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Protecol of the H-1 NMR Prediction (Lib=5U Solvent=DMSO 300 MHz):

Node Shift  Base + Ine. Comment (ppm rel. to TMS)
NHZ 4,79 1.50 amine
7 1 unknown substituent (s}
3.29 general corrsctions
CH  7.60 7.26 1-benzens
n.ss 1 —c=n hd
< Be

Cl
7.72

Estimation quality is indicated by color: good, medium, rough

Protocol of the H-1 NMR Prediction (Lib=SU Solvent=DMSO 300 MHz):

Node shift  Base + Inc. Comment (ppm rel. to TMS)
NH2 4.79 1.50 amine
2 1 unknown substituent (s)

3.29 general corrections
CH 7.60 7.26 1-benzene

0.55 1 -c=0

0.19 1 -c=0

-0.40 general corrections
CH 7.60 7.26 1-benzene

0.19 1 -c=0

0.55 1 -c=0

-0.40 general corrections
CH 7.72 7.26 1-benzene

0.19 1 -c=0

0.28 1 -c=0

-0.01 general corrections
CH 7.72 7.26 1-benzene

0.28 1 -c=0

0.19 1 -c=0

-0.01 general corrections

1H NMR Coupling Constant Prediction

shift atom index coupling partner, constant and vector

4.79 14
7.60 6
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8 1.5 H-C*CH*C-H
7.60 9

8 7.5 H-C*C-H

7 1.5 H-C*CH*C-H
7.72 7

6 7.5 H-C*C-H

8 7.5 H-C*C-H

9 1.5 H-C*CH*C-H
7.72 8

9 7.5 H-C*C-H
7 7.5 H-C*C-H
6 1.5 H-C*CH*C-H
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DFR(BEIUYI> Atom> Show Atom Numbers). IIAEMEFR R (HYUvY> Atom> Show
Stereochemistry) . RUX—BMHEDIEENCIRETT

F ™
@ ChemDraw Professional - [Untitled A4 Document-1 *] Q@u
&) Fle Edit View Object Structure Text Curves Colors Search Add-ins Window Help EEE

BEBGRE=0O@raXRGm -1qQ =
[ N I=EE==BIUREXLX B

o =|x|
Pointer:

X 0am

¥: 0am

dx: Ocm

dY: Oem

Selection:

00 .
x‘ 6.936 cam
OO0 Y: 3.659an
W: 6.531am
H: 5.793 an

Other: _2-am1no-3-ch]oro- 1 ,4-naphlhoqumonc‘

Angle:
Dist.:
Yo
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9. {EZ&EWmY-I
ChemDraw Professional Tld. {EZ&EmY—-ILH%HDET,
RISEENT, Structre > Analyze Stoiciometry #3&IRUEY
BE#NCHFERENTEIN. STREFRRMEMEINET

+ — 3
Reactants Products

Formula CeHg C Hg Formula CoH;
MW 78.11 56.11 MW 118.18
Limiting? Yes No Equivalents

Equivalents %Completion

Sample Mass Expected Mass

%Weight Expected Moles

Molarity Measured Mass

Density Purity

Volume Product Mass

Reactant Moles Product Moles

Reactant Mass %Yield
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ETERUAERICEAIIBVEDHET !
E1E%ASHT
V=2v)THA1 > BEKRED
T A IINBHEED
ChemOffice ) -X&RIBH
BEES 144-0052
RRE#PAHKEHS TE37& 15
A 7ONRILT 4BE
&EiE 03-6424-9659
E-mail contact-pki@cs.jp.fujitsu.com

TR by TRIRORAM BB VEDEE
PerkinElmer %t
informatics.support@perkinelmer.com
VIRNIIT DAY A= WK TECRI T2 BB LU RGBT DIERICOVTIE.
http://www.perkinelmer.com/informatics/support/contact
DYR— R IA—=LICEBAZLTZE,
(BIR—=RIA—AGBARGETEEAWIZFET. )

B E
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