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What is literature-based cheminformatics?

e Using computational methods on PubMed
e Make the best use of this resource

e Over 28 million records / citations
e 100 years of research about chemicals and what they do in biological systems

 Motivation — address shortcomings of PubMed
e Fine-toothed comb
e Bird’s eye view
e Collaborations
e Bottom line — years of accumulated knowledge — we need it

e Deliver our methods to the public
e Excel Abstract Sifter
e EPA NCCT CompTox Chemistry Dashboard at comptox.epa.gov
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29504531 2018 Induction of Amyloid-B42 Production by Fipronil and Other Pyrazole Insecticides. Cam, Durieu, Bodin, Manousopoulou, KoslovJournal of Alzheimers disease : J.
|| 20496188 2018 Evaluation of supereritical fluid chrom hy coupled to tandem mass spectrometry for pesticide residues in food. Cutillas, Galera, Rajski, Fernandez-Alba  Journal of chromatography. A
i 29478160 2018 An update of the Worldwide Integrated Assessment (WIA) on ic i icides. Part 3: al to systemic insecticide  Furlan, Pozzebon, Duso, Siman-Delso, Sanchi Enviranmental science and pollu
|| 29452251 2018 Using in vitro derived enzymatic reaction rates of metabolism to inform pesticide body burdens in amphibians. Glinski, Henderson, Van Meter, Purucker  Toxicology letters
|| 29432839 2018 Protective effects of rosuvastatin and vitamin E against fipronil-mediated oxidative damage and apoptosis in rat liver and kidn  Abdel-Daim, Abdeen Food and chemical toxicology : &
29408355 2018 Molecular cloning, spati poral and f ional of GABA receptor subunits RDL1 and RDL2 of the rice stem borer Sheng, Jia, Ozoe, Huang, Han, Zhao Insect biochemistry and moleculg
i 29407826 2018 Activated carbon as a means of limiting bi ilation of hlori triclosan, triclocarban, and fipronil fron  Dang, Kroll, Supowit, Halden, Denslow Chemosphere
|| 29380196 2018 Assaciation of detoxification enzymes with butene-fipronil in larvae and adults of Drosophila melanogaster. Arain, Shakeel, Elzaki, Faroog, Hafeez, Shahi Environmental science and pollut
|| 28372771 2017 [Determination of fipronil and its metabolites in eggs and egg products with gas ch hy-negative chemical i Shen, Liu, Zhang, Yu, Cai, Liu, Wang Se pu = Chinese journal of chrom
29372770 2017 [Rapid screening of figronil and its metabolites in egg and egg products by solid phase extraction-liquid chromatography-quad Guo, Shi, Li, Yi, Deng, Xiao, Wang, Li, Liu, Sh Se pu = Chinese journal of chrom)
i 29372769 2017 [Determination of fipronil and its metabolites in bird eggs by ultra-perf liquid ch hy-tandem mass spectrom  Li, Zheng, Wang, Qiu Se pu = Chinese journal of chrom
|| 29337424 2018 Enantiomeric separation of six chiral pesticides that contain chiral sulfur/ph atoms by itical fluid ch Zhang, Miao, Lin Journal of separation science
|| 28331520 2018 Vitamin C biochemical and g damage in common carp (Cyprinus carpio) upon joint exp to bined t h far, Shahid, Qurashi Aguatic toxicology (Amsterdam,
29291857 2018 Development and validation of an ultra performance liquid chromatography Q-Exactive Orbitrap mass spectrometry for the dei Chen, Gao, Liu, Pan, Chai, Liu, Lu Food chemistry
i 29283416 2017 In Vitro Selection of a Single-Stranded DNA lecul Element against the Pesticide Fipronil and Sensitive Detecti Hong, Sooter International journal of molecula
|| 29281267 2018 Capture and Reductive Transf ion of Hal d by an Activated Carbon-Based Electrolysis System for Treatn Li, Mitch Environmental science & techn
|| 29265060 2017 An unusual case of insecticide poisoning presenting as acute kidney injury. Yadla, Sailaja, Ahmed, Uppin, Arlappa Saudi journal of kidney diseases
29250360 2017 Crystal structure of fipronil. Park, Kim, Kwon, Kim Acta crystallographica. Section E,
i 29223796 2018 Species specific RNA A-to-1 editing of mosquito RDL modulates GABA potency and influences agonistic, potentiating and antag  Taylor-Wells, Senan, Bermudez, Janes Insect biachemistry and moleculd
|| 29198202 2017 Effects of i icides chlorpyrif benzoate and fipronil on Spodoptera litura might be mediated by OBPs and CSF  Lin, Jiang, Zhang, Cai Bulletin of entomological resear
|| 29190596 2018 The impacts of modern-use pesticides on shrimp aquaculture: An assessment for north eastern Australia. Hook, Doan, Gonzago, Musson, Du, Kookana Ecotoxicology and environmental
29183589 2017 Novaluron ingestion causes larval lethality and inhibits chitin content in Leptinotarsa decemlineata fourth-instar larvae. Xu, Meng, Shi, Deng, Guo, Li Pesticide biochemistry and physi
: 29183375 2017 RDL mutations predict multiple i icide resistance in heles sinensis in Guangxi, China.

