@_
SEm®
( P
>

ACD/Labs

ACD/Spectrus Processor

Version 2015 for Microsoft Windows

Tutorial : 1D, 2DNMRJRH

(o8
FUJITSU

ACD/Spectrus Processor Tutorial



1.

ACD/SPECIIUS PrOCESSON 0D FEAR . ..vviiiicieieieieieis ettt bbbt s e s s en s st 4
1.1, ACD/SPECtrus ProCeSSOr MELEN.......c.cceviiiriveiiiieeieiee ettt et 4
1.2, 7 7 A JVBIELFIT DFETE (oot 5
1.3, ProCessor 7 A 3 K7 OAEIR cciveiieieeeeeeeeceeteee ettt sttt 5
1.4, Open Data Panel DFFE .....c.coiiiccee ettt 6
141, BRITAY T A IV DIBIN oottt 7
1.5, WOIKFIOW DAr OFE ...ttt ettt ettt r sttt et nn st teaens 8
151,  Workflowbar TOT A T DTT A T A R ittt 8
1.6, RAW T = H DFEFFIAT oottt 8 9
1.7 AT RIVEIRD T U T 7 LU R i 9
1.8, AT * FE/IN et 10
1.9, PIEPrOCESSING 77 T/ S L/ oottt 11
ID NMR T4 DHLER AT oottt 13
p T = | D N 1 SRRSO 14
p A e e - | USSP 14
2.2.1. S R e T OO 14
2.2.2. TPHEN T 2 RIHIE oottt ettt ettt ettt ettt 15
230 TN AT A U AHIE ettt 15
2.3.1.  Baseline Correction Options A 7 2 7R v 7 ANSEDA B2 T 7T 4 TIRFHIE . 15
2.3.2. S R N 1 TP 16
2.3.3. TFEN AT A L AHIE oottt ettt 17
2.4, Structure WIndoW DFRVE ......c.oiiiiiiceee ettt et bbbttt en s 18
241, StrUCtUre WINAOW DA .......cvvecveeeieeiiee e ss sttt ss s st sn et n st s st st s s 18
242, FEEFUODMEIX oo 18
2.5, AT RIUHLBR « AT (oot 19
25.1. UT 7 LR TRA L R D BT  ceeiieeee ettt ettt ettt sttt en s 19
252, BEEPEDTETRE LTI oot 21
253, FENZTEIEMIMT oo 22
254, ZEPEMEHTHETEDMETE (oo 22
D RIEE T DIEM e 23
@ B YT U LT D TEIELIE oo 25
255, A o LT DFRTE oot 26
2.5.6. BB DI oottt ettt ettt ettt an s 28
D BEIRIE oo 28
@ TEIIRIE oo 28

2D NMR T =2 DBUBR ¢ FEHT oottt 31

ACD/Spectrus Processor Tutorial 2



H &

3.1, Preprocessing A 7 S 3 2 ODMERR oottt 31
3.1.1.  Preprocessing Options & A 7 H 7 7R 2 7 A D FRI R ucievienienienisnssessssssssssssss s 31
312, HATOTR YT ANDRRTEITEH DHETR oo eee e eeess e see s 32

3.2, —HHD AT R IVDHLY JATH (oot ettt ettt ettt ettt 32
3.2.1. DN N 1 e (1T 32

33.  IDNMR ~DOBFEMHIE DI coovvooveeeeeeeeeesieseesesee s ssss s essss s sssessesssn s eseenanes 33
T T T = B N OO 33
3.3.2. BB R B Il ettt 35
333, AT LT T T B DR TEZE M oo 38

3.4, 2D NMR ~DOBFEMHIE DT oo es e n s s s ens s ss s nssn s seesennenes 39
341, BT AL I g Il ROFHEE ettt ettt 39
I W A N /oY o OO 39
B43. BT U T 7 Ll oottt 40

T e OO 41
ST T = B N OO 42
B.5.2. B0 R Nl 42
TSI T = 1510 L R A N OO 43

3.6, AEIETCDRE D AT oo 44

3.7, R B RE oo et 45
I A0 T = I N N oY - OO 45
I A T Ol A N /a3 = RN 47
3.7.3.  HSQC DB SBveureieeeeeeeeeieeiesieeeeeee s s s ssas s st 47

Nl N (Y OO 48

A1, FEYEHYZR LR B OTER oo 48

42, T T LR EFIH LI LR B OMER e 52
421, LIR—= R ¢ T U T L BOTERR et 53

@  Report Template E— R DU ERZ .o 54
@  TUT LR AT VDT ROFE A e 54
O -5 N ) R N & =S 56
@ T YT U AT VDT BB E oo 61
® L N e N e 3T 62

ACD/Spectrus Processor Tutorial 3



1. ACD/Spectrus Processor ® KA

1. ACD/Spectrus Processor®FA

1.1. ACD/Spectrus Processor D&EE

Spectrus Processor D £ B FNEITLL T i@ ) T,

1. Windows% k#Eh L £,

2. Windows# A7 R—DRAH — k> _THDF v /F L>ACD/Labs 2015% 7~ > k L. Spectrus

Processor 7 A = L AR L E T,
- 3-

ACD/Labs#lfi A V' A b—)L L7277 /L& (F 7%/ b TIZC:¥ACD2015) 7> 5HSPECTRUS.EXE # 47

N7 U7 LET,

3. AT v allZFE %, ProcessorBiAZF R ENET,

4. 18 TSpectrus Processorz ) L 723551213, V720378 T & % Getting started with ACD/Spectrus
Processor¥ A 70 7Ry 7 ANFRINET, BEILLTOXA 70 7Ry 7 A% & 72 < IRWIGEITIE,
4 T ®Do not show at startupiZF = v 7 Z ANTHrbX A Ta Ry 7 A% CET,

ACD/Spectrus Processor: Quick Start Guide

=

i

A

CHROM
LC/UV/MS

Optical

ue data processing and
and a gateway to the full ACD/S;

chemical

2D NMR

m Curve

Ml s
< Matrix

Getting started with ACD/Spectrus Processor

tool for

To get acquainted with the basic features of ACD/Spectrus Processor, click the links below:

iD NMR

hich pro

synthetic and
vides

of the ACD/Spactru

Help system are listed on the Help men

(VR

U of the Processor wint

dow.

—EJEFIRIZ L7=Getting started with ACD/Spectrus Processor¥ A 7 1 7R v 7 A FHOFRRSEHIT
I%. Help A ==—7bHGetting Started... Z 3R L £ 9, HE., Spectrus ProcessoriL @i (ZGetting started
with ACD/Spectrus Processor¥ A 7 1 7R v 7 A& RIRRT 5 K HIZRET HI21X, Do not show at

startup DR 2 fEER L £ 97,

BERE,. BLXOA VAT oAV A R—NIZONWTIEY 7 T2 THBEBO Ry a2 AL A2 ITELEX

A

ACD/Spectrus Processor

Tutorial



1. ACD/Spectrus Processor ® KA

1.2. 774 VBEIT DRE

TrANEBZTIVT Y v 7352 LT, HEIRIZACD/LabsIZ TR L 2 ICRET BIIE. 7 7 A /VEELT
ERETILERSD £,
1. Filex ==—/>5File Association %R L F£7, File Association ¥4 7 a7 RErINFET,
2. HENHJICACD/Labs/)> G Z &M TEBL 77 ANDIEFE T 7 ANEA TDY A DNFEREINET, B
HAHT AEEICT v 7 B ALYes 7V v LET,
— =
BEAF IR METRWGAIIETF v 7 Ry 7 A% 2L, No 27V v 7 LET,
Note HEFRZE-Wna—HF =2 TomBAIITESE A v — U RNFRENET, FOBIIT AT A
FHLE (administrator) & ZHAFE L 7Z &V,
Windows Explorer?» 5L F D X S IZ L TERET L Z & b A[RETT,
1. Windows Explorer Z B &, BEfHT STV AILIRF2F2>7 7 A VAR L £,
2. Z7ANELEZ Y 7L, a7 A0 NG “BBEDT vl T LADFR” 23R LET,
X3
“FaZFanbH..7 ZBINL, BELAA T/ T “alIahol.” 27y 7 LET,
I 5IZWindowsZ A4 7 a 7nb “A VA M=V ENTET ST LO—ENL 0 ST LABBRTSE” (T
=y I B ANOKEZ VU v 7 LET,
3. IV ANEHRLS DI T2 7077 552 RIRL, ZOBEDO 7 7ANVERS EEIBR L 0SS
LEVOBES T = v 7 B ANET,

4, OK #7 VU » 7 L, Windows Explorerz [ L %7,

1.3. Processor D¢ > FU Dk

AKFa— NI TAEBEBLTTR YT LEHHIATHH T, O0DOHFETA ¥ —7 = —ADkkx 7230 % 3
LCTWET, ATIZ, ~==2 7 W TERT LY — A —DAR L& 2R LET,

ACD/Spectrus Processor Tutorial 5



1. ACD/Spectrus Processor ™ F:A

@ ACD,v’Spectr:s - C:¥program

Menu bar

S|
[ File Edit Wiew Process Analy5|5 Tools Series Dj o Help
@@ oo Fea a7 General Tool bar

Organizer . Frocess Frocess&Print
No. (ppm} i Value
1 [2.29 .. 2.38] 1.031

4nne

Absolute Value
2.536e+8

EYZYPers

Non-Negative Value s
1.031
men_nco 4 nae

5
Open Dats.
I o

Chemical Structure

CATECHN.ESP MO9(S, 20} Mo8(d, 14)

M3, HP6id. 7

—B8.94

—918 =

<L GHROM
- | GURVE
| MASS
| MATRIX

| MULTD

| NMR_MORKEOOK
| SCRIPTS

L TR

ﬁ EXAMPLENDY

. spectrus

- L 1DNMR 02 o
|\ GATECHIMFID © ‘ ;

g8z
~B71
| BT

mn

887

04

“psg BE0
| g57 -B59

0.3

[ ) SERIES o1
- g ALDFTMMR_S00M
-] CATEGHIMESR

[%] CATEGHINEK2

|| GHOLESTE.002

|| CHOLESTE.ONZ
- & CHOLESTEESP

[7] H1EXAMSK2

MULTIL1 ESP
- B MULTL2ESP

|| READMETHT
-l SPECSE00NDE T &
LI T ™

GATECHINESP SPECTRUM 1H £=-1.18 ppm

M 12

Process

=1.03

CATECHIN.ESP

T T T T T T T
10 9 8 7 [:] 5 4 3 2 Chemical Shift (ppm|
Assigned Atoms: GH(/T), GH2(1/1)
XHn H Label
CH2 Moo

H Calc Shift
2538
2784
4092

H Multiplicity H Count
dd (15.97, 8.06) 1
dd (16.05, 5.35) 1
#(7.71,7.71,533, 53 1
d(7.47) 1

