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Oef s 2|56 (3 & | Sen Swop | Complete Exscute | Discard Suggest | Accept _ & x| 0K |,
[ Configuration
i Instrument 1
Components ¥ stravegy = B, Celumn Compartments
E # Hame Eoccllm 0 Width | Aa Arnzi (_p—-_j #1100/ 1300 Column Themeetat, 3 oo,
I | Aizarin i Crign AP Luns C18(2Y, 150 1 4.6 (5)
4 2 i U -fb# Hypersl GOLD, 150 x 4.6 (5]
1 3 v Zorhax Ecipse XDECE, 150 ¢ 4.5 (5]
L v 2 1100/1200 Quisternary Pump, Pressure < 00 bars
HERC v T -4 &, e = 50%, max = 100%
e s & watm, csk, Lo liers
N 3, e = 50%, max = 100%
T Pt 'S 4 <, e - 0%, max - 0%
& TFA-1%, . 0,937
ERar > Opitimize Gradient & 2 b, idle = 0%, man - |
lemperabr= -~ig HIPO4, Aditve,
Waves =) o db FAR-100mM,
; & Wiave Status Parent Expt ABM, Addrue, 0.9076 libe
i J- Compleie K2HPOM, A 0.
ﬁ 2 @ Column Complete nH - Remdt oy Data Acguision
LA @ Gradent&Tem,.  Comolets Heyoersd 1 -l 1100/ 1200 Dwde Array Detectar
<& Wethod 260 Cokoress
L Sralugy A 1100 Autoaampler, T, Volame < 100 0l
= = Y Method & Strategy 4 Strucie § Specinum 4 Chromategram 4 Haeiep -Q stﬂllfjﬁd
-8 Sample Cortaners
Lxperments =l S TL:Ful Tray, 100 items
I“] Experment Stahus Bwg Ac®  AwgHRs™  &0.,. Repected | Unfsbeled  S{TALC) Diaka Type 'ﬂ 1: Algizarin Standard, 19630
v g pH2 Compelm 05910, 482 1fw i1 - ~ -~ W 2 Extract of Sweebwetch, 15624
& = T alpzacn Standard 1.02 1552 ; 1f.. 2 - -~ 3 Extract of Mangs, 1758 u
= w [ I dediuw Complste 059 20% 1l 1 LCA
g = By ™ Tac 0.99 LAE | 1. ] TAC
W IU | I.ﬂ 4V dadlich Complete 1 1.4 1l Tracs, 2560 nm
— * T Extractof sweabvetch 0.7 X T 4 -
¥ [ 'D L'ulral.-cu‘r-l:'un - 0,591, . 5313 1{. 5
[ B edoto net & o0ac o "= . L
LA URE 4 >
w
wSammary | Column S tching 8 Sabeent Delvery
1-ChemSketch 2-Processor 3-Workspace |4-Task - | Agilni ChemSiatios | OMine




EENISUEEDIPAN
ACD/Automation Server

ACD/Labs(d. SNOBENBIZIZEIET ILHDEFLFBAT S 2-MUET .
NBOATZ AU, VINIT7%ERUTERE. F@REZIEPSATLALRETDILCLD, EHICERMEZ
EHBENTEFT,

B

ACDERB(CLIHTEITINZFEALEDTOCR (L, ¥70. ZOVT N, EeFhRIXAX%EOT. BEMEITBENTEET,

DT —=0I0-O—EPE(FIRTZEEMEL. BEDZBIZTFED. ARBIBRZBINSAESZ/ERRUIZD. YIIB{EZHH LU
ADME/ToxTONFT1DFA, T—IR=Z2{E0LR—RDTI2 3272 FITURD. CNBOEEEZRIMB DHRAINA XBIEER AT
HAHPEDBRDTEEY,

ACD/Automation ServerVJRII7(d. RIEVEEOEEIRIEEZRBL. BERDWZE/N\WIT U2 RTRITIZETMEZE
RMHU. BR(ARELEINIT. QIR BLULR—MREUBNS. ANIZOAEEMZRSLET .

(i
1}

— |
L] — Directory File
Scanning System F Raw Data
Remote Instrument Computers . Receipts
Automation Server File

Storage ®

Metadata Processed
Normalization (full or reduced) Datasets

Controlled Data Access-Search,

Verification and Reporting (&z) @ -
Thin Client

l ACD/Spectrus Platform
Enterprise Server

Searching and Databasing,
Record Update ‘r#":-:? -

Thick Client

Data Processing Reporting, I

EROBEME (DATEEENSOE T —IURE, T7AINY = \A\DOT—HRE, BENFRATUIE, T—IN—RARIARE)
T—AN-RIIACD/Spectrus>)—R(CTRHES - 1R 3R - BRATA'BIBE T Y,

BE)bCL B hNMmIE

AR TR CEEESNZTOTCROIER
DITHEZENS DT —FNIBET —AIN-2{LZ BEIEL. LC/UV/MSICE 2B EIHEE DT, FZEINMRICLZEEMEGIRELZ
RHELET,

QA/QCZREAL

B INI-REITVIBIEICED INTOBHET —9%T —IN-IANSFHAIBDIENTEET  VTVENARI MLESIR
ARINUE, 2D0Y DTV #GEICLEE TER L5(C. BEINC—HE(CRRI DN BERTERRCEET,
EEETIINERY —ZANB DT —IDA Vik— hetES

BUY> TICHUTRRIERFIENSOT —Z2HHEDEDIHE . T -IN-ADEEHZHIFL. ERZEEITZILN
ROEETI. AIVTM2BUT, BHFT —IN-ZAT—RHBS > TILERIF 2R —BH R ONSBVMSECDH FiLL
LO-RZIERRLET . TNES OGS, stOLI-NIEMENET (EBEENFEA)
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F—IR=ZYTN

ACD/Databases

ACDTREDITF AT DT —IN-AERMLTVEFT.

BOMFEDT —IN-X

ACD/NMR Databases

ACD/Labs®ONMRT =431 T3UICLD., IRBENIABEL SR EMA . MEICARINIZEERNMRT —5(C7IEATEET,
FT—ANR=2Z(&. H. 13C, 15N, 19F, BLU3IPTHIETEEY,

BT —AN=R(ZF ALFES T TSR, DFR. DTFE. BLURIEEL I-ROIUPACENEENTHDET,

NMR Predictor Suite&3LUNMR Workbook Suite®7 RA>(CRDFT,

Fe. U= RN—F4SATSVBIRHLTVET . T IR TV R I B(CIFACD/Spectrus ProcessorBHETY,
-ACD/Polymer Database (439 records)
-Aldrich NMR Library for ACD/Labs (>35,000 compounds with multiple spectra)

Wiley Mass Spectral Reference Libraries

WileyeD/\—hF—2vT%iBU T, ACD/LabsFEHDEEARI ML T —IN-2ZXAT1TTA-IYL (*.cfd) THEATES

LICLTVET . INBOT—AN-R(CE, ACD/MS Workbook SuitelHHAENE T, SELFRRAII-227 . BIEREERELT
TERMRLVEROEEME (EFER RTFR TEREY. RIBERMERE) 2h/\-338+THOMSIRINNEE
ncnEd,

-Wiley Registry of Mass Spectral Data, 11th Edition
-NIST/EPA/NIH EI Mass Spectral Library 2020
-Wiley Registry 12th Edition/NIST 2020 EI Mass Spectral Library
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{EFESHEY T~

ACD/ChemSketch

ACD/ChemSketch(EL0 9L, {EZEICA > TUD 1> MDD FHESHRE 7 VT —23> THD, tHRPT

ZO1-Y-MFIELTVET.

