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Abstract
2-IsopropoxyphenylN-methyl carbomate (5) which are the active ingredient of the trade name baygonpesticides had been prepared by reacting equal mole of catechol with 2- chloropropanein a basic medium followed by treatment  with carbonyl chloride in dry toluene at zeroCo,togive,2-isopropoxyphenylchloro formate (4). Reaction of the later with methyl amine in presence of base afforded the required product (5). 
The structure of the product was diagnosed by comparing it is physical properties and spectral data with the litertures(1)
الخلاصة
     2- ايزوبروبوكسي فنيل –N- مثيل كاربميت (وهي المادة الفعالة لمبيد البايكون) حضر عبر طريقة جديدة وذلك من خلال تفاعل الكاتيكول مع 2- كلوروبروبان في وسط قاعدي لنحصل على المركب ايزوبروبوكسي فينول وعند مفاعلته مع المركب كلوريد الكاربونيل حصلنا على 2- ايزوبروبوكسي فنيل كلورو فورميت. حيث تم مفاعلة الأخير مع مثيل أمين بوسط قاعدي من ثلاثي مثيل أمين ليعطي الناتج بكمية جيدة ونسبة عالية.
Introduction
Baygon is a pesticide and it is an insecticide used for extermination and control of many household pets, it is very effective for crickets, ants, carpenter ants, spiders and ather. In 1975, baygon introduced Australia firt for killing cockroaches and crowlinginsects [2-7].


N- Alkyl- carbomates are valuable products and display anuseful activity as plant disease control agents and various type of compositions containing these agents have been recommended. Liquid compositions can be prepared with solid carbomate in two main forms namely as: suspensions and solution. Commerciallycalled propoxur. One of the process is provided for the preparation of N- alky carbomates by direct reaction low molecular alkylisocynatesin particular methyl isocynate and substituted phenolic precursor [8-9] as shown in scheme(1) in an inert organic solvent in presence of basic catalyst and normally selected from ter. amine eq. triethyl amine. The active ingredients of baygon are characterized by its stability in basic mediumbut may hydrolysed in acidic one, colorless crystals which dissolve in most organic solvents.it is an active insecticides and its broad spectrum effect lead to use as a general pesticides to control a wide rang of insects and its low toxicity against mammals incited [10-12].
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Scheme (1)

Experimental
Uncorrected melting points were determined using Gallenkamp melting points apparatus. IR spectra were recorded by using pye- Unicom sp 1100 spectrophotometer as KBr disc. IH-NMRspectra were recorded on a 60 MHz Hitachi- Elmer spectrophotometer in chemistry department college of Education (2001). The biochemical assay was done in protecting plant department. Agriculture and Forestry college. Mosul University.


Theoretical physical calculation and three dimension configuration (3D) were pointed out using “ chemoffice” program version and MOPAC method [13-15].
Synthesis of carbonyl chloride:


Don’t expose to this material because it is severe toxicity to prepare this material in small quantity in the laboratory. To get rid of any excess of this gas, it is collected in a cooled toluene at zero cofor used in future at thisform. Theexperiment was
conducted under  strictlyanhydrous condition.

In a 250 ml 3-necked round bottomed  flask containing sulphuric acid (100%) with  small quantity of burn celite fitted with a condenser and additionl funnel linked with tube to around bottom flask containing cooled toluene to collect carbonyl chloride  gas , the flask connected to atrape containing sodium hydroxide  solution in order to get rid of the evolved hydrogen chloride .Heating up the acid to around 120-1300 with the addition of carbon tetrachloride gradually from the dropping funnel .collect the carbonyl chloride as a gas dissolve in toluene with hydrogen chloride pass through to sodium hydroxide solution trap.

Synthesis of 2-Isopropoxy pheny-lchloroformate (4): A solution of o-is opropoxyphenol (152 g) in water (500 ml) and sodium hydroxide (44g) was stirred for one hour, the reaction temperature is maintained at 85c0  . Cooled the mixture to 20 c0 and added gradually 96 part of carbonyl chloride intoluene (300) part over aperiod of one hour at – 50c0 with continuous stirring for additional one hour at 20-c0  .The mixture was poured into water and extracted with diethyl ether. Evaporation of the solvent afforded an oil which was purified by chromatog-raphy over alumina eluting with toluene gave the required compound (4)
2-Isopropoxyphenyl–N-methyl carbamate(5). 

