 —JL RICINERINE T,

& RHEEER8 = (Crystal Phase Transition Point (CPTP))
R RIE. 220ERE CRE. BB, EAR. IAR. EAR. AAR) D FEEREICHZBETT, B
MEHE R 7 1 —IL RICIE. MEO2ODEEBEIFEIREICHZBENEENE T,

E&SRE 7 (Critical Pressure (CRP))
BAEHLIF. KEHDERBETRILT ZDICHERRNENTY, BRENT 1 —ILRIZIF. TOMEOERENOE
NEFENET,

EE5RBE (Critical Temperature (CRT))
BAREIR. TNZ2BR 3 RETESEDNENICL > TRILTERWRETY, BRABRE T« — L RIZYMEOBRFRED
BAZENE T,

B 5R{%#E (Critical Volume (CRV))
BRRGET « —ILRICIZ. BREADCEFRBETAESNINEOEILFEOEIEENET,

WRE#E (Cross-Section (XS))

CDT 14 —ILRICITTEOMEBRIEENE T, PHERIE /KW TEERTET XY,
HA 7 >ALEREFE (Photoionization cross-section)

BEF 1 7 >{LEEHE (Electron ionization cross-section)

70 b > A # AL BrETR (Proton ionization cross-section)

-« 7 > {L#E#E (lonization cross-section)

EZEBTEE (Collision cross-section)

#5548 (Crystal Phase (CRYPH))

DT« —ILRICIETTEEOMERRIEENE T, PHERIZ /KW THRETEXT,
fERILIRE (Rate of crystallization)

FEEBZH (Polymorphism)

BIEIRE (Rate of transition)

&JEE (Crystal habit)

fERAR (Crystal growth)

$ERFRES (Crystal morphology)

#E RS RTE (Crystal structure determination (crystal lattice parameters))
MFERRE (Interplanar spacing)

EfRRED RS (Association in the solid state)

EAREDEIERME (Solid state structure properties)

RufRE 77 (Melting pressure)

BB (Freezing point)

H < RELFERE (Glass transition temperature)

X (Phase diagram)

RHEfEM (Long spacing)

™
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El{RRRE DB (Reorientation in the solid state)
2 E >{R#%E (Spin polarization)

A E > Z# (Nuclear spin conversion)
E{AD & (Structure of the solid)

BGIIRF D% (Dimensions of the unit cell)

ERMRosTR (Crystal Property Description (CPD))
CDT74—ILRICIE. BROBYPERAGY., BRMEIOARICETZ2EMNEBEZSX BB ENET,

#E S ZERIE% (Crystal Space Group (CSG))
CDT74—ILRICIE. BEREZFERALETEXIILERTMBICETIBHRIEENET,

#&&*% (Crystal System (CSYS))
CDT74—ILRICIE. dIHR. NER. =ZAR. EARE. BRR. =R, BEARD 7T 20ER7 5 XICET 3 BHRMIE
FNEd,

43##5 (Decomposition Point (DP))
DRRNE. YEHARKE T THROBERTRETT,

RIXTBEE (Density of the Liquid (DEN))

FEIZ. FEDBRECENICEITZAEMREHODDBEY LTEREINE T, COTr—ILRIZIE. IREUATTOE
SRERE. IRETEEDHESUT. BNEHTEED#AU L TOREBBEDENSENE T, ATEECEEREDSE
$RIX DEN.T H KU DEN.RT 7«4 —JL RICIEEET N ZF T

{L21955E (K (Chemical Derivative (CDER))

FEAGS LUOMIMEEY (B, A& [ANE. 2EE. TEE) OFMED. BLOEEMELTIRTOT—RLEBIC
HERINET, O —XTId. FEEXOLITPEMBER (BOLIR. BODFR. FEFOMALY) HEENFT,
FEMADL I—RFESIECDERAN 74 —JL RICIERSNE T,

FMEETEICEH N 2B DF)

E 1) > B4E (Picrates)

7T =)Lkt K35V Y (Phenylhydrazones)
£ X ALY > (Semicarbazones)

7 FILEEK (Acetyl derivatives)
N>V 1 )LEFEK (Benzoyl derivatives)
ZF %< L (Oximes)

&= (Dielectric Constant (DIC))
uf*a BRI FOYEZFERAFK LTIV T —DREL. EEFRORLIYT U —DOBREDLE T, FEXRDIE
IF. FHEDRELEABEE TSR oNE T, BECERBDERIFDIC.THLUDICF 71 —IJLRICIESINF T,

EBRUEEE R (Static Dielectric Constant (SDIC))
BHNFEXRIZ. ERPELCL THFEEIRIND L SBEVERBICS IT3FEEXRTT. EHOEIF. FEDRETEX
LbNET, BREDBHIE SDIC.TICIERINE T,

BEKE— A b (Electrical Moment (EM))

CDT7 14 —ILRICIETTEROMMBRNAZENET I, MMHRIZ /KW TRETETET,
e HEBTE—X> b (Bond moment)
. XX@?J&—X > b (Dipole moment)
e MBFE— A b (Quadrupole moment)

™
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e T/ FE— X (Hexadecapole moment)
e J\lEFE—X> bk (Octupole moment)

iREkE3 (Dissociation Exponent (DE))

EBIEBUS FEEROUEHROMNE (K10) E LTEEINE T, D71 —IL RICIIMEEHEROE (BBDpKa. 1EED
pKb) NEFENE T, EEER. BE. 3E. AEHE. 21 7T 3R8EBHIZ. DE.GRP. DE.T. DE.SOL.
DE.MET. DE.TYP 7« —JLRICERETNE T,

E)RY%EEE (Dynamic Viscosity (DV))
BREE IR, BAMISHEBARREDLETY, COT7 1 —ILRICIE. HEDEETOMEDESHNHEDEIE ENF
o BEDBERIEDV.T 71 —IL RICIERETNE T,

E&KHT—4 (Electrical data (ELE))
CDT 1 —IILRICIITEROMHEBHRNAZTENT I, MMERIZ /KW TRETET XY,
BEAIBLA (Angle of dielectric loss)
ERSR AR EL (Critical frequency (or wavelength))
BER M (Dielectric anisotropy)
AE/E A (Dielectric increment)
$AE185% (Dielectric loss)
SAEAEMEFR (Dielectric relaxation time)
A& E2F0 (Dielectric saturation)
R EREK (Relaxation frequency)
d—J)La—J)L7Aaw bk (Cole-Cole diagram)
[EE 4 (Piezoelectricity)
E‘LF';’_ (Thermoelectricity)
HEKE (N7 LILEHIER) (Photoelectricity (Becquerel effect))
BER (Electrical conductivity)
Ft1zE % (Photoconductivity)
FEEIRE (Dielectric strength)
BLHIME (Electrical properties)
HEEE SR (Photovoltaic effect)