Yang, Huang, Li, Feng, Qiu Malaria journal
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29372769 2017 [Determination of fipronil and its metabolites in bird eggs by ultra-performance liquid chromatography-tandem mass spectrom i, Zheng, Wang, Qiu Se pu = Chinese journal of chrom
29337424 2018 Enantiomeric separation of six chiral pes es that contain chiral sulfur/phosphorus atoms by supercritical fluid chromatogra Zhang, Miao, Lin Journal of separation science
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26169219

Efficacy of a new combination of fipronil and permethrin (Effitix®) against Phlebotomus perniciosus in dogs.

Efficacy of a new combination of fipronil and permethrin (Effitix®) against Phlebotomusperniciosus in dogs~Abstract: Two controlled clinical trials were carried out to
assess the anti-feeding and adulticidal effects of a spot-on combining fipronil and pgrmethrin (Effitix(#®), Virbac, Ca
The first study (Exp. A) was a dose-determination study in which 3 doses of permelthrin (30 mg/kg, 60 mg/kg and 120 mg/kg) were compared. The second study (Exp. B)

Hrin applied to dogs was 60 mg/kg). Twenty four and

ros, France) against Phlebotomus perniciosus in dogs.

was an efficacy study using commercial dose of permethrin contained in Effitix(®) (the
twelve Beagle dogs with equal sensitivity to sandflies were included in Exp. A and in Exp. B+espectively Ders were challenged with female sandflies (50 per dogs in Exp.
A and 80 in Exp. B) for 60+5 min on Days -7, 1, 7, 14, 21 and 28 (Day 0 being treatment day). Counts and engorgement determination of dead and alive sandflies were
performed after each exposure to treated and untreated dogs. Dead sandflies were also counted 24 h after exposure. In Exp. A, the repellency induced by an

minimum dose of perme

administration of 30 mg/kg of permethrin to dogs was above 91% for the first two weeks and then dropped to 82.2, 83.1 and 81.1% on Days 14, 21 and 28, respectively.

For dogs receiving 60 mg/kg of permethrin, the repellency was a bit higher with 95.8, 97.6, 92.1, 91.4, and 86.8%, for Days 1, 7, 14, 21 and 28, respectively. The
repellency induced by 120 mg/kg of permethrin was significantly higher than that induced by 60 mg/kg of permethrin on Day 14 only. In Exp. B the anti-feeding effect of
the spot-on formulation was 94.1, 97.8, 96.3, 90.8 and 87% on Days 1, 7, 14, 21 and 28, respectively. The mortality effect was 98.9, 99.1, 99.8, 97.0 and 89.7% on Days
1,7, 14, 21 and 28, respectively. At each challenge point, the mortality and anti-feeding effects on sandflies were significantly different between control and treatment
group (plt;0.05). The results indicate that a monthly administration of this new combination of permethrin and fipronil could be used as an effective sandfly control
strategy in dogs and therefore recommended for use in an integrated leishmaniosis prevention program.