The 2- lsopropoxyphenylformate was treated with aqueous methyl amine (40%) with stirring at zero c0- in presence of triethyl amine (5ml) with continuous stirring for farther one hour at 25c0 .The cooled mixture was filtered off to give crystalline solid which was washed with water.Recrystallization from benzene afforded pure compound (5). M.P.=87-900 ,yeild 65% . IR ( KBr disc)  cm-1 1600 cc=c aromatic ),1735 (CO2), 3100 (C-H aromatic) 3345 (N-H). H-NMR (CDCL3), TMS, Fig (1) , 1.4 (d,2CH3), 2.9 (s,CH3), 4.5 (m,CH), 5.4 (bs, NH), 7.0 (s,4H, aromatic).

Biological evolution of 2- Isopropoxy phenyl- N- methylcarbomate.

To conduct this study, five cencen-trateion (0.01, 0,004, 0.003, 0.002 and 0.001) of the active ingredient of baygon dissolved in chlorofrom with duplicated of each concentration which contain ten insects from species of sensitive insects (Trogo derma grananium) placed in petridish treated with 1ml of a solution of biological active compound. The control treatment has treated with distill water.

The reading register after four hours and the graph of toxicity of the correcting death rate using a butt equation and calculated the value of concentration of the killed insects for 50% (Lc50)= 0.0125

Results and Discussion
         In the present work, the active ingredient of the pesticide, 2- is- opropoxyphenylmethylcarbomate was synthesized following a developed method. Involving conversionof o- isopropoxyphcnylchloroformate (it self available from the reaction of equal mole of isopropyl chloride with catechol in a basic medium of sodium hydroxide following the method of Williamson for the synthesis of the ether by admixing with methyl amine in presence of triethyl amine to give chiefly o- isopropoxyphenyl –N- methyl carbomate in a good yield.


A plausible reaction path way describe above can be depicted as shown in scheme (2)
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The structure of (5) was suggested by spectral data. The infrared spectrum showed absorption band of carbonyl group around 1735 cm-1and aband at 3345cm-1attributed to NH group. H-NMR spectrum which showed a singlet at 7.0 ppm assigned for aromatic protons, one proton broad for NH at 5.4 ppm, a multiplate at 4.0 ppm for methane protons, a singlet peak at 2.9 ppm for methyl group and six protons resonated as a doublet at 1.4 ppm assigned for tow methyl groups Fiq (2).

The possible path way accounting for the formation of the coupound(5) was shown in scheme(3)
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The bioassay test for the active ingredient 2- Isopropoxyphenyl –N- methyl carbamate (5) gave c10=0.0125.

Further information about the isolated products was obtained from theoretical collection which made means of quantum mechanical semi empirical method (SCF) and molecular mechanics method (MM2). Table (2) and (3,4) gave the calculated relevant physical properties of the products (3) and (4,5).
The 3D.configuration for (3) and (4,5) are shown in Fig (3) and (4,5)
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Table (1) physical properties of compound (3)
	Stretch
	Bend
	Stretch bend
	Torsion
	Non-1,4 VDW 
	1,4
VDW
	Dipole dipole
	Total

	0.784
	5.21
	0.0858
	-6.576
	-1.055
	5.7944
	-0.3642
	3.8818

	Critical pressure
	Critical Temp
	Critical Volume
	Gibbs Free
	Heat of Formal
	Melting Point
	Mass Spectra
	Mol Weight
	MolFormule

	38.531
	725.466
	459.5
	-124.75
	-307.37
	336.06
	152.190
	152.190
	C2H12O2
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Table (2) physical properties of compound (4)

	Stretch
	Bend
	Stretch bend
	Torsion
	Non-1,4 VDW
	1,4

VDW
	Dipole dipole
	Total Steric Energy

	1.3697
	6.655
	0.1340
	-5.794
	-7656
	8.9593
	6.963
	26.9229 Kcal

	Boiling Point
	Critical Pressure
	Critical Temp
	Critical Volume
	GibbsFree energy
	Heat of 

Formation
	Melting Point
	Mass Spectra
	Mol Weight
	Molecular Formule

	510.80 Kelvin
	38.531 Bar.
	725.466 Kelvin
	459.5 cm3/Mol
	-124.75 Kj/Mol
	 -307.37Kj/Mole

Kj/Mol
	336.06 Kelvin
	214.645
	214.645
	C10H11CLO3
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	Melting point
	Boiling ponint
	Stetch
	Bend
	Steeching bending
	Torsion energy
	Non-1,4 VDW
	1-4 VDW
	Dipole dipole
	Partition coffecient
	Molecular Formula

	354.39 K
	613.31
	0.8889
	6.7499
	0.08636
	-4.941
	-3.3089
	7.486
	-0.1158
	3.27
	C11H15NO3


Table (3) Physical properties of compound (5)
	Water solubility
	Mole refractivity
	Stretch
	Total energy
	Steric energy
	Heat of Fromal
	Critacl temp
	Critaclpresurs
	Element analysis
	Gibs free enegy
	Mol.

