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1. AHBRCILEEE
1) E8Esso—iE4 - D—D (1, 3-dichloropropene)

2) Bl 4 4% 7or, D—D, DC

3) {bF4& . 1,3-¥ Joe7 o'y (MAFFA)
(EA-1,3-V puu?" an’ v, (EZ) -1, 3-dichloropropene (IUPACA)
1,3-¥ Jer-1-7" o~ v, 1, 3-dichloro—1-propene (C.A. £)

4) HEEX H H

A ~c=cl
Cl” " CH,CI

H o ~CH2C

kT A g
cr” ~H

5) 412 CHLL,

6) /& :111.0

7) CAS No.:  542-75-6

2. HERS OHmELFERIMER

1) 4 BB % REBGERIRE, HFEOFBER
AL b F R
2) B E. 1.221g/cn® (23°C) (LLEMFE") 1.23 g/en® (24°C) (HLEHRRHED)
3) BEA -85°C (IRIE") < -25°C (HIBEE?)
| 4) # A 103. 8-105. 2°C (ZEHE") 114.5 °C (Siwoloboffi%E?)
5) ABRIE: 4850 Pa (25°C) (B&EUJITEEY) 2982 Pa (25°C} (isoteniscopei®)
6) IREEE : (77 RA2E)
& (20°C) 2.45 g/0P 2.52 g/0?
~FE 2 {190) >610 g/kg” >607 g/kg”
*o Ly {190) >551 g/kg” 651 g/kg”
Srunuxy (19C) 479 g/ke” >458 g/kg”
T b2 (190 >589 g/kg” >697 g/kg®
AH = (19°C) >599 g/kg” 687 g/kg?
-4 % 7 —n (19C)  >545 g/kg” 584 g/ke?
ExfET 0 (19°C) 533 g/kg” >544 g/kg®
7) FREBEER FREEL 720>

1) FATH/AEFEERT/ 19904 (GLP)  2) rvivh/BF9ERT /199845 (GLP)  3) 47 9-77" vi{Tv/ABTFLRT, 20004 (GLP)
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8) HNEMEE (A2 &/ —N/K)
logPow  1.82 (20°C) (79afg & HiLY)

FS A

2.1 (30°C) (HPLCIE?)

9) AMBERENE  n-F 7 ¥ )N KGEMREBILERETH DD, ZE Lan

10) +ERERE : K=0.52~1.51, K oc=35~91 (25°C)
11) Jnzk4r gtk t,, 11.3H pH5, 20°C
ty, 11.38  pH7, 20°C
t,, 11.38  pHY, 20°C
12) Ao #EX t, 58 25°C
B#K t,, 5B 25C
WIEE 17.6 W'
BIERE R&E  310-4000m
13) ZEM:
OREZEM : 150°CE THE (REEEFGITEY)

14) UV, &#, NMR, HEA~NZ b
WHELLEIZTR T,

K=0.86~1. 66, K oc=46~136 (25°C)

ty» 11.3H  pH5, 20°C
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t,, 1138 pHY, 20C

#EK t,, 5B 25°C
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Figure C4
Infrared spectrum of C15-1,3-DICHLOROPROPENE ; 4000-500 cm-l

B10-RAD

[
[S]

NS P ~==3 U1

158,72, 23, |198—

S3%E,5, AL, 51—
T2t

»
=
i

144e.2, 16 BAY
67,9, 16 SMd——

| LT T [l 1 i
g3 I5ed 538 oSed 2008 1588 1002 508
Wavenunbors

LSRLIOUTEOT sk oo¥

LSR SHIPLEYS 57420/ ot

DoH- At Sue 243k
IR 7V (em™) B B
3086. 5 C-H{dE
2966. 5~2943. 6 C-HiFHE
1628.7 C=Ci#fE
1440. 4 C-HEAIES
1335.0 C-HENEHRE
1258, 7~1225. 5 C—CI#i#E
1034. 7 C-HEAZE AR
753. 5~677. 0 C-CLEHE




AEFHCER S R WHICE S AR CARORIER 13- D B BHRICH 5.

=R

PO WA ~TaDm -

T REED T RANRY b T A

(KE N F o b oBFFERT, 19984F, GLP)

FIGURE®R

Infrared spectrom-of Telone (trans isomer)

1004

801

603

40

o

4000 3500

3000 2500 2000 1500

Wavenumbers

IR 7 {em™) e B
2860~3068 C- i
1630 C=C{i#
1449 CH,ZE f4 15280
1238~1290 G- CffR
<1000 C-HEAZE A IRED
<1000 C-Cl{HfE

o—10

|
1000 500




AEENCHH SN ERICRIENRUCAEOEEDT 1,3—D SEiBEESICH D,

VAEDH - NMRARZ F L (RR)

a0
TO: D. Hanselman Q
FROM: G. Babbitt (3416 {2
DATE: 1Feb96 8%

SUBJECT: PROTON NMR OF CIS 1,3 DICHLOROPROPENE

FAPC# 963018
TSN100275
H<2>

H<> |

H<1 > |
H<3>
Gl Cl

RESULTS

PROTON NMR OF CIS 1,3 DICHLORQPROPENE

Aldtich CAS- Spectrum #
Proton Shift TSN100275' 542-75-6' 7921~

H1 6.23 6.23 6.20/6.30
H2 6.01 6.01 6.0
H3 4.23 4.23 4.2
Coupling {,

Hz)

1,2 7.11 6.67 8.4
1,3 1.14 Alla 1.8
2,3 7.42 7.79 7.2

* ML-AL -80-00075; 'CDCly

DISCUSSION: Thare was insufficient sample to obtain a reliable 13C nmv spectrum or FTIR.