PubYr Authors

2015 Franc, Liénard, Jacquiet,
Bonneau, Navarro, Bouhsii
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4 | 23785993 10 2013 [Determination of ten pesticides of pyrazoles and pyrroles in tea by accelerated solvent extraction coupled with gas chromato;  Xu, Lu, Chen, Lan, Zhang, Yang, Zhou Se pu = Chinese journal of chromatc
5 10 2002 Development of a mouse model to determine the systemic activity of potential flea-control compounds. Santora, Zakson-Aiken, Rasa, Shoop Veterinary parasitology
6 61692 2015|Efﬁcacy of a new combination of fipronil and permethrin (Effitix®) against Phlebotomus perniciosus in dogs. | G|Franc, Liénard, Jacquiet, Bonneau, Navarro, 1Veterinary parasitology |
7 | 25481984 2015 Use of electroencephalography (EEG) to assess CNS changes produced by pesticides with different modes of action: effects of Freeborn, McDaniel, Moser, Herr Toxicology and applied pharmacolo
8 2014 Efficacy of fipronil (1.0 mg/kg) against Rhipicephalus (Boophilus) microplus strains resistant to ivermectin (0.63 mg/kg).  Lopes, Cruz, Teixeira, Felippelli, Maciel, Buz Preventive veterinary medicine
9 2015 Treatment of livestock with systemic insecticides for control of Anopheles arabiensis in tern Kenya. . Poché, Burruss, Polyakova, Poché, Garlapati Malaria journal
10 2017 The effectiveness of a fixed-dose combination pour-on formulation of 1.25% fipronil and 2.5% fluazuron against economicallyi  Lopes, Chiummo, Vettorato, de Castro Rodrij Parasitology international
11 2012 Genotoxic and mutagenic effects of fipronil on mice.  de Oliveira, Bechara, Denardi, Oliveira, Matl Experimental and toxicologic pathol
12 2004 Reproductive adverse effects of fipronil in Wistar rats. " Ohi, Dalsenter, Andrade, Nascimento Toxicology letters |
13 | 27371222 4 1 5 2017 Fipronil-induced genotoxicity and DNA damage in vivo: Protective effect of vitamin E. Badgujar, Selkar, Chandratre, Pawar, Dighe, Human & experimental toxicology
14 | 1?931?81_ 2(!)?|[}ose determination of a novel formulation of metaflumizone plus amitraz for control of cat fleas (Ctenocephalides felis felis) 4 G|Rugg, Hair |Veterinary parasitology |
15_ 12442503 4 3 7 2003 Fipronil: environmental fate, ecotoxicology, and human health concerns. 1 Tingle, Rother, Dewhurst, Lauer, King Reviews of environmental contamin
16 | 29432839 3 3 2018 Protective effects of rosuvastatin and vitamin E against fipronil-mediated oxidative damage and apoptosis in rat liver and kidn  Abdel-Daim, Abdeen Food and chemical toxicology : an ir
17 | 28959659 3 1 4 2017 Comparison of waterborne and intraperitoneal exposure to fipronil in the Caspian white fish (<i>Rutilus frisii)</i>on acute toxi Ardeshir, Zolgharnein, Movahedinia, Salama Toxicology reports
18 | 28807310 3 9 12 2017 The sustained speed of kill of ticks (Rhipicephalus sanguineus) and fleas (Ctenocephalides felis felis) on dogs by a spot-on co Cveji¢, Schneider, Neethling, Hellmann, Lieb Veterinary parasitology
19 | 27074097 3 1 4 2016 In utero and lactational exposure to fipronil in female rats: Pregnancy outcomes and sexual development. de Barros, Rosa, Cavariani, Borges, Villela e Journal of toxicology and environme
20 | 3 1 9 13 2016 Efficacy and safety of a novel oral isoxazoline, sarolaner (Simparica™) in the treatment of naturally occurring flea and tick infe Becskei, De Bock, lllambas, Mahabir, Farkas Veterinary parasitology
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2015 Determination and dissipation of fipronil and its metabolites in peanut and soil.
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3 | 14643964 1 Fipronil Dose studies 2004 Reproductive adverse effects of fipronil in Wistar rats. Ohi, Dalsenter, Andrade, Nascimento Toxicology letters 3/13/2018 15:36
4 | 21146380 1 Fipronil Dose studies 2012 Genotoxic and mutagenic effects of fipronil on mice. de Oliveira, Bechara, Denardi, Oliveira, Mat Experimental and toxicologic pa 3/13/2018 15:36
5 | 28527735 1 Fipronil Dose studies 2017 The effectiveness of a fixed-dose combination pour-on formulation of 1.25% fipronil and 2.5 Lopes, Chiummo, Vettorato, de Castro Rodr Parasitology international 3/13/2018 15:36
6 | 26377891 1 Fipronil Dose studies 2015 Treatment of livestock with systemic insecticides for control of Anopheles arabiensis in west Poché, Burruss, Polyakova, Poché, Garlapati Malaria journal 3/13/2018 15:36
7 | 24853051 1 Fipronil Dose studies 2014 Efficacy of fipronil (1.0 mg/kg) against Rhipicephalus (Boophilus) microplus strains resistant 1 Lopes, Cruz, Teixeira, Felippelli, Maciel, Bui Preventive veterinary medicine 3/13/2018 15:36
8 | 17931781 1 Fipronil Dose studies 2007 Dose determination of a novel formulation of metaflumizone plus amitraz for control of cat { Rugg, Hair Veterinary parasitology 3/13/2018 15:36
9 | 26169219 1 Fipronil Dose studies 2015 Efficacy of a new combination of fipronil and permethrin (Effitix®) against Phlebotomus perr Franc, Liénard, Jacquiet, Bonneau, Navarro, Veterinary parasitology 3/13/2018 15:36
10| 14643964 1 Might be useful 2004 Reproductive adverse effects of fipronil in Wistar rats. Ohi, Dalsenter, Andrade, Nascimento Toxicology letters 3/6/2018 14:31
11| 28527735 1 Might be useful 2017 The effectiveness of a fixed-dose combination pour-on formulation of 1.25% fipronil and 2.5 Lopes, Chiummo, Vettorato, de Castro Rodr Parasitology international 3/6/2018 14:31
12| 21146380 1 Might be useful 2012 Genotoxic and mutagenic effects of fipronil on mice. de Oliveira, Bechara, Denardi, Oliveira, Mat Experimental and toxicologic pa 3/6/2018 14:31
13| 28377691 1 Might be useful 2015 Treatment of livestock with systemic insecticides for control of Anopheles arabiensis in west Poché, Burruss, Polyakova, Poché, Garlapati Malaria journal 3/6/2018 14:31
|4 | 24853051 1 Might be useful 2014 Efficacy of fipronil (1.0 mg/kg) against Rhipicephalus (Boophilus) microplus strains resistant 1 Lopes, Cruz, Teixeira, Felippelli, Maciel, Bui Preventive veterinary medicine 3/6/2018 14:31
15| 25481984 1 Might be useful 2015 Use of electroencephalography (EEG) to assess CNS changes produced by pesticides with difl Freeborn, McDaniel, Moser, Herr Toxicology and applied pharmac 3/6/2018 14:31
16| 21327488 1 Need to get these Important note 2011 Adverse effects of fipronil on avian reproduction and development: maternal transfer of fipr Kitulagodage, Buttemer, Astheimer Ecotoxicology (London, England! 3/6/2018 14:31
I7| 11110457 Need to get these Important note 2000 Evaluation of efficacy of selamectin, fipronil, and imidacloprig against Ctenocephalides felis Ritzhaupt, Rowan, Jones Journal of the American Veterin 3/6/2018 14:31
18| 26994516 Need to gethese Ifportant note 2016 Efficacy and safety of a novel oral isoxazoline, Sgrolaner (Simgarica™) in the treatment of nat Becskei, De Bock, Illambas, Mahabir, Farkas Veterinary parasitology 3/6/2018 14:31
19| 17931781 1 Need to get Ifportant note 2007 Dose determination of a novel formulation of nigtaflumizongblus amitraz for control of cat { Rugg, Hair Veterinary parasitology 3/6/2018 14:31
26169219 Ir@portant note 2015 Efficacy of a new combination of fipronil and perfgethrin (Effifjx®) against Phlebotomus perr Franc, Liénard, Jacquiet, Bonneau, Navarro, Veterinary parasitology 3/6/2018 14:31
11812623 Infportant note 2002 Development of a mouse model to determine the\§ystemic adlivity of potential flea-control Santora, Zakson-Aiken, Rasa, Shoop Veterinary parasitology 3/6/2018 14:31




