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EEVRERL. LEYwmaE. LEVRE GEE—H. BHEE. 2-3XT/ERRKR. ) FiE. —T—EXT
BRILER. LEDDOHRNHEESR. EERME. &K/ #AEY) . LEaYWRE(FhT/—IL,. Za=kOY, fh)

4. 13:50-15:20(9093) OH_# {LESEEMIT 15— (7 EAN) Y2 X (Chemometrics) ) B E
ERINGA—F— 2/ BRFTINTA—E— R T—3BHFE. BREES . BREE. B FEERKE. S,
P T IV RONTGA—E— . VFRAREL—a>y RuE/ EME/ B/, DEE/TRUE, EEMREN.
A—bRRT—1)2T  TICGAN—/ A F4— B EREEEE (SO T 1R54—5—H) .

KY (K-step Yard sampling) i&. 73—t 7,02, \voTONRS =30 BEMTIILTVX L, 27—,
RNiESMERRE. it

<15:20-15:40 K% 209>

5. 15:40-16:20(40%) OFE=# A I M8k (Artificial Intelligence) B8:E
ALHBEDES, L—ILR—IXB AN THEE, —a—FIRybT—HB AT HEE., BBFE. Y7L ERRE.
BRERAME. L—/ILDaAVEa—F—~DHAH . YT —OEE. LISP, FORTRAN, PYTHON,

6..16:50-17:00(30%) OHEMA ETHMFEIFE (Computer Science) BE
T EA—RBEE, TOJTS3VT R V5RE—. V59K R—R—aAvEa1—43— RxybT—5, WEB, ft

7. 16:50-17:00(10%) CONMB IV ARZRE
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1808 CAS Registry No.: 38-08-2

Molecular Formula:  CH,;MN,0, Molecular Weight: 194.2

0.aist.go.jp/sdbs/cgi-bin/direct_frame_top.cgi

In ilico Data

Compound Name:

caffeine
1,3,7-trimethyl-3,7-dihydro-1H-purine-2,6-diane
1,3,7-trimethyl-3,7-dihydro-purin-2,6-dion, kaffein
1,3,7-trimethyl-3, 7-dihydro-purine-2,6-dione
1,3,7-trimethylxanthine

1H-purine-2,6-dione, 3,7-dihydro-1,3,7-trimethyl-
3,7-dihydro-1,3,7-trimathyl-1H-purine-2,6-dione
theing

InCh:
InChi=15/CBH10N402/c1-10-4-9-6-5(10)7(13)12(3)8(14)11(6)2/hdH, 1-3H3
InChIKey:

RYYVLZVUVIIVGH-UHFFFAQYSA-N

Publisher:
National Institute of Advanced Indq:}n'al Science and Technology (AIST)
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7 F)L/ \7 9 M5 2886 - B30 TWA SDBES NO. 1898
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CHH18NADZ {Mas=s of molecular ion: 194)
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ME200E- 03 057WA
80—
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I
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|

Relative Intersity

20—

SFI N N P

20 40 =0 =0 100 120 140 1e0 180 200
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ARGV T, AIERESFHZRCICLIZELTHRIER:
JITD

YZIEZHRDIT+—T D H D,
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>

NEE omtions
i | Parameter
Vendor File Format R ired Pa er Files
Files
ACD/Labs *spectrus, *esp, *txt
Acorn NMR, Inc. =fid, *nmr, *2d
Agilent [Varian
mgc} L1 ’ data, *fdf, fid0oo01.fdf, *xt, fid, phasefile acg, proc., procpar acg_2, text
4 ASCIIT *txt; *prn, *.csv, *.asc
.
Bruker ser, rr, fid, *r, i, 2rr, acqu rocs, acquz, proc2s, *fgs, *fal
_ , rr, fid, *r, 0, 2rr, qus, p , acquz, p . *fgs, 3 title, intrng, *it, *£i2
Corporation *=* [DISNMR] *faz, *fpl, *fp2
GE *raw, ** [Micolet)
JCAMPt *dx; *jdx
*als, *jdf, *nmfid, *.nmf, *.nmdata, *.nmd, *.gxd, . .
JEOL Ltd. = bin, ** (Delta) b .gxp. *hdr exp.param, exp.par
Lybrics
MSI Felix
Tecmag *tnt, ** (MacNMR)
Thermo e,
Scientifict »E




[CESINSA—H—
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# e

1100 Series LC/MSD Quad and lon R || A ———— P P - S spectrus,

Trap Systems " ' ——

Chemstation | STy | e yen | DAD deta and singis chrometogram cure are
UV, LE-UV and LE-MS. =2 al=o. itter

St moRELSESOLERSSE | np Entire =0 folder should be used chemstation - = Splitter available

2 *ms, *ch, “uv
Rgv. coros | Lo ToR - = nifr
amilentTechncinoles UV, LE-UV and LE-MS Entire =0 folder strusture should be used

Open Lab € v104 "o Entire * 0 folder should be used MassHunter (BO00 — Agilene = uires M ™

“ms, “ch, uv Agilent Technaloglas {arie=) version = DAD can be Importad (V12) and Ms/ts

| 4 | SPIE COMTrollad In Mewsr vearsions
UV, LE-UV and LE-MS.

©Open Lab Rev. € 0107 o Entire * D folder should be used U, Le-Uv and Lo-ms

B T, S Spen Lab © vios Entire = 0 folder should be used

e ek,

A
!

EzChrom *dat | LV traces only.
Uv, Le-Uv and Le-ms
=0 folder should be used

AB SCIEX Gh v | LE-UV and LE-MS Open Lab Rev. ot -~ = Enti
Technologies 7 LERUE sind Lo:me ol spectra, LO-MS and most LC-mss
i Plitter avai

i mble. U data not
Le-Ms, Le-uv, UV fuhpiniinne dsisad
Bruker Compass (accurate mpss data) o Anatyss ey Irnported

Entire D folder structure should be used

LG RTSIght—Spectra are BUSRSS via ACD/LabS

-~ See above
i = Al sciEx [rsrem )
s o tect L snlC G R ites wendor stwara
N SiNgIe Mass Spectra, LO-MS and most Lo-rass
Shimadzu Corperation T T s L = sy Ot e availlasle
e LE-MS, LE-UV and UV traces Imported. Spift: el
Lemssolution il
o | May require vendor software on same computer Analyst TE - ittt
KeRibUe ST LC-MS, LUV and UV Eraces spplied Biosystems EE T p (R E A ST T - e LE-rS data oni
Therme Sclentific I Ll ’ ASTI LCAMS &
chremsleon® & | UV and Lebv. via connect to P
Bruker Daltonics and Agilent or Bruker LC/MS . . -
Sgilent Technologies lon Trag = L =TS O =D

vendar Data Format File Formar commants
ACD/Labs ACDiLabs “apectrus, fesp
HP 845524 avaw

agilent Technologies
chamstation:

ASCH single, dual and multicalumn =
Bruker opus

Dartaru ~ape

Dionex chromeleont “Connect to” ability available

Foss MIRSystems

.
e — ptical -

LabControl v irs

MATLAB DSO! ~rmatr

e — ~Spectropy https://www.acdlabs.com/products/fileformats/

Shimadzu

Galactic
Tharme Seisntific raton -

ricolet ORMMIC ~=pa. tspa
varian cary Uv ot

Ermpowar and Empowar 2 “Connect ta" abiity availabis
Waters Carporationt rMassiLynx ~inf

railen i “Connect to" ability avai
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