] »

#
1
2 4b
3 5 CH
4 H

Speciral Data

o 2 2

Interpret

Workflow bar ; :
etch

Peak Detection

Open

e -'(-.0.;’

Structure Window

. T moorons = EBEAE 1449k bl
[ A [pm| Hz pts

AT MIVB X OO X A 7 7¢ EiZProcessor” 4 > Ko O FEBIZ$H 5 Status barl
THELEIW,

77 A IVL,
WhHZ ki

IFRINT

1.4. Open Data Panel D#g/E

Open Data PanellZik d X 5 72kl 72 > T ET,

Recentfiles « + < BEIMFEH L7 7 A VO—ERERINET,

Allfiles + « - PC NOT_TOT7 #AERY Y —RIcTERSNET, Har ) ord2L,

L2 LnTEET,

Zofh - - - B THELEBRUICTAY 7H+AVFTRERINET,
D;Z;e?tt:iles ¥
All files

H- b A% 85 TLF FD

B e C¥ O-HUL T2
L4 D¥ OWD FSE

3 E] My Documents

B g Metwork

My Documents

Examplez

V) —%

ACD/Spectrus Processor Tutorial



1. ACD/Spectrus Processor ? KA

1.4.1. BRITAD 7+ F DEM

1. BRICAD 7 VX OEMEFRET H1T1E. Allfiles= U 7 IZ TRBRICAVITHEE LW T L Z2RIR L,

T HIVH TR EZ D B

Z7 Uy 7 LTEIRLET,

Open Dats
= uoua

=} EXAMPLES
AUTOGHROM
GHEMBAS
GHEMSK
GHROMGEN
FORMSMAN
GG

HPLG

JES

MOL2GIF

=
[

208 S ]

&

EIRREIR = R e R

NAME
MMREXPERT
NMRPLATE
NMR_PREDIGTORS
PHYSCHEM
SCRIFT.SDK

- -

&

=

7.6 ge

SPEFY

2. BHIDNEN SN 73 FIEBRICAY 7 404 L L COpen Data PanellZ #r SLE T,

Open Data
Recent files
Al files
Documents

spectrus

Open bata
Recent files
All files

spectrus l

BEICAY 74V ENLHIELIZWESICIE, 7NV ELDOEOEMZ 7Y v 7 U CEIRZMEEL £,

C:¥Program Files¥ACD2015¥EXAMPLES¥spectrus
Drag&Drop to open data

Drag&Drop with Ctrl key to collect series

Ctrl+F to remove from Favorites

3. BRICAD Z7A AT ER AL bT5L MBRBRENET, CORXLE7 ) v I F52 LT, THAXN

BIIRIFEFTRT H ZENTEET,

Open Cata
Recent files
All files
Documents
=pectrus

. 1DMMR

. 2DMME

, CHROM

. CURMWE

. MASS

, MATRIX

. MULTI

. MMB_WORKBOOK

, SCRIPTS

VIR

B EXAMPLENDY

ACD/Spectrus Processor

Tutorial 7



1. ACD/Spectrus Processor ? KA

1.5. Workflow bar D#&/E

HARM 22 BB ZWorkflow bar2» 547 2 £4, Workflowbarix 7 7 5 4 772 AT "L L o CTHEFEZ2 Y £
B, NREE—SINT=T A o T0ET,

<1D NMR>

O R e SR A S

Open Process Peak Detection Interpret Database Report  ChemSketch

<2D NMR>

BT gy R Ay L

Open Process Peak Detection Interpret Database Report  ChemSketch

7 7 /v b Tk, Workflow bariZ £ TCD T4 2 ATHEIH THEEA, (FEET7n—lhHbET, 742D
FORIFER R EZHRICH AR~ A X452 L NARETT,

1.5.1. Workflow barTO7 A aLDHREZ~<wA X
1. Workflow bar®Ze W TWAREFA A7 U v 7 LET,

2. EREIhEYa— R by b A==2—75Show/Hide Buttons #3&R L 1,

v Show Top Toolbar

v Show Macro Toolbar
v Show Status Bar

| Show/Hide Buttons

N

Report  ChemSketch

3. FRIFEFRTRAERERT A 2L O—ERFRINHD T, Workflow BarlZERE L=\ 7 A 2 28RN LFET,
BIRSNTET A2 DEIITTF v 7= NEREIN, T2y I ~v—0 DN\ TT A 2 DBEN
Workflow barlZ &R &1L E 9,

| Show/Hide Buttons

@ Restore last session

v 7 Opendata

v WQ Interactive FT
{Efk Auto phasiq} I

Il_  Manual phasing
.H

- Phasing options
v |" o Auto Baseline
- Baseline options

v |7 Set reference
JUA

ACD/Spectrus Processor Tutorial 8



1. ACD/Spectrus Processor ® KA

1.6. Raw 7 —%& DFAAA

7 — X %< 121X, Open Data Panel’»5 BEYD A7 kL7 — X ZWork space~ K7 v 7 & Fua v 7 L%
R

T7ANE RTw 7 &Ky LTzl « «BRLTZT7 7 A NVDIHRA AR—FINET,
T AN n T AN EENDEDALT MAB—FELTA v AR—FENET,

1.7. XNZ PIFEFRDTY 7 7 L2 X

Preferences # A 71 7R v 7 AhHProcessory o ¥ K ICHRAENTZ AT M ILDOFRRIFIEIZ DNV TR
ETXET,

1. ZOXATal Ry 7 AeFRTH4I2, Options A ==—7»5 1D NMR Preferences % %R L £7°,
2. MERHEELZL, OKEZ U v 7 LET,

1D NMR Preferences =
SDECUUITI| Labels | Integrals | Peaks | Multiplets|
Colors Dirawe with
Spectrun @ Lines

D ark Regior: 1 Paints
Background: () Croszes

Series

Active Spectrunm;

’ Cusgtom Colar Scheme. ..

Apply Cugtom Colors

[ Fade Colars of Inactive Spectra

Show

Horizontal Scale Show Name [ Gridines
VYertical Scale [] Show Mame ] 30 Style

o) (5] [Rwe) (7]

Note 7= & x1E, Work spacelZ CLCIMST — X INT 77 4 71272 > T\ D A121E, Options A ==

—|ZIZLC/UVIMS Preferences N FRnSNET, 777 4 77— X ORI L > TEREND
)l :J_Z)§£fcﬁ D i‘j—o

ACD/Spectrus Processor Tutorial 9



1. ACD/Spectrus Processor ® KA

1.8. #A - M/

AT MVORHHERETE — 27 2 X0 L BIET 1O AT MUVOERETERTHZ DR LL< BV F
9", ACD/Spectrus ProcessoriZidfk# 7o iR > — WS S VTV E T, T OIERERRIZLL T ORI AT XD
(ZView # = = —=°General tool bar7» S ERRE T, BIZ EFHVZFIDTI NG D a~ 2y FaiE LTHAEL

X9,

Command

Function

Horizontal Zoom

b=+

2}

AKESHENTHER UEd, $5K L7z iiPH 2 Work space T R » 7584 L£4, CTRLF—
IR U720 HIRIRT D L BlbA A FLMGRIRTE 97, ZOIKY — ™ TR i U v
7957y LicmZ R FITIER LET,

Rectangular Zoom

BR L7 E A Work space2RIZIER L E7, AR LIZWERE KT v 7IRLES, K
7 v VIR T DEICCTRLY — 240 L7e 28 B8R 5 &R BH AR R &2l & L7 AR Cit
RCEET, ZOIKY —ABNFRRIFCT )y 7T 5E 7V v Uiz S b 3EITHE
KLETS,

Manual Zoom

TR LT A 2 A 7 v 7 NI T)

ol
Zoom Out PR FR BT TR

@
Zoom Undo WRAT S TERBAEER v 2L, BIOREBIZELET,

g

Vertical Zoom >

Fit Spectrum

FOREIR AT IR R EN TV DL E =7 O b RKEWVH DI TIEKR

Vertical Zoom >

Zoom+

FORTI A HET I HER

Vertical Zoom >

Zoom-

PRI A HEST AL ]

Vertical Zoom >

Zoom Out

07 1) DHE R % R

BHEOSHE% . ZoomOut R %27 U v LTF7 44 hERITH DTS E S,

Note View A==—iZH5HZoom Undo & Zoom Redo =i~y Rb. PLRICETALEH ZTICRE

TR, RVESTZENARETT,

ACD/Spectrus Processor

Tutorial 10



1. ACD/Spectrus Processor ? KA

Note ~ A7 MV EZELET Uy 7 LEBROEE (227 %A M A ==2— E7zldHorizontal Zoom) 1%
BEDHEWLTWHERET DI ENARETT, RELXZHE T HITIEL, Options A == —1bH
Common Preferences... Zi#{R L 7, #/RZ4172Common Preferences ¥ A 7 127Ky 7 A
DOMouse¥ 7IZTEELET, (F7ANVPTEAVTHFARMNA =2 —RNEEINTHET)

Common Preferences @
generall ﬂinduws| Mouse | NuGenesis

Right Button Glick
(01 Zoom Foom Once Only

@ Context Mernu

| W OK | [ x Oancell [ ? Help

b - =]

1.9. Preprocessing 77>z >

Preprocessingd > v a b, AT MLEA VR— b LIZBICHE Cli i S g2 WLE 2 TR E L TE
ST EMAMRETT, RETDITIFUTO LI IATWET,

{

Oen AU s L, FRINIZA =2 —h B Preprocessing

1.  Workflow bar®Opent 7'+ =z >

Options...Z &R L £,
i L1l |
i} Preproceszing Options...
7
I

Dizplay only Known File Formats
v Dizplay Open Data Window when Mo Spectra Displayed
v Cloge Open Data Window after Open Files
v ﬁ" Open Spectrum in Mew Window
11 ﬁ Open Spectrum in Gurrent Window (As Series)

B AREEEEe
4

Zoom Area

CAT &" Open Spectrum Replacing Current Spectrum

H o g mres R @

Open Process Peak Detection Interpret

2. F/REN7-Preprocessing Options# A 7 7R v 7 AIZCHEB CEH SE72 VLR AR E L, OK%E 7
Uy 7 LET,

ACD/Spectrus Processor Tutorial 11



1. ACD/Spectrus Processor ® KA

i =)

Preprocessing Options @

10 MMB Spectm
| Fourier Tranzfarm
Phaze Comection
B azeline Caorrection
Detect SolventMy ater Signals
o | Align Spectra
| Synchronize APT/DEFT Phaze
Peak Ficking

Furn Macro [ ..

20 MMB Spectm
| Fourier Tranzfarm
| Phaze Comection
| Align Spectra
| Synchronize APT/DEPT Phaze
| Attach 10 Spectra
Peak Ficking
Run Macro

LCA S Chromatograms
Peak Ficking
Detect Lag

]

Auto Combine

]

Fiun Macro

AR Spectrum
| Peak Picking

Fun Macro

]

Curve Spectum
Feak Picking

Fun Macro [ ]

.........

