
name LD50 met_ASA- metmol_HF s203op_HF pleavinggroup_HF 

Dichlorvos 80 199.2043 -244.69032 -285.31088 -73.35437 

Dicrotophos 21 81.777443 -260.48975 -288.63028 -93.416557 

Naled 250 280.40225 -245.70934 -289.40735 -80.82048 

Tetrachlorvinphos 4000 321.56198 -220.79099 -289.21741 -56.951118 

Trichlorfon 650 199.2043 -244.69032 -288.51459 -73.35437 

Ethoprop 34 91.576172 -133.61584 -226.09341 -31.04273 

Azinphosmethyl 13 218.336 -109.32515 -291.29816 35.658031 

Dimethoate 215 122.48422 -211.36884 -291.02527 -67.413918 

Ethion 13 159.14995 -367.31531 -301.3436 -224.02383 

Malathion 1375 139.9424 -356.95435 -288.68307 -215.00049 

Methidathion 31 169.5584 -178.06532 -289.33832 -31.929041 

Phorate 2 110.50526 -193.74376 -301.06171 -34.08604 

Phosmet 147 198.72774 -188.66084 -291.91156 -37.14341 

Sulprofos 65 169.33276 -158.01031 -259.04169 -31.04273 

Terbufos 2 116.81284 -201.3054 -300.86646 -42.186272 

Fonofos 3 150.70935 -104.22206 -242.30548 -1.51167 

Oxydemetonmethyl 47 112.07986 -216.6349 -288.09186 -84.107109 

Profenofos 358 256.00974 -155.18021 -256.30417 -31.04274 

Chlorpyrifos 155 261.56778 -233.39902 -300.34021 -66.455803 

Coumaphos 41 200.4463 -290.23615 -299.91061 -128.41826 

Diazinon 250 74.127708 -231.39392 -301.51581 -50.53891 

Fenitrothion 740 183.47121 -218.56702 -286.49997 -70.274879 

Fenthion 215 140.19368 -223.17502 -291.30865 -55.577419 

MethylChlorpyrifos 1500 272.26114 -220.91377 -289.59247 -66.453217 

Methylparathion 14 193.30469 -214.62279 -289.03897 -64.989067 

Parathion 13 191.70354 -225.67815 -301.27756 -64.997017 

Pirimiphos methyl 1450 73.797295 -197.19872 -289.81958 -30.024401 

Fenamiphos 8 111.0808 -196.34753 -260.34009 -55.57843 

Methamidophos 31 95.662086 -143.55673 -249.63911 -16.980379 

Isofenphos 28 117.0134 -282.57285 -264.59851 -141.95853 

 



 
name AgingLeavingGroup_HF s203opaged_HF origmol_HF sybyl_comfa $PRED_eq2 $PRED 

Dichlorvos 57.720989 -334.80103 -244.6903 3.599 3.1145158 3.5938478 

Dicrotophos 57.72176 -334.00986 -260.4642 4.701 3.8505735 4.6663442 

Naled 57.720989 -337.58765 -245.7093 3.465 3.0007176 3.450341 

Tetrachlorvinphos 57.721699 -337.95773 -224.873 2.171 2.9411495 2.1991487 

Trichlorfon 57.721729 -337.94638 -313.842 3.599 3.3109202 3.610703 

Ethoprop 34.492409 -272.13812 -133.6079 4.882 4.7900658 4.7271042 

Azinphosmethyl 57.721722 -335.52359 -22.97911 4.548 4.4267454 4.6168017 

Dimethoate 57.721748 -336.88916 -124.5035 4.309 4.4112258 4.2638311 

Ethion 34.493641 -341.86667 -190.444 5.018 4.3781052 4.9151521 

Malathion 57.721729 -335.86423 -267.6442 2.696 3.5826247 2.4929152 

Methidathion 57.721722 -337.41272 -91.60236 4.316 4.2221842 4.3069482 

Phorate 34.543282 -343.0636 -109.5055 5.101 5.1699333 5.2558312 

Phosmet 57.721691 -336.04749 -103.1279 4.059 3.9948208 4.0661516 

Sulprofos 50.58881 -339.52658 -66.87204 4.515 3.8853528 4.3948355 

Terbufos 34.49239 -339.44119 -118.3401 5.418 5.132637 5.5592022 

Fonofos 34.492378 -279.65366 -19.92016 5.309 5.062521 5.2228012 

Oxydemetonmethyl 57.721031 -334.03741 -216.8033 4.367 4.7557411 4.2821302 

Profenofos 14.6974 -343.1615 -155.1683 3.437 4.5904226 3.4958122 

Chlorpyrifos 34.492378 -339.36301 -144.3263 3.807 4.0369821 3.9491985 

Coumaphos 34.543282 -336.83441 -201.8755 4.494 4.189188 4.547924 

Diazinon 34.544472 -339.9039 -143.5183 3.676 4.6681008 3.8769586 

Fenitrothion 57.72176 -333.31345 -133.027 3.628 3.8242941 3.5809412 

Fenthion 57.721741 -335.07806 -140.2052 3.663 3.7031622 3.6857712 

MethylChlorpyrifos 57.72179 -329.20206 -131.6743 3.040 3.3505688 3.0259862 

Methylparathion 57.721722 -333.2247 -123.4445 4.616 3.8461723 4.5703268 

Parathion 34.49239 -340.42627 -135.945 5.035 4.6036043 5.1549473 

Pirimiphos methyl 57.721748 -331.91586 -110.0059 2.579 4.1274676 2.6465056 

Fenamiphos 18.88801 -340.81134 -193.1192 4.920 4.7273965 4.9603872 

Methamidophos 52.472469 -334.42508 -143.5567 4.686 4.0933943 4.5527868 

Isofenphos 18.88802 -340.48413 -197.7985 4.488 4.3224611 4.4414148 

 