wt

	2G/L
	5.718
	6.5
	7.4516K cal/mole
	1.2358
	-446.62
	755.7 K
	26.325 BAQR
	C,63,14, H,7.23,N ,6.69

O,22.94
	138.9 Kal/J
	209.24



[image: image5.emf]
3D-Structure of 2-Isopropoxy phenol   (3)

[image: image6.emf]
3D-Structure of 2-Isopropoxyphenyl-chloroformate  (4)


[image: image7.emf]
3D-Structure of 2-Isopropoxyphenyl-N-methylcarbomate (5)
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 alphaHelixColor="0xffff5780"

 betaSheetColor="0xffc00024"

 coilColor="0xffff57c0"

 nucleicAcidColor="0xffc0c000"

 labelFontName="Times New Roman"

 labelFontSize="12"

 labelFontColor="0xff000000"

 sphereSizeBy="SizeByRadius"

 sphereSizeScale="25"

 dotsSizeBy="SizeByRadius"

 dotsDensity="50"

 buildingAutoRectify="yes"

 buildingAutoCleanupAtomTypes="yes"

 buildingAutoApplyStandards="yes"

 buildingAutoCenter="yes"

 macroMol="no"

 buildingBondProximatePercent="10"

 hydrogenAtomDisplayMode="ShowAllHydrogens"

 hydrogenBondDisplayMode="HideHydrogenBonds"

 lonePairDisplayMode="ShowAllLonePairs"

 showResidueLabels="no"

 displayDelocalizedSystems="yes"

><view

 id="2"

 viewScaleFactor="32.2146"

 viewWidthPixels="739"

 viewHeightPixels="458"

 viewTransform=" 1 0 0 0 0 1 0 0 0 0 1 0 0 0 0 1"

 fieldOfView="0.785398"

 stereoMode="Disabled"

 viewFocusCenter="-0.539936 0 -2.29701e-017"

 viewOffset="0 0 0"

/><group

 id="3"

 isCollapsed="yes"

 groupName="Main"

><fragment

 id="4"

 groupName="Fragment"

 groupID="1"

><atom

 id="5"

 atType="C Alkene"

 symbol="C"

 userNum="3"

 cartCoords="-1.61661 -1.81291 0.912177"

/><atom

 id="6"

 atType="C Alkene"

 symbol="C"

 userNum="4"

 cartCoords="-2.99961 -1.63841 0.863677"

/><atom

 id="7"

 atType="C Alkene"

 symbol="C"

 userNum="5"

 cartCoords="-3.53431 -0.393812 0.531177"

/><atom

 id="8"

 atType="C Alkane"

 symbol="C"

 userNum="9"

 cartCoords="2.65163 -2.08091 0.492332"

/><atom

 id="9"

 atType="C Alkane"

 symbol="C"

 userNum="14"

 cartCoords="-0.715325 5.01301 -0.905461"

/><atom

 id="10"

 atType="H"

 symbol="H"

 userNum="17"

 cartCoords="-3.66863 -2.48236 1.08766"

/><atom

 id="11"

 atType="C Alkane"

 symbol="C"

 userNum="10"

 cartCoords="0.767984 -2.53584 -1.0659"

/><atom

 id="12"

 atType="C Alkene"

 symbol="C"

 userNum="6"

 cartCoords="-2.68591 0.676388 0.247277"

/><atom

 id="13"

 atType="H"

 symbol="H"

 userNum="19"

 cartCoords="-3.10755 1.65795 -0.0149314"

/><atom

 id="14"

 atType="H"

 symbol="H"

 userNum="21"

 cartCoords="2.92176 -1.80518 1.53625"

/><atom

 id="15"

 atType="H"

 symbol="H"

 userNum="16"

 cartCoords="-1.19497 -2.79451 1.17424"

/><atom

 id="16"

 atType="O Carboxyl"

 symbol="O"

 userNum="13"

 cartCoords="-0.1779 3.76198 -0.571243"

/><atom

 id="17"

 atType="O Carbonyl"

 symbol="O"

 userNum="15"

 cartCoords="-2.18946 2.88651 -0.340977"

/><atom

 id="18"

 atType="O Carboxyl"

 symbol="O"

 userNum="11"

 cartCoords="-0.47879 1.54149 0.0200671"

/><atom

 id="19"

 atType="C Carbonyl"

 symbol="C"

 userNum="12"

 cartCoords="-0.991682 2.73542 -0.298894"

/><atom

 id="20"

 atType="H"

 symbol="H"

 userNum="20"

 cartCoords="0.743023 -2.92843 1.06397"

/><atom

 id="21"

 atType="H"

 symbol="H"

 userNum="18"

 cartCoords="-4.625 -0.25623 0.492837"