ASENFERO LI ICTREIN TS Z E 2R LET,

ACD/Spectrus Processor Tutorial 12



2. 1D NMR 7 — & OULER - fifthiy

2. 1D NMRT — & DALEE - fEMT

AFa— KU TATE, BT FLOHNMRZ ALY R (EXAMPLESYspectrus¥1DNMR¥CATECHIN.FID) %

A L CHERE 2

1. Open Data PaneliZ CExamples™” # /L Z ZRA > kL,

MLTVEET,

YH%r Vo LETS,

2. D7 % (EXAMPLES¥spectrus¥1DNMR¥CATECHIN.FID) %, 74/ % Z X Work space~ K7 v 7/

&Fay7LET,

) ACD/Spectrus [E=REERx
Eile Edit View Database Options Windows ACD/Labs Help
& =| EE & -8
Open Deta Chemical § tructure
Recent files - »
Al files & ul] &l =
Documents
|| ExampLes
AUTOGHROM
- |, CHEMBAS
GHEMSK
GHROMGEN
FORMSMAN
B L 6o
HPLG - "
0 = —
T s IANTEFSvT&FAYT
MOLIGIF
MOLX A —
NAME
@ L NMREXPERT \
NMRPLATE
NMR_PREDIGTORS
G | PHYSGHEM
SORIPTSDK [
SPECMAN —
B L spectrus
£ )L 1DNMR
GATEGHINF]
SERIES
¥ ALDFTNMR_500NDY
& GATEGHINESP
[&] CATECHINSK2
|| GHOLESTE.MN2
GHOLESTE 003
| - ELITKIE
Press F3 to open a filels)
\, g @ -
Open  Database Chemsketch

Workflow bar®
ENTEET,

Note

O

Open

3 ACD/Spextrus - C:¥Program FIEsVACD20] SYEXAMPLESYSpeciruot IDNMRYCATECHIN. FID. - (= = iy
F-e EGt Vew Process Amyse Tools Senss Dotabose Dptions Windows ACD/Lobs Help
Ea-R- 20 Heq a3\ . e 58l 5E =]
e
S T v | ossepie v s
....... — e
oo e -
Al files Qq| = L & Gaa
| Exampies
wmcHoN
preisii
cheen
Coaoncen
orshn
s
o
W
m h “ Il il
o Soec Daiayed ‘
Window (As Series)
WAl s
T =
20 Rt kbR - R0 »-3F i
o8 B et Db gt st

27 w452 LT, Open Data Panel DEIEAR & HICRET S Z

ACD/Spectrus Processor

Tutorial 13



2. 1D NMR 7 — & OULER - fifthiy

2.1. FID~DLLPE

FID~LER A 3 5 12id. Preprocessing Options % A 7 1 77K » 7 A2 T 7 — Y =2 Offic L T < &4

ERH Y ET, TDk, FIDEA AR — 925 L. Fourier Transform Options % A 71 7' 7R v 7 AINF RS
A, FIDIZXT 28k 2 A2 3 5 2 L3 wRe & 72 0 £,

Fourier Transform Options @
fipply FT
Tnitial: [EFEE = Einal: | 16384 2
[ FID Shift |
[ FID Shift (pt=) 0 = [T zyelical

[ Linear Prediction l

[ Window Function l

[ Phase Correction Cptions.. l

[¥]Instant Preview [¥]Show Window Function

| Apply | | Ok || Close |

2.2. 7z —XMIE

7 = — ZRIIEFRMEIZIZ28 Y OFERSH Y 3, BEMELS FEMETT, 7=—XMEDOT A 2 IT 7+

Jb K TlEWorkflow barlZ FZ/R SN TR NDO T, LI HEICIE, §1510 L5 IC L TUTOIFHD T A
gV EFRL TR L LERTY,

i 1 .
:fll._ fiuto phazing .H“._ Manual phazing o Phasing options

Note  Z U5 DOf¥BEIL. Process X == —7>5Phase Correctionz A o 95 2 & THLEET S 2

LRTEET,

221 HE)7 =—Xf1E

o |
Workflow bariz TPhasing:Auto V= %2 U w2 L&, A7 MBETERSND 2 & PHERTE £,

Note  HE)~7 = — XM IEIZ CPh1fi (first order phase parameter) %z Z8 ¥ L 7= < 72 W A2 1%, Phasing
Options# 7 U » 7 L CF/R S #15HPhase Correction Options % 4 7 1 77K » 7 A2 CFix
Ty IRy 7 AEERLTEBEET,
ACD/Spectrus Processor Tutorial

14



2. 1D NMR 7 — & OULER - fifthiy

Phase Correction Options @
Phase Parameters
P |EEREEE = Fllp Phaze

[ Auto Phasing ]

l Mouze Phasing ” Fine Tuning l

fou can alzo press Control to uge Fine Tuning
Inztant Prewiew

|y | [ 0K || Clese |

22.2. FEYZ7 =—AFIE

HEIfIEOREREZEET AT ELFITCEET, ORI~ Y ADOmA X V2 ERALET,
Phase Correction Options % A 7 2 7R v 7 A CTHIEZBE#EA I T4 Z L AHETT,

1. Workflow bariZ TPhasing A 7V w7 LET, AT bV EIOKBOERNER S, AIEDF 0
e LTERSNET, ZIEBRICAXY MVAT—FmVWE—ZIZEbEbhET,
2. Ok (PhO) DHHIEDAHEE T HIZIE, vV ADERZ &M LIEEE~U AEBE (F7 v 7)) SEET,
3. ARZ ML EERKICET v 7HIEEIT O L RO T~ —27 S — 272385 & 91ZPh0 & Phl
NI A= =DM FNELINET, ROBITLERZ 2L RT v 735 BEsE5 2 EnHkET,
Note 155N 72fERITH E TRWIEATX. Phase Correction Options# A 7 12 77K » 7 A/ HFine

Tuning %:@E)ﬂ L %7, Mouse Phasing & #7210  ZDE— R TIX N7 v 7 L72ER,
EVNRAIRININTG A —=F — 2 i T 5 Z LN AREE 720 £,

23. N—X F 4 HHIE

N—2 T A UHHIEEIT 9121, Process # == —7) 5 Baseline CorrectionZ A1 > L., KHfEAEIN L £
T, N—=R T A L OMEFEIIFEH Y £3, BEHIE & FERIETT,

2.3.1. Baseline Correction Options# A4 7RI Ry I AN DA V¥ 57T 4 7T IRFIE

1L IZLDICR=RATA UHIEOFIEENT A =2 —%E L7, Process A == —) bHBaseline
CorrectionZ 7~ > | LOptions... &R L £, Baseline Correction Options# A 7 2 77K v 7 A M
FRINET, ZOETIE, BEN—ATA UHIEDREZITI XA T 0 TRy 7 ZAHO FH508 5y
DWTHH L £,

ACD/Spectrus Processor Tutorial 15



2.

1D NMR 5 — % DAL - ity

r
Baseline Correction Options

S

Corrected Region
@ Complete Spectrun
() Selected Interval
from: |(—1.0001

4 |4

Maize Factor 1

Manual Correction
Ciurve Tvpe

() Multiple Paints
@ Cubic Spline

ppm  to: | 109849 ppm
Automatic Correction
() Polynomial 4 | arder
() FID Reconstruction
@) Spectrum fverazing
Box Half Width: 15 pts

Auto Greate Curve

Set Points
Delete Points

Apply || Reven |

)

’ Close

b E 3

2. ZZoHITIX EXo X 512, Spectrum AveragingiZziER L, Box Half Widthi%15(Z. Noise Factori%1

3. Create Curve%‘:& Vo358 IESNTR—ATA UBRRZTERRINE T, Apply

232 HEIR—RT74 U@IE

Ve vy 0352 L eEERB S NET,

AX

1. Process X = = —/» 5 Baseline CorrectionZ 44 > F L. Auto 28R LE 4, &% E L7-Baseline

Correction Options ¥ A 7 7' /R v 7 AD/XT7 A =X —%FIF L TRX—RA T4 UFHIEMTbIvET,

0.004

0.003

0.002

0.001

0.004

0.003

0.002

0.001

CATECHIN

Iy

CATECHIN

i

W

Rt e S
Chemical Shift (ppm})

9

2 7 L 5 4

T
3

2

AANLARALARaN Ay s o
Chemical Shift (ppm})

ACD/Spectrus Processor

Tutorial

16



2. 1D NMR 7 — & OULER - fifthiy

23.3. FEIR—RAF5 4 VMIE

HENR—RZ T A U IE TR+ 2G5 1id~ =2 7V IE THOET,
1. 9ppmfhir#iE K LET,

CATECHIN

@ [x107)
| |
_

.
1

N

—r o

5.4 5.3 5.2 8.1 5.0 8.9 8.8 8.7 Chemical Shift (ppm)

2. Process A = = —» 5 Baseline CorrectionZ R4 > kL. Set PointsZ®R L ¥4, FEMHEE— N34
72 v . Baseline Correction Options % A 71 7R v 7 ANFRINET,

3 X=X T A NIRE LW — F‘%?ﬁJﬂ@ﬁ%Y/V%Tﬂf%‘/ ML, 27U w7 LEd, ZOEEZRNL
FTEON—ATA VPR TELETHRVIRLET,

]

-3

CATECHIN

T [ 10

(%]

9.4 5.3 5.2 8.1 8.0 8.9 8.8 8.7 Chemical Shift (ppm])

REE-> CRELEZ— FE2HIBRT 5121%. Process A = =—»>5Baseline CorrectionZz <A > k L.
Delete Points # R L £ 77, HIFRL7W/ — RZGHL L OICHEKE N7 v 7 L TEIRTH5Z2 6T/ —FR
23R &4vE 3, Baseline Correction Options % 1 7 1 77K » 7 A& 4 Delete Pointsz#0niZ 9% Z &

AR E T

ACD/Spectrus Processor Tutorial 17



2. 1D NMR 7 —% QUL « fZAT

]

= 3 CATECHN

[x 10

B
1

—
1
F
i

5.4 5.3 5.2 9.1 8.0 8.9 8.8 8.7 Chemical Shift (ppm)

4, MBEEITSTZAXT MAVERIDANRT MV T7 7 A4 E LTRIFT 28581F, Filex==2—»5 Save As%
BIRL, 77 ANV EDT TRIFLET, 2 Z TIICATEC FT.espé LTHRIFELET, 2D 7 7 A WMidH#
DOEAETHALET,

2.4. Structure Window D#&/E

Structure WindowlZ &R A2 EK T3 & . A7 FL O BE— 7 RfEE#EERXoOHsT AR ~RETH 2 L
L. IBRBEOBIZAREMEDS DR T2 RIS 5 2 R ENRTES K 5127 £9, Structure Window 233 7R

SN TWARWEA 2L, Workflow barlZ TDraw structure l(z%fﬁ Y v 7 L. Structure Window# -~ L £7,

2.4.1. Structure Window Ok

Structure Window EEHZIZUA FTDO A =2 —REREINTWVWET, ZNnbHDA=2—%2F|H LT, Processor
H L SEEICEERNEERT 5 Z E N A[EETT,

#1553 = (ACD/Dictionary) BRY—IL Hlkgy—IL BhA=1—DORF/FERT Structure Window ®4~0—X
\ _ \ T~ TS N o
JREE—F (On) ERY—IL 4RIk Structure Window &RRDYIYE =

2.4.2. #EERXDIEX

#

1. Structure Window F-®ACD/Dictionary = asv o LET,

BRSO TWAPHERLET, ROXIITHRESNTNET,

Re

2. DictionaryDfRE 47" a U BNT 7 4L b

Show Search

[V Systematic Names [¥]Other Mames Reeiztry Mumbers
[ Category l Engymes Undefine
<ot defined> -

ACD/Spectrus Processor Tutorial 18



2. 1D NMR 7 — & OULER - fifthiy

3. Quick Search” 1 —/L R{Zcatechinic acid& AJ) L £,

Guick Search (B0628 of 169875)
catechinic acid|

BT X OBERANEREINET,

4. OK%Z 27 U v 73 %% . Structure Window 12 H T % o OEERBZER SN E T,

4, Fio.