ERHERE

EFBIE. RIS AF—XZHREL. SFLERTIT VY —-ILET> TV~ NP IEXATHETS

DFEENSLRIZEMT D, FLFEDFEDZBINSD FIEEEENITDEETEET
ChemSketchld. RAS0REFDONFOEBEEKRTEET (LDAKERDFDERAICDOVTIE, ACD/NamelMnETTY)

{EFBENSD FHEZETELFT
BPINRLIR-b TLE>F-23> RefEklLEY

o AANGEBSB 2 - & W &a o ] [l @ vere BT+ ARS ST IESE SN 21
A F R SLA TR A+ a0 BT £ DV R [ SO S AR NN 4|
1 ST TS UG O OO .+ b A ? =0 GO SPOS O T
E a _:’ CHz
z o by
M - CHy CHy  mHso, ©F P
. - V7 ew * ,,J,\ s - + Ho—4
am I ‘oM o7 0" “a oH
g @
¥
4
INChIFZIFSMILESX FHINSDREEDERL. ChemDrawh b0t —/BED{F I3 HRIEETT
P BER. AT04 R, HEREDIEERT> T — NefBRAUT. BB TEEY
170,000ZBX 3 ELEHINTVET
RISEBMMEFERF - (AR TZ2ED) #EECHREULFT
J3T4INTTU— Y= BRUT ALZETIANNAADS 0L (B : (AEFEEI(T . WA MBS, 3 FEE.
Z1-NUBGE RIFRI=GTOARE) ZIBBITEET
ewe ovw A G SHSB 9 VX B QA [ WP e |0 @ H B Q4 rechm st foear Bedm *a swawe i | I G SE S 2 ¥ & a [ws e
A IR LN (TR P TC A+ SR TR b P ook D EE b &% A ! T3 . :
ME PO OGN OO OO N OO O OO W OO 0 et - : f . i
B . . - ¢ a . wed
HO. o H L . ..O.:‘ 2 Vi H,C—’\i\ + ‘;/ " i /) o, H \_ \5}/
" O~ / ~ 7 . DG E % \ "~ \__/
: [CHZ CH, —L " H HO OH L 'C'I. : f\.lf - & o 7 Acetyl chloride m.anZ.H Pyridine PnenylAce:E
o Polymers OH H Rings :5':); - 0= Reactant | Formula | FW | K n cl m v d Yield
= 1 Sugars Lewis structures o o, 1 |eHcio | 784976 | 1| 011mol 86348 | 7.8498mL | 11g/mL | Basedon
. o ; E 2 CH©O | 941112 [ 1| 011mal 10.352
| ﬁ - m 3 CHN | 700880 | 1| 0.11mol 8701g | 88515mL | 0,083 giml
" @ch—og"i /* It‘i’"\h—’/ "‘*r" “OH ﬁ)’j’) o [;] o Product
1 W; = OH SN NH, ?D,""“ e B 1 CH:0, | 136.1479 0.0948 mol 12.907 g | 16.701 mL 86.2 %
£| ) _ B
i Resins Amino acids Merku;h strcutures " i Theory
e 1 CH0, | 136.1470 | 1 | 041 mol 14.976 g 100 %
# r
i e *a
L. e
e "
. )
; , Iete
nl= s R NN
e P, AR ey °
T" LH 5)_/ :‘:%“ @
2, PR
w b
# |3
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JOJ1y2aFIVBLIR— MERK

SIENIRLAR— MAERR LT, TSNS R SR e B CE R £T L k
ERIRHEE, 257, BLOZOMDLZIEIREMicrosoft Words LU o S

PowerPointRF1X> MCEIFIBHIAHBIEE T

“ACD/ChemSketchV I NIT7 (IR CEBNILLBVET ., 52, WordBED Do ¢
fmMicrosoft Office TOI S heS— AL ATFRESNTHENFEITNTY, ~
Thomas J. Siepmann, Attorney; Birch, Stewart, Kolasch, & Birch, LLP

BEDZBIDERM

ChemSketch(d. ACD/LabsOBE&RE&YINITY (ACD/Name) DOBRABLFRZAERM7IITIZLZFERLT, IUPAC
W= TREZERLFT (50EREBORFEIBDIRETOHIPESD) .

ATFREOTFH
BENSSFESFRD FIFEZ FRILET.
¢ ﬁ?% | | u
:_Etg Calculation Results *
* ==4
. L:%{}-E'— Molecular Formula: CygHaqMalg A
Formula Weight: 32238628
-LogP Composition: CLEL0TH) H(B56) N(E69K) (24320
N Molar Refractivity: 8500 £ 03 cem
- Bl E1ERk Molar Volume: 2505 + 30 cmg
n m | |Parachor: G926 £ 40 cm
: :E“/Ej:ﬁ Index of Refraction: 1592 £ 002
. 574 Surface Tension: 622 & 20 dvnefcm
T Density: 1285 + 006 gfom’
) l/ﬁi*ﬁ Dielectric Congtant: Mot available v
== p .
J¥5a-)L . L
- #ERK TN
P EA

TSI AD MBS, ST RMEIE., FEEPDIREECIOT, RFaxXI M 7IVT—33> BELUY - RN—F4 DT —IR-R(THRZR
LE9I,

WROTEER 71 )ILZRNICIE. ACD/Labs. FASTA. HELM, ChemDraw. BIOVIA. Adobe. $&UMicrosoft®Word.
Excel, PowerPointh'&&NF 9. Ffz. EPA iCSS. PubChem. eMoleculesT —AN— A TIEE#IRZRTEEI,

YA RS ADIRM

HH#EEATChemSketchz;FRAULTHERAN ?
ZOBBONBHE T, B ABOI—Y—0zHICChemSketchzY A MEARICERRLTLET,
RIS OVTIE, BREIVEDBELZAE,
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fE&Men&YIh

ACD/Name

ACD/Namel(d. IUPACE LU CASA > FTYIZIN— IV TUEE R 2 AR UE T,

RN F. BEERE. NIN-RBEDE

IUPACELUCASA>

FTYIXI=IVICHEST,
(BRR1024ZFHLU20EDIRE T,

EOEUVEr R BRGHE(SNIETEEY .,

{EFRBEDHRRI B LFEBZEMLET
99 ET—HEEnRATIEE)

#% ACD/Name : Name Window
Explanations Edit Options ACD/Labs Help

s BED # %E.
CH, 0

"~

0]

OH

O
o

CH, OH

EN: 2,2'{[2-(2,6-Diethylanilino)-2-oxoethyllazanediyl}diacetic acid

1-ChemSketch | 2-Name | 3-History 4-lUPAC Preferences S5-Index Preferences 6-IUPAC Rules

Principal Group:
oic acid C-10.3 C-11.11, C-4.0. R4.1 (Table 10) R-5.7.1
Parent Hydride:
ethane A-1 R-2.2.1
Functionalized Hydride:
acetic acid
Substituents:
22 azanediyl

ethyl A1.2 A2.25

-3.5,

2.5

2 anilino C-811.3 R-3.2.1 (Table 5
26 diethyl A-1.2 A-2.25 A 3.5 R25
2 oxo C-301.1 C.311.1 R-3.2.1 (Table §

INChIB&USMILESX FHZERKLET
IUPACIL—IV D TEZITICENTEFT

Fle. BBBIOIUPACIL—ILOFF B 2R TEET

IUPAC Mame Generation Preferences Y |‘_§2 IUPAC 8 IUBMB MNomenclature Recommendations — [m} X
] = -
Generate Preferred Names (IUPAC Rules 2013) EET mEl AFa0)
Rule C-10.2
Common  Old/New Structure  Custom General Language a|* Characteristic groups other than those listed in Table C-| may be cited as suffixes or prefixes to
— the name of the parent compound (for choice of the parent compound see Rule C-12).
B
Use Retained Replacements Rule C-10.3
- If any characteristic groups other than those in Tzble C-| are present, one kind must be cited as
1. Yes suffix, but only one kind. That kind of group is termed the principal group. YWhen a compound
7. Mo contains more than one kind of group not listed in Table C-I, the principal group is that which
= characterizes the class occurring as high as possible in Table C-lI; all other characteristic groups
are then cited as prefixes. Some suffixes and prefixes to be used with the general classes given in
Table C-ll are listed in Table CAIl. Further details will be found in Subsections C-1to C-9.
Advanced Endosing Marks Multiplying affixes and locants are added as necessary. If, but only if, the complete suffix (that is,
o the suffix itself plus its multiplying affix, if any) begins with a vowel, a terminal "e" (if any) of the
3. Yes preceding parent name is elided. Elision or retention of the terminal "e" is independent of the
4 No presence of numerals between it and the following letter.
- Examples
Forward Locants Position Rule C-10.4
5. Yes 10.41 - Derivative groups have priority for citation as principal group after the respective parents of
- their general class. as indicated in Table C-Il.
& e Example
10.42 - Groups in which oxygen is replaced by sulfur, selenium, or tellurium have priority, in that
descending order, for choice as principal group, after the respective oxygen analogue as indicated
A Save Remove in Table C-ll. A more detailed order of priority is exemplified for some sulfur derivatives in Table C-

21 SEBTAMEEKRUEFIT —R5E.
|*'(“ E.:.\ FUSvEE. )\>H)-5EB.
l:u:l\ /-k 7>FEE\ le\:

INHYT
e
7EE. ST

NS, =N

Y158, ATH5E, I4>5REE. IV AEE.
7EE, AONRZFEE ARA V3B, A91—T V3B,

B JO7F 7. 7>
RIVNIILER.