/><atom

 id="22"

 atType="H"

 symbol="H"

 userNum="22"

 cartCoords="3.0958 -3.07073 0.243864"

/><atom

 id="23"

 atType="H"

 symbol="H"

 userNum="23"

 cartCoords="3.04467 -1.31051 -0.208223"

/><atom

 id="24"

 atType="O Enol"

 symbol="O"

 userNum="7"

 cartCoords="0.575317 -0.91217 0.675696"

/><atom

 id="25"

 atType="H"

 symbol="H"

 userNum="24"

 cartCoords="-0.339435 -2.5928 -1.16154"

/><atom

 id="26"

 atType="C Alkane"

 symbol="C"

 userNum="8"

 cartCoords="1.13612 -2.15848 0.362951"

/><atom

 id="27"

 atType="H"

 symbol="H"

 userNum="25"

 cartCoords="1.21265 -3.52554 -1.31396"

/><atom

 id="28"

 atType="C Alkene"

 symbol="C"

 userNum="2"

 cartCoords="-0.768212 -0.742712 0.628377"

/><atom

 id="29"

 atType="C Alkene"

 symbol="C"

 userNum="1"

 cartCoords="-1.30291 0.501888 0.295877"

/><atom

 id="30"

 atType="H"

 symbol="H"

 userNum="26"

 cartCoords="1.16151 -1.76532 -1.76604"

/><atom

 id="31"

 atType="H"

 symbol="H"

 userNum="27"

 cartCoords="0.111275 5.7335 -1.09622"

/><atom

 id="32"

 atType="H"

 symbol="H"

 userNum="28"

 cartCoords="-1.34281 5.38338 -0.0641228"

/><atom

 id="33"

 atType="H"

 symbol="H"

 userNum="29"

 cartCoords="-1.34077 4.91534 -1.82091"

/><bond

 id="34"

 bondAtom1="11"

 bondAtom2="27"

 bondOrderType="0"

 bondOrder="1"

/><bond

 id="35"

 bondAtom1="11"

 bondAtom2="25"

 bondOrderType="0"

 bondOrder="1"

/><bond

 id="36"

 bondAtom1="8"

 bondAtom2="23"

 bondOrderType="0"

 bondOrder="1"

/><bond

 id="37"

 bondAtom1="8"

 bondAtom2="22"

 bondOrderType="0"

 bondOrder="1"

/><bond

 id="38"

 bondAtom1="8"

 bondAtom2="14"

 bondOrderType="0"

 bondOrder="1"

/><bond

 id="39"

 bondAtom1="26"

 bondAtom2="20"

 bondOrderType="0"

 bondOrder="1"

/><bond

 id="40"

 bondAtom1="12"

 bondAtom2="13"

 bondOrderType="0"

 bondOrder="1"

/><bond

 id="41"

 bondAtom1="7"

 bondAtom2="21"

 bondOrderType="0"

 bondOrder="1"

/><bond

 id="42"

 bondAtom1="6"

 bondAtom2="10"

 bondOrderType="0"

 bondOrder="1"

/><bond

 id="43"

 bondAtom1="5"

 bondAtom2="15"

 bondOrderType="0"

 bondOrder="1"

/><bond

 id="44"

 bondAtom1="19"

 bondAtom2="17"

 bondOrderType="13"

 bondOrder="2"

/><bond

 id="45"

 bondAtom1="16"

 bondAtom2="19"

 bondOrderType="0"

 bondOrder="1"

/><bond

 id="46"

 bondAtom1="16"

 bondAtom2="9"

 bondOrderType="0"

 bondOrder="1"

/><bond

 id="47"

 bondAtom1="18"

 bondAtom2="19"

 bondOrderType="0"

 bondOrder="1"

/><bond

 id="48"

 bondAtom1="29"

 bondAtom2="18"

 bondOrderType="0"

 bondOrder="1"

/><bond

 id="49"

 bondAtom1="28"

 bondAtom2="24"

 bondOrderType="0"

 bondOrder="1"

/><bond

 id="50"

 bondAtom1="24"

 bondAtom2="26"

 bondOrderType="0"

 bondOrder="1"

/><bond

 id="51"

 bondAtom1="26"

 bondAtom2="11"

 bondOrderType="0"

 bondOrder="1"

/><bond

 id="52"

 bondAtom1="26"

 bondAtom2="8"

 bondOrderType="0"

 bondOrder="1"

/><bond

 id="53"

 bondAtom1="29"

 bondAtom2="12"

 bondOrderType="15"

 bondOrder="2"

/><bond

 id="54"

 bondAtom1="7"

 bondAtom2="12"

 bondOrderType="15"

 bondOrder="1"