A B C D E F G H |
. Provided by the USEPA's National
Abstract Sifter Query PubMed , . for Computational Toxicology
1 Query run: fipronil
2 \v1.0 Your sifter terms and frequency counts
1 ~
Take Group Highlight 2
mg/kg dose dog  Total Notes Noted 2
Pub 2
3 |PMID [~ o - = +|Yr [+ Title +| [+| Authors
4 10 2013 [Determination of ten pesticides of pyrazoles and pyrroles in tea by accelerated solvent extraction coupled with gas chromato;  Xu, Lu, Chen, Lan, Zhang, Yang, ZF
/{ 11812623 1 10 2002 Development of a mouse model to determine the systemic activity of potential flea-control compounds. Santora, Zakson-Aiken, Rasa, Shoc
6 26169219 8 4 10- 2015 Efficacy of a new combination of fipronil and permethrin (Effitix®) against Phlebotomus perniciosus in dogs. Franc, Liénard, Jacquiet, Bonneau,
7 | 25481984 8 3 11 2015 Use of electroencephalography (EEG) to assess CNS changes produced by pesticides with different modes of action: effects of Freeborn, McDaniel, Moser, Herr
8 | 24853051 8 8 2014 Efficacy of fipronil {1.0 mg/ke) against Rhipicephalus (Boophilus) microplus strains resistant to ivermectin (0.63 mg/kg). Lopes, Cruz, Teixeira, Felippelli, M
. . 9 | 26377691 7 2 9 2015 Treatment of livestock with systemic insecticides for control of Anopheles arabiensis in western Kenya. Poché, Burruss, Polyakova, Poché,
H |gh I |ghted . 10- 21146380 [ F: 10 2012 Genotoxic and mutagenic effects of fipronil on mice. de Oliveira, Bechara, Denardi, Olir
11| 28527785 6 1 7 2017 The effectiveness of a fixed-dose combination pour-on formulation of 1.25% fipronil and 2.5% fluazuron against economically i Lopes, Chiummo, Vettorato, de Ca
x 46439 5 2 7 2004 Reproductive adverse effects of fipronil in Wistar rats. Ohi, Dalsenter, Andrade, Nascime
13 | 12442503 4 3 7 2003 Fipronil: environmental fate, ecotoxicology, and human health concerns. 1 Tingle, Rother, Dewhurst, Lauer, K
14: 17931781 4_ 8- 2007 Dose determination of a novel formulation of metaflumizone plus amitraz for control of cat fleas (Ctenocephalides felis felis) ¢ Rugg, Hair
15| 27371222 4 1 5 2017 Fipronil-induced genotoxicity and DNA damage in vivo: Protective effect of vitamin E. Badgujar, Selkar, Chandratre, Paw
16 | 25752424 3 3 6 2015 Fipronil induced oxidative stress in kidney and brain of mice: protective effect of vitamin E and vitamin C. Badgujar, Pawar, Chandratre, Tels
17 | 28959659 3 1 4 2017 Comparison of waterborne and intraperitoneal exposure to fipronil in the Caspian white fish (<i=Rutilus frisii}</i=on acute toxi Ardeshir, Zolgharnein, Movahedin
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23 | 25664639 3 3 2015 Determination and dissipation of fipronil and its metabolites in peanut and soil. Li, Li, Wang, Feng, Han
24| 11787782 3 7 10 2001 Comparison of the activity of selamectin, imidacloprid and fipronil for the treatment of dogs infested experimentally with Cten Cadiergues, Caubet, Franc
25| 11110457 3 10 13 2000 Evaluation of efficacy of selamectin, fipronil, and imidacloprid against Ctenocephalides felis in dogs. Ritzhaupt, Rowan, Jones
26| 21327488 2 5 7 2011 Adverse effects of fipronil on avian reproduction and development: maternal transfer of fipronil to eggs in zebra finch Taeniop Kitulagodage, Buttemer, Astheime
27 | 28691193 2 4 6 2017 Fluralaner as a single dose oral treatment for Caparinia tripilis in a pygmy African hedgehog. Romero, Sheinberg Waisburd, Pine
23- 26935820 2 3 11 16