B UNZVEE
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BRINSEENDZHREEIRETT

ACD/Name to Structure X

Name

acetaminophen

Structure is taken from ACD Dictionary

Structure

NH _CH,

T

O
HO

Structure is generated, but there are warnings

Run Options... Cancel Help fbout...

A
AR, T T—2a>, I 2mmEBER AR Z R T 2SI IEREZIFEEDETVET
B TE—OIEEMOZR1Z T (F0CERLET
(EEMOEEENEDLS(CEELINTVINELDEIRART ZEN TEET

BhERMET—EX
Name Batch Products

ACD/Name Batch®LUACD/Name to Structure Batch(d. {EEWDIATSUEEDIEMHER L ZRE R I ET —E(C
FURNDIFHE(CERMUE T, 6rERTE. LIR— MNEEEIBE TEET,

Run Mame Generation X

Generate
[Jname [Jindex Name [ smnes [inchr
Source Cancel

File Name : |C:¥Prugram Files¥ACD2019%* sdf v |

- Help

File Format : | MOL SDfile (*.sdf) i Make Backup Copies

1D P (o text)

Destination
C:¥Program Files¥ACD2019¥*.sdf

MOL SDfile (*.sdf) Same as Source

Put Yersion to ~ | Put Stereo to | ~

Name IndexMame SMILES InChI
Qverwrite Existing Names

Preferences...

Put Error Message to
Figld:

File:

ACD/Name (Chemist Version)

ACD/Name (Chemist Version) (&. IUPACZEZBINSDIEIEE S (FXKFEHEICERM T DIehDIkEEZIRHLET .
BERHEE. SEATI IV L-ILEREHDERA.

{tEmAY—ER

ACD/LabsT (3. #@i&ZzHU TV REFNE BFIRICLImBZOERY -EXZRMLTVET . [RZRINSEBIE INOUIIZA S
(CHEM L TVET,
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Y14 - ADME -S4 FRIV T ~

ACD/Percepta Suite

ACD/Perceptald. {EEEENSSFERYIE{LZE (PhysChem) JO/NF¢. ADMEJONT 1. BLU
BHIVRRIO M FRIUET .

* ACD/Percepta Suitelc(&. PhysChem Suite, ADME Suite, Toxicity Suiteh"SFEFNTVET,
PhysChem Suite, ADME Suite, Toxicity SuiteDENTNDOTYMRFTEENHDE T, Fio. EZ1-IVEMERITBATEILLTEET,

B ‘

W&, %Al SMILESXFFINS D FiFIEZ TR EH—D(>A-J1-ACTHERZR R
Calculate molecular properties from structure, names, or SMILES string e i v Twm_‘ == = Tu o “Dm One interface for all molecular
= LC—— ’EL DEN N Ul E‘“‘“"’ property calculations
. (I W J * o Soutre - Nems  Moeosr . WP TRsA Aot Besepa  Crage(+] Charge()  Lonsd os tes. nnG. Rark: N 7
— L 7 T e e N I e
Lo
ey
....... e C.t:JL 8 aewse wEm  4m s <0 ® 1 Voo Mevsesch memmgp Usetes o2
B S — = = Ve ‘ N )
TQ‘ - . "
- » B e . .
- = e
O-'f“t_#;h) o b i N s i o O B o e e 3
= — C — Spreadsheet Interface

FAERZE DS DR AR RCTHREMNICSHE FHROTOYM MANEX, 2741 %E(C

o = - Percepta Portal
s |
YIB(EF . ADME, BLUBHOFAREREZMEGGHMELET . FEZ1-VEFAKRERZIRMHEL. BEORBARRIETETD
NIV RBEDFFEDIBIREY -V ZIRMLET . SBHBI ST Y—b T4 TY-IUE, FRIFEROFHiI 2S5 (CZIBLET .
EREMIER. R BLU/FLE N -T2y OBIEZERAL T, FRBROEREMETOS 1) M OBE 2 HEBLES .

STEINED FRMT —92ERAL T BE0ZEE /- ROFBELZREL. BROTOI7L (RN, 5370, 585, BEit) (C
THAIUET,

FEF-ITHL-ZIL (REOTIIAN- GBI | BAOMIF BRI EBL T REER FEET.

-

Evaluate prediction accuracy using experimental

BN values of similar structures and reliability index

ERMEETALBEOEREREZ(EAL . FRIFEE Z5¥ RERRFETOI7A DI — MEEZIELE
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PhysChem Suite

Aqueous Solubility t

pHIKFOIKBM . BBIEHEE. BILU25°CTAAYBENTODFERRKISERUALFMBEOEREZELFI.
Boiling Point/Vapor Pressure

BESNENTOBEEOHR. BIMHEESNTORE TOBMEEMOERIEZFAILEY.
LogD t

&N SlogD (A AALBIEERMEEYIDPpHICE D GRIMME) Z5tEULET.
fERIDpHAETDUZ RLUTlogDiERZZFR R I 2N MHROPHTlogDOTOYMEFES - UET,
aaaaaaaaaaaaaaaaaaaaaaaaaaaaaa ) : ‘ nE

LogP t
WENBAYY )= -IKD Bl zstBUE T,

LS 4

2

pKat
BISHSpKalE (BEfEREE) ZEtEULFTI.
Sigma

DFOEIRENTZTST A MNOBIREBBONIA-I-%25TEULET,
EFEEH (Hammett Sigmas) . YMAKRTEE (BIARE. TIVEIREX) | BUKMEESL (Hansch Pi)

Other PhysChem Descriptors

T onFHREDsTEERIEETY,
Density. Freely Rotatable Bonds. H-Bond Donors and Acceptors. Index of Refraction. Molar Refractivity
Molar Volume. Molecular Weight. Parachor. Polar Surface Area. Polarizability. Rule-of-5. Surface Tension

Absolv F

HENSAbrahamiBiRF/NSX—-4—-%5TEUE T,
COYIRITIT(E. AbrahamiBIEFIETILD/EETHBM. H. AbrahamZBuSE R E THREINFLL.

ACD/Absolv =

t =270 (HmFE) E21-IThHateRLTVET,
¥ PhysChem SuitellldEFENTHDE LA ERIES1-IVELTEBATEEY,
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* ADME Suitelll. PhysChem SuitehNEENF9Y,
ADME Suite

Blood Brain Barrier Permeation

MRAEIFY (BBB) i=EET L. AR EEMDRDENT > Sl OBIENDFHliZIRELET .
ROIBIRICEDINT, BBBZIBIBI 2R ENEXCO>UEEMZS I TEET.
REMLEY/EBE (logPS) « BBBRENDIEE (logBB) . fAx/MIRF#=E (PS * fu, brain)

Cytochrome P450 Inhibitors

2DDFEIBBICS50LEVMET. {ELEMNSODEERRAHEESR (CYP3A4, CYP2D6. CYP2C9, CYP2C19. CYP1A2) @
WINHOBEERICR 2R ZETRLET,
IC50 <50 pM (—fiZRIRFEE) | IC50 <10 pM GHREIBFEE)

Cytochrome P450 Substrates T
{EEMHEERRHEIEEZE (CYP3A4. CYP2D6. CYP2C9. CYP2C19. HLUCYP1A2) OEEB(CRIHEXRZTELFT.
Distribution

E NIMERA> I IBADFEYFEE D%, MERPODAENRIEE%. FEEMIE7IVIZAOHRIELEL THELE T,
%PPBET )L¢logKa (HSA) EFIOEANI-H-FT—HTR—Z>JAIEETT,
nMEHE (Vd) 2FRIUET,

Maximum Recommended Daily Dose
ERAHERIAKSSE2FRILET, VY TERATEEMOSEARORSEZIRELFT.
Oral Bioavailability

BONAATARASEUTAET IV, FERGRI S SR ET V) FEEAHEDE TIEENSEONAATRISEYT 1%
FRILET, #FRE. I-F-DNEEUCHEOROES (%F) BONAATRL(SEUT(OESHFREL TRESINET,
BONAATRASEUTA(CREEEZ S ZZLDONDIY R > M FRILET

BRE (BE/8/RET)

B MIRIATORTE S

- ZENFI(SREENAVEIX(C L B IERREIE

-P-gpifiit

- FHiE T ofEhEE

Passive Absorption

ABEIOBZERUR (HIA) CEFFER. ZBONAATRASEVTA(CREZS A2 0DEERERTY .