ER BT —4 (Electrical Data (EDM))
CDTA—ILRIEZEDZRT—RTI,
CDT4—ILRICIERESNTVBIBIRIZELE 7 1 =L RICIEE TN TV BIBRICHE L £,

E LK (Electrical Polarizability (ELP))

CDT7 4 —IILRICIETTEROMHEBHRNZENT I, WMERIZ /KW TRETET X,
[FRF451& (Atom polarization)

EF 18 (Electron polarization)

HBO1ER (Hyperpolarizability)

EJLHR (Molar polarization)

FFEAM (Optical anisotropy)

B (Polarizability)

ERILFHER (Electrochemical Behavior (ELCB))
CDT 1 —ILRICITTERDOMEBRIAZTENT T, MHERIT /KW TRERTEFT,
e B 70O fEEf (Autoprotolysis)
o TEEfT>XZILE—/ZO k1t (Enthalpy of dissociation (electrolytic) / protonation)
o fEBLERE (BRILFEH)/FO k1L (Kinetics of dissociation (electrolytic) / protonation)
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FF T > 4 JLE— (Enthalpy of neutralization)

70 b >V #FFE (Proton affinity)

BB/ 0 k>4 (Electrolytic dissociation / protonation equilibrium)

BS 70k U REEDESIFR /NS X —4& (Thermodynamic parameters for autoprotolysis)
fRBEDEFIFBY/NZ X — A (Thermodynamic parameters for dissociation / protonation)
fREE DIAFEZ ML (Volume change on dissociation)

R0 k >t > 2 )L E— (Enthalpy of deprotonation)

MR (Acidity)

IBEME (Basicity)

2’0 k 1t (Protonation)

g% ~70 k > 1t (Deprotonation)

pK(R+) (PK(R+))

KA D pH (pH of aqueous solutions)

R EEEL (Stability constant)

BERLEEME (Electrochemical properties)

R—30% > 7« — (Polarography)

fRBEFE (Degree of dissociation)

BR{LFEILH¥E (Electrochemical Data (ELCH))

DT« —ILRICIE. EOYEHLEERME. SREMEE L TERINEIILENDEIEENE T, EKILFETLILDOE
NUSIIBHELISBEICU VI LTWEY, BFRE (RIK. BIEEIETE) CEENE 1 4 U EDRERISIZEL. ASRES
FTESFIN—HOBERIZ. BRILFCILEZERLET,

ERLFaV4514 (Electrochemical Characteristics (POT))

CDT 1 —ILRICIETEOMMEBHRNAZTENT T, WHERIT /KW TERETET XY,
A1)y IRILRZ> X K1) — (Cyclic voltammetry)

E2{L E1iI (Oxidation potential)

R—=200 37« v o ER/EAMAR (Polarographic current/voltage curve)
R—>0937 1 v ¥ KEN (Polarographic half-wave potential)
f&{ti=TE I (Redox potential)

=ITENL (Reduction potential)

RILR > X k1) — (Voltammetry)

HALFHIFKENL (Photo-electrochemical half-wave potential)

ERIGEE (Electrolytic Conductivity (ELYC))
Tl (Ffoldth) EREERIE. AROBAEBHIEDODEIL (LLDBFEIET T L) HI-D DERFOER T, FMELE
BRIZ, FEHBH-DOEILBERTCERTY,

EFDHES (Electron Binding (CIP))
CDT14—ILRICITTEEOYMEBBRINEENE T, WHERIL /KW THEETETET,
o FEFFRMM (Electron affinity)
e CorelP

IL{AECEED I 1)L ¥ —P&EE (Energy Barriers (EBC))

CDT 1 —ILRICIE. DFDHBIUMEEE B DIAREICERT 3-DICUBRIRILF —BOEIEENE T, IE
FREIFDFROREFOEMMARBE LTEEIN. 1 DOBEEEHROICEERT 2 THERBRTZ ZENTEET,
EAXA TDIERIZEBC.TYP 74 —LRICINERINE T,

IxILF¥—F—4 (Energy Data (ENEM))
CDTA4—ILRIEZBMART —HTY,
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CDT 4 —ILRICIETEROYMEBHRISENE T, WHERIT /KW TERERTETET,
BRI VA ILE— (Enthalpy of solution)

BEI>#ZI)LE— (Enthalpy of mixing)

FIRIT > 2)LE— (Enthalpy of dilution)

AFET A )LE— (Enthalpy of evaporation)

BEAYIBAE (Heat capacity of mixtures)

SBAYWI T > #2)LE— (Enthalpy of mixtures)

BEYII Y OE— (Entropy of mixtures)

BE|ELF /NS X — & (Excess thermochemical parameter)
BAESEILI Y ZILE— (Partial molar enthalpy of mixing)
EEBRAE (Cp) (Heat capacity Cp)

ERHAE (Cv) (Heat capacity Cv)

BEIFAE (Cp) (Excess heat capacity Cp)

TILBEIF T XBHEIRILF— (Molar excess Gibbs free energy)

f#Bft T =% JL¥ — (Dissociation Energy (EDIS))
REETRILX— i3 LB 1 BILHFOREDEEEZTIMIL. 2 D0DTFIAXY FZ2ERTZDICHERIXRILF—L
TEEINE T, BEEXA TDIEHRIZ DEISTYP 714 —JL RICINERINE T,

#1ET >4 )L E— (Enthalpy of Combustion (HCOM))

MBI ZILE—CiE. HBRLEY L EIHKRKE. BETREOBRERLICRBLEEIICELZIVRILE—DE
EDZ T, EFEMIICNSDRG T TEALYEBERREICHZDDELET, BMETVRILE—DEIX. BEDEEL
EATEZ6NE T, BESLUCEHNDIBERIZ HCOMT EXUVHCOMP 71 —JL RICIERSINE T,

£/ T >42I)LE— (Enthalpy of Formation (HFOR))