Note  JfiJ& CHRAEALEEDKE RS H & 72 5 DT IR T - 72CH, D KRR L TA T LA & & ]

TLHLZEEMELET, AT UM ERRT 2103, ERY— - R A TOR=A%2 ) ¥
7 LT afkia 2 @R L £,

¢ 90 | aS9a0a
Jl 7§ .

ChemDraw?7z St — W2 THER L 72 ##3& 2% Structure Windowl(ZHE Y 135 Z & H A[EET

&R EMol 7 7 A LV TRIFL T A AT, Mol 7 7 A VEEHEARY bV E~F

77 & NR T HZETHUHELNELMY TS Z LT,

2.5. X~ FILYLEE - SRS

Spectrus Processori, A7 b TELHETHHIC, B FEET 5720127 FA S, v~ 7 ABE
DHTE—T ~DT VAT, ZEEOER, EROFFA, RELEDPMTET,

251 U757 L VR RV NOBHTE

ARG "D Y T 7 L AR DEET,

1. General tool bariZ CRectangular Zoom | 710 v LET, 2.0~3.0 ppmDFHE K7 v 7 LTHEK

L/i‘é—o

0.10 o

CATECHIN

Chemlcal nm [r:;m

ACD/Spectrus Processor Tutorial
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2. 1D NMR 7 — & OULER - fifthiy

2. V77 LUV A RA U FELTRETDHE—2 (248 ppmiii /NS —2)Z2RA 2 b L, A T4 b
FREINTRETEZ YV v 7 LET, Ya—F Uy b A=a—0REREINSHD T, Set Reference% #iR

Lihﬁ_o

Pick/Delete Peak
Set Reference
Select Peak

3. Set Reference [1H] # A4 7 u VAR v 7 ANEKREINLDT, YA )M HDMSO-d6 — 2.50 ppm A 3R L |

Add Annotation =y 7Ry 7 AEERRL £7,

iz¥ Set Reference [1H]

[

Old Shift (ppm): | 24768 =

-

Mew Shift (ppm): | 2.5 =

Name: [EEERSE -
[7] Add Peak [ fidd Arrotation | [7] Add Dark Resion
’ Show Tahle of Solvents ]
Name o Shift (ppm) Muttiplicity J(Hz) W o-

DEUTERIUM OXIDE 475 1
DICHLOROETHANE-d4 372 1 1
DICHLOROMETHANE-d2 532 3 11 (a
DIMETHYLFORMAMIDE-dT 275 3 19

2192 5 19

3.03 broad
DIDXANE-d8 353 broad
DMS0-d6 250 3 19
055 0.00 1 -
<« [ r

[

Edit. | | Delete |

| ok || Xcancel | | 2 Help |

4. OK 7 Vw7 LET, AT TRy 7 ARHAL LI, V77 LA

IS ET,

DMS0-ds

Ty T T
2.70 2.65 2.60 2.55 2.50

T T
Chemical Shift (ppm)

ACD/Spectrus Processor Tutorial
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2. 1D NMR 7 —% QUL « fZAT

252. Z2EEDOERLEY

WIZART NVDLEEE DN L &y % FENZ TER L E7,

1. Workflow bar(Z CManual Multiplets -Il% 7V w7 LET, 229~238ppm%E K7 v 7/ L, &WDLE
JE & EFRT HEMR A TIN5,

1JI||J”U|

24 2.3

Note RZ v 7 LE&HEPE SN, FEEY bov—r By x o rEahEd, By rani:
v— 7 OfFHE MW TS EEBITMTONET,

2. v VARG BT L, FRE LIS EEITH LTI RO ZoR S, T SN 7c L2 BN HBIRICZOR
SNET,

MO01: 2.35 ppm; dd; J=16, §.1; ¥H
=8
oy ﬁ o
7.oo
e
2 él] S z.ﬁs

Z D% EJE Xdoublet of doublets TH v 7'/ EHITIL =16, J2=8.1 Lk E T,

Note ZHEEZTEHRTDHERRINDIBEOHBROY 77 Lo 2E2HETHZ L LA[RETT, AT b
IVTFEICERENTWDRESMET Ve TV U v 7345 2 L TR ENSIntegration
Reference and Range # A 7 /Ry 7 AT 77 LY AEEZ AN LET, AJMEIDGE T TS
TORBPEP A INET,

ACD/Spectrus Processor Tutorial 21



2. 1D NMR 7 — & OULER - fifthiy

3. [AERIZ LT, 2.60~2.70 ppmfIir Dk a2 >HOZEE L L TERLET,

ME3: 2,65 ppm; dd; J=16.1, 5.3; 1H
RAO2( el
&
= o b i L)
ey o o T oo
(] 3 —
DS O-dE | |
[ [
=] =]
% %
275 270 2ES 2E0 255 250 245 2140 235 2.30 Che

2.5.3. HENZEEMNT

-
Workflow bar{Z CPeak Analysis:auto LL Vv LET, AT MUIE—ZfE, A7 L,
LEEOEENHBMICOET T, 2770, ZOBRELRNCOT - E— 2, 27 FL, #E5.

B EEXEINTLEY ZLITEELTFSW,

2.5.4. ZEERITEROEILE

=YAN
HoT

ZEEDE

=

=7 NIELL BN 2580, By TV T« R — U NB2 DA77 EClE FE Ok A2 B 15T
HMENRH Y £, SEEMITHERZIEET S Z LN TE 5I-CoupleriZLL FO L HIZFERLET,
1 TSNS EEEZRA L N LET, ZEEN A T4 MFREINET,

2. ZEENNA TA MORSNIZRETHZ Y v 7 L, RSNy a— b hy b« A=a—bEdit

Multiplet Z84R L £,

MO3: 3,82 ppm; deld; LE? £.53 2% 1H

[l

]

L]
I

o
-+ =
e
TN

L,

Edit Multiplet [: I
Apply Peak Fitting

Split Multiplet

Delete Multiplet

Convert to Dark Fegion

ACD/Spectrus Processor

Tutorial
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2. 1D NMR 7 — & OULER - fifthiy

3. Multiplet Analysis (J-Coupler) ¥ A 7 a2/ Ry 7 ANRFRIINET,

| Multiplet Analysis (J-Coupler) E’

i Mz

Suggested workflow & guide below

-~

1 Pick/Unpick Peaks [Click Peak]

2 Meazure J [Click Peak and Dirag)
Couplings (Hz)

m

JI (762 K ] »
J2z 527 Kl =
234 KoL

[
= e

3 Coupline pattern:
(Override if necessar m
4 Create Overlapping Multiple

1
3816

H  [[]Lock Inteerals
ppm

F{eport” w Delete” ? Help

O R¥EE—Z7 DEM

I TIIANRY FAHADOTRTOE—I RNT UL ENTWE LD, TULENRWE— 7 BNFEET 5000 L
NEFA, ZOXD R —AOXIEHEEHRTHE LT,

1. Multiplet Analysis (J-Coupler) %4 71 77K > 7 ZDOBrowseh ¥ > Ol @ |%31%1/\ 3.77~3.86 ppm
DA AZFRLET,

Mo1: 3.52 ppm; m; 1H

2. =7 « TOLERHIBRT 2120F, HIBRL7cnwWEe—2 2287 Y v 7 LET, LEHOZ Y v 7 TELEEND
BRob&, 2EIED 7 Yy 7 TE = BHIBRESNET ., RO 7 ) v 7 TEEDOE =7 BHROZEENH
BESNRL20 20HOZ Y v 7 TE—=7 « ZARRESND ZLIZTEBELLESY, 20Xl
TEMATRENZ TRENTWAE =T ZRETHZENTEET,

S ILA B HFE SE 9%, Multiplet Analysis (3-Coupler) O > 7 ) v 7« RE— 2 DEFKITH

BEEShEEA,

ACD/Spectrus Processor Tutorial 23



2. 1D NMR 7 — & OULER - fifthiy

Multiplet Analysis (J-Coupler) @

(@] s 1

Sugagested warkflow & quide below

»

1 Pick/Unpick Peaks ([Click Peak)
103 3.81 pprmi; m; 1H

2 Measure J [Click Peak and Drag)
Couplings (Hz)
Jl1: X

=]
w©
L

*

J2

||

J3

3 Coupling pattern: m
(Override if necessar - /

4 Create Overlappine Multiplet[E]

(¥

m
384
383
3.81“\\
380~
380

378

385

1 SIH [ Lack Inteeralz

3814 =lppm I

-

I
@

[ Report” il Delete” ?ﬂelp ] | - :

3.85 3.80

T T

3. TNMHTFERTWARWE =2 %7 ) v 7 LTHES T EITWET, T MTnEn s &R,
BAEOZEEIZHEBIZEEINET,

4. ZHEE I Itriplet of triplets & EFE SAL, KIETHAT 4 v 7 « FETABRRRINET,

Multiplet Analysis (J-Coupler) \E'

(& 2 1

Suggested warkflow & quide below

1 Pick/Unpick Peaks [Click Peak]
P03: 3.82 ppm; th J=7.66x(2), 5.38x(2); 1H

2 Measure J [Click Peak and Drag) o —
Gouplings (Hz) .
JI[766 A2
J2 (538 Al2os
J3 H =

m

3 Coupling patterr:

(Override if neceszar

4 Greate Overlapping Multiple

1 “H [ Lock Inteerals

3816 = |ppm
[
@
[F{Bport”ﬂ Delete” ?ﬂelp Ji I. — Illjl — |I-
= , 3.85 3.80
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2. 1D NMR 7 — & OULER - fifthiy