RENRURET IV, FEHERRARIRE SRS, BLVEBROIANEEBDENVEZRICANT, EOL MZEE M Z Al
LET. ETIUIROFGTEENINGA—F—%ZHALET,

-BREAORENEX(CEIITIE MBI (HIA) OFEH | EHlRSLUEHRZEENISOFSRZRLET.

- 225 F @B I 2R EEB S LUIRINRERLET

RS SMEHRZFEENSDEF SR Z2E0. Caco-2iliiR B ARORENEBHZRLET .

P-gp Specificity T
P-#85>)\V&E (P-gp) (&, ZIELSARBHIENSEEMZIRUEIHEL NSO AR—4—TY, P-gpiFEHET IV 2EHBLT.
P-gpEEH LU/ FZFEEFI THIFEYNEHOMLRREENTIEETT . P-gpiFREETIVE. P-gp ATPasel& RIS
EOQI-Z2)F7 ZANCERLTHRND, P-gpFIRMAREEHS SJUP-gp /v 7D ML & DS TR EERZ BB DI (CEEIRZ D
CENTERRMDAI)-Z2JELTRIIBE T,

PK Explorer

(L EYOEYENRETOT7A N2 RE T DINIA—H—ZHEELFET,
Cp (T) . Tmax®BLUCp (max) . FABLUVERIRAIRSEZDAUC, ZONAATRASEYT¢

Regioselectivity of Metabolism

CYPRIBEIRMEET LG, EERIBIBMNEEALBUVD, FolABVEE., BIETOEROR VR TILEMORBTOI7 LI
HI2EERNRARERMTEIETINTT . ROFFET. KFOYI ARy b FRILET

-ENFZZ0Y-4A (HLM)

-5ODFERFMO-LPAS0R%3= (CYP3A4, CYP2D6. CYP2C9. CYP2C19. BLUCYP1A2)
{EEMEORBEIIZIFE T LN TE, RBEHFIENAEZNTALEMOERRDH A RCERD, BIEEEDHBAHEIEED
YFECRRRR(CIRIIBEF T,

T R—Z2JRIHER (HRFEE) E21-ITHHEZRLTVET,
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* Toxcity Suitell&. PhysChem SuiteNN&FNEY,
Toxicity Suite
Acute Toxicity t

ERHESEBEOOERE2IE (VIR Syb) OEEMNLDS0EZTFAILEY,
NUR (RROS. RS, BERES . K Ti%S)

ovbh (BOR5S. BiERES)

EMHBROECD/\H— RIFIVEHELET

TIHZAN- R RT LG SHEEROBIENRRRERSBERMBEZFELET.

Aquatic Toxicity t

2DD7KEEYD. TrybwRz)— (P. promelas) ¢=2>7 (D. magna) O{EEYIDLC50EZFRILE T,
Endocrine System Disruption

AIESMELIEDOPIEEME(CEE S 2T A NI > REARTT I AL EVIOEM I EES R FAILE T,
Mutagenicity t

AmesTANCEEMNRIERNME RO FRAIZIRHULET,
Health Effects

SFEESFVELIGESERZSORPEFSFRNSHERFRICEDV T, FFEDOIEEEFL FEEE R THMEEMOTFEIND
BREZTRALEY . ROMBRSSIVIHEERNERINE T,

- [

I EANNSERS
SH1EERR

- B hiek

- FrF Ak

- filb

hERG Inhibition t
human ether-a-go-go (hERG) FvRILEDEYIBE/ERICEET 2 LF M OVWTUEE M ZTHBLET .

Irritation
Draize7 ANIHED T, (LEMNPIEEFZ(E LBV B EREORIEZ5 | S IalRetzst B LE T,
Impurity Profiling

FDALDBADFER. COES1-I TR U TE2EOEEFRAORL BANZA L ZRIRT 22105 MHI> RRA1>ONIBETS
AREIRMHLTVED,

ZREM (AmesTAN YIRAUI/EETYEA . BLUZDMOIEEN R 7Yt 1)

REAREEIREMNE (IVGRER. 2EBARER)

-DNAEE (FEIDDNASEK)

FHAE (FDASFEZEFRDAET —4)

cADBHELXN=ZZ s (IANDT O SEEGES)

T —Z27a)RER (BIFE) E21- I THhatenmLTVEY,
* Toxcity SuitelCFZFENTHOEFE A ERIEZ1-ILELTIBATETT.

Batch&aa
Batch 150N AZRNRICU TR AU T. FRIEETTHLATIREEAD
F9 ., MicrosoftWindowsB LU LINUXARL —F4>F S ZF L (0S) EEEMENHD
| e— ] m— m— ] —] — ] — — asg—°
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ACD/MetaSense

L
.\'/.

MetaSense

SN
o | e
[}

REDOF A AR - BE - T —IN-ZAE RO LVEBORTZIDDTZYMIA—ATHEIZENTIRET T,

BR

ACD/MetaSenseZ (£33 T, MEROABHNERTOREZ=IRUANS, KEFZETHIL. ISR —23> 2L TEET.
KRBT —II0—(ORDISBAREREFZEBLET

o KHEMDOE B FABLURETE

® LCMSMST —ANSIETAE. UVRL—R, FBEMARFr> 6 EDETRSEIRE

o REBIVYTELR— OB BN AR

© RAARATT — VEIRIRBIRERT — IR =2AD) ()l

@ ACD/MetaSensel &3 M— MOBZERTITEX

Data Input

Metabolite Detection and Identification

Isotopic Scan Workflow

Manual Review and Update

Knowledge Management

ACD/Spectrus Processor

Ny

Radiotrace Workflow

IR VIR N
prve I N 1 VY ST I DY W A Ls,

o

VS N

I.Ilul l " doa
X

E-at's

n ~

111
k
_.A._‘_IAJMMM

ERHEEE

Rt 202
FEMBA A -OIFAIUSIBUES

Ty RPYT U - REERATDEICED, BETZ—ED/>F1R-23>

WRT -9\ FULIBTEFY

Datafiles for Analysis
Samples Experiments
1 SAMPLEO4 RAT OMIN 1 ESI+.SP{ "
iy 2_SAMPLEDA_RAT _2MIN_1_EST+.5P( | 20 Tte"
3_SAMPLEO4_RAT_SMIN_1_ESI+.5Pt
MdFle... 4_SAMPLEO4_RAT_1OMIN_1_ESI+.5f | Add Folder...
Add Folder... Delete
Delete Delete Al
Delete Al Naming Pattern |
Sample: Spedes Parent tR (min) X
Terfenadne Rat b4 Identifier: Experiment Time:
Data Analysis Region RAT_Omin ) |lmn ~
Structure
C:\Program Files\ACD 5. SOF
R Accuracy Parent R Accuracy MS Accuracy
” 3 0.3 0.001
W N Database
L - C:\Temp\metid\2020-1-MetaSense.cfd v
'
= -
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SEIEBIUBIAERBDCEDVTHENZERITE., PIRIDKD#EREDFF RN RICELOBIRCEMEUET

Fe.1-Y-F

MetaSense TFAICNIEREI AN DIFERI D EY AT I 79— HEREICIDIRIBLF T
MS2ZRIT ML ElogDFRIDIAAED B ICL DRI ZITVET .

R~y T2 BEBICERLET
RESLURE DR

EM - EE R TOY b BB AR LET

Ty bR TI Y- MERR UM 2 S — AL ACEFHLET
ERBE(ER YU, SYM AR)NBOT —HEEZIERTIL TRHENEINTOR D ZEC AN RRH Y T2 ERLET
120 R TREMIZFETRAEL. 2D, £HBREZEL CENSZEBBNRRTEET

¥ Layouts @ @ Q °a % - @

Summary View

Mirrored Plot
Metabolite Overview
Ions View

Overall BT Map

Tools

Filter Metabolites Table
Report Metid Results
Rebuild Metabolic Sch...