EMIVAIE—E. BEODRELENTENZNORTEDLS 1 ELOLLEYHNERTNZEETDIVZILE—DELT
To ERIVZIE—DEIF. FEDRELEATEZONE T, BESLVEHNDIERIE HFOR.T KLU HFOR.P 7 1
—JLRICINERENE T,

FifET >4 )LE— (Enthalpy of Fusion (HFUS))
MBI RILE—lF. —FEDOENT 1 EILOBEGENRIEKICENTIESICELZ TV RILE—DELTTY,

&8 T > 2 )L E— (Enthalpies of Other Phase Transitions (HPT))
MERI U 2IE—Cid. tEWZHZ3EDISRDBICERTZDICHERIRILE—TT,

kFE{LT > 2L E— (Enthalpy of Hydrogenation (HHDG))

KECIVZILE—CIZ. FENEEY 1 BILLATE. BETEEOKRERIGLTREICEMLI-ESICELZTY
FINE—DBILEERINE T, KXMELIVZILE—DEIF. BHEDEETEXASNET, COTr—ILRICIE. BEET
ZEFMEEYMD AN (7o v a VES) RIELEMEAHIERINTVRHEENHD £T, AN(FI/EvIaVvES) &
MEEYE LIS HHDG.AN 8 KT HHDG.CN 7 ¢ —JL RICUNER S E 95

HET > 42)LE— (Enthalpy of Sublimation (HSB))
SEODEEHEIF—EDEELEATERINSREICERZEBGR T, REIVZILE—E. BEDRELENTL EILOYE
NRAFETIRICELZIIVRILE—DELTT, AEIVRILE—DEIF. RERETEZSNET,

#FE T V4 )LE— (Enthalpy of Vaporization (HVAP))

AREIVAILE—IF. —EOENT 1 EBILDREDTURICEL TR ESICELZIVRILE—DE(LTY, ZRI VX)L
E—DEIMSEDEBELEATIIEINTVWE T, BEEXLIFENDBRIEHP.THEIUVHVP.P 71 —ILRICIERS I
TWED,

™
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ESR (BFRAEVHIE) AR kL (ESR Spectroscopy (ESR))

CDT 1 —ILRICITTEROMMEBHRNZTENT T, WHERIT /KW TERETET XY,

AR L (Spectrum)

>4 FJL (Signals)

ENDOR ENDOR (electron-nuclear double resonance)

g &+ (g-factor)

ESR #R18 (ESR linewidth)

ESR ZRE—X > I (ESR second moment)

BFRE > - I8 FHEMEFR (Electron spin-lattice relaxation time)

BEF ALY - RE V#EFEFRE (Electron spin-spin relaxation time)

1H- BF A —/N—/\TH—%h8 (1H-electron Overhauser effect)

CIDEP (CIDEP (chemically induced dynamic electron polarization))

ELDOR (ELDOR (electron-electron double resonance))

ESR (ESR)

ESR - EB#iliE & EEX (ESR-hyperfine coupling constants)

=EIHIRRED ESR (Triplet state ESR spectrum)

=ZEIEKAED ESR XY k)L (Triplet state ESR)

= EIBIREED ESR g [AF (Triplet state ESR g-factor)

=EIEIRAED ESR BHIMIE S ESK (Triplet state ESR hyperfine coupling constant(s))
=EIBREED ESR ¥ ORIHDH/NS X —4& (Triplet state ESR zero-field splitting parameter(s))

1RFBR5? (Explosion Limits (EL))
BRERIZ. BETRA (LEL) 5 /EH LRA (VUEL) FTOEHETT,
o BRETRRA (LEL) IF. BANRICEMTIEMREIIBE T I L TOELGHFOELDORERE T, LELLDBHIE
L\/EF_'CHI\ /th#@@/Erb\g_a—:?% (Wﬂ?’)‘TELTL\%Hﬂ(ﬁET?o
o BRELIMRRA (VEL) I, BARICEMT 2 EMRFLIIBRIZILIOEGPOERDESEETY, UELZEBX
3 RETIE. BEEYOEENEW (THROEEBMAEANFT+9%)KETT,
LEL & UEL (&, BEZERPFOEIDOEB/N—EY FTREINEF T,

5|k (Flash Point (FP))

BlNEEIE. BEN+DHBOERSZHRE L CREAXRE L CEANIREAGAI L ERDREMER TETIRERETT,
TRAKIZE N BIC & > TAIMAME IS5 IAMEICDBEEINE T, aIMERIEDS|NSIX37.8°CKRETHD . FINMERIETIX
37.8°CUETT,

D AFKZARY kL (Phosphorescence Spectroscopy (PHOS))

DT« —ILRICIETTEEOMERRIEENE T, YHERIZ /KW THRETE XY,
ANRY kL (Spectrum)

RAfE (Maxima)

b At (Phosphorescence lifetime)

b AYEERIZEE SR (Phosphorescence decay kinetics)

b AYEHE% (Phosphorescence quenching)

D ANREZEDIZE (Degree of polarization of phosphorescence)
(Excimer phosphorescence)

D AYEEHE (Delayed phosphorescence)
=EERED I R)LF— (Triplet state energy)

= EIEREDREAINEK (Triplet state quantum yield)
=FIEREDED (Triplet state lifetime)
=FIFRREDHHEESR (Triplet state decay kinetics)
=FEIBREEDHK (Triplet state quenching)

= EIEREDFNZENMIAZE (Triplet state sublevel studies)

™
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=FIEREN S5 DI R)L¥—FE) (Energy transfer from triplet state)
D AFEEIRE X R 2 k)L (Phosphorescence excitation spectrum)

D AFEFINE (Phosphorescence quantum yield)

D AYt (Phosphorescence)

T DfthDIER (YIRHYE L TMLFAIEE) (Further Information (FINFO))

CDT+4—ILRICIF. MEBDDLUVIENS LSO ENMEICET 3 XBERNI S ENT T,
i :

o il ¥ L TDEE) (Behavior as catalyst)

o PHEHI L TDOEE) (Behavior as inhibitor)

e 041 RD{LFHIZEF) (Colloid chemical behavior)

o 487 —%& (Ecological data)

o EERDIRE (Health protection)

o BHRRTOHERLE (Occurrence in nature)

e EH (Polymerization)

o {tEMRED /K (Reaction of compound surface)

e WEY S XX DKL (Reaction with substance classes)

o JAIRFN/7KFD (Solvation / hydration)