/><bond

 id="55"

 bondAtom1="6"

 bondAtom2="7"

 bondOrderType="15"

 bondOrder="2"

/><bond

 id="56"

 bondAtom1="5"

 bondAtom2="6"

 bondOrderType="15"

 bondOrder="1"

/><bond

 id="57"

 bondAtom1="28"

 bondAtom2="5"

 bondOrderType="15"

 bondOrder="2"

/><bond

 id="58"

 bondAtom1="29"

 bondAtom2="28"

 bondOrderType="15"

 bondOrder="1"

/><bond

 id="59"

 bondAtom1="11"

 bondAtom2="30"

 bondOrderType="0"

 bondOrder="1"

/><bond

 id="60"

 bondAtom1="9"

 bondAtom2="31"

 bondOrderType="0"

 bondOrder="1"

/><bond

 id="61"

 bondAtom1="9"

 bondAtom2="32"

 bondOrderType="0"

 bondOrder="1"

/><bond

 id="62"

 bondAtom1="9"

 bondAtom2="33"

 bondOrderType="0"

 bondOrder="1"

/></fragment></group><attachmentCoordinates

 id="63"

 attAttAtom="29"

 attAngleAtom="28"

 attThirdAtom="12"

 attOtherAtom="18"

 attAngle="181"

 attAngleType="-1"

/><attachmentCoordinates

 id="64"

 attAttAtom="28"

 attAngleAtom="29"

 attThirdAtom="5"

 attOtherAtom="24"

 attAngle="181"

 attAngleType="-1"

/><attachmentCoordinates

 id="65"

 attAttAtom="5"

 attAngleAtom="28"

 attThirdAtom="6"

 attOtherAtom="15"

 attAngle="181"

 attAngleType="1"

/><attachmentCoordinates

 id="66"

 attAttAtom="6"

 attAngleAtom="5"

 attThirdAtom="7"

 attOtherAtom="10"

 attAngle="181"

 attAngleType="1"

/><attachmentCoordinates

 id="67"

 attAttAtom="7"

 attAngleAtom="6"

 attThirdAtom="12"

 attOtherAtom="21"

 attAngle="181"

 attAngleType="-1"

/><attachmentCoordinates

 id="68"

 attAttAtom="12"

 attAngleAtom="7"

 attThirdAtom="29"

 attOtherAtom="13"

 attAngle="181"

 attAngleType="1"

/><attachmentCoordinates

 id="69"

 attAttAtom="26"

 attAngleAtom="8"

 attThirdAtom="11"

 attOtherAtom="24"

 attAngle="181"

 attAngleType="1"

/><attachmentCoordinates

 id="70"

 attAttAtom="26"

 attAngleAtom="8"

 attThirdAtom="11"

 attOtherAtom="20"

 attAngle="181"

 attAngleType="-1"

/><attachmentCoordinates

 id="71"

 attAttAtom="26"

 attAngleAtom="8"

 attThirdAtom="24"

 attOtherAtom="20"

 attAngle="181"

 attAngleType="1"

/><attachmentCoordinates

 id="72"

 attAttAtom="26"

 attAngleAtom="11"

 attThirdAtom="24"

 attOtherAtom="20"

 attAngle="181"

 attAngleType="-1"

/><attachmentCoordinates

 id="73"

 attAttAtom="8"

 attAngleAtom="26"

 attThirdAtom="14"

 attOtherAtom="22"

 attAngle="181"

 attAngleType="-1"

/><attachmentCoordinates

 id="74"

 attAttAtom="8"

 attAngleAtom="26"

 attThirdAtom="14"

 attOtherAtom="23"

 attAngle="181"

 attAngleType="1"

/><attachmentCoordinates

 id="75"

 attAttAtom="8"

 attAngleAtom="26"

 attThirdAtom="22"

 attOtherAtom="23"

 attAngle="181"

 attAngleType="-1"

/><attachmentCoordinates

 id="76"

 attAttAtom="8"

 attAngleAtom="14"

 attThirdAtom="22"

 attOtherAtom="23"

 attAngle="181"

 attAngleType="1"

/><attachmentCoordinates

 id="77"

 attAttAtom="11"

 attAngleAtom="26"

 attThirdAtom="25"

 attOtherAtom="27"

 attAngle="181"

 attAngleType="1"

/><attachmentCoordinates

 id="78"

 attAttAtom="11"

 attAngleAtom="26"

 attThirdAtom="25"

 attOtherAtom="30"

 attAngle="181"

 attAngleType="-1"

/><attachmentCoordinates

 id="79"

 attAttAtom="11"

 attAngleAtom="26"

 attThirdAtom="27"

 attOtherAtom="30"

 attAngle="181"

 attAngleType="1"