5. il S M7 IEZfMERLEL L S, B—72 « TVVOFRREMAHZIZ LT, RAMEENICELT D L
FELTWTL X 9, (Options A == —™1D NMR Preferences... 1%k L, Peaks % 7 N> 5 28 ¥ Al GE

W03 3.79 ppm; it J=7.66x(2), 5.38x(2); 1H

(]
@
@ -
] /

1.01

————7T T T T
3.85 3.80 Chemical Shift (ppm)

® BTV ITOFEHRE

J-CoupleriZZHEEDRBIEELZZE L ETHN, E—I NIV ENTW RN, BINKRE L7
D, OELKERS> TV THHEEIT T TORENRLEL 72D £,

1. FTX?6.70~6.75 ppmDOEDO L EE R KT v 7 L TEIRL £,

1M09: 6.7 ppm; d; J=2.05; 1H

%]
=]
o
w
b

6700

4
4

fre}
o
o

T T [ e e T e
72 671 670 669 668 667 666 665 C

ZEEIZIT T TIEMLIA T L 3E 0 YT HALE T2, Multiplet Analysis (J-Coupler) Tl blZiRik S 41
TWEHA, ZHUIR2DOE—7 OFEINREL B D0 TT,

Multiplet Analysis (J-Coupler) \E‘
it 1
Suggested workflow & guide below M14: 6.68 ppm; m; 1H
1 Pick/Unpick Peaks [Click Peak) §
A 4
2 Measure J [Click Peak and Drag) _M0Sid}
Couplings (Hz) o
JI: X oe
= o
J2: ® =
v
J3 e

m

3 Coupline pattern: m
{Override if necessar, -
4 Create Overlappine Mu\tlple

-
1 S H  [[Llock Inteerals
6604 = ppm
b o]
= c
Report || Wi Delete | P Help | | e
870 665
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2. 1D NMR 7 — & OULER - fifthiy

2. ZOBAE, TV T EREEFECTCERTAILERHY £, 6.70E TNV EINE—T R A b
L. BRRFREINTRETE Y —2DE— 27 ETRI v/ LET,

14 6.66 ppm; r*; 1H

1M09(d)

6.700
5695
4 ST

£l

=] o
=5 b=
o o
L T |
— T T T T T T T
B6.70 6.65 Chemi

T o 7N T ERMER S . BEIRYICMultiplet Analysis (J-Coupler) # A 71 7Ry 7 AZFRENET,

Multiplet Analysis (J-Coupler) @

s

MY 1l m14: 6.68 ppm; d; J=8.21; 1H
J(M14)=8.21 Hz
Suggested workflow & guide below z:

1 Pick/Unpick Peaks [Click Peak) %
A 4
2 Measzure J [Click Peak and Drag) _M0S(d)
Gouplines (Hz) b
J1an Kl L ]
= ~ a
JE b - =
Ja: b =

m

3 Coupline pattern: JE
{Override if necessar

A Create Overlapping Multiplet[E]

1 2IH [ Lock Inteerals
663Y =) ppm

[ Report” il Delete” 2 Hebp

o — 27 3@ ER I N TWET,

255 X—7 « LIFUORE

H—0 « LTV EFRETDH I T, TOMHERE NI SRAT D ERAREL RV T4, F—7 - LY

Ak, ZEEMNT ERBEOBREZ L%, TOMEEE Y —7 - LUF U A~ERTTHZETRELET, 4

[l D AR B UZiE, ALBICHELRWKDE—7 NRELSFELTHET, ZoFITIE. 3.4 ppmfizo

V= A= LI LTHANLET,

1 ®ST DA MVEEE K7 v 7 L THIER L ET,

2. W TCEEEMTOBREFRECEY—2 % KT v 7 LES, ¥—7 « LIUF U E LTRETDDT, MG
BIZEETIIH Y XA,
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2. 1D NMR 7 — & OULER - fifthiy

Mo1: 3.39

ppm; s; 1H

339

+

3T

36

3. WRIZ, =7 + LUA L ELTRELEWEBEZR AV R L, N T4 FORENTIREETHZ ) v L
F9, Ya— bbby b A= —0NFKREND DT, Convert to Dark Region %R L £,

Mz 3.39 pp

;53 1H

m
&

o
L

Edit Multiplet
fpply Peak Fitting
Split Multiplet
Delete Multiplet

Convert to Dark Region I

3T ]

33

4. ZOFRDFNARERDPHIBREND BOXAT R TRy 7 ANFRINDLDT, Yesk 7 Vv 7 LET,

riﬂ Warning

)

[ Don't ask me again

I L Split deleted inteeralz and nuclei numbers between remaining spectrum objectz?

[ o ves {

| Obo |

A

5. BER LN Y —2 - LUA L E L TRESINET,

)

L

-
—

T
37

T T T T T T
36 35 34

T T T T T T
33 32 34

DOREIRIT., A7 MCH L TITO 2 TORIRAT » TS SN D Z I ZEELF 0,

ACD/Spectrus Processor
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2. 1D NMR 7 — & OULER - fifthiy

25.6. ZEEDRE

ERLEZEEZFZFEFIRERT 52 N TEET, 2 OEREICIIEER A2 227 MVICIRA LT LERN
HHFI,
O HEER
Spectrus ProcessoriZ (1D "HNMR A7 M A D PRI DU RSN TWET, FDn, #EXNHT
M E 721D NMRA LY FEHRZHIZ,. 1D 'HNMRAXZ MO HENREA1T 5 2 & BA[FETT,
Note {75 -Cd ANMR Workbook Suite Ti, *HNMRLAMZBCNMRREC, *H2D NMR D H &)
JFE D FIHE T,
1. ZOBRETEFEERE AT FLICHRMA L TOW R WESITIE, BIED A7 K LiCcatechin D&
AT LET, BT HIEICOWTIE§2.4% ZHERLTFE W,

2. Workflow bariZ TAssignment: auto 7 Uy 7 LET, BBRESHIBINET,

3. HENRBEKTH. HE0m) D LEH)Match Factord L TERENET, OKEZ Y v 7 LET,

+ foohen Tmin
R RS did e
e
e HeE S Zazaa
o o
il
<

|
g I
keooo:

- BEEB

=
L o
oD
£ oIt o RS -3 L0 @
Interpret Database

Peak Detection Report _ Chem Sketch

Note  Match Factorix | A7 FL & FRART MR EORELTHWDDONERLTWET, T
HANRZ RV TR AT PAPTERIC—ET 556, Match Factorld “17 L7220 £,
4. b L, THMARZ MLERPASRT ML EDBICFENREZ bNGA, TROL 22V 7 by =T I3H
B F G L CO DT A FER L £ 9,

8 tnoonsistences B

Atom 21 is unassigned.
21: Peaks 2.35, 265 have too small integrals

® FERE
1. ZOEBTEEHERE AT MUZIRA L T ZRWIESIZIE, BAED AT [ LiZcatechin DAER %
WA LUET, RIS HIECOWTIT §2.4% THER L P &0,
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2. 1D NMR 7 — & OULER - fifthiy

2. Structure Window FiF2 T, FBF T ~IVDFRRIFERR # REEIT VT L, FRFIEEERTILT

BEET,

3. 2.0~4.0 ppmffic Z Pk L7212, Multiplet MO1Z AR A > b LET, JRE S5 alietED & 2 103 E
ETA T4 FRIRESNET,

- H CATECHIN Chemical Structure
& B |1 o »
025 JcaTECHN & 9 £l alel ¢ e C g a
=
E et
] C
0204 EI
; N
: 18 OH
" 0 57 N7
- MO1: 235 pprm; dd, J=16,8.1; 10H o | H
E D006 HO o o ; s
0103 MO2(det) P T
] o " WP TN T TRy T Ny
& @&
; - g3 8 -ﬁ"j' | || | 19
nos 3 38 leEs o 4 " !
| ﬁﬂﬁ%g LL N i N N o
3 L______‘ — ‘ .)”7 A
b =N
o _J t-Bu o : I“I;IGI
g 3 b < 17
= [ 0
an T e I ey ST T sl it (ppm
; g
< B
g Ll TN ' [ 290079038 141 G15H1406 : B g 14 4400 I

4 NA T4 FFERESNTWDHELEE (2.35 ppmfIin) O HMOFE T (5a) £ TRI v/ LET, ZEHEL
AR TSN, NN, T4 FERENET,

. —— o Chemical Structure
. o0 £l a[]%le xmEraa
025 JCATECHN & £ s < . =
]
] c
0.20 3 EI
E N
F 16 OH
018 3 o 15% et
1 M01: 2,35 ppem; dd; J=216,8.9; 10H ” | H
] - | HO 9 0 7 12
01 3 MOa) WP N o Yy ~com
I 4 hos et g ’
] 2 Treg Bq i 10 3 g
| = 00 (==} H ]
0.05 3 & 2 a il
] § T L P‘T T E — ] / \\5/ \OH
E  W— | o 18
) Bu o)
0 I p— OH Vap
2 8 z O 17 .
m m m
— I R w @)
T T T T T T T T
40 35 30 chemics] Shitt (ppm) o
i Eile
< ==
E
3 Ll A T I 290079033 141 G15H1406 s @ 14 4400 PI
GATEGHIN ~ SPEGTRUM TH &= 231 pom &1 [opm| Hz pts

5. FRUREEC~Y U ARY AT L ZHE LR RB S ET,
6. [AkED J71E T, Multiplet MO2 % 5b& A1 ~IFE L £,
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2. 1D NMR 7 — & OULER - fifthiy

Chemical Structure
H CATECHIN.ESP <z
& g £l e ¢l Ea
CATECHIN ESP S

10 4 :
08
05 .
07 1 OH
06 - 3¢K\ 57
05: HO 7 [} }2 |]6
n4 - Moold, 4t) BN 1N TN o
03 TZ0-06 j H | a

[ MO2(H Mot{dd, 4a)
02 7 T(') m;(n. e 9\\\‘\10/3\4/5\01—1

3 z88R380: SEanze OLOT /- i
0] BmowTonm, AR H 7
0 e Sk C|1H AR

o o = 19
[ [ g
4.‘0 ‘ 3.‘5 ' 3.‘0 ' 2.‘5 ‘ Chemical Sh\lrt Capm)
z
E L N T son0PenEE 11 141 e E |14 44pk b
Note JREH%. ST HRETEE—7 BREIINA T4 PFERRINTNDZ EICTERELEZN, &

1,

tNZNA TA PRRINTHDH DL, WHEEXNL RSN Iy 7 MaLRE LY
— DI ITINTT MENRBELS —HLTWALDLARVFET, I LS 7 MENRELAIZD
L RABLERBASITENET,