FINFO. FINFO1-3 IZH £ DAEINAWVYMHDOL IS 3> TY, BIRICHFEDNEENTUVEITH. EMRIRIERIC
FBHDTT (AFTIV—D1DT#HS FURTHER PROPERTIES BRI LAWVWTLFEEW),

%48 (Gas Phase (GP))

DT« —ILRICIFTEROMEBRD S ENT T, WMRIE /KW TRETEET,
7 H> T« — (Fugacity)

SUED[EIERERERIEK (Rotational correlation function of the gas)
K[UEDFMEFEEL (Neutron scattering of the gas)

K[URRED RS (Association in the gas phase)

EEHEE Cp (Heat Capacity Cp (CP))

EERARELIE. —EDEATTLEILOYEDEE. 1°C LIFZDHBERRAEBYL LTERINE T, EEAREDMEIX
BEDBRETEZONET, EERBTEDMEIZCP 74 —JLRICIFIPNEIREINE T (Cp0 B TEL T V), BEDERIZ
CP.T 74— L FICIETESINTVET,

EEZZAE Cp0 (Heat Capacity Cp0 (CPO))

EEFERARE (Cp0) . BESAE1EILZ—FEEANTICLERATEZDICHRELRAZEL LTEEINE T, EERASR
ECp0 71 —ILRICIE. HERANZOHAELISFONIEBESKDEZESAET (CPHIELETL), BEDBERIF
CPO.T 71 —JLRIZYER SN F T,

EBHMBE Cv (Heat Capacity Cv (CV))
ERHARECVIE. —EMFRBO L1 EILOYEDEBE. 1°CLERTEZLHICHNBRRABLERTINE T, BEDBERIL
CV.T 71 —ILRICIERENE S,

Henry FE# (Henry Constant (HNC))

CDT74—ILRIFZHPRT—RTI,

AV —FERIE. FERED L TORTFDILEMEDRBE L KABRTDREDLEEZRLEFT, WEOEREPLBEART
DFFIEICDOVWTOEMMAEREBE LTHBITZ N TEE T, BESLPBEDBERITE HNC.T HLHNC.SOL 71 —
JLRICIER SN E T,

IR (%) XA~XRZ FJL (IR Spectroscopy (IR))
CDT7«4—ILRICIETEROYMBRI S ENT T, WMRIE /KW TRETEET,

™

REAXYSFILESUB User Guide | 31



ANRYT kL (Spectrum)

/N> R (Bands)

FRAMRE/N > R DHHAEE (Fine structure of IR bands)

TRIMSE /N> R DFEFE (Intensity of IR bands)

IR /N> RDE7EIL (Polarization of IR bands)

K& 2% kL (Reflection spectrum)

BIRIMER Y ML (Far IR spectrum)

EFRIMEZ D KL (Near IR spectrum)

EARIME/N > R (Far IR bands)

IARIME/N > B (Near IR bands)

EIRIME/\N > R DFERE (Intensity of far IR bands)
IRANR/N > R DFRE (Intensity of near IR bands)
FROMR/N > R DEERIFIEE (Intensity of rotational lines of IR bands)
IR /N> R D#&1& (Linewidth of IR bands)

IR /N> R DOERiR#E1E (Linewidth of rotational lines of IR bands)
IR =xE—X>k (IR second moment)

IR- AR _FHIE (IR-radiofrequency double resonance)
IR- ¥ 7 R _&EHME (IR-microwave double resonance)
IRENEAN (Vibrational relaxation)

RE T )L+ —7F5F) (Vibrational energy transfer)

EE XY L (Overtone spectrum)

FRIME/N > RDOEFM (Anisotropy of IR bands)

7 T )L S HIE (Fermi resonance)

IR (IR)

[FFIEERE & BFE (Interatomic Distances and Angles (IDA))
CDT74—ILRICIETEEOMMEBRIEENE T, MBI /KW THEERETEET,
e EF1 (Electron distribution)
o [RFREEERE Y AE (Interatomic distances and angles)

1 F LR T > + )L (lonization Potential (IP))

AFMERTUIvILEE. BF IR FHOOBFeEREHME CRE2ICHDBRCDICBERIRILF - LTEERS
NEd, 1AMERTUIVILDT—ILRICIE. TRILF—BERERENZTENE T, BIEAEIFIP.MET 70 —JL
RICIERENF T,

ZE & pH (Isoelectric Point (IEP))
SMAELIE, ARFONENBRNICTIEI LS L S0 pHEL LTEBSNTOET,

KD S D HiEE (Isolation from Natural Product (INP))

KD S DEBET « — )L RICIE. {LEYHEBESNIXAY (1. BE. IR Y) ORI TENICREINLXA
MOEZEINEENE T, RIS EYHERMTELBFOAERINE T, KAMPCERD DD & L THEEOH (B :
GLC. TLO) ICE 2 TLLHASNTVWBILEYDRIEBRISSENFEFEA. (F: X DIEICE £ 3 pentan-2-one. &
DEHOI—TILRICEEND ) EX Y. BEHNSOMEYIORDTHZXIO—X), BREIIFGHINATLAWV D, B
KRG BTV DRFRRE) B HZBEICIEENEFEBLET,

¥4 = (Kinematic Viscosity (KV))
BRI, REOEEICH T IMMROLLE LTERINZHRE T, BIMMROBEIINEDRETEIONET,
BEOBERIFKV.T 71 —ILRICETFEINE T,
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$¥#0 (Liquid Phase (LQPH))

CDT«4—ILRICITTEROMMEBBRD S ENT T, WERIZ /KW TRETEET,

K FIRE (Rate of evaporation)

BSH1M4 (Supercoolability)
HRIRDIEE (Structure of the liquid)
B2 A% (Radial distribution function)
RIRIREEIC BT B 2E (Association in the liquid state)
BB O EHREE (Self-association in solution)
BE M OEMEFR (Relaxation time for reorientation)
[Cl#x4ERERFRS (Rotational correlation time)
ReaDME (Liquid-crystalline properties)
ik EIERAARIRI SN (Rotational correlation function of the liquid)
AR DFERARAEN (Correlation function of the liquid)
#F /N5 X —4& (Order parameter)
REBDBILBE (Liquid-crystalline transition temperatures)

K- % (Liquid/Liquid Systems (LLSM))
CDT74—ILFRERDRT —HETT,
ZD7 1 —ILRICIETTFREOYMBRNEENE T, WMHERIZ/KW TRETETET,

- tB] (Liquid/liquid phase diagram)