2016 Evaluation of the effectiveness of a novel oral formulation of sarclaner (Simparica™) for the treatment and control of fleas on
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4 5] 12 N = N = N = il 2 R = R
5 |(E)-Anethole (E)-Anethole OR anethole OR 4180-23-8 15 36 gﬂ_g_
6 | 1,3-Dichlorobenzene 1,3-dichlorobenzene OR 541-73-1 13 1 1 4
7 |1,3-Dichloropropene 1,3-Dichloropropene OR 1,3-dichloro-1-propene OR 342-75-6 34 35 21 1 7 11
8 | 1,3-Dinitrobenzene 1,3-Dinitrobenzene OR 3-dinitrobenzene OR 99-65-0 17 7 5 15 44
9 | 1,3-Dioxolane 1,3-Dioxclane OR formal glycol OR 646-06-0 26 95 a0 1 65
10 | 1,4-Dichlorobenzene 1,4-Dichlorocbenzene OR 4-dichlorobenzene OR 106-46-7 23 1 32 a1 42
11| 1,4-Dinitrobenzene 1,4-dinitrobenzene OR 100-25-4 2 1 5
12 | 1,4-Dioxacyclohexadecane-5,16-dione 1,4-Dioxacyclohexadecane-5,16-dione OR ethylene dodecanedicate OR 54982-83-1 5 3] 1 2
13 |1,4-Dioxane 1,4-dioxane OR 123-91-1 9 62 s 168
14 |1-Bromopropane 1-bromopropane OR 106-94-5 15 8 11 a7
15 |1-Butanol 1-Butanal OR 71-36-3 111 a2 462
16 |1-Decanol 1-Decancol OR n-decyl alcohol OR 112-30-1 B B 3 1 38
17 |1-Dodecanol 1-Dodecanol OR Dodecancl OR 112-53-8 152 470 130 935
18 |1-Hexanol 1-hexancl OR 111-27-3 11 23 133
19 |1-Octadecanol 1-Octadecanol OR stearyl alcohol OR 112-92-5 1 12 7 16
20 |1-Octanol 1-Octanol OR 111-87-5 16 35 201
21 |1-Propanol 1-Propanol OR 71-23-8 229 506
22 |1-Tetradecanol 1-Tetradecanol OR myristyl alcohol OR 112-72-1 1 11 6 6
23 |2,2-0Oxamidodiethyl bis[3-(3,5-di-tert-but 2,2"-Oxamidodiethyl bis[3-(3,5-di-tert-butyl-4-hydroxyphenyl)propionate] OR Naugard
24 2,4-Dinitrotoluene 2,4-dinitrotoluene OR 121-14-2 36 52 29 I 26
25 |2-Nitrotoluene 2-nitrotoluene OR 88-72-2 11 22 15 5
26 |2-Phenylethanol 2-Phenylethanol OR Phenylethyl Alcohol OR 60-12-8 107 110 243 s 302
27 |3-(4-tert-Butylphenyl}-2-methylpropanal 3-(4-tert-Butylphenyl}-2-methylpropanal OR lilial OR 80-54-6 1 1 1 5 1 12
28 |3-Methyl-5-phenylpentan-1-ol 3-Methyl-3-phenylpentan-1-ol OR 3-methyl-3-phenylpentancl OR 55066-48-3
28 |C.l. Pigment Orange 5 C.l. Pigment Orange 5 OR 1-((24-dinitrophenyl}azo)-2-naphthalencl OR 3468-63-1 1
30 |C.I. Pigment Red 3 C.l. Pigment Red 3 OR toluidine red OR 2425-85-6 2 4 5
31 |D&C Red No. 36 D CRed MNo. 36 [nm] OR 2814-77-9
32 |Indigo Indigo OR Indigo Carmine OR 482-85-3 168
33 |Irganox 1010 Irganox 1010 OR 6683-19-8 8
34 |Linalool linalool OR 78-70-6 270
35 |m-Xylene m-Xylene OR 3-xylene OR 108-38-3 60
36 |N-Methyl-2-pyrrolidone N-Methyl-2-pyrrolidone OR 1-methyl-2-pyrrolidinone OR 872-50-4 62
37 |Octadecyl 3-(3,5-di-tert-butyl-4-hydroxypt Octadecyl 3-(3,5-di-tert-butyl-4-hydroxyphenyl}propionate OR Irganox 1076 OR 2082- 3
38 |Phthalic anhydride phthalic anhydride OR 85-44-3 88
39 |p-Xylene p-¥Xylene OR 4-xylene OR 106-42-3 114
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1,4-Dichlorobenzene OR 4-dichlorobenzene OR 106-46-7 23 1 32 a1
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1-Propanol OR 71-23-8 4639 455 2 89 229 14- a rt | C I e
Indigo OR Indigo Carmine OR 482-89-3 2206 98 35| as7 6
1,3-Dinitrobenzene OR 3-dinitrobenzene OR 99-65-0 252 17 Fi 5 15
1-Dodecanol OR Dodecanol OR 112-53-8 1621 1376 1 152 470 130 1]l cOu nt
N-Methyl-2-pyrrolidone OR 1-methyl-2-pyrrolidinone OR 872-50-4 620 38 8 16 1 14
1-bromopropane OR 106-94-5 15 2 15 8 11
p-Xylene OR 4-xylene OR 106-42-3 1218 105 a 28 26 10 to ra n k
1-Butanol OR 71-36-3 3123 259 3 111 342 2 1
1,4-Dichlorobenzene OR 4-dichlorobenzene OR 106-46-7 379 23 1 32 11 9 42
2 A-dinitrotoluene OR 121-14-2 511 36 52 29 7 26
1,3-Dichloropropene OR 1,3-dichloro-1-propene OR 542-75-6 353 34 35 21 1 7 11
phthalic anhydride OR 85-44-9 925 37E 15 46 38 5 68
2-Phenylethanol OR Phenylethyl Alcohol OR 60-12-8 2505 107 110 243 5 302
linalool OR 78-70-6 2040 43 32 48 30 4 270
1,4-dioxane OR 123-91-1 1733 179 49 62 4 168
I1-Mrtanal MB 111875 1RNT 127 1A g A il
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Fipronil
120068-37-3 | DTXSID4034609