/><attachmentCoordinates

 id="80"

 attAttAtom="11"

 attAngleAtom="25"

 attThirdAtom="27"

 attOtherAtom="30"

 attAngle="181"

 attAngleType="-1"

/><attachmentCoordinates

 id="81"

 attAttAtom="19"

 attAngleAtom="18"

 attThirdAtom="16"

 attOtherAtom="17"

 attAngle="181"

 attAngleType="1"

/><attachmentCoordinates

 id="82"

 attAttAtom="9"

 attAngleAtom="16"

 attThirdAtom="31"

 attOtherAtom="32"

 attAngle="181"

 attAngleType="1"

/><attachmentCoordinates

 id="83"

 attAttAtom="9"

 attAngleAtom="16"

 attThirdAtom="31"

 attOtherAtom="33"

 attAngle="181"

 attAngleType="-1"

/><attachmentCoordinates

 id="84"

 attAttAtom="9"

 attAngleAtom="16"

 attThirdAtom="32"

 attOtherAtom="33"

 attAngle="181"

 attAngleType="1"

/><attachmentCoordinates

 id="85"

 attAttAtom="9"

 attAngleAtom="31"

 attThirdAtom="32"

 attOtherAtom="33"

 attAngle="181"

 attAngleType="-1"

/></model></C3XML>


_1399019644.txt
<C3XML

 version="11.0"

><model

 id="1"

 showAtomSymbol="Hide"

 showAtomSerialNumber="Show"

 showAtomDots="Hide"

 objectDisplayMode="BallAndStick"

 colorByMode="ColorByElement"

 backgroundColor="0xffff8000"

 backgroundShape="10"

 backgroundShapeColor="0xff000000"

 backgroundPicAlign="0"

 backgroundPicOffset="0 0"

 backgroundPicAlpha="255"

 backgroundPicTransparent="no"

 backgroundPicTransColor="0xffffffff"

 selectedColor="0xff00ffff"

 alphaHelixColor="0xffff5780"

 betaSheetColor="0xffc00024"

 coilColor="0xffff57c0"

 nucleicAcidColor="0xffc0c000"

 labelFontName="Times New Roman"

 labelFontSize="12"

 labelFontColor="0xff000000"

 sphereSizeBy="SizeByRadius"

 sphereSizeScale="25"

 dotsSizeBy="SizeByRadius"

 dotsDensity="50"

 buildingAutoRectify="yes"

 buildingAutoCleanupAtomTypes="yes"

 buildingAutoApplyStandards="yes"

 buildingAutoCenter="yes"

 macroMol="no"

 buildingBondProximatePercent="10"

 hydrogenAtomDisplayMode="ShowAllHydrogens"

 hydrogenBondDisplayMode="HideHydrogenBonds"

 lonePairDisplayMode="ShowAllLonePairs"

 showResidueLabels="no"

 displayDelocalizedSystems="yes"

><view

 id="2"

 viewScaleFactor="41.3206"

 viewWidthPixels="739"

 viewHeightPixels="458"

 viewTransform=" 1 0 0 0 0 1 0 0 0 0 1 0 0 0 0 1"

 fieldOfView="0.785398"

 stereoMode="Disabled"

 viewFocusCenter="-0.455924 1.93082e-017 3.86165e-017"

 viewOffset="0 0 0"

/><group

 id="3"

 isCollapsed="yes"

 groupName="Main"

><fragment

 id="4"

 groupName="Fragment"

 groupID="1"

><atom

 id="5"

 atType="C Alkene"

 symbol="C"

 userNum="1"

 cartCoords="-1.30291 1.83719 -0.267035"

/><atom

 id="6"

 atType="C Alkene"

 symbol="C"

 userNum="2"

 cartCoords="-0.768212 0.592587 0.0654646"

/><atom

 id="7"

 atType="C Alkene"

 symbol="C"

 userNum="3"

 cartCoords="-1.61661 -0.477613 0.349265"

/><atom

 id="8"

 atType="C Alkene"

 symbol="C"

 userNum="4"

 cartCoords="-2.99961 -0.303113 0.300765"

/><atom

 id="9"

 atType="C Alkene"

 symbol="C"

 userNum="5"

 cartCoords="-3.53431 0.941487 -0.0317354"

/><atom

 id="10"

 atType="C Alkene"

 symbol="C"

 userNum="6"

 cartCoords="-2.68591 2.01169 -0.315635"

/><atom

 id="11"

 atType="O Enol"

 symbol="O"

 userNum="7"

 cartCoords="-0.47879 2.87679 -0.542845"