AR (Solution equilibrium)

EE SRR (Critical solution temperature)

DEERE (Temperature of separation)

FRHEFE (Equilibrium of liquid phases)

B 1+ 2 ORDOPES (Distribution between solvent 1 + 2)
ARER (Solubility diagram)

Be SR &8 E (Critical mixing temperature(s))

EE SR BERE (Critical demixing temperature(s))

El-#%% (Liquid/Solid Systems (LSSM))
CDT74—ILRRERDRT—2TI,
CD7 1 —ILRICIETTFREOYMEBERNEENE T, YMRIZ/KW TRETETEI,

& /EFEK] (Liquid/solid phase diagram)

ARIAER] (Melting diagram)

#[E R (Solidification diagram)

SEAYIDEES (Solidification points of mixtures)
HE RS (Eutectic)

F&AB-E#ETE (Liquid-solid phase equilibrium)
ARYE (Melting points)

H S AEEHERE (Glass transition temperature(s))
18575 8E (Phase transition temperature(s))

&-&% (Liquid/Vapor Systems (LVSM))
DT —ILRIFERDRT—ZTT,
CDT7 1 —ILRICIETTEROMMEBRNAZENE T, MMHERIZ/KW TRETTET,

™

&-% 8K (Liquid/vapor phase diagram)

-5 F1 (Liquid/vapor equilibrium)

# =X (Boiling point diagram)

BEYID# S (Boiling points of mixtures)

EEYMDORAKER (Vapor pressure diagram for the mixture)
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9 D53 [E (Partial pressures of the components)

BEYIDERSR T — 4 (Critical data for mixtures)

REYMHR O TEEHRE (Activity coefficients of the components in the mixture)
ST (Vapor pressure)

=& & (Tricritical point)

BE 538 (Critical temperature)

BE52E A (Critical pressure)

EESR R (Critical density)

EEF{AFE (Critical volume)

7727« — (Fugacities)

FHR Y& (Luminescence Spectroscopy (LUM))

CDT 14— ILRICIETTEROMMEBHRNEZENET T, WHERIF/KW THRETEEXT,
FNEH DR X X2 k)L (Emission spectrum in the infrared region)
BEHRIL = % vt > X (Radioluminescence)

L vt > X (Sonoluminescence)

FURILZ R w4t X (Triboluminescence)

#)L = vt > X (Thermoluminescence)

ILZ +OJILZxyt > X (Electroluminescence)

L —H —F4R45 (Lasing properties)

FAF (Luminescence lifetime)

FIEHEFE (Luminescence quenching)

EHXDRAMEE (Degree of depolarization of luminescence)
FHAEFUNER (Luminescence quantum yield)

FY (Luminescence)

L /A X2 KL (UV/VIS emission spectrum)

I/ maIRRH (UV/VIS emission)

X A2 L (X-ray emission spectrum)

X $& U H B EFE (X-ray emission cross-section)

X (@ HEFINE (X-ray emission quantum yield)

A ZARY kL (Luminescence spectrum)

BS KT —4 (Magnetic Data (MAG))

CDOT+4—ILRICITTROMMIBRI S ENET T, WHERIF/KW TRETETET,
Bi{t=E 514 (Anisotropy of magnetic susceptibility)

BiSE—X > b (Magnetic moment)

BISBIMEE (Magnetic properties)

R (Paramagnetism)

{&FERLIEER (Volume susceptibility)

[EEREESR E— X > b (Rotational magnetic moment)

Bt (Magnetic Susceptibility (MSUS))
AL RIIHL C HEZ DR DL TH %,

BE 9% (Mass Spectrometry (MS))

CDT 1= ILRICIETEROMMEBHRNIEENE T, WHERIFZ/KW THRETEZXT,
AR L (Spectrum)

1281 4 21k (Chemical ionization (Cl))

&EZ=5E 1L (Collisional activation)

BT (BE) 1 4 1k (Electron impact (El))

™
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EHLEDHI, TLZ bONA ROXAF+ I w oA FF 4+ —> 3> (Electrohydrodynamic ionization)
=iR[E &% (FAB) (Fast atom bombardment (FAB))

FD, EfZA% % (Field desorption)

FI, B 7 21t (Field ionization)

759 X F7— 3> /)NZ—> (Fragmentation pattern)

=&KX )X—7 (High frequency spark)

kK&K, KKRTZ > >4 (Hydrogen and carbon scrambling)

1 F VEBHITRILE — XY ML (lon kinetic energy (spectrum) (IKE(S)))
1 4 > EHRT—A (lon current profiles)

L —+—pBiB (Laser desorption)

#ELREA F > (Metastable ions)

B84 # VBT x)LF— (Mass ion kinetic energy (MIKE))

&+ 7 >53)tE (Negative ion spectroscopy)

B R # > (Negative secondary ions)

Z Rk 7 > (Positive secondary ions)

FH XA 74> DERTEE (Charge exchange with rare gas ions)
EZe A CARBt (Collision-induced dissociation)

ZEREA 74> (Doubly charged ions)

174 >-H« 20 k0O>HE (lon-cyclotron resonance)

1 7 &% (lon impact)

B1 7 tF A 7+ 21t (Negative chemical ionization)

Za—btZILA 2 /NT bk (Neutral impact)

R>Z>J 4 # 1k (Penning ionization)

HEF-Ft1 A >V EBEFFAE (Photoelectron-photoion coincidence)
A 7 >t (Photoionization)

R # > (Secondary ions)

B 74> DOEREEE (Charge exchange with negative ions)

BT 54 X >k (Neutral fragments)

FmE- 7+ 21t (Surface ionization)

BIRA AV EZR) > (Single ion monitoring (SIMS))

BIK A 4 > B2 (Liquid secondary ion mass spectrometry (LSIMS))
FbEB 1+ L EE59 1 (Neutralization-reionization mass spectrometry (NRMS))
BBt F 1 A4 > 1t (Desorption chemical ionization (DCI))
RITRFRE E 94 (Time-of-flight mass spectra (TOFMS))

ZIF 1 # 21t (Multiphoton ionization (MPI))

HIBL I F 1 # >1b% (REMPI) (Resonance enhanced multiphoton ionization (REMPI))
B EF - 4 21k (Direct electron ionization (DEI))

225 LEEMHT (Tandem mass spectrometry)

EZeE 1 fRBE (Collisionally activated dissociation (CAD))