(@) Searchad by Approved Mame: Found 1 result for fipronif.

@ R & G-

Wikipedia

Fipronil is & broad-spectrum insecticide that belongs o the phenylpyrazole chemical family. Fipronil disrupts the insect central nervous system by blocking GABA-gated
chioride channels and glutamate-gated chloride (GluCl) channels. This causes hyperexcitation of contaminated insects’ nerves and musdles. Fipronil's specificity towards
nsects is believed to be dus to s grester afinity to the GABA recsptor in insects relative to mammalz and itz effect on Glull channels, which do not ezt . Read more
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Select PubMed s@3xjng point query then 2) click on Refrieve. i

To find articles quickly, enter terms to sift abstracts. u

70 of 70 articles loaded. ..

Mpotionally, edit the query before retrieving.
("120:083-37-3" OR "Fipronil” CR "fipronil") AND (Dreg synergismmimh] OR cocarcinogenesis OR
pesticide synergisisimh] OR mixtureftiab] OR mixturesftiab] OR Drug Antagonism{mh] OR Drug
Imteractions]mh] OR drug agonism)

Dowmload | Send fo...

\ll 1] Downioad Sifter for Exce’

1 PMID | Year | Title Authors Rewv
) | 28407E26 | 2018 | Activated carbon as & means of limiting béoaccumulation of organochlonine pesticides, triclosan, tri... | Dang: kKroll; Supowit; Halden: Denslow Chiemosphers

[ | 28380188 | 2018 | Association of detoedfication enzymes with butene-fipronil in larvae and adults of Drosophila melan... | Arain; Shakesl; Elzaki; Faroog; Hafeez; Shahid; Sh... | Environmental science and pollubion research inter...
[ | 28372788 | 2018 | [Determination of fipronil and its metabolites in bird 2ggs by ulira-performance liquid chromategrap... | Li; Zheng; Wang; Qu Se pu = Chinese ppurnal of chromatography

) | 28281857 | 2018 | Developrment and validation of an ultra perfiormancs liquesd chromatography Q-Exactive Orbitrap m... | Chen; Gao; Liu; Pan; Chai; Liu; Lu Food chemisiry

[ | 28180508 | 2017 | The impacis of modern-use pesticides on shimp aquaculture: An assessment for north eastem Au__. | Hook; Doan; Gonzage; Musson; Du; Kookana; Sell... | Ecotoxicology and emvironmental safety

[ | 28881418 | 2017 | Synergisbc interactions betwesn a vanety of insecticides and an ergostero! biosynthesis inhibitor f... | Raimets; Karise: Mand; Kaart; Ponting; Song; Cres... | Pest management science

[ | 22881154 | 2017 | Differential Expression Profile of IncRMAs from Primany Human Hepatooytes Following DEET and . | Mitchell; Walace: Hodgson; Ros International joumal of modecular sciences

[ | 28802803 | 2017 | Complesx miztures of dissalved pesticsdes show potential aguatic toxcity in a synoptic study of Mid... | Nowell; Moran; Schmidt; Morman; Makagaki; Shoda... | The Science of the tofal emironment