<«

MetaSense Report

¥ Sample Info
Sample New Samph E;
Experiment. |RAT_imin /
Metabolite e

¥ Metabolites View

(@) Area (Abs)

() Area (% Total)

(O Area (% Parent)
¥ Database Navigatic

v New Sample
RAT_Omin
- RAT_ Zrmn

F—=ADLE1-

FHORIGZEBINTBENTTEETHD I-PEBRISCLNRHENZ LKL, ENSZRBTYTICNZET

KRBT —IDSFLFRRATHREALTEFT

Ay 1R—

RE1-ZfERLTEMRBTYTZR/EILEYT

-MSARY ML DIRBIERRICL D LEENEIRET S

‘MS_EDTIFTA> MEEZEFRRLET

ATFIN-2IVREBRBRCDZ 2B OBRETOY M RRUET

SpectrusDBh'SiREDHIALIED 1> RO(CTT —H2RKENTEET

UiR— MEBE

SEIERERTHEMBTOS I MR-
-Microsoft Word

-Adobe PDF

- * sk2 files

LiR—MNBICHRAYA XENfzChemSketchT> L — MBI IC/ERR TEXFT
HZTOS IV NERDEIRTEFT

ChemSketchT>JL—NIE&
- AR R BT S
-BRETOv N
FECEDT-TIVIER
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Place Holder
Feperin

S|~ Mass  / MS/MS Scare R (min) o 2
o
v 268.170 0.401 0.327 0.523 0.615 4.041 5405
o
.-.4‘_@_(_/— v 472.321 0000 5.160 466421¢
o o
v 486.300 -oo0o 5.455
v 488.316 -000 5.104
CPHHNOZ
471673 v 488.316 - 1.0 1.0 1.0 5.598 v
Parenzz (4 4 » b | € 2
-
MetaboliteName 2 @ @
o
4.5E+6
ﬁ. 4.0E+6 All components:
A V¥ — Parent
T T T 35E+6 W — xo1
0 1 Retention Time (min) ¥ — x02
P—— vw v ®| - 2085 M — %03
2 W — x04
T 25E+6 ¥ — x05
= V¥ — %06
T 20E+6
ot R | ¢
570708 1.5E+6
91.0542
~12%.0262.1578 1 263.1613 1.0E+6
ESl+ 131.0856 268.204%
I H L
P T e 5.0E+5
30 160 240 mjiz
124.0870
121.0505 -~ 130.1551 338.3418 [ 0.0E+0
E§1-6580 2552435 0 5 10
|1J -ﬂ duladd L No Data Time(min)
T T T
80 180 240 m/z
Spectrus DB
ACD/ChemSketch Template E
|\¢&{IF [_,i@‘ Template Type D
ﬁy MetaSense —
Qbjects
Parent Struciure M pecfics
Parent Structure
Overal Botransformation Map
{Table of Metabolites
Kinetic Plot Load...
Spedes Summary Table
Spedies Biotransformation Map
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ACD/Luminata luminata

Luminata®(&, CMC (Chemistry, Manufacturing and Control) Olz»DIEHREEYY1—-23> T,
CORBREZIBY - EERATZILCLD. BEBFEF—ATRFOSIENRTO> 17 NEE&E B ZRNEE(C
FIATBENTEET,

R
TOERT =4 ACET - IBLUDT — 5% 1201 >~ T1A ATHHICHRIFEZITITEN TEET.

o JOLRLFEDEET I -TORHC. TOCARYTEDT —HRERCTRREEBIL(CLOT, TN BRF— LAFIFE.
Ve NyFBHVERIREELET .

& DIMEFER BHOEMAT—ABIR, WA OEMERFESLUVLZENRBRESOIRNTCONHT —IZESIC
BHETEXT,

o MRMREIMHIRDKE. YT/ F1— 22ROV F DT IO B BFHERE, TOS1IMF—LU-F-Dd(C,
RBIRF LB NRE T BHDT -T2 UNELET

Luminatald. A TFO/{-NCHRTEDFORGBEREZTR— N FT,

w| X3

Route & Process Impurity Drug Substance Formulation Supply Chain
Development Control & Drug Development Management
Product Stability

&I\ —NIOWT
Route Scouting & Process Development Mapping

LuminatazfERAL T, INTOEERERBRIBERE 1 DOBAREL. REBLDHT YL — M EF-LZHEFEDET,
ZEERIE IOt A2 T R(ICIEETERLS1CLET .

LC/UV/MST—=%%1>iRk—hUh, UJ7L > ZADBOSEIFOIEEWZIRIRUIDL T, BENRTOEARY T 25T LET .
TOERR+F - L= EFYE., FRME, [RE, T, DY) BER L TEENCHIELET.

BIRYT (JOUR S, BEMRE) [0 [ (oo mmoee —
iﬂmg—éﬂjj}?—j}bﬁgiﬂiﬁﬁbiﬁo ‘ ICTT 38 | oo | | e ) en "o - g_:;:' et e

« BE—A25-J1-XTOEFRERILE
JIMEEE T BIURITEZAY M
EhErIaELRDFE T

Impurity Tracking, Fate and Purge, and Control

LuminatazfERALT. FATARINLT —FERF— ACEDVWTEIRN R TOCAB LUAFY) H (HE S 2 I UE T,
o BRITSNEDHT —HRALFZRBELUD IS, Ry T2 BB (CHBERUEY .

. OYMEBLUOYMEOTOCZAZEEZIBIFL. ORI TOI7 I 2 LEERUET,

«  LC/UV/MST—INSBEIEAHNIOFv)-A-\-%2BEETELFT,

o AEDTOTFAINEEIBEBEDT—TIVEVERUET .

o IOV TOIREHEEEZIBEL THED, RHEBADRBICEERICTEULET .
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Drug Product & Drug Substance Stability Data Management

LuminataZzfEMAL T, SELFEREM T CAPIREIDMBEAF - A2 BRHICKRIRTEET, HEVYT (BEZEDILT. Wb
IR RIREEEDRAERMZREAL), BIE T 20 FHNFIERRINT -5 BLORERITOY M B BHEHII TN
AJEET Y,

o ERBREETOLC/MST —Fy bDA ViR— Ny FAUIBHE] 5E

o BENBYYTORERNTOVME oo e
BEEI(CIERL : 7
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. DERY)IEIREZDBISENE %

. EBORFIOIOT NS LERER A0 ¥ =
BRADESCLLBREMRIRD Lo M :
ZNJ—A5A ST~ L8

m_l

Manage Formulation Development

BRAEBORE(CE. REIFFEZEEIIHICLUuminataZBRALET .. B— 0N (DT —HETIET —9%iiEa
BIECED, [RENSREIEEADBITZNNRLET .

¢ RO R

. BHAROSBROBEH S ————— SR
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eV

+ RERCRBRPO) Y F OMEAE -

REHTEIT D/2HD ; ‘ ‘ == ‘
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Supply Chain Management

Luminata®B 754 F1—>EIRE, ) WFREEEZEL THRHSNE T, PIEDTOTRSHU TERIN &) WFZIBITU.
NyFREFHE. BLVVPILIA LOBBREDDIC, MELTWSNYF DT (JOYM 5L BEARITMRE) ZBSHIC
MITERLICIOTVET,

- BEONyFHIOWTEBENRYY-2 T T T T == = e = g
YERR L. T ZERLTN\YF%Z X -
HIEMSEIFLET ‘
« JOYMISLERENCHELET, - B | = ’
« JOERZF-LACEIMT BRI, .
SIRT —IN-ZAN B ERREN B E T
U2 DRAERTEET,
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ACD/Katalyst gatalyst

12DA>A=TIART, )\ A 2 —Ty hEERDETE, RITELUDZBEEMEITZ2WebRA-2DYIRITY
77')7_ :/3\/_63_0
ZOFER . UTINAA LODT—HICED, BIENRTOTAOBFEERITHRIBEICIRDE T,

B

® Katalystld. FIEEDIXIZHEMELE T,
TLAR=ZEZEERBRED)\A 2 — Ty " LU FI SEERZ S THEIL TEATI 2IedICRIEE AL TV EH DS AT ARID
EREDIVEEEBRUET .