7. General Tool bariZ CTShowTablesW% 2 U v 7 L, Spectra Data?®i®IRINTW5H Z & 2R L,

Show/Hide All tables = 270w LET, ffrisdisiSpectra Data7 — 7 VN FoRn S E T,

File Edit Aiew Process  fnalvsiz  Toole  Series  Database Options  Windo
0 - Qe -2 =,
v Spectral Data
CATECHMESP
e
1.00 Annotations
Inteerals
Spectra
073
_
Spectral Data . IE\
fzziened Atams: GHIZ/T), GH21/1)
# Atorst ¥Hn H Label H Shift H Calc Shift H Multiplicity H Count H Volume =
1 4a CHz Moo 2339 2503 dd (15.97, 8.08) 1 1.0
2 4b CHz M1 2544 2912 dd (16.05, 5.35) 1 1.025
3 5 CH Moz 3.806 4.040 (771,771,533, 53 1 1.025
4 6 CH M3 4.470 4640 d (7.47) 1 1.020
5 Mo4 4859 d (5.13) 1 0.976
6 9 CH Mos LETE 5.908 d (2.20) 1 0.956
T 7 CH Mg 5.879 5.998 d (2.24) 1 1.020
a8 13 CH M7 6.584 6.730 dd (8.13, 1.98) 1 1.031
9 14 CH Mg 6.676 6.780 d (8.06) 1 0.5599
10 17 CH M13 6711 6.910 d(1.91) 1 0.952
11 Mg 8.820 3 1 0.954
12 M10 8.869 3 1 0.979
13 M11 8944 3 1 0.958
]| | [z [etes ]| I s | -
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3. 2D NMR 5 — ¥ OMLHE - fiftffy

3. 2D NMRF— & DAL « fEMT

AF 22— kU 7T, EXAMPLESY¥spectrus¥MULTI¥F_IMIPRAMINE 7 V% DT — 2 % L THERE &4
fFLTn&EET,

3.1. Preprocessing 772> g > DR

3.1.1. Preprocessing Options¥ A 7u /ARy 7 ADFRR

Workflow bar®OpenR # - TOAEI Y v L, ER S A == —» 5 Preprocessing Options... =~
v R&E&IRT 575, Menu bar’>%Options > Preprocessing Options... A == — 2 < R&BRIRL £7,

Preprocessing Options... ‘

Display only Known File Formats

v Display Open Data Window when Mo Spectra Displayed
Close Open Data Window after Open Files

4 | W ﬁ“ Open Data in New Window
ﬁ Open Data in Current Window (As Series)
regs | ﬁ Open Data Replacing Current Data

Open Database ChemSketch

LIFDXAT 0T Ry 7 ARERENET,

Preprocessing Options @

1D MMR Spectium

| Fourier Transtorm

/| Phase Correction

/| Baseline Comection

/| Detect Solvent ' ater Signals

/| Align Spectra

V| Synchronize 4PT/DEPT Phase
Peak Picking

Run Macro

20 MMR Spectium
/| Fourier Transtorm
/| Phase Correction
/| Align Spectra
| Synchronize APT/DEPT Phase
| Attach 1D Spectra
Peak Picking
Run Macro

0

LC/UV/MS Chromatogranns
Peak Picking
Detect Lag
Auto Combine

i

Run Macio

UVAR Spectum
7] Peak Ficking

Run Macra (|
Curve Spectium

Peak Picking

Run Macro

[ +" 0K l|xCancel|‘ ?ﬂelp|
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3. 2D NMR 5 — ¥ OMLHE - fiftffy

312 FATul Ry 7 ANDOREEB DR

TNENDREPIRD L D ITRE STV D 0ER LE T,
® 1D NMR Spectrum D% E

1D NMR Spectum

| Fourier Transfarm

| Phase Comection

/| Baseline Comection

| Detect Solventw ater Signals

| Align Spectra

V| Synchronize APT/DEPT Phase
Peak. Picking

Run Macro

T B T == AHIE, N—RAT A UHIE, B — 7 O BB N ET SN ET,
® 2D NMR Spectrum D% E

20 MMR Spectrum
/| Fourier Transfarm
| Phase Comection
| Align Spectra
| Spnchronize APT/DEFT Phasze
| Attach 10 Spectra
Peak Picking

Run Macro

7=, T e AIENFITSET
REDTET LD, OKRZ s Vw7 L, AT s RNy 7 22 ALET,

— DRI NILDE Y AFH

3.21. AR MVT7 7 AV

EXAMPLES¥spectrus¥MULTI¥F_IMIPRAMINE 7 4 V205 FNENMLTEIR AT "M LvD 7 V2 ZWork
space~RK7 v 7 & R v 7 LTARY hMLERY AL ET,

'H ... 21 F 1H

H 21 F fHesp e

21_F_1H.esp

1.00 o

0.50 -

0.25 3

-
=]
w ]
=3

=

n

]

]

SRR R REERR AR
2 Chemical Shift (ppm)
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3. 2D NMR 7 — & OULER - fifthy

B¥c ... 23 F 13C

H 21 F 1Hesp |H 23_F 13CESP  ~ b
100 J 23.F 13cEsP B
] a_
o
=T o
—| &
o
=T
0.75
-t
o
0.50 - 2|3
p
=t
R 2=
0.25 o 2 %5
=
R il .
T T T T T ]
160 140 120 100 80 60 40 Chemical Shift (ppm)

HSQC -+ 24 F HSQCDEPT

H 21_F 1Hesp H 23 F_13C.ESP H 24_F_HSQCDEPT.esp - b
24 F_HSOCDEPT.esp
Jn i
= 0
v
- 1§
(] i ' 0
E 100
It :
E 150
L L L L L La L L L L) M L B B L UL L LR LD Ll LD ELAR L) LR LaN LR LU LLEL) AL LR LRl
F2 Chemical Shift (ppm) 14 13 12 11 10 9 ] 7 & 5 4 3 2 1

3.3. 1D NMR ~D & BEHEIE DB

E AR FILOBHBHERNAEMHRLET, AF 22— TATIZY 77 L v ZAMHIEOWER T IEDO B ZHEA L
£,
3.3.1 HARZ MU

RO ©— 7 2R L £ 7,
1. JERY—LZEHE, 2.5 ppmAFEdDMSO L 7L TN D E— 7 HE a2k LE T,
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3. 2D NMR 7 — & OULER - fifthy

.n 21 F 1Hesp |H 23 F 13CESP H 24 F HSQCDEPTesp  ~ el

075 J 21_F_1Hesp

»

0.50

0.25

[
T T T e e
25% 258 257 256 255 254 253 252 251 250 245 Z4E z47 Chemical Shift (ppm) ~

—EBHNE— I T T A= N EBEISE, ZTOE—T BN, T4 NERRENTZEZAT. F7 Vv 7
LEd, FrRENTZA=2—)5Set Referencezr~ > R&ZEIR L £,

2=l Ei

Pick/Delete Peak
| Set Reference I
Select Peak
0 I

T T I T[T I Iree T L R N IR R R R R RN RRE R RIRRRRRR R AR Rl
33 252 451 250 3 252 351 250 249 Z4E

=

2. SetReference [1H] ¥ A 7 a2/ AR v 7 ANERIIET, DMSO-d673Name: (Zi%E I TV 5 FEfifE
L %9, Add Annotation & Add Dark RegionlZF = v 7 # AT, OKRZ %27 U v 7 L%,

r@ Sat Reference [1H] =)

Ol Shift (ppm): |25 21l Mew Shift (ppmd: |25 n

-

Add Peak | 7 4dd nnotation 7] Add Dark Region
Show Table of Solvents ]
Name A Shift (ppm) Multiplicity J(Hz) W -
DEUTERIUM OXIDE 875 1
DICHLOROETHANE-d4 372 1 i
DICHLOROMETHANE-d2 5.32 3 1.1 4
DIMETHYLFORMAMIDE-d7 275 5 19
292 5 19
8.03 broad
DIOXANE-d3 3.53 broad
DMS0-d6 250 | 5 [ 19 ]
Ds3 0.00 1 -
1 [ b

| Edit. | | Delete |
[ o || Xcancel| [ 2 Hep |
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3. 2D NMR 7 — & OULER - fifthy

3. HEEY—r Ty LU ARMEREHINET,

251 250 248 248 247

3.3.2. Bczx~z p

FEERIE O v — 7 ZHER L £,
1. JERY—v &M, 40 ppmfic o B — 27 2Lk L E T,

Fz1_F_1H_esp H 23 F 13CESP W 24 F HSQCDEPT.esp  ~ e

23_F_13C.ESP

3097 |

0.9

3981

40.14

IR:]

0T

06

39.64

0.5

40.30

0.4

0.3

4048
3947

0.z

0

0

———— 71—
405 40.0 39.5 Chemical Shift (ppm}

2. HEFBRIC—FEWE— 2/ (RICe YA — Y LV EBBIESE, ZOE—2 B, T4 MORENTZEZ A
T, H7 Vw7 LET, FRINEA==2—5Set Referencez~ > REEIRLET,
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3. 2D NMR 7 — & OULER - fifthy

3. SetReference[13C] # A 7 v /AR v 7 ANF/RINE T, DMSO-d67 Name: (ZFRE STV D H & il
# L E£7, Add Annotation & Add Dark Region3 i8R ST\ 5 Z & bifEad%k, OKRNZ 27 U v/ L&
hﬁ_o

[ set Reference [13€] [

Old Shift (ppm}: | 33974 =1 Mew Shift (ppmj: |39.51 B

- -

-

Aidd Peak | 7] Add fnnotation Add Dark Reeion |
Show Table of Solvents |
Name £ Shift (ppm) Multiplicity J(Hz) Wi =
CY CLOHEXANE-d12 26.43 5 19.0
DICHLOROETHAMNE-d4 26.40 5 20.0
DICHLOROMETHANE-d2 54.00 5 272 A
DIMETHYLFORMAMIDE-d7 29.78 7 21.1
34.39 7 21.0
163.15 3 29.4
DIOXANE-d8 £6.85 5 21.9
DMS0-d6 3951 | 7 [ 210 |
DSS 0.00 1 -
< [ P

| Edit. | | Delete |
| 0k | [ Xcancel| | 2 e |

4. HEC—I T 77 LUOAMENEMN SNET,

DM S0-d6

— T T T T T T T T T T T T T T T T
40.0 39.5 39.0

Note LAFOEITHETLZZET, =7 « LUFUNIENOERET D L HAFETT,
E— 7 BN AD LI KT v SBIR ATV ET,
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3. 2D NMR 7 — & OULER - fifthy

104 39.97 ppm; dguing J=41.84, 2.1x(4); 1C

.
@
@
] -
o
=+ 4 @
- ™
o
=
=+
o
o
& &
o
=
@ F
= -
[=] @
=+ o]
— 7T
40.3 40.0 39.5

E— I BRI A=Y v EBEISE, A7 Vv 7 L, BRENDA=a2—0b
Convert to Dark Region 2~ > R&3&K L £,

MG 3951 o mz 10
Edit Multiplet

Apply Peak Fitting
Split Multiplet

Delete Multiplet
Convert to Dark. Region

1968

UTFOBEERFRINET, OKZZ Y v LET,
r@ Warning i‘—]‘

4 l\_. Split deleted inteeralg and nuclei numbers between remaining spectrum objects?