Note that our analysis is in good agreement with the Aldrich reference spectrum (The Aldrich

Library of 13G and H FT NMR Spectra, edition , C. .J. Pouchert and J Behnke, Vol. |, p.-144B, Aldrich
Chemical Company, Inc., 1998) but differs from that offered by the Dow reference, especially with

respect to the coupling constants. [ believe that differencas that do exist between our J values and Aldrich
are due to the graphical analysis used fo extract them from the Aldrich spectrum. Most notable is J(1,2)
8.4 Hz recorded from the Dow data - almost 2 Hz difference which exceeds experimental error. The Dow

data. did-not specify the soivent used in the analysis.

CONCLUSION:

The proton nmr spectrum of TSN100275 (GO3407) is consistent with its identity as CIS 1,3
DICHLOROPRCPENE as proposed. .
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7 9% ) é
TO: D. Hanselman W \7 D\g LJL&
FROM: G. Babbitt (3416

DATE: 1Feb96
SUBJECT: PROTON OF TRANS 1,3 DICHLOROPROPENE

FAPC# 963019
TSN100276

<2>

H<3>
He<z>

Cl_~

H<t> ClI

RESULTS

PROTON NMR OF TRANS1,3
DICHLOROPROPENE

Aldrich CAS- Spectrum #
Proton Shift TSN100276' 542-75-6' 1302~

H1 6.32/6.37 6.35 6.3/6.5
H2 6.10 £.09 6.2
H3, 4.05 4.05 4.1
Coupling (J,

Hz) ‘
1,2 13.14 13.3 12.6
1,3 1.24 n/a 1
2,3 7.41 779 6.7

* ML-AL 80-00076; 'CDCl,

DISCUSSION; There was insufficient sample to obtain a reliable 19C nmr spectrum or FTIR.

Note that our analysis is in good agreement with the Aldrich reference spactrum (The Aldrich
Library of 13C and 1H FT NMR Specira, editior , C. J. Pouchert and J Behnke, Vol. [, p. 144B, Aldrich
Chemical Company, nc., 1993) but differs from that offered by the Dow reference, aspacially with
respect to the coupiing constants and the shift of H2. | believe that differences that do exist between ocur J
values and Aldrich's are due to the graphical analysis used to axtract them from tha Aldrich spectrum. Mc
notable is the shift of 6.2 ppm for H2 reported in the Dow reference; this Is clearly in error as neither
our data nor Aldrich's show any shifts at this position.

CONCLUSION:
The proton nmr spectrum of TSN100276(G03406) is consistent with its identity as TRANS 1,3
DICHLOROPROPENE as proposed.
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VAEKRDBC - NMRARZ M (RE)

DowElanco
9330 Ziosnville Road
Indianapolis, IN 46268-1054

306/E1/454
February 28, 1996

D.Hanselman, 306/A-1
ADDENDUM TO IDENTITY CONFIRMATION OF TSN160275

FAPC#: 963018
ANALYSIS: GO3407

RESULTS:

Carbon 13 nmr and ftir analyses are consistent with the proposcd identity of tsn100275,
CIS 1,3-DICHLOROPROPENE:

Cl 1:3—’7: CI

DISCUSSION:
Carbon 13 amr chemical shifts (in €DCI3 solvent) are assigned above.
George Babbitt x3416
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ABEHC T SN FRICR 2 MR R CNE O EEIT 1,3—D SR G#SICH 5,
b7 2 AEDBC - NMRAARZ ML (RE)

DowElanco
9330 Ziosnville Road
Indianapoljs,JN 46268-1054

ADDENDUM TO IDENTITY CONFIRMATION OF TSN100276

FAPC#: 963019
ANALYSIS: GO03406
RESULTS:

Carbon 13 nmr and ftir analyses are consistent with the proposcd identity of tsn100276,
TRANS 1,3-DICHLOROPROPENE:

H cl

<17%: 01>

Cl =41/95> H

DISCUSSION:

Labeled above are the observed carbon 13 nmr chemical shifts (in CDCI3 solvent) and they
are in excellent agreement with literature values (Organic Magnetic Resonance 8, 229(1976)) of
122.70, 129.0 and 41.80 ppm respectively for the relevant carbons.

George Babbitt x3416
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File
Operatoxr
Acquired

Instrument :
Sample Name:
: FA&PC 963018

Mise Info

Vial Number:

KEF Y - TS aY A o AFERT
(BFEEA 4 {kiE, 2000, GLP)

VARDEEZH AT b

Mass Spectrum

: C:\BPCHEEM\1\DATA\960033A.D
: Jesse Balcer

5 Feb 96 4:22 pm using AcqMethod DEFAULT
5972 - In '
TSN100275

2
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450000
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N¥EX Y TS ad A o AR

NI U ABDEERS AR ML
26 b (B 7HE®8 A A Ak, 2000 %, GLP)

Mass Spectrum |
File : C:\HPCHEM\1\DATA\960032A.D
Operator : Jesse Balcer
Acquired : 5 PFeb 96 3:46 pm using AcqMethod DEFAULT
Instrument - 5972 ~ In
Sample Name: TSN100276
Misc Info : FA&PC 963019
Vial Number: 1
andance Average ot 3.4B5 o 3.525 min.: Y6003ZAD (=)
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4. BA DMK

n

(2)

(3

(4)

97 % Al
D-D
AR

54.5% < AFRA

D-D

A=WV i R I

& EHY

60% < AZRA

D—-D

soelrvrtsy

& ERHF

40 % it 7
D—-D

AFuATFAYTH=b

HFHEBAE

97. 0%
3. 0%
54. 5%
41. 5%
4. 0%
60. 0%
35. 0%
5. 0%
40. 0%
20. 0%
40. 0%
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