® Katalystld. 120D1>9—J1A AT/ A R —Ty "B LTI EEED T —/TJ0—-2 k2 BEEELUD I 2E2BEMELT
WET, TROBEBNMEIEEE (BIRSATALTRDEREE) LRETDIECLD, PLANR-ADEERDEET. 5Tl Ei7%
FiBLEY,

® Katalystld. INTODHT—HEBEENCDL. 1DDBFAICEDET . 1207 TT. THA NS EBREELTHRAMIC
FiBLEY,

f1$8#(CDWT: Design — Plan - Execute — Analyze - Decide

Design: O TN AN—Tv RS &V AFIRERETH 1>
ZRRHFOME GRER, AR, BAIF . BERY) ZRIGAF—ACRSYIIROVIIRRIFIT, EEBRTHA O EER TEFT,
THA T T — MNUTRFELTHET 3. REIOEEZNRSIBIATEED,

e et ooy e v

‘Anaction Dasign

Plan: BhRBICNAN—-TYIRERDTS5>%EIITS

SROBENMEHER (RIGERE. DERE) C1TyMEFEIEETE3s, EERETEII RSy &ROVITITITEN TEET,
MEVERZEURS. A IYII1-23Y BIURICETIOMBIDAIE ., BESJVREZERLET.
TUAR=ADEZ 2T A TI M RETIENRSNIERIANERL T, RERETEZ fE (CHEER TEET .
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Execute: N\ A —TY I REREBBICRIT

Katalystld. Ry hID—2)\—RI17, SRETIZAT A, TREBEESREREITBLOBRTEET,

DFED, #ERYINITTICA VR— NI B DRI FE I 71 IV VERR UTED . B3 ICIEIRIE REXELED. MEIDFTE05EE
ANEROEHEICEE T 2 ERPEMI R B Rz LB LI LR — M ERRLE T .

BN T IdE, DEIOY M 3T4—BL)I\A 2I—TY D RORHOY > IV AR O EICEEIIBET .

Katalyst(d. DHHEEID1 > ARSI U NEVERR U )\ A 2 — Ty RRERDZ I TIVCHERZBHE T FF T,

PR ———— |

Analyze: PZIE ~IN\1 A=Y IRORMVRY D% FRH~

Katalyst(&. DT —5OUIE, BEFRZITV. THA O URT LA RETADIER OB E 12 BEICEITUE T, 0T, iR
SEHBEIRE, RERTROTVWIEZZBHEICRDIFZUNTEE T, BENLIBSNET — Y% SB(ICIRET MBI HIIZEIC
fEX T, Katalyst(3A>TY> RTOHT -2 BRI 2168 (ACD/Spectrus Platform) ZigHUET,

Katalyst(d. HPLC. UHPLC, LC/MSBLUNMRIDFEETEIERT I BCEHAIEET I,

vvvvvv

Decide: ST AT —FERAVWBTLTHELZIFIH>TRBIREDTLE

I ZN—TYREERICHBNT. BERFEUIN T — MORIBICUS I U R A (LR E L TEE T, B—( 29— J1(AIC
BIFT. B4 OUWFIEREERFERODIOY M S L. ARTNLELUMO DT —FDLEEN BIEET T,
SETERRFIXDMER (PDF. Microsoft Office Word/Excel/PowerPoint) THAOTEET,
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ACD/Spectrus JS
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Spectrus JS (JavaScript) (Z75UHR-ZAM1D. 2DNMR. LC/UV/MS., GC/MSAUBHS LUV INIIT TY,
ZOT7 TV —332lE, Windows. macOS. LinuxARL =744 - S 27 ©\xHYR— M TWET,
BIFERTIITHSVWDTENMRELULC/UV/MS. GC/MIIBY — )L (T HTCRATEF T ECTHERATEET |
BEAHINEAEAZERIETZH, BGEPTOBR{LEHIETZEEEETY,

MLL
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Yk—bF—9IA-IY N

Spectrus(d. SESEFRDAFMIERA DI IR DT -1 DDV INITIT T3y RNIA—LTHR— N
F9, ERIZERSLUA-TOY-IFERTHNZ. (FEAEDEBHEZIN AR Z2RAT1TTLOR—NUET,
ACD/Labs(3 e A — BB ICIH U 7705 —DEALICED B THLLIA—Y MYR— N34S

(CLTVET,

Vendor Data Format Required Optional
Parameter Parameter
Files Files
ACD/Labs *.spectrus, *.gnr, *.esp, *.txt, *.smp
Acorn NMR, * fid, *.nmr, *.2d
Inc.
Agilent data, *.fdf, fid0001.fdf, *.txt, fid, phasefile, data* (VNMR, acq, proc, acq_2, text
(Varian) Vnmr], SpinSight) procpar
ASCIIa *.txt; *.prn, *.csv, *.asc
Bruker *.ser, *.rr, *.fid, *.1r, *.1i, acqus, procs, title, intrng,
*.2rr, *.* (DISNMR, UXNMR, XWINNMR, WinNMR, TopSpin) acqu2, proc2s, * tit, *.ti2
* fgs, *.fal,
* fa2, *.fpl,
* fp2
Felix 38
Galactic *.spc
Gaussian *.log, *.out
Output
GE *.raw, *.* (Nicolet)
*.* (Omega)
JCAMP *.dx; *.jdx
JEOL Ltd. *.als, *.jdf, *.nmfid, *.nmf, *.bin, *.nmdata, *.nmd, *.gxd, *.gxp, *.hdr exp.param,
*.* (Alpha, Generic, Delta, Lambda) exp.par
Lybrics e
Magritek *.1d; *.2d
MSI Felix B
Nanalysis *.dx
Nicolet *.dat
NUTS g
Oxford * fid
Instruments
QOneTec *.nmr
Tecmag *.tnt, *.* (MacNMR)
Thermo *.spc
Scientifica picoSpin (*.jdx)

a J71LOEHEYR— N TVET . (JCAMP(E1D NMRODF)
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Mass Spectrometry

Vendor

ACD/Labs

Agilent

Applied
Biosystems

Bruker and
Agilent

Bruker

Hitachi

JEOL
(Japan)

LECO
Corporation

Matlab/Eige
nvector
Research

National
Institute of
Standards
and
Technology

Open Source

PerkinElmer

Data Format

ACD/Spectrus
ACD/SpecManager

1100 Series LC/MSD Quad and
Ion Trap Systems

ChemStation
LC TOF
MassHunter (6000 series)

OpenLab Rev. C.01.07,
C.01.08, C.01.09

Mariner Data Explorer ASCII
LC/MS

Agilent or Bruker LC/MS Ion
Trap

Compass (accurate mass data)

LIT-TOF
M-8000 and D-7000
JEOL-DX

JEOL K9
JEOL XMS

ChromaTOF-HRT™ for Citius™
(LC) and Pegasus® (GC) HRTs

DSO formata

NIST MS Software

NIST SDF Library

ASCII 2

JCAMP 2

mzML

netCDF @
TOFData
TOFData Centroid

a JPAVOHEAETR- &N TVET,

Extension

* . spectrus
*.esp

*.ms, *.yep

*.ms
* wiff

*.bin

*.D

* . txt

*.yep

*d

*.dat

* . msd, *.dad

*.jsp, *.jpf,
*.jmc

*.spe
*.dat

*.smp

*.mat

*.msp

*,sdf

* ixt

*.dx, *.jdx

*.cdf, *.nc

* tofdata*

* . tofline

43

Comments

DAD data and single wavelength
chromatograms.
Splitter available

Splitter available

Entire *.D folder should be used.

Agilent component requires Microsoft .NET
version 2. DAD can be imported and MS/MS
split controlled.

UV, LC-UV and LC-MS.
Entire *.D folder should be used
*.ms, *.ch, *.uv

LC-MS data only

LC-MS and DAD data

Entire *.D folder should be used.

Bruker component requires Microsoft .NET
version 3.5. Possible issue noted for MaXis
Impact data.

Import no longer supported
LC-MS and DAD data

Single mass spectra and chromatogram
curves

LC(GC)-MS data
GC-MS data

GC/MS or LC/MS data; LC/MS with in-source
CID provides separate precursor and
fragment ion (isCID) channels; LECO GC-
TOF MS data is supported.