(i || O |

7] Don't ask me azain

BINGEHEN A — 7 « LUF VIR ESINE T,

DMS0-dg

40.0 39.5 38.0
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3. 2D NMR 5 — ¥ OMLHE - fiftffy

333 Ry —NT 77 2B —DRELHE
BC2A7 MUVTHIEE — 7 BRIERICRKEZ VDT, ¥ —7 « LIUF TR E LG B — 2 R % I S &
e

1. View #* ==—5 Vertical Scale Factor... %%k L =7, Edit Vertical Scale Factor ¥ 1 7 12 77K v
T ANMBRENET,

Edit Vertical Scale Factor [

Wertical Scale Factor
i :
[ Ierore Dark Regions

Apply to Selection[ |

[[]Set for Peak Select Peak

I X Glose J I ? Help J

2. lgnore Dark Region(ZF = v 7 % Af1, Closex 7 U w7 L¥7,

lgnare D ark. Fegions

3. X =0 s LUF U EER LA VRRITRY £,

H 21 F 1Hesp H 23 F13C.ESP M 24 F HSQCDEPTesp  ~ [

23_F_13C.ESP DMS0-d6

3144

160 150 140 130 120 110 100 80 a0 70 50 50 40 30 Chemical Shift (ppm})
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3. 2D NMR 7 — & OULER - fifthy

3.4. 2DNMR ~D &M IE DB /H

341 B—Z7 RV vy a) RO

BP—J FRA Ly val REfELET,

1L E—IDBRRTRDHEIAET, vV ADKRA —/VEREESEET,

H 21 F 1Hesp H 23 F 13CESP H 24 F_HSQCDEPT.esp - el
24 F_HSOCDEPT.esp
I ! ‘I n
E oo
: 20
é: 50
é: &0
2: 100
é s : 120
) é: 140
5: 160
mpm} 14 13 12 11 10 9 ] 7 [ 5 4 3 2 1
3.4.2. 1IDAXRY FIVORLY T
2D AT MAANBUEGRAIANTZID AR MV EHICIE ) (5 2 &N TEET,
1. Analysis A ==—7’HSetup 1D Curves% 7~ > | L, AutomaticallyZ#R L F 7,
2. KT DIDANRY FAR2DANRT FVZAEY T HAE T,
H 21_F_1Hesp H 23 F_13CESP W 24_F_HSQCDEPT.esp v b
24 F_HSOCDEPT.esp
.l
0
— 20
I — s ‘ r 0
&0
&l
100
:. 120
T i 140
180
F2 Chemical Shift (opm) 14 13 12 11 10 8 8 7 & 8 &4 4 2 1
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3. 2D NMR 7 — & OULER - fifthy

Note ALV 721D A7 MO E—Z8EZILRKR L TERTHITIE, F1, FP20AXT fMLaE<y
ARAVE—TRA L R L, AT a—VRZ VTR TAHI LN TEFET,
’ 30
—4_ . ‘l 40
— [ 120
— 3 .
F2 Chemical | Shift (ppm) " 1'4 ' 1‘3 " 1'2 " 1‘1 " 1:1 " § ' é " ?' ' é " EI " 4‘ " 3' ' 2‘ ' 1'
343. =27 U771 A
1D NMRA XY LA EAEIZ2D NMRALY LD Y 7 7 L A ZITVET,
1. F1:23 ppm, F2:1.85 ppmftiido v —27 ZHEk L £ 7,
gr, Ea1
—-ﬁ Ea2s
E £ 245

\\\\\\\ T AU WA A A WAL A Al
F2Chemical Shift (ppm) ~ 1.93 182 191 180 1.89 188 187 186 185 184 183 18 18 180 179 178 177

-
il la

2. Alignment: manual [ Pees 2 IRL =2 b U 77 LUAEE TR T v 7 LET,

ACD/Spectrus Processor Tutorial 40



3. 2D NMR 7 — & OULER - fifthy

24_F_HSQCDEPT.esp

i

Aﬁ.___________ -k
i

35

=

i

F2ChemicalShift (ppm) 193 182 191 190 189 188 1.87 186 185 1ls4 183 182 181 180 179 178 177

- \%*

3. V77 LUAMIEREMASNET,

24_F_HSQCDEPT.esp

Sty

=

{

R L L L e R L ] L s R ] A L | LA A LA R LA B LA Vs M) LR L ) vl
F2 Chemical Shift (ppm) 193 192 181 190 189 18 187 18 1385 1&5: 183 182 181 180 178 178 177

Note  JEAE DA E 1L Status bar CHERH Sk E 9,

24 F HSQGCDEPTesp SETUP 10 CURVES Peaks: 0 Grid (H: 0, 03 |F2 =1835 ppm  Fy= 22503 ppm I

3.5. E°—ZHEHT

B ALY BILD Y — T fENT 21TV E, Spectrus Processor T, 1D, 2D ALY ML ZFNFICHERE R F4T
TOMENRH Y EF, MBS TRICT D=7 ZZNEND AT MUICEI D EZ THER LN 6, F¥
ZEDLHERNTL X9, L VMHERBREZITOIZWESIE. NMR WorkbookZ Il L TS 72& vy, £72, 1D
AT BV DE— 7 AT OFEREREO TETIARATF 2 — MV T ATIIER L ET, ST 5F2—F) 7 ves
LTS,
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2

D

NMR 5 — % OULER - fi@h

35.1. HARZ p U

LI ORRICEEZ ATV E T

. H 21 F 1Hesp I 24 F HSQCOEPT.esp W 23 F 13C.ESP - sl
HF H.es;{ Mod(s) MoZ(s)
D:(ACD20 ZEX AMPLESISPECMARMULTIF IMPRAMNERT F_1HFID o w
S
3 DME0-8
M7 (t) ;
055 4 —
OB
-
LEE hd
045 3
040 3
n3s 3
nan 3
025 =
3 |- mosgmy
o
020 3 L2 mosh)
= - -
Ll
045 3 o
w =+
k| e 2 MO1(m)
p ° o|w w o e
040 w ;oo el i 828 -
i | m EE 2
= =] - i @ =]
- =<
005 3 | b !' &
o J | d \ A L_. ll
2 o o = = =
3 g8 & =1 & =
s = = = i =
U i s u O
T T T T T T T T T T T T T T T T T T T T T T T T T T
50 75 7o 50 55 50 45 40 3.8 30 25 20 Chemical Shift (ppm)

352 BCx~Z h L

T ORRIZEAEZITOE T, ZOFITiE, HSQC-DEPTDIE M A BB T RFE DB OIFHREZ TR E L TANT

WET,
.FI 21_F_1H.esp

H 24_F_HSOCDEPT esp

H 23_F 13CESP

21 323 F_13cESP
20 CWsersiel ACDDOMDeskiopiData'Distributable Data'Spectrus_ProcessoriNEW Spectrus Processor Files\F Imipramine23_F_13Cifid
19
.
17 MOT()
e
" =
14 @ MO2(=)
13 MOB(=) :l
B 3, CH
W
11 Wi0ds) =
MOgs)  MOB(E) - &
b . MO3)
1o g0 8
M=) o o =)
08 n o = =
i b
os 2 1 5 =
=
oi
07 M11: 147.85 ppm; 55 1C o
MOs(s)
0B " MO1(z)
iE3 E
b
04
03
0z
01
a
0
R L) RS LA | AL AL SLALA LA RARANLASAS LAMS RSN UAAS LA RS LA LA RSN ML) SALAI BARAE LALAS LU LA WAARE LAAA SLAME LA RALIRARAL LALRS ML) AAAAS LU LR SLAAN WAL RS R LA RARAE LAY LA A AN LA LA
230 220 2 200 190 160 170 160 1450 140 130 120 110 100 an &0 7 B0 an 40 30 20 10 Chemical Shift (ppm)
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3. 2D NMR 7 — & OULER - fifthy

35.3. HSQCA~Z kL

BIER LT WE ) ICH GO A IERFE R L TRBEET, IDAXRY ML OEREZMHE LN HEEEZ T 25
GENIAANERTITODHLEWTL X 9,

21_F_H.esp LLCI ~
|01 CD201 2EX AMPLESISPECMANMLLTIG_IMPRAMNER F_1HIFID o =
0s 4 h
04 3
03 3 -
E .
M5—
0z 3 = MOB(m)
w =
E 2 3
e || |\ 2820g o
Al © oo
R Ml P 2
E I/ I M’ﬂ
R /L S S
z z 2
= L=l -
) [ — —
5 T T T T T T T T T : T T T T T T T T T T T
78 7 74 73 72 &l 70 849 ] 87 B8 B5 Chemical Shift (ppm)
20 NMR Jﬁ\i
Hsao =
[ — —
E s
E 120
E 125
N L ]
3
o
Q
o =
2
i E 135
T e I - v
=2 Chemical Shitt (ppm) 78 7 74 73 72 74 70 549 88 87 68 65 54

1. Workflow bar?®Peak by Peak %41 L £,

Peak by Peak
¥, Y, walue

T Click to set peak, click and drag ]
18 to set peak volume, drag from label \ - i

to atom to assign peak

TH 0 W) /Fzz'?ppm = 147894 ppm
Co- th o #H-F L
Interpret Database Ilepurl

2. WBOEC—ITNADLLICRT v ITERLET,
] P Sl

712,129.84

T T
73 72 741 T if: 73 i) 71 70
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3. 2D NMR 7 — & OULER - fifthy

3. UUTHEBRICKNER Y — 7 T XTUITEEZITWE T, (ZOFITIEIDMSOD v — 7 [ZIERZ AL TWET, )

.n 21 F iHesy H 24_F HSOCDEPT.esp W 23_F 13CESP  ~ =
20 MM
HEGC
L. L
gE B =
Ul [ " | ']
o
10
183 2233
Il 20
3.09,31.51 |
[F0] a0
376 4700 H 40
264 4186 50
304, 5492 G0
70
a0
a0
100
110
£93,12284
e 713, 12668 , 120
—_—— 130
71212984
140
150
160
170
\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\
=2 Chemical Shift (pom) 16 15 14 13 12 11 10 9 ] 7 B 5 4 3 2 1 ] -1 -2 -3 -4

3.6. BEEX DALY 1T

K AT NV OGEGFEGEXOM Y ) 247 F 97, Spectrus Processor Cid, 1D, 2DAXY hLZEHUUT
BEZFATTAMENDH Y £9, LEIL U THINT D E =27 ZZNENDART MUIZHI Y B2 THER L 72
WO NEEZEDD L RNTLE 9, X0 EREIEZITVIZWEET1E NMR WorkbookZ FIJJH L T 7230y,

1. OV INT—=23HonLomE7 7 A AR HE STV ET, Open Datas SRk /L0D
EXAMPLES¥spectrus¥MULTI¥F_IMIPRAMINE 7 4 /L # N®OSTRUCTURE_F.sk27 7 A V& KT v /' &
Fa w7 LT,

Eh 0 MULTI
. A _B-AMINO-1_3-DIMETHYLURASIL
. G_4-METHOXYPHEMY_4-FIPERIDIN-4-YL_METH®&NONE
= . FIMIPRAMINE

. 21 F_TH

. 23 F_13C

. 24 F HSQCDEPT

. F-INSTRI-ARAW

B STRUCTURE FSK2

E--E--E--E
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3. 2D NMR 7 — & OULER - fifthy

2.