HIREE (Appearance potentials)

M 4 > DEREFHE) (Charge exchange with positive ions)

BN S L UYIBaYYFE (Mechanical and Physical Property (MECM))
CDT14—ILRIEFZBMART—X2TY,
CDT714—ILRICITTEEOYMEBEBRNEEINE T, WHERIL/KW THRETETET,
BB DETEZEL (Volume change on mixing)

&84 € JL1KFE (Partial molal volume)

PVT (E/1, 1&%&, BE) DEE3 (PVT Relationship)

E ) 7 ILREL (Virial coefficients)

HREAEHESR (Adiabatic compressibility)
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R EMER (Isothermal compressibility)
1B E E)LIAFE (Excess partial molal volume)
BT EILEFR (Apparent molal volume)
BT EILELETR (Apparent specific volume)
REFARBRDE_E U 7 JLIRE (Second virial coefficient(s) of the equation of state)
REABXDE=E) 7 JLERE (Third virial coefficient(s) of the equation of state)
REHARRDOEME U 7 JLERE (Fourth virial coefficient(s) of the equation of state)
ERORE (Ultrasonic velocity)
BB ERRE (Hypersonic velocity)
BERTRIN (Ultrasonic absorption)
BB E RN (Hypersonic absorption)
FE4EMEERT (Acoustic relaxation time)

BaY1EE (Mechanical Properties (MEC))
CDT4—ILRICITTFEOMERBBRNIZTENE T, WHERIZ/KW THRETETET,

A (Specific volume)

RUARIC K BIEFEDZE1L (Volume change on melting)

PVT (E7], 1A%, JRFE) 18R (PVT relationship)

KRR D E ) 7 ILEREK (Virial coefficients of the equation of state)

AE (Internal pressure)

EHEH (Elasticity constants)

JE#EZR (Compressibility)

HEFE (Viscosity)

T JL{KFE (Molar volume)

REAEXDE_E ) 7 ILIRE (Second virial coefficient of the equation of state)
REABXDE=E 1) 7 JLERE (Third virial coefficient of the equation of state)
REAERDEME 1) 7 LEREL (Fourth virial coefficient of the equation of state)

Biss (Melting Point (MP))
MYEOMSEEITRESIE. FOBRMPATEE TRIBE FERREICHBZBETT, MEIEEHINTLIYEIESR
b L1728 A Y OBEEIBEHRIIMP.SOL 7« —IL RICIERINTWLWE T,

PFDER; (Molecular Deformation (DFM))
CDT 1 —ILRICITTERDOMEBRIEZTENET T, MHERIT/KW THRETET X,
o EX¥RH (Fundamental vibrations)
o JIFEH (Force constants)
o [CIEREZK (Rotational constants)
o DOV Y AHE (Centrifugal distortion constant(s))
o AU AY T UIEH (Coriolis coupling constant(s))

ZEhEYE (Mutarotation (MUT))
THENEIE. HEFEMED STHICARINIZBRE T, HI3EEED SHOEREADTENERDER Y L TRED
BB EHICKEIBENLEDENR TS, BEIIFEDRETSZ6NET,

NMR (iZBES08) X~ 2 kJL (NMR Spectroscopy (NMR))
NMR ZRYT RLD T 1 =)L Bid. XEPIZEWEDNMR ZRT ILDT AL 7 EHRRBEHINTLIHEICINERI N
£, CONMR T4 —ILRICIETTEEOMMERBIZTENT T, MMHERIE /KW TRETETFT,

o ZNRY KJL (Spectrum)

e /7XHIL>T b (Chemical shifts)

e A7 3w NMR (Dynamic NMR)

™
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INDOR (#%R—ZFE#08) (INDOR)

> 7 FEE ENMR (NMR with shift reagents)

NMR TN D#RME (Linewidth of NMR absorption)

HEAEDNMR (NMR in liquid-crystal phase)

NOE (NOE)

NMR IRUX D Z K E— X > k (Second moment of NMR absorption)
A - FHEFMBSERS (T1) (Spin-lattice relaxation time (T1))

A -2 EAEFEFR (T2) (Spin-spin relaxation time (T2))
=%7T NMR (2D-NMR)

=%5T NMR (3D-NMR)

EEARICE 37 T HIL T k (Aromatic solvent induced shifts)
STANaYRY ST b+ (Radical contact shifts)

S HIE (Double resonance)

Z B >-EERES (Spin-rotation constant)

1H- EFZEHIS (1H-electron double resonance)

CIDNP ({bFFHECENRIR% 53 18) (CIDNP)

NMR (NMR)

AEV-ZRE YAy T 2T EE (Spin-spin coupling constants)

NQR (ZMEMRIIZ) Z~RZ FJL (NQR Spectroscopy (NQR))

CDONQR 71 —JLRICITTFEEOMMEBRIGENE T, WMERIE /KW TRETEEX T,
o MXIUEMEILIE (Nuclear quadrupole resonance)
o RIUEMEA w71 > U FEE (Nuclear quadrupole coupling constants)
o IXPUIELIS (Pure NQR)

¥ T —4 (Optical Data (ODM))
CDTA—ILRIEZEDRT —RTTo D—EHCEFDMDNFET —FREDBHRIPETENTVET,

hEYts X (Optical Rotatory Dispersion (ORD))
FERDBUE. HDOFERICHESIELEDELL LTERINE T, JOBEKMNAE S hISEREEREIE. ORD 71 —JL RIZUX
wEINE9,

hEY¢FE (Optical Rotatory Power (ORP))
FEEE L. HEEEMENMRRZBITE S URINT BEAND LT, ChICED. BAEIERMNICERL £9,

J¢% (Optics (OPT))

CDT7 1 —ILRICIETTEROMMEBRNAZTENE I, MMERIZ /KW TRETETET,

fEEBITE (Crystal refractive indices)

EB#EEr (Natural birefringence)

HMAEEIT (Mechanical birefringence)

BSERIT (3 v b >-L— b U%R) (Magnetic birefringence (Cotton-Mouton effect))
BLEREIT (Electric birefringence (Kerr effect))

[E]#fr (Diffraction)

K 5% (Reflection)

L 1) —#&L (Rayleigh scattering)

L) —8EL DRI B E (Degree of depolarization of Rayleigh scattering)