/><atom

 id="12"

 atType="O Enol"

 symbol="O"

 userNum="8"

 cartCoords="0.575317 0.423129 0.112784"

/><atom

 id="13"

 atType="C Alkane"

 symbol="C"

 userNum="9"

 cartCoords="1.11274 -0.827903 0.447002"

/><atom

 id="14"

 atType="C Alkane"

 symbol="C"

 userNum="10"

 cartCoords="2.63359 -0.749251 0.428496"

/><atom

 id="15"

 atType="C Alkane"

 symbol="C"

 userNum="11"

 cartCoords="0.646499 -1.86655 -0.564609"

/><atom

 id="16"

 atType="H"

 symbol="H"

 userNum="12"

 cartCoords="-1.19497 -1.45922 0.611325"

/><atom

 id="17"

 atType="H"

 symbol="H"

 userNum="13"

 cartCoords="-3.66863 -1.14706 0.524744"

/><atom

 id="18"

 atType="H"

 symbol="H"

 userNum="14"

 cartCoords="-4.625 1.07907 -0.0700745"

/><atom

 id="19"

 atType="H"

 symbol="H"

 userNum="15"

 cartCoords="-3.10755 2.99325 -0.577843"

/><atom

 id="20"

 atType="H Enol"

 symbol="H"

 userNum="16"

 cartCoords="-0.851384 3.74413 -0.774557"

/><atom

 id="21"

 atType="H"

 symbol="H"

 userNum="17"

 cartCoords="0.768844 -1.11935 1.46463"

/><atom

 id="22"

 atType="H"

 symbol="H"

 userNum="18"

 cartCoords="2.97539 0.0095776 1.1675"

/><atom

 id="23"

 atType="H"

 symbol="H"

 userNum="19"

 cartCoords="3.05919 -1.74282 0.69393"

/><atom

 id="24"

 atType="H"

 symbol="H"

 userNum="20"

 cartCoords="2.97746 -0.457176 -0.588961"

/><atom

 id="25"

 atType="H"

 symbol="H"

 userNum="21"

 cartCoords="-0.464902 -1.92483 -0.551885"

/><atom

 id="26"

 atType="H"

 symbol="H"

 userNum="22"

 cartCoords="1.07262 -2.85983 -0.298914"

/><atom

 id="27"

 atType="H"

 symbol="H"

 userNum="23"

 cartCoords="0.990885 -1.57418 -1.5818"

/><bond

 id="28"

 bondAtom1="5"

 bondAtom2="6"

 bondOrderType="15"

 bondOrder="1"

/><bond

 id="29"

 bondAtom1="6"

 bondAtom2="7"

 bondOrderType="15"

 bondOrder="2"

/><bond

 id="30"

 bondAtom1="7"

 bondAtom2="8"

 bondOrderType="15"

 bondOrder="1"

/><bond

 id="31"

 bondAtom1="8"

 bondAtom2="9"

 bondOrderType="15"

 bondOrder="2"

/><bond

 id="32"

 bondAtom1="9"

 bondAtom2="10"

 bondOrderType="15"

 bondOrder="1"

/><bond

 id="33"

 bondAtom1="5"

 bondAtom2="10"

 bondOrderType="15"

 bondOrder="2"

/><bond

 id="34"

 bondAtom1="5"

 bondAtom2="11"

 bondOrderType="0"

 bondOrder="1"

/><bond

 id="35"

 bondAtom1="13"

 bondAtom2="14"

 bondOrderType="0"

 bondOrder="1"

/><bond

 id="36"

 bondAtom1="13"

 bondAtom2="15"

 bondOrderType="0"

 bondOrder="1"

/><bond

 id="37"

 bondAtom1="12"

 bondAtom2="13"

 bondOrderType="0"

 bondOrder="1"

/><bond

 id="38"

 bondAtom1="6"

 bondAtom2="12"

 bondOrderType="0"

 bondOrder="1"

/><bond

 id="39"

 bondAtom1="7"

 bondAtom2="16"

 bondOrderType="0"

 bondOrder="1"

/><bond

 id="40"

 bondAtom1="8"

 bondAtom2="17"

 bondOrderType="0"

 bondOrder="1"

/><bond

 id="41"

 bondAtom1="9"

 bondAtom2="18"

 bondOrderType="0"

 bondOrder="1"

/><bond

 id="42"

 bondAtom1="10"

 bondAtom2="19"

 bondOrderType="0"

 bondOrder="1"

/><bond

 id="43"

 bondAtom1="11"

 bondAtom2="20"

 bondOrderType="0"

 bondOrder="1"

/><bond

 id="44"

 bondAtom1="13"

 bondAtom2="21"

 bondOrderType="0"

 bondOrder="1"

