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0. #HEWCFERER

1. ZAHRULHFME

1) HERES D —A%% : D—D (1, 3~dichloropropene)

2) B 4 st : 7ar, D—D, DC

3) fkae4 1,3-¥" Joe? va'y (MAFF4)
(E2)-1,3-" 7087 0n" s, (EZ)-1, 3-dichloropropene (IUPACA)
1,3-%"you-1-7"vA"# 1, 3-dichloro-1-propene (C.A. %)

4) HER H
ALK

FZ At

5) 4= : CHCL,
6) 4F1L: 111.0
7) CAS Mot 542-75-6

2. AR OHE(CFRER

Npam— o

CI” O CHLCH

H

H. __ __CHCI
c=c
cr”

~

H

1) 4 8-’ & PO RARE . MRERMATIRR
P RE PSR K
‘ 2) & & L 221g/cn® (23°C) CHLEEHEIE") 1,23 g/end® (24°C) (HLIEHEHE?)
./ 3) EEEA -85°C (#kisiL") < -25°C (i)
4) # = 103, 8-105. 2°C  (ZREFHE") 114.5 °C (Siwoloboff#?)
5) BKE : 4850 Pa (25°C) (#PO78:") 2982 Pa (25°C) (iscteniscopeit?®)
6) BREE . (77 23¥)
A& (20°C) 2.45 g/ 2.52 g/p®
~7 & (19°C) >610 g/kg” >607 g/keg”
F 1Ly {19°0) >551 g/kg? >551 g/kg”
ooz (19C) 479 g/kg? >458 g/kg”
7Tk (1970 >589 g/kg" >597 g/kg”
A& /=N (19°C) >599 g/kg® >587 g/kg”
1-A2 % 7 —n (18C)  >545 g/kg® >584 g/kg?
EesE 4 (19°C) >533 g/kg® >544 g/kg®

7) BRBEES

1) 744 AR, 19904 (GLP)  2) ~/Fvh/BIFSERT/ 19984E (GLP)

BERE L 22w
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3

59777 v {1 A FERT 20004 (GLP)
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11) 7K STARHE

12) KPR

13) &EM :
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logPow

A

8) HEURE (n-A2 5/ —n/K) :
1.82 (20°C) (F77adRE H#EY)
9) EMBREHE A2 ¥ — NS ARDEREMILERIETH DO, BH L2V
K=0.52~1.51, K oc=35~91 (25°C)

t,p, 11.3H  pHb.
ty, 11.3B  pH7,
t,, 11.3A  pH9,
#EK t,, 508
B#K t,, 58
FeEE 17.6 W/

MEREFE 310-400nm

150°CE TRE (REEEBIIE)

14) UV, #H, NMR, BEREA~27

20C
20°C
20°C
25%C
25°C

o RE

AFRHIRI S IS HR AR R URNE OREE 1,3 -D NS < H 5,

2.1 (30°C) (HPLCEE®)

t,, 11.38  pHS,
ty, 11.3E  pH7,
ty, 11.38 pHI.
BEAK t,, 5
B#RAK t,,, 5A
JeFEEE 17.6 W/n?

HEERHEEE  310-400nm

K=0.86~1.66, K oc=46~136 (25°C)

20C
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25C
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Figure C4
Infrared spectrum of CIS-1,3-DICHLOROPROPENE : 4000-500 co-l
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AFEH I S - IR AR R UNBOE{EE 1,3-D HEffEmHScH 5,

YAREDH - NMRARZ b (J&18)

5t
TO: D. Hanselman W ()
FROM: G, Babbitt (3416
DATE: 1Feb96 Iz K5

SUBJECT: PROTON NMR OF CIS 1,3 DICHLOROPROPENE

FAPC# 963018
TSN100275
H<2>
He>
H<1 >
H<3>
Cl  Ci

RESULTS

PROTON NMR CF C1S 1,3 DICHLOROPROPENE

Aldrich CAS- Spectrum #
Proton Shift TSNt00275' 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 {J,

Hz)

1,2 7.11 6.87 8.4
1.3 1.14 Sla 1.8
2,3 7.42 7.79 7.2

* ML-AL -80-00076; 'CDClg

DISCUSSION: There was insufficient sample to obtain a reliable 13C amr spectrum or FTIR.

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

Library of '3C and 'H FT NMR Spectra, edition , C..J. Pouchert and J Behnke, Vol. I, p.-1448, Aldrich
Chemical Company, Inc., 1993) but differs from that offered by the Dow reference, especially with
respect to the coupling constants. | believe that differances that do exist between our J values and Aldrich
are due to the graphical analysis used to extract them from the Aldrich spectrum. Most notabls 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 solvent used in the analysls.

CONCLUSION;

The proton nmr spectrum of TSN100275 (GO3407) is consistent with its identity as CIS 1,3
DICHLOROPROPENE as proposed. .
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b5 AEDH - NMRR <7 ML (IREB)

é
TO: D. Hanselman ;ﬂ;% \70\3 Lf& ‘
FROM: G. Babbitt (3416

DATE: 1Feb96 ‘

SUBJECT: PROTON OF TRANS 1,3 DICHLOROPROPENE

FAPC# 963019
TSN100276
H<z>
H<3>
Cl .~
—H<3>
H<1> CI
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 6.09 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 7478 6.7

* ML-AL 80-00076; 'CDCl,

DISCUSSION: There was insufficient sample to obtain a refiable 13C nmr spectrum or FTIR.