Single mass spectra and LC(GC)-MS data

Uses Lib2NIST to convert .msp to supported
format (.hpj or .sdf)

Splitter available

Single MS only

Splitter available

Single MS and LC(GC)-MS data



Mass Spectrometry

Vendor
SCIEX

Shimadzu
Corporation

Thermo
Scientific

Unidata

Varian

Waters
Corporation

Data Format

Analyst

Analyst QS

Analyst TF

PE SCIEX API to Piff
GCMSsolution

LabSolutions

LCMS-IT-TOF

LCMSsolution

Galactic

Xcalibur

netCDF
1200

Saturn 2000
XMS

Empower 2 and 3

(2D and 3D PDA data)
Empower 2 and 3 (3D MS data)

MassLynx

Micromass OpenLynx

UNIFI v1.9.4

Extension

* Wiff,
*, wiff.scan

* wiff

* wiff

* . ~vpi, *.~piff
*.qad

*.lcd, *.qgd

*.led

*.qld

*.spc

*.raw

*.cdf, *.nc
*.dat
*,sms

*.xms, *.sms

*.raw

*.rpt

Comments

Single mass spectra, LC-MS and most LC-
MSn imported.

Splitter available.

UV data not currently imported.
LightSight—Spectra are supported via
export to NetCDF.

Single mass spectra, LC-MS and most LC-
MSn imported.
Splitter available.

GC-MS data

ioModule supports QTOF data and TIC or
SIM traces

LC-MS and LC-MS" data only.
Requires vendor software on same
computer.

DAD data and single wavelength
chromatograms.

May require vendor software on same
computer.

Export is available for single MS only

Data splitting by Scan Filter parameters is
available

Splitter available
Splitter available
Splitter available
Splitter available

Via Connect to! or with help of
ACD/Empower Add-on

LC-MS data.
Via Connect to?! or with help of
ACD/Empower Add-on

All files in the folder containing the
_functns.inf file are necessary for data
import.

Splitter available.

Splitter available

Via Connect to!

11 —-F4UT (BRI B(CE RACIVE1—Y LR A-DYTNIITHNETT , Citrix CIEEIELEE Ao
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Chromatography

Vendor
ACD/Labs

Agilent

Bruker and
Agilent

Bruker

MATLAB

Open
Source

PerkinElmer

Pic Solution
SCIEX

Shimadzu
Corporation

Thermo
Scientific

Unidata

Waters
Corporation

Data Format

ACD/Spectrus
ACD/SpecManager

Matrix @

1100 Series LC/MSD Quad
and Ion Trap Systems

ChemStation, OpenLab
ChemStation Edition

EZChrom

OpenLab CDS

Agilent or Bruker LC/MS Ion
Trap

Compass
(accurate mass data)

DSO-e
ASCII®

TotalChrom™

Analyst
LabSolutions CDS

LCMS-IT-TOF

LCMSsolution

Atlas

Chromeleon 6 and 7

Generalized Analytical Markup

Language Hierarchy (GAML)
Xcalibur
netCDF

Empower 2 and 3

Empower LCUV data

MassLynx
Micromass OpenlLynx

UNIFI

a Jp1 O e R—-hENTVET,
1{—23>5.42 SP2H\5lcdT7A VA VR— g 3(C(E ROF-DYINITFZREICIVE1-FICA VAN T BRENHDET
2Citrix Cl&Connect to1—F1UF/(IENMELE B A

Extension

*.spectrus
*.esp

* . ixt

*.ms,
*.yep

*.D

*.dat

*.yep
*.D
*.mat
*.ixt;
*.prn;
*.csv;
*.asc

*.raw

*.dat.csv

*. wiff

*.led

*.qld

*.gaml

*.raw

*.cdf, *.nc

*.arw

*.raw

*.rpt

45

Comments

UV, LC-UV and LC-MS

UV, LC-UV and LC-MS
Entire *.D folder should be used, may include ms,
*.ch, *.uv files

UV traces only.
Requires vendor software on same computer.

Data can be imported via Connect to?, or using an
ACD/OpenLab CDS Add-on

LC-UV and LC-MS

LC-MS, LC-UV, UV
Entire *.D folder should be used

Import was supported via Connect to! until
ACD/Labs products v. 2018

LC traces
LC-UV and LC-MS

Data can be imported via Connect to2, or using an
ACD/LabSolutions CDS Add-on

LC-MS and LC-UV!
Requires vendor software on same computer

LC-MS, LC-UV and UV traces
May require vendor software on same computer

PDA and DAD traces via Connect to2, or using an
ACD/Atlas Add-on

UV and LC-UV, via Connect to?, or using an
ACD/Chromeleon Add-on

LC-UV and LC-MS data

LC-MS, LC-UV and UV traces
LC-MS, LC-UV and UV traces

UV, LC-UV and LC-MS traces, via Connect to2 or
using an ACD/Empower Add-on

LC-UV

LC-UV and LC-MS
LC-UV and LC-MS

via Connect to2



Optical Spectroscopy

Vendor Data Format Extension Comments
ACD/Labs ACD/Spectrus *.spectrus,
ACD/SpecManager *.esp
Agilent ChemStation b *.uv
HP 84552A *.wav
Agilent (Varian) Cary UV *.b*; *.d*
ASCII single, dual and *.txt; *.prn;
multicolumn *.csv; *.asc
Bruker OPUS E o ?
DeltaNu *.spc
Dionex Chromeleon b Via Connect to?! or using an ACD/Labs Chromeleon
Add-on
Foss NIRSystems *.da
JASCO Corporation J-700 *.jws
JCAMP, JCAMP *.dx; *.jdx
multispectra
LabControl *.uvd; *.irs
MATLAB DSO b *.mat
Ocean Optics W
PerkinElmer *.sp
Instruments
Shimadzu Corporation IR *.irs
Thermo Scientific Galactic *.spc
Mattson o
Nicolet OMNIC *.spa; *.spg
Waters Corporation Empower 2 and 3 Via Connect to! or using an ACD/Empower Add-
on
MassLynx *.inf

bAAA-RPLA1&HEES (DAD) (CL&B/\ATR—33>T—FIFHR—bENTVET,
1CitrixCldConnect to1—F1UT<(IENMELEE A,

Vendor Data Format

ASCII2 *.txt; *.prn, *.csv, *.asc
JCAMP? *.dx; *.jdx

Pistoia Alliance *.helm; *.xhelm

a JPA LD HEYR— NN TLET (JCAMPOEE A3 1DNMROM)

ACD/LabsTl&. AnIMLREDIFROD T — IR OIEE(L QBB HZ D R— N 2L538HTVET,
ACD/Labsl(Z. Allotrope/{— =2y kD=0 X>IN=THD. Allotropedl—AD—IOVERRICEIILTVET,
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Vendor Data Format
ACD/Labs *.spectrus, *.esp
ASCII single, dual and multi column *.Ixt; *.prn; *.csv; *.asc
Bruker DIFFRAC-AT *.raw

Bruker DIFFRAC-PLUS *.raw

Galactic *.spc

Gatan *.dm3

JCAMP, JCAMP multispectra *.dx, *.jdx
PANalytical XRDML ¢

PowDLL d R

Sirius Analytical Instruments

STOE XRPD *.raw

TA Instruments

* %k

¢ HWIL YT ZAXHERIEERDORDEUDFRZ (. PANalytical iRt 3 32548V T ko1 7% fERRL TPANalytical XRDMLIZRICEHATEF Y,
dXRPDI7IIVAHDONETI>/N-5-TT,

ChemSketch

Vendor or File Format

ACD/Labs
ChemAxon Marvin Sketch

Dassault Systémes BIOVIA
Draw

Revvity Signals Software

Adobe Acrobat

Chemical Markup
Language

FASTA formats
InChI

InChIKey

MOL files

Pistoia Alliance HELM
Reaction Files

SMILES

GIF image format
JPG image format
Paintbrush

PNG image format
TIFF Bitmap
Windows Bitmap

Windows Metafile

Data Format Comments

Chemical Drawings

*.sk2
*.mrv Input only
*.skc Formerly ISIS Sketch, MDL Draw, Symyx Draw, and

Accelrys Draw

*.cdx, *.cdxml, *.chm Input only for cdxml files

* . pdf Output only
Chemical Structures and Reactions
*.cml Output only
*.fasta and other Peptide sequences
Text string
Text string Output only
*.mol
*.helm, *.xhelm Peptide sequences, input only for xhelm files
*.rxn
Text string
Images
* . gif
*.jpg Input only
*.pcx Output only
*.png
* tif Output only
*.bmp, *.dib
*.wmf
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BEIRIR

ACD/Labs®7 ) —323>e N 1—23> =N ERICEITI BIHCHEREEN D/ \ - RO 7ELVVIMNIIT D
TR TFITRUET .