L1 —8ELOEAM - BEAMMS (Iso- & anisotropic components of Rayleigh scattering)
FERER (Plain curve)

dw bR (EE R (Cotton Effect (abnormal curve))

Bi&HESt (Magnetorotation)

™
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B H =& (Magnetic circular dichroism)

#—E2- 0= XL (Thermochromism)

7 # 20X XL (Photochromism)

R (Linear dichroism)

THEYEES (Mutarotation coefficient)

FHEHIME (Optical properties)

L) —-J L7 >E#EL (Rayleigh-Brillouin scattering)
NILTEE (Verdet constant)

TRENEEITER (Flow birefringence)

Z DD 3IE (Other Spectroscopic Methods (OSM))
CDT74—ILRICIETTEEOMMEBBRINEENE T, WHERIE /KW THRETETET,
HEF AR kL (Photoelectron spectrum)

X#REF7IEE (ESCA)

X 2N T =R (Moessbauer effect)

EFIRRERAZE (Electronic state studies)

BFEHEZ~RY ML (Electron impact spectrum)

F—JTEFARY KL (Auger electron spectrum)

ZEHIBHAZT (Multiple resonance studies)

Z DDA ER T —42 (Other Thermochemical Data (OTHE))
CDT 14 —ILRICIETEOMMBRNAZTENT T, WERIT /KW TERETET T,
EEE % N EEK (Cryoscopic constant)

#hm LR TR (Ebullioscopic constant)

I >#&JLE— (Enthalpy)

ETEMREESL (Heat of combustion at constant volume)
HoOM#T > 2L E— (Enthalpy of self-association)
BHZBI%E (Thermodynamic properties)

A= (Heat capacity)

I > ~OE— (Entropy)

EEZRLE (Cp/Cv) (Heat capacity ratio Cp/Cv)

¥ 7 XEHIXR/LF— (Gibbs free energy)

I % J = ILKDERIRE (Partition octan-1-ol/water (POW))

CDT1—ILRIFZHDRT—X T,

PDEBRBEH POW IE. n-F U2/ —)LIBEKABOROYEDFEESERDZ & TT, NEREBII2ODEEDLTHD . —
RREVICRHERME (log POW) TS NE . POW & & T POW DX (log POW) DA DENUNERE . £7BEICEETY
B1E|MIE POW.T 71 =L RICIER SN F T,

$55F15%R (Patent Specific Data (PSD))
ZDT 14 —ILRICIE Prophetic &, BEVILY —2 2186, FHFFcBABEDFRIAZTEINE T,

B Y¢9 % (Fluorescence Spectroscopy (FLUS))
CDT74—IILRICIETFEEOEBERIASENT T, WHERIE /KW THRETETET,
ARY kL (Spectrum)

B AfE (Maxima)

A HBEE (Fluorescence emission cross-section)

B2 FUNEK (Fluorescence quantum yield)

BHHFA (Fluorescence lifetime)

B DEEEER (Fluorescence decay kinetics)

™
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HYEE SEYE (Fluorescence self-quenching)

HYCDIBEHEN (Fluorescence concentration quenching)
HIEI (Fluorescence quenching)

HIREDIZE (Degree of polarization of fluorescence)
TS 7 —8¥ (Excimer fluorescence)

EHEE Y (Delayed fluorescence)

IBERZE [—EIE—>Z=FIF] (Intersystem crossing [singlet->triplet])
—EIFREN S5 D T R)LF—#F) (Energy transfer from singlet state)
HILHIFC X R 2 k)L (Fluorescence excitation spectrum)

Y38 (Fluorescence intensity)

B¢ (Fluorescence)

¥5% (Purification (PUR))

BEROT 1 —ILRICIIMEOERAEERTEBPLP 7L —INFENET,

EEVORBRICETZ XY ME. COEERLIEKREBODNZETILEMCH T 3FERBRAENTENTVIHESIC
DHEFENE T, BRARES LUOXAYD S DE BT Isolation from Natural Products (INP) D7 « —JL RIZIXER S
X9, JEZEORENIIZILIEEMELTEAT Y FENERA. (TEIAFEEZRERALE) HEXOARDEFADTIC.
BEOALEE LTEREINE T,

EFLF5E (Quantum Chemical Calculations (QCC))
EFHEFEABED T« —ILFIIMBICRITINLEFMEFEEZERLTVET, COT 1 —ILRICIE. FIEMMHED NS
TREFFEFESE (QCCMET) L LB ICPERINTVE T,

S5 9¥tiE (Raman Spectroscopy (RAS))
CDT74—ILRICIETTEEOMMERBRINETENE T, MR /KW THERETEET,
ARY kL (Spectrum)

/N> K (Bands)

SV INY RORAEBEE (Degree of depolarization of Raman bands)
NATN—=FI > ARYT k)L (Hyper-Raman spectrum)

Z I/ RD#RIE (Linewidth of Raman bands)

BEREKE >~ > /N> R (Low frequency Raman bands)

BREK S~ > XY kL (Low frequency Raman spectrum)
FIHIE S < > XY k)L (Preresonance Raman spectrum)

S <Y 8 (Raman intensities)

ST HIEFNER (Raman resonance effect)

YV ZIRE— XA b (Raman second moment)

S >N\ Y ROEEHEEE (Rotational fine structure of Raman bands)
Z <> (Raman)

[E#7 3 (Refractive Index (RI))
BIFRCIZEZFOHDEE L YEFDHDEEDNLETT . ASHADEZEBIFADEXDOLED. E_OEBEDOEIFRT
T BIFRIIAFHOER. BE. ENICL>TELET, HEDBECERICEITZEERLET,

B8;&E418:E (Related Structure (RSTR))

REEET7 « — L RICIFFIBSNI L EMOF LWAEICL > TEARZERIEOSNIBEICYEICEID Y TSNL T
—RBES (AN) BEENE T, FIZIEIIECFICRETZDHDTY, UBIOXHKSRICEHT 3 1BRERBEEWICEID YT
SNTABREPCIAIREDR > TVED. HOLLWHDESI M DODVWTOEREDBNFEINTVET,

[El$5493¥¢i% (Rotational Spectroscopy (ROT))
DT —ILRICIEXTEOYMMEBRIEENET T, WHRIT /KW TERERTETET,
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I OB ARY kL (Microwave spectrum)

[El#E X X% k)L (Rotational spectrum)

A U/ RDEE (Intensity of microwave bands)
2 aRILIMR (Stark effect)