[ | 28788535 | 2017 | Enantiomer-specific measurements of current-uss pesticides in aguatic systems. Lirich; TenBrook; McMillan; Wang: Lao Enviranmental tosdeology and chemistry

[ | 2815838628 | 2017 | Study of Synergism, Antagonism, and Resistance Mechanisms in Insecticide-Resistant Croycarenu... | Wlah; Ejaz; Ali Shad Joumal of economic entomology

[ | 28122818 | 2017 | Effectivenass of Fipronil as a Systemic Control Agent Against Xenopsylla cheopis (Siphonaptera: ... | Rajonhson; Miarinjara; Raheliniina; Rajerison; Boyer | Joumnal of medical entomology

) | 28011291 | 2018 | Hair analysis for the biomonitoring of pesticide exposure: comparison with blood and wrine ina rat ... | Appenzeler; Hardy, Grova; Chats; Fays; Briand; Sc... | Archives of toedcology




1) Select PubMed starting point query then 2} click on Retrieve. i

Optionally, edit the gquery before retrieving.

Mixtures Retrieve Arlicles o ("120088-37-3" CR "Frioronil” R "fipronidl™) AND {Dneg synergismimh] OR cocarcinogenesis OR
70 of 70 articles loaded... pesticide synergisisimh] OR mixtureftiab] OR mixturesitiab] OR Drug Antagonism[mh] OR Drug
Interactions[mh] CR drug agonism)
To find gfticles quickly, %nter terms to sift ah&h’acts-.ﬂ
q s ST e [
p—
doq | Total l PMID Year | Title Authors Jourmal Few
1 1 . 5 4548811 | 20114 | Predicbon of formulation effects on dermal absorption of topically apph... | Riviers; Brooks; Collard; Deng; de Rose; Mahabir; .. | Joumnal of veterinany pharmacology and therapeutics
i} 5 0 5 ZR243407 | 2011 | Synergy between fiprond and amitraz in & Rhipicephalus sanguineus ti... | Pradlage; Cawthome; Le Hir de Fallois; Timmons Experirnenial & applied acarology
| @ 4 0 4 2W17TE2 | 2018 | Multiple resistance to acancides in fie'd populations of Rhipicephalus . | Klafke: Webster, Dall Agnol: Pradel; Silva; de La Ca... | Ticks and tick-bomme diseases
| @ 4 O 4 21‘??731 2011 | The combined mode of action of fiprond and amitraz on the motility of ... | Prullage; Tran; Timenons; Hasriman; Chester; Powell ‘eterinary parasiology
my a o 1 28022518 | 2017 | Effectivensss of Fipronil as a Systemic Control Agent Against Xenops... | Rajonhson; Miarinjara; Raheliniing; Rajerson; Boyer | Joumnal of medical entommology
| @ 1 0 1 Z2P355ET | 2012 | [Prevention of tick borme diseases] Bournan Tijd=schrift voor diergeneeskunds
| @ a 1 1’322939 2008 | Metabolic interactions of agrochemicals in humans. Hodgson; Rioss Fest management science o
a 1] 1 ﬁIEEﬂET 2004 | In witro metabolism of fiprond by human and rat cylochrome P450 and ... | Tang: Amin Usmani; Hodgson; Rose Chemico-bicdogical interactions
a a 0 I S407826 | 2018 | Activated carbon as a means of limiting bioaccumulation of organochl_.. | Dang; Kroll; Supowit; Halden; Denslow Chemosgphers
MmO o o o 283801088 | 2018 | Association of detowdfication enzymes with butene-fipronil in larvae an... | Arain; Shakesl; Elzaki; Faroog; Hafieez; Shahid; Sh... | Environmental science and pollution researnch intemrn__.
i 0 / 28372738 | 2018 | [Determination of fipronil and its metabolies in bird eggs by ulira-perfo... | Li; Zheng; Wang; Qs Se pu = Chinese journal of chromatography
1] - o 28281857 | 2018 | Development and validation of an ultra performance ligud chromatogr... | Chen; Gao; Liu; Pan; Chai; Lig; Ly Food chemisiry
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Retrieve Aricles [ 1]

Optionally, edit the query before retrieving.
("120083-37-3" OR "Froronil” OR "fipronil™) AND (Drug synergismn{mh] OR. cocarcinogenesis OR
pesticide synergists[mh] OR mixtureftiab] OR mixturesftiab] OR Drug Antagonism[rh] R Drug
Imteractions]mh] OR drug agonism)

Mixtures T

70 of 70 articles loaded. .