FAINTYINII7EG

0S

N\=RJ17

VI Y

-Microsoft Windows 10 (64bit)

*Microsoft Windows 11

*Microsoft Windows Server 2016 Standard
*Microsoft Windows Server 2019
*Microsoft Windows Server 2022

-Microsoft Windows compatible PC (minimum 2-core CPU)
-8 GB RAM or more (4 GB RAM minimum for some programs)
-Hard disk minimum 100 GB

-.NET Framework Version 2.0, 3.5, 4.5.2

—EZBOITFAINIA T DAV IR— NI BERDET
-.NET Framework Version 2.0
Agilent LCMS 60007741 )L%A >ik— Mo XRPDI71JLADPowDLLI>/\—4%{FF
-.NET Framework Version 3.5
Bruker CompassXtractJ7{)Lz1>R—bk
-.NET Framework Version 4.5.2
NETZE>JURERT BRIV NI S %SR-

Spectrus DB Enterprise 7 U4 —33>4—)(

0sS

N=RDI7

VINITY

T=AN=ZH-)\

0sS

S NAV

VI Y

-Microsoft Windows Server 2016 Standard
-Microsoft Windows Server 2019
-Microsoft Windows Server 2022

-Suitable Microsoft Windows Server with minimum 8-core CPU
(more users will require more cores)

-16 GB or more RAM (~ 2GB per core)

+Hard disk minimum 100 GB + space for log files on hard drive

-Fast internet connection with database server (1 Gb+)

-Oracle Client 18c/19c (x64)
-PostgreSQL ODBC driver version (psqlODBC 12.1.0.0 included with delivery)
-.NET Framework version 4.5.2

+Microsoft Windows Server 2016 Standard
+Microsoft Windows Server 2019
+Microsoft Windows Server 2022
-Red Hat Enterprise Linux 6.4
(Red Hat Enterprise Linux 6.4(%. Oracle ServerTO#HYR—rENTLEY,

-Suitable Server to run operating system and database software (Oracle/PostgreSQL)
+16 GB or more RAM
-Hard disk minimum 100 GB (for data).
Estimation for disk space is approximately 3 times the size of raw data files
-Fast network connection with ACD/Spectrus Enterprise Server (1 Gb+)

-Oracle Server 18c¢/19c (x64)
-PostgreSQL 12 or above (Version 12.2 included)
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A=\

(015 *Microsoft Windows Server 2016 Standard
*Microsoft Windows Server 2019
*Microsoft Windows Server 2022

N\=RJ17 -Suitable Microsoft Windows Server to run operating system
4 GB or more RAM
-Hard disk recommended 100 GB space for log files on hard drive (minimum 4 GB)
-TCP/IP protocol installed, and Fixed IP address assigned
-Fast internet connection (1Gb+)

Automationtr—/{

0s +Microsoft Windows Server 2016 Standard
Microsoft Windows Server 2019
Microsoft Windows Server 2022

N\—=RJz7* -Multicore (minimum 2 cores) processor with maximum possible CPU speed
-4 GB or more RAM (4 cores would require 8 GB of RAM)
-Hard disk minimum 100 GB
-Fast internet connection (1 Gb+)

VIRI17 -NET Framework Version 2.0, 3.5, and 4.5.2
—EZBOITFAINIA T DAV R— NI BERDET
-.NET Framework Version 2.0
Agilent LCMS 6000771 )L%A >k— kL. XRPDI7- JLEEDPowDLLI>/N\—4%{EFH
-.NET Framework Version 3.5
Bruker CompassXtractI7{)l&1 > R—b
-.NET Framework Version 4.5.2
NET7E JUEFERT 220V xdR— b

Apache ActiveMQ™xwtz—= - JO—-H—%ACD/Automation ServerVYIRIIT7EEBICA Y AN-ILT BB E(E.
F9Java Runtime Environment (JRE)#/z(dJava Development Kit (JDKDIZE)N—T3> 8L g% —/(—-
1AV AT 2RENBDET

* R TOS—EFRIBEOBMHE, TTVT -3 ERRICIHTRRDET.

49



PERELEER

nn_
&h

1

FBAUAL
\

ol PIUR
YxEE2)gasnidads
v

(lg£) v

(lg£) v

(E£) v

(lg£) v

(E£) v

O - ¥
\

(E£) v

o

“OERIDOSH ‘HT
v

O

(E£) v

[fkuoneIswayd “Jamodws

(BHLP2 L)
BEENGTEOL )%

i OIS ‘abo ‘edd dboT

LER—NTZZ0H¥EHE

[t L QL S FE)

(S4BT M4 EY) YWl ET

BN 204

OYRKOULS AV

OFP AR X GEC HLEIRISEE)
EERLY -V —LWwaydand

R U]

L —C 6 MO —VE—LOLR

VPLTRBELSAISWSWOT ‘SWOD

(SHEHOWAZINGEL)
RN~ AOhE—£

LN K GECSNGT Y

EEEBENNGVYLSN

BTSN

L TERREEE)
QUAS WX NTERL—LAWN

EHANEELIINNIET
2 2 —VE—LWaydqnd

(YWNQT/de/Ngy/H1/Ier/Hy)
L2 LVLAWN

LS B

TGN - AT £
TR ORI BV L EOYWNNA T

BITRIWN

BB/ BB/ EHOY - VE—L

BEY —\VE—L

#OSWANDX “dWN
o

(@]

o

(@]

(@]

(@]

o

(@]

O

O

o

o

(@) uewey "I ‘SW “dWNQZ/AT)
BN E

BN E

SsnJ3oads

auluo
wolynoINy

auIyo
woiydoINy

3lns
uonB|RS
POYIBIW

SIMS
ar anpPnis
SW

3INS
HOOPHOM
SW

J2juswbel
SW

23InS J03epn(3
=X ghiolgBh iy

33INS %00G10M
NN

31NS
JopIpaid
UWN

X00GHOM
NN

0030 M
snuyoads

00> HOM
[e21AlRUYWBYD

10S5920.d
snJyads

50



O
FUJITSU

BEVEDET

E1TEIAT81> (#E7&M) 0120-933-200
SR OB~ 12BBLU 130~ 1785309 (10 B0 E - HiHHEEORERERC)

il Sk an
V—3vI)lU1-230FBHEAED Healthy Living Life ScienceZB 23
ACD/LabstB

E-Mail contact-acdlabs@cs.jp.fujitsu.com
HP https://www.fujitsu.com/jp/acdlabs/

2023%7H
51



	スライド 0
	スライド 1: ACD/Labs社の研究業務支援ソフトウェア
	スライド 2: ACD/Spectrus Processor
	スライド 3
	スライド 4
	スライド 5: ACD/ChemAnalytical Workbook
	スライド 6
	スライド 7: ACD/NMR Workbook
	スライド 8
	スライド 9: ACD/NMR Predictor Suite
	スライド 10
	スライド 11: ACD/NMR Workbook Suite
	スライド 12: ACD/Known Structures Search Add-on
	スライド 13: ACD/Structure Elucidator Suite
	スライド 14
	スライド 15: ACD/MS Workbook Suite
	スライド 16
	スライド 17: ACD/MS Fragmenter
	スライド 18: ACD/MS Structure ID Suite
	スライド 19: ACD/Method Selection Suite
	スライド 20
	スライド 21: ACD/AutoChrom
	スライド 22
	スライド 23: ACD/Automation Server
	スライド 24: ACD/Databases
	スライド 25: ACD/ChemSketch
	スライド 26
	スライド 27: ACD/Name
	スライド 28
	スライド 29: ACD/Percepta Suite
	スライド 30
	スライド 31
	スライド 32
	スライド 33: ACD/MetaSense
	スライド 34
	スライド 35: ACD/Luminata
	スライド 36
	スライド 37: ACD/Katalyst
	スライド 38
	スライド 39: ACD/Spectrus JS
	スライド 40
	スライド 41
	スライド 42: サポートデータフォーマット
	スライド 43
	スライド 44
	スライド 45
	スライド 46
	スライド 47
	スライド 48: 動作環境
	スライド 49
	スライド 50: 製品機能比較
	スライド 51