[Bl#5-Z < > AR k)L (Rotational-Raman spectrum)
A U ORI/ R O#RIE (Linewidth of microwave bands)
[BlE5/\ > R DFEE (Intensity of rotational bands)
[El#5/\ > R D#FHE (Linewidth of rotational bands)

RGO RIGTEER (RX.RAN)
COBRERT«—ILRICIIRIGYIL O— RES (RAN) BEENE T,

DR 1ERR (RX.PAN)
CORRT 4 —ILRICIZERYIL O— RES (PAN) S ENE T,

B SILEEEK (Self-Diffusion Coefficient (SDIF))
BOLBIEBREARICE > T3 TR SN2 EELEK (BB CEHXINET, COBIBESNIBETSEX SoNE
¥, BEIERADEEICEHEY BBMIESDIFTO T —IL RICIERENE T,

&HEEE (Solubility (SLB))
COT 14— REBRART—Z T

ARECIBTEDRET. H3AEN—TREORRICATZRABEVWWET, AREICEEYT 28/, BE. BE. &
WD LEERDIBHRITENE N SLB.SAT. SLB.T. SLB.SOL. SLB.RAT D7« —JL RICIERTNE T,

JABRMETE (Solubility Product (SLBP))

DT —ILRIEFBHDRT—H2 T,
AREERCISIEESNICEETOYEDRIARRICH ITZMEDA AV DREDIETY, AREERICEEY 3EE. 3
18, AEOLEERDIBERITENZ N SLBP.T. SLBP.SOL. SLBP.RAT D7 ¢ —JLRICIERTNE T,

78#R1EF (Solution Behavior (SOLM))

CDT74—ILRIRBZERART —FTI,

CDT7 1 —ILRICITTEOMMBRMNZENT T, WERIT /KW TERETEEXT,
TAfRAES (Dissolving capacity)

SEAM (Miscibility)

alA1LEE (Solubilizing)

MEAME (Mutual solubility)

TARRIRE (Rate of dissolution)

BRRE [7 > VIRINEE] (Solubility [Bunsen absorption coefficient])
BRRE [N 1) —E#] (Solubility [Henry constant])

BERRE (A R 7L RIRIESL] (Solubility [Ostwald absorption coefficient])

H# 5 (Sublimation (SP))
SESFEF LORTGEDFIENDENICEF L AZBELLTEEINE T,

'8 5 ~JL (Substance Label (LB))
MESRILDT 1 —ILRICIE. REXROVMEDORFFLHMNBIBHINE T,

$RH5k7 (Surface Tension (ST))
KREENDCIETERCBREDBERICEVWTHAARBEMERZ DO 3DICHBEARBMRILEDDADI LT, REFEID
BEICEHEY BBHIEST.T 71— L RICIERES N E T,
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#f#3R (Thermal Expansion (TEC))
BRI, REZICHTIEMUREHTEDDORIDOEI. FIFBEMUFEH-D OFBOERCOLETT, CD7
1 —IL RIZIZBRRGAEIE. BECEROBEL LHICIEREINTVET,

J#&HBEEFS = (Transition Point(s) of Liquid Modification (LPTP))
RABER R C ML EYHDRIETHEER T2 REDOZ LT,

X7 —4 (Transport Data (TRAN))
t_d)j’r_)l/i“uti?nﬂ@#@&lﬁ%ﬁb‘ iﬂi?’o
e HYRESR (Thermal conductivity)
o [OECILENIREN (Rotational diffusion constant(s))
o BLET (Thermal diffusion)

XK (Transport Phenomena (TRAM))

DT —ILREZBRDRT—HETT,
CDOT7«4—ILRICITTROMMEIBERIZENE T, WHERIF /KW THRETETET,
FEFE (Viscosity)

HLEX (Diffusion)

BILER (Thermal diffusion)

EIRURLE. ENRLIEEEK (Dynamic viscosity)

ERGMESR (Kinematic viscosity)

AFERL 1SR (Bulk viscosity)

ILBUERK (Diffusion coefficient)

ZTTHRERER (Binary diffusion coefficient)

HHEHLEL (Interdiffusion)

BILEXEF (Thermal diffusion factor)

BLER (Soret 2%8%) (Thermal diffusion (Soret coefficient))
ILEEGHER (7 2 7 —IL#hR) (Diffusion thermo effect (Dufour effect))
BIRE R (Thermal conductivity)

=E 5 (Triple Point (TP))
SELRIIEOYEBEO=DDENFERETEE T ZREROATHD . ZORDEBELEAICL>TERINE T,
;0374—}“\5&_ Et'-LI' G)/mr_t\uyfi*n_t\/\ijo

254 [RIfR 9 ¥E3E (UV/VIS Spectroscopy (UVS))

D7« —ILRICIFTEROMMEIERIEENE T, YHERIF /KW THRETETET,
ANRY kL (Spectrum)

RAIYIY (Absorption maxima)

& 2% k)L (Reflection spectrum)

—EIE-=&FIE/\ > R (Singlet-triplet band)

VLN k20X X L (Solvatochromism)

=—FIF-=&FIE/\ >V R (Triplet-triplet band)

BZE- LA 2R 1L (Vacuum-UV spectrum)

N R 2 )L (Absorption spectrum)

%UX A EFE (Absorption cross-section)

UV FHECIRAETRIN (UV excited state absorption)

A ZHFIRUR (UV two-photon absorption)
=EHIF-—EEWINZARY ML (Triplet-singlet absorption spectrum)
F¢-F UV X7 L (Opto-acoustic UV spectrum)

LN /AIE RS R AE (UV/VIS reflection maximum(a))
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XHRIRUX R R 2 )L (X-ray absorption spectrum)
X $R0%UN B EIFE (X-ray absorption cross-section)
N> REAM (Band anisotropy)

IRENF5RE (Oscillator strength)

K9 /7148 (UV/VIS)

# KT (Vapor Pressure (VP))
TR REFCIZERDESER. H2RETTFEREICASTLETDEKDENTY ., EKEICEET ZREIEVP.T
T4 —ILRICPEEINE T,
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CAS is a leader in scientific i
partnering with innovators arc
accelerate scientific breakthrc
over 1,400 experts who curat
scientific knowledge to reveal >0
over 100 years, scientists, patent rofessionals, and
business leaders have relied on CAS solutions and
expertise to provide the hindsight, insight, and foresight
they need so they can build upon the learnings of the
past to discover a better future.
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