e

To find articles quickly, enter terms to sift abﬁh’acts.ﬂ

flea tick | dog Download / Sendto.. ¥ oo
ul dog | Total l PMID Year | Title Authors Jourmal Rew
my 1 . 5 24640811 | 2014 | Prediction of formulation effects on dermal absorption of topically apph... | Riviere; Brooks; Collard; Deng; de Rose; Mahabir; ... | Joumal of veterinary pharmacology and therapeutics
ol @ 5 0 5 21243407 | 2011 | Synergy bebtween fiprond and amitraz in a Rhipicephalus sanguineus ti... | Prullage; Cawthome; Le Hir de Fallois; Timmons Experimental & applied acanology
ol @ 4 0 4 27717758 | 2018 | Multiple resistance to acaricides in field populations of Rhipicephalus .. | klafke: Webster; Dall Agnol; Pradel; Silva; de La Ca... | Ticks and tick-borme diseases
| @ 4 0 4 21777731 | 2011 | The combined mode of action of fiprond and amitraz on the motility of ... | Prdlage; Tran; Timmnmons; Harriman; Chester; Powell ‘eterinary parasitology
my . a 0 1 28122816 | 2017 | Effectiveness of Fipronil as a Systemic Control Agent Against Xenops... | Rajonhson; Miarinjara; Rahelininng; Rajerson; Boyer | Joumal of medical entomology
| o 1 0 1 22235587 | 2012 | [Prevention of tick borme diseases]. Bowman Tijdschrift woor diergenseskundea
| o a 1 18322835 | 2008 | Metabolic interactions of agrochemicals in humans. Hodgson; Rose Pest management science o
o] o a 1 15135087 | 2004 | In vitro metabolism of fiprond by human and rat cytochrome P450 and ... | Tang: Amin Usmani; Hodgson; Rose Chemico-bickogical interactions
o] o 1] 0 0 20407828 | 2018 | Activated carbon as a means of limiting bioaccumulation of organochl... | Dang; Kroll; Supowit; Halden: Denslow Chamosphers
o @ a o o 20380186 | 2018 | Association of detocdfication enzymes with butene-fipronil in larvae an... | Arain; Shakesl; Elzaki; Faroog; Hafeez; Shahid; Sh... | Environmental science and pollution research intemn__.

o @ a 0 0 20372789 | 2018 | [Determination of fipronil and its metabolites in bird eggs by ulira-pero... | Li; Zheng; Wang; Cu Se pu = Chinese jpurnal of chromatography
ol @ a 0 0 20281857 | 2018 | Developrent and validation of an ultra performance ligusd chromatogr... | Chen; Gao; Liu; Pan; Chai; Liw; Lu Food chemistry

Prediction of formulation effects on dgrmal absorptioh of topically applied ectoparasiticides dosed in vitro on canine and porcine skin using a mixture-adjusted guantitative structure permeability relationship.

Topical application of ectoparasiticides
effects for predicting absonption and skin

sisapronil were administered in single or binary T30
cells. Perfusate fiue over 24 h and skin deposition at termination were determined. Permeaability (logklp), absorption. and penetration endpoints were modeled us
dipalanty/polarizability, and excess molar refractivity) linear free energy 5PeR equation with a mixdure factor added to compensate for formulation ingredient i
), and Williams Fiot to visualize the applicability domain. Formulation compesition was the primary determinant of permeation. Compounds generally penetrated @8F skin better than porcine skin. The vast majority of permeated penetrant was deposited
within the dosed skin relative to transdermnal flux, an attribute for ectoparasiticides. The best O5PeR logkp model for pig skin permeation (n(2) = 086, q{2) s = 0°5) incl

r fiea and fick congrol is a major focus for product developrent in animal health. The objective of this work was to develop a quantitative structure permeability relationship (25PeR) model sensitive to formulation
topically applied drugs administered in six wehicle combinations to porzine and canine skin in vitro. Saturated solutions (20 pl) of (14) C-labeled demiditraz, fiprond, permethrin, imidacloprid, or
wiv) combinations of water, ethanal, and transcutol (§ formulations, n = 4-5 replicates per treatment) noneccluded to 0084 om(2) disks of desmatomed pig or B8 skin mounted in flow-through diffusion
r-termn Abrahams and Martin (hydrogen-bond donor acidity and basicity,

ractionsy Goodness of fit was judged by r{2) , cross-validation coefficient. coefficients (g{2)

ed log octanoliwater partition coefficient as the mixture factor, while for @8gs (2] =

0.81, qi{2) s = 0.80), it was log water solubility. These shudies clearly showed that the permeation of topscal ectoparasiticides could be well predicted using Q5PeR models that account for both the physical-chemical properties of the penetrant and

formulation components.
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What’s coming

 More documentation including video tutorials

 More integration between the Dashboard and the Excel version of the
Sifter

Stay tuned!

And be part of the conversation...
Comment on the F1000 article or comment via the
Dashboard



Thank you!



	Literature-based cheminformatics for research in chemical toxicity
	Acknowledgements
	What is literature-based cheminformatics?
	Abstract Sifter in Excel
	Slide Number 5
	Slide Number 6
	Slide Number 7
	Slide Number 8
	Slide Number 9
	Slide Number 10
	Slide Number 11
	Slide Number 12
	Landscape sheet
	Slide Number 14
	Slide Number 15
	Slide Number 16
	Slide Number 17
	Slide Number 18
	Slide Number 19
	Slide Number 20
	Slide Number 21
	Slide Number 22
	Slide Number 23
	Slide Number 24
	What’s coming
	Thank you!