ZOEMER FNFEND ALY MVITITWET,

21_F_1Hesp DMSO-d6
DA CD201 ZEX AMPLESISPECMANMULTIF _IMPRAMINELZ1_F_1HFID MO4(s) 2
CrHalz Ty
e MO &
o
100 ‘l/ﬁl/"‘\ MIBCm) K
AN MOl 5
N N o
075 ] TN
I
0504 . MOS()
,/ Tl " MO1{m)
‘ Rl e B "
025 -y Eol B |pgtes
o =
FI N L -
I 3 g 23 =
i — o — o™ —
L u [ U
= e AT T I T T [BAALIAL SMAL L L AR At L L Ml A T T T
16 15 14 13 12 11 10 k] g \? 6 s 4 3 2 1 0 1 2 -3 Chemical Shift (ppm)
2D NMR NN
HsGc i i u
208, 3151 1.83,22.33 E o
i “ E 50
s -
/%\ N .i—2 &4, 4195 E
oY 6.33, 122.84 376, 47108
TN = 713,12668 E 00
i 3 "~ 3
. ] S T2, 11961
E k VR : E 150
a E
]
@ F 200
I
I E
: T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T
=2 Chemical Shift (ppm) 16 15 14 13 12 11 10 a 8 7 [ s 4 3 2 1 0 -1 2 3 4
23 F 13CESP m
Cilsersitel ACDDOMDesktopData Distributable Data\Spectrus _ProcessorWEW Spectrus Processor Files'F  Imipramine 23 _F_1 30 ic MOM(S)
CpeHaMa o -
2 MOS(s) MOB(S w
(=) MOZE) MO3(s)
MO e o n b
A P o
5é .2 75 |
3o =
- L MOS(s)
075 ""B‘/ N & 2 W01(5)
RN = 5o 2
N g 3oz i
050 A = o 2 H
| 5
o Sy
@ 025 / ‘
o
E
W !
6 LR LR RRARS ML LA AL R AL AN AN RS AL USR] LR LAt A LRAR) AR AR MR LA RALLEARAL] NARLE LA ML RN AL LAY AL LAY RALRE AL LS RS (AALEAAAAN \LAAS LLAAS NAARIAALN BRI AL AL RAAM AR AL §
230 220 20 200 190 180 170 {E0 150 140 130 120 40 f0n 90 &0 70 B0 50 40 30 20 10 Chemical Shift (ppm)

3.7. SRIBERIE

KA MVOMERBEZITVE T, Spectrus Processor Cid, 1D, 2DAXY MNLENZEIUTEAEL FZATT
LERH Y FT, BBEISCTHISTHAE =7 ZENENDANT MUZEID X THER LR 6, 1FE%
DD ERWTLE S, LYEEREBREEZITO VAT, NMR WorkbookZFIIF L TL 72& 0y,

3.7.1. HARZ FLVDORE

1.

=
[

Workflow bar®Assignment 2 3&R L £ 7,

Assignment

Drag from peak to atom to assign;
colored circles appearing on structure
indicate the most probable atoms

o 5 -3

Database

o
|

Chem Ske
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3. 2D NMR 7 — & OULER - fifthy

2. ZOMOE—IRERINDHBEGH OB RESEIRBRELITVET,

. H 21_F_1H.esp
AMPLESASPECMANMULTIF _IMIPRAMIME'21 _F

21_F_1Hesp
DoZD201 21E
C |5H2‘N2

08 4

08 o

07 4

06 o

05 o

04 o

03 o

0z o

01 4

H 24_F HSQCDEPT.esp

H 23 F_13C.ESP

s
MO4(s)

T
/ 8 o

o
11 —14

—3.06
—3.05
~303

e~ # @3

0]

=]

(=)

285 ]

[C1396

LCzo4

v_

A

DMSO-dE

N [0
o

3.

Recent files Al .

All files
SPECMAN

3 1DNMR
- 2DNMR.
(&) GHROM
(3 CURVE
- MASS
() MATRI{
(53 MULT

= 3 FIMIPRAMINE
&) 21F1H
&) 2BF13C
& (33 24.F_ HSQCDEPT
@ () F-INSTRI-ARAW
- [5) STRUGTURE Fsk2
- [ G_FELODIFINE
- 5 HMETOPROLOL
- [ MITURE

- [~ SCRIPTS
& i

&9 o[

) AG-AMINO-1_3-DIMETHYLUF
&[5 CA-METHOXYPHENY 4-PIPE|

>@a

L
E]

mnsH:n@@

2

o0

09

o7

06

0s

04

02

o1

H 21 F1Hesp H 24

2 _F_AHe
D iaCDI0!
Coalz

F_HSQCDEPT es| H 23 F_13CESP

p
TEXAMPLESISPECMANMULTIF_MPRAMNE1_F_1HIFID

Mo7(d, 13.6)
MO6(m, 12.4y

MOB(d, 14.3)

M08 (s, 15.5)

~7A5704 744

LT, [ARRICEEZITV, BERIRREEZ TV E T,

Mo2(s, 21,20

=

265 2
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m

e

Note  All Fields #7"Y = v 28R L7 BRICIT BUHED A7 VI TR RIRER T T DT A =4

—MNLAR— MIFEA S ET, Move Up & Move Down R

ST DI & TERRAEEEL S5 Z LR WRETT,

16.Styles # 7% 7 U w7 L, &/\T7 A =42 —RICEMMEFHE AT 57201, Show Borders F= v 7Ry 7 A
PBIRLET, 7 —/V R4 EFRT HIZ1EShow Names F = v 7Ry 7 Z&RIKR L, £7-.0ne Column
F 2w IRy I AERRT DL, [A—DT LTI A—F—%FRLET,
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4, LR— FDOIERK

5| ACD/Parameters Template @
| Fields | Styles |
[¥]Shaw Borders [ one Golumn
[¥]Show Mames [CIFit to B
[]Expand to Bottom
Mames Font Stvle
frial - 8 -
Bald Ttalic
Walues Font Stvle
frial - 8 -
[[JEald  [[]Htalic
[ o OK ] IXOanceI] [ ? Help ]

7. WEAATa Ry 7 AZTOK 2270 v 7 LET,

18. %Iz, 77 L — hOERRE A L CA T, Report Template Y — /L3ER SN TWD Z &L 2R L.
§4.21 @0 E5IZL T, 77— FFHICHMEWEAEZHALE T, FKxIi7-ACD/ChemSketch
Template ¥ A 7 v 7R 7 A2ZTC, Template Type U A k TIZCOMMON %, Objects U A F TlE

Formatted TextZi®fR L £ 9, Settings %7 Vo7 LET,

19.Formatted Text Template ¥ A 7 0 /R v 7 AREKRINET, ZOXATal Ry 7 Anb, ZOT
T — e HOTER SN2 TOLAR— FTHREARTT 57 F X MEREZBINT 52 ERHKRET,
Z X, "This Template is created for practice purposes"7z & & AJJLET,

A

(5] ACD/Formatted Text Template

- -

el

’Times Wew Roman v] I'ID

Thiz Template is created for practice purposes

-/ I (2)(Z)u) E==) W

L]

[ VoK || Xcancel| [ 2 Hep |

51T, Insert A¥ v 7YV 7 LHERICA SN 51E#H ($DocName, $DocPath, $SpecPar,
$UserData,$Date, $Time, $PageNum) #i%iE L7, £n I bHSelect Field ¥4 7 1 7Ry 7 22T
Name U R h26$Date ZER LOKZ 7 UV v/ LET, 742 MELIRET S Z LB AHETT,
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4, LR— FDOIERK

Select Field —
Hame Format
> | | dd mm
$0ocMame
$00cPath
$5pecPar W 0K l ’ X Cancel ]
L $UszerData
— —
$Time
$FageMum

BRIEL 2D F9,

PToXy7rr 7 L— FBERSINET,

@ T —hFTV7 FOBRE

Uit

AxX e

1D NMR 2D NMR
Spectrum Spectrum
(ID=1) (ID=2)
: 1D NMR 1D NMR
| Chemical Structure Spectrum Parameters
' (ID=1) (ID=1)

COMMON
Formatted Text

Note  Formatted Text Template %1 7 1 7Ry 7 204 FiZdH D Alignment R % > Tldk, A&

EEE | g W00,

NERETY, ZOMNEITT VL —h - F TV hOF:

BCOTyT—h ATV MEAZR, A7V =7 FOMEBERORE S EZLBEIISCTEELET,

5.

Select/Move/Resize Y —/L ks BB ET,

LERY A XAELER LN T V= A

WLUES,

FUFL—bF T FNERA L M5B L Move B vz B nERanES, CORETRS

YT HILTAT V=7 FOMEBEZBINT 5 Z EBAHRET,

J—FR&RA LV T5HE, Resize I"A UV HIBREREINET, TORETR I v I/T52LTHTV=7 b

DY A ZaBHES D LBRHKET,

EFROXIIZL, 77— FOKREEEL ET,
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4. LR— N OfERL

® LR—F T — FNDOETF

T 7= heAVTUR= F2fERT 51203, Bl VA= - 77— ha*sk2 BT TRFET S
VENH Y FT,
1. File A==—/»5HSave As ##{R L, Save DocumentAs ¥ A 7 u/ Ry 7 2%FRLET, RIFHE
T AN ERELET,
Note — ERIFIDANCT 7' L— h &l LIZWEEIZIE, ChemSketchd # A kb« S—2T, fERLH
DLAR—hK 77 —hrDR¥=2 A2 b4, (noname00, 01, 02, etc) #fERE L., €D F¥
= A M4 % Select Report Template A 7 a2/ Ry 7 AZTHRELET,

ACD/Spectrus Processor Tutorial 62