Note that aur analysis is in good agreement with the Aidrich reference spectrum (The Aldrich
Library of 13C and 'H FT NMR Spectra, edition , C. J. Pouchert and J Behnke, Vol. |, p. 144B, Aldrich
Chemical Company, inc., 1983) but differs from that offered by the Dow reference, espegcially with |
respect to the coupiing constants and the shift of H2. | belleve that differences that do exist between our J |
values and Aldrich's are due to the graphical analysis used to extract 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:
Tha proton nmr spectrum of TSN100276(GO3406) is consistent with its identity as TRANS 1,3
DICHLOROPROPENE as proposed.
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ADDENDUM TO IDENTITY CONFIRMATION OF TSN100275

FAPC#: 963018
ANALYSIS: GO3407

RESULTS:

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

Cl <57 cl

H H

DISCUSSION:
Carbon 13 nmr chemical shifts (in CDCI3 solvent) are assigned above.

George Babbitt x3416

PEER REVIEW:
IJC Al Ae R JOEZTRY  Ace Consss TETIT

Ay 17!6'_/0/30/"0J=70 JRucv e .

ARy

o—15



AFEHI B SN - HBICR AR R UNEOETE 1,3—D BB b 5,
KEF Y - TSat A T AERT
(2000 4. GLP)

YREDBC - NMRARY L

Carbon NMR




ABEBHIRW SN BRI FR SRR UCRNEORET 1,3-D ZifBE2IC 5 5,

7V REDBC - NMRARZ L UBR)

DowElanco
9330 Ziosnville Road
Indianapolis 268-1054

306/El/4.
February 2 6

D.Hanselmar, 306/A-1
ADDENDUM TO IDENTITY CONFIRMATION OF TSN100276

FAPC#: 963019
ANALYSIS: GO3406

RESULTS:

Carbon 13 nror and ftir analyses are consistent with the proposcd identity of tsn100276,
TRANS 1,3-DICHL.ORCPROPENE:

H Cl

H

DISCUSSION:

Labeled above are the observed carbon 13 nmr chemical shifts (in CDCl3 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.
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Mass Spectrum
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B g AN |ftRENO g % g
E U B B @ v A2k P ARE
R B i , .
= P RE. & || w | @ |pme|ox| s |gom|ox| 2y
0 — B [ < o002 2 |< o002 < 0.02 2 |<0.02
TRERD B 2w W om | ! 0 s | 160 2 | 156 140 2 | 136
(KRS 1 1 81.5 2 77.6 80.0 2 76.0
1 2 X 50.9 2 48.7 52.8 2 51.4
1 4 17.0 2 16.0 22.8 2 21.9
Mg fo 54 % E #
0. 0308 100g 1 6 i 4.23 2 4.08 8.45 2 8.35
ZHAAEH 0 — s < 0.02 2 |<o0.02 < 0.02 2 < 0.02
Eila ) 1 0 162 2 161 147 2 146
1 0.5 # | 104 z | 103 86. 8 2 86.8
(s L) 1 1 49.3 2 48.9 54.5 2 53.6
1 2 17.5 2 16.8 26.0 2 25.3
iBfms4E X 1 4 4,10 2 3.43 8.15 2 7.38
0 — v | < 0.001 2 |< 0001 [< o000 2 [< 0.001
G R 2% m Ml 0 If 124 2 | 122 110 2 | 109
kR R ) 1 1 i 0.470 2 0. 445 0.750 2 0. 740
= 1 2 ﬁ 0.030 2 0.029 0. 044 2 0. 044
1 3 0.015 2 0.014 0.024 2 0.024
o ] :
Fa% 56 4L (/_.ﬂ; 48 8") 1 7 % 0. 006 2 0. 006 0.014 2 0.014
b Atk 45 1% 44
+
0 — T < 0001 2 [< 0001 |< 0.001 2 |< o0.001
H MBS B SRt 164ppm | 0 7 | 130 2 | 127 114 2 |z
i k3o fk 156ppm | ! 1 I 0. 640 2 0.635 1.08 2 1.07
(b R AT £) 1 2 0. 140 2 0. 140 0. 190 2 0. 185
1 3 0.011 2 0.010 0.015 2 0.014
BaFn 56 47 EL 1 7 0. 006 2 0. 006 0.008 2 0.008
0 — BB | < 0.001 2 [< 0.001 |< 0.001 2 | < o.001
B HERS B EHG oz wm om | ! ¢ E“ 124 2 | 122 133 2 | 132
1 lhr | T 40.3 2 40. 2 38.1 2 38.0
(L EK SR 1) . 1 1 &3] 0. 840 2 0.825 2.27 2 1.90
1 3 0.010 2 0. 008 0.019 2 0.018
27 ¢
B3 F0 54 4EHE ng/'n I 7 ,% 0.009 | 2 0.007 0.010 | 2 0.010
1 14 ¥ 0.008 2 0. 007 0.007 2 0. 007
33
A g
13000ppm 0 — F [ < 0.001 2 | < 0.001 < 0.001 2 | < 0.001
TRV R4S B [ 5} b T Al 1 0 124 2 | 123 125 2 | 124
14000ppm 1 lhr 30.0 2 29.5 31.5 2 31.2
(MAHER L) 1 1 3.18 2 3.08 3.06 2 2.92
1 3 0.022 2 0.021 0. 050 2 0.046
B3F0 54 fEHE 1 7 0.012 2 0.010 0.010 2 0.010
1 14 0. 008 2 0. 007 0.010 2 0.010
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