/><bond

 id="45"

 bondAtom1="14"

 bondAtom2="22"

 bondOrderType="0"

 bondOrder="1"

/><bond

 id="46"

 bondAtom1="14"

 bondAtom2="23"

 bondOrderType="0"

 bondOrder="1"

/><bond

 id="47"

 bondAtom1="14"

 bondAtom2="24"

 bondOrderType="0"

 bondOrder="1"

/><bond

 id="48"

 bondAtom1="15"

 bondAtom2="25"

 bondOrderType="0"

 bondOrder="1"

/><bond

 id="49"

 bondAtom1="15"

 bondAtom2="26"

 bondOrderType="0"

 bondOrder="1"

/><bond

 id="50"

 bondAtom1="15"

 bondAtom2="27"

 bondOrderType="0"

 bondOrder="1"

/></fragment></group><attachmentCoordinates

 id="51"

 attAttAtom="5"

 attAngleAtom="6"

 attThirdAtom="10"

 attOtherAtom="11"

 attAngle="181"

 attAngleType="-1"

/><attachmentCoordinates

 id="52"

 attAttAtom="6"

 attAngleAtom="5"

 attThirdAtom="7"

 attOtherAtom="12"

 attAngle="181"

 attAngleType="1"

/><attachmentCoordinates

 id="53"

 attAttAtom="7"

 attAngleAtom="6"

 attThirdAtom="8"

 attOtherAtom="16"

 attAngle="181"

 attAngleType="-1"

/><attachmentCoordinates

 id="54"

 attAttAtom="8"

 attAngleAtom="7"

 attThirdAtom="9"

 attOtherAtom="17"

 attAngle="181"

 attAngleType="-1"

/><attachmentCoordinates

 id="55"

 attAttAtom="9"

 attAngleAtom="8"

 attThirdAtom="10"

 attOtherAtom="18"

 attAngle="181"

 attAngleType="-1"

/><attachmentCoordinates

 id="56"

 attAttAtom="10"

 attAngleAtom="9"

 attThirdAtom="5"

 attOtherAtom="19"

 attAngle="181"

 attAngleType="1"

/><attachmentCoordinates

 id="57"

 attAttAtom="13"

 attAngleAtom="14"

 attThirdAtom="15"

 attOtherAtom="12"

 attAngle="181"

 attAngleType="1"

/><attachmentCoordinates

 id="58"

 attAttAtom="13"

 attAngleAtom="14"

 attThirdAtom="15"

 attOtherAtom="21"

 attAngle="181"

 attAngleType="-1"

/><attachmentCoordinates

 id="59"

 attAttAtom="13"

 attAngleAtom="14"

 attThirdAtom="12"

 attOtherAtom="21"

 attAngle="181"

 attAngleType="1"

/><attachmentCoordinates

 id="60"

 attAttAtom="13"

 attAngleAtom="15"

 attThirdAtom="12"

 attOtherAtom="21"

 attAngle="181"

 attAngleType="-1"

/><attachmentCoordinates

 id="61"

 attAttAtom="14"

 attAngleAtom="13"

 attThirdAtom="22"

 attOtherAtom="23"

 attAngle="181"

 attAngleType="-1"

/><attachmentCoordinates

 id="62"

 attAttAtom="14"

 attAngleAtom="13"

 attThirdAtom="22"

 attOtherAtom="24"

 attAngle="181"

 attAngleType="1"

/><attachmentCoordinates

 id="63"

 attAttAtom="14"

 attAngleAtom="13"

 attThirdAtom="23"

 attOtherAtom="24"

 attAngle="181"

 attAngleType="-1"

/><attachmentCoordinates

 id="64"

 attAttAtom="14"

 attAngleAtom="22"

 attThirdAtom="23"

 attOtherAtom="24"

 attAngle="181"

 attAngleType="1"

/><attachmentCoordinates

 id="65"

 attAttAtom="15"

 attAngleAtom="13"

 attThirdAtom="25"

 attOtherAtom="26"

 attAngle="181"

 attAngleType="1"

/><attachmentCoordinates

 id="66"

 attAttAtom="15"

 attAngleAtom="13"

 attThirdAtom="25"

 attOtherAtom="27"

 attAngle="181"

 attAngleType="-1"

/><attachmentCoordinates

 id="67"

 attAttAtom="15"

 attAngleAtom="13"

 attThirdAtom="26"

 attOtherAtom="27"

 attAngle="181"

 attAngleType="1"

/><attachmentCoordinates

 id="68"

 attAttAtom="15"

 attAngleAtom="25"

 attThirdAtom="26"

 attOtherAtom="27"

 attAngle="181"

 attAngleType="-1"

/></model></C3XML>


_1399019642.cdx

_1399019640.cdx

