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Anfe ( COMMANDS )

- set(noise,0). // ﬁwumiﬁﬂg‘ﬁ'mﬁ*wiﬁﬁmiﬂmmm@uﬁq@ﬂ'qmu
 set(search,rls). [/ fnvusasnisdulaeldianis rs

- set(rls_type.gsat). /] fnssinanisdudumiag 1938 gsat Geanunsamenu
seazidan i lugie

- set(clauselength,8). //finvualiaanueniresnggeqalaifiu g aytlszlua

- set(minpos,3). [ fnuunldinghairssfiacdisetnauanatadas 3 5

1A (MODE)

:- modeh(1,active(+drug)).
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:- modeb(1,lumo(+drug,-energy)).
:- modeb(1,logp(+drug,-hydrophob)).
:- modeb(3,bond(+drug,-atomid,-atomid,#int)).

:- modeb(3,bond(+drug,+atomid,-atomid #int)).

:- modeb(3,atm(+drug,-atomid,#element,#int,-charge)).

:- modeb(1,gteq(+charge,#float)).

:- modeb(1,gteq(+energy,#float)).

:- modeb(1,gteq(+hydrophob, #float)).

:- modeb(1,Iteq(+charge,#float)).

:- modeb(1,lteq(+energy,#float)).

:- modeb(1,Iteq(+hydrophob #float)).

:- modeb(1,(+charge)=(#charge)).

:- modeb(1,(+energy)=(#energy)).

:- modeb(1,(+hydrophob)=(#hydrophob)).

:- modeb(*,benzene(+drug,-ring)).

:- modeb(*,carbon_5_aromatic_ring(+drug,-ring)).
:- modeb(*,carbon_6_ring(+drug,-ring)).

:- modeb(*,hetero_aromatic_6_ring(+drug,-ring)).
:- modeb(*,hetero_aromatic_5_ring(+drug,-ring)).
:- modeb(*,ring_size_6(+drug,-ring)).

:- modeb(*,ring_size_5(+drug,-ring)).

:- modeb(*,nitro(+drug,-ring)).

:- modeb(*,methyl(+drug,-ring)).

:- modeb(*,anthracene(+drug,-ringlist)).

:- modeb(*,phenanthrene(+drug,-ringlist)).

:- modeb(*,ball3(+drug,-ringlist)).

:- modeb(*,member(-ring,+ringlist)).

:- modeb(1,member(+ring,+ringlist)).
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:- modeb(1,connected(+ring,+ring)).

Ainesfiudu (DETERMINATIONS)

:- determination(active/1,atm/5).

:- determination(active/1,bond/4).

:- determination(active/1,gteq/2).

:- determination(active/1,Iteq/2).

:- determination(active/1,'='/2).

:- determination(active/1,lumo/2).

.- determination(active/1,logp/2).

.- determination(active/1,benzene/2).

:- determination(active/1,carbon_5_aromatic_ring/2).
:- determination(active/1,carbon_6_ring/2).

.- determination(active/1,hetero_aromatic_6_ring/2).
:- determination(active/1,hetero_aromatic_5_ring/2).
.- determination(active/1,ring_size_6/2).

.- determination(active/1,ring_size_5/2).

.- determination(active/1,nitro/2).

.- determination(active/1,methyl/2).

:- determination(active/1,anthracene/2).

.- determination(active/1,phenanthrene/2).

:- determination(active/1,ball3/2).

:- determination(active/1,member/2).

:- determination(active/1,connected/2).
dayanaadan1sianzide (Carcinogenesis)

A& ( COMMANDS )
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— set(noise,1). // ﬁmumiﬁﬂg‘ﬁ'm%qirﬁfm@m@uﬁfmmmﬂﬁ 160

— set(search,rls). /] fnvupasnisdulaeldianis ris

- set(rls_type.gsat). /] fnssinanisgudumiagl$38ns gsat Geanunsamenu
seazidun i lugie

- set(clauselength, 8). //inualiaauenirasnggeqnlaifiu g autlszlua

- set(minpos,3). /] fnuunldinghairsfacdsetnauanatiedan 3 5

T1umA(MODE)

:- modeh(1,active(+drug)).

:- modeb(5,ames(+drug)).

:- modeb(5,mutagenic(+drug)).

:- modeb(5,has_property(+drug,#property,#propval)).
:- modeb(5,ashby_alert(#alert,+drug,-ring)).

:- modeb(5,ind(+drug,#alert,-nalerts)).

:- modeb(5,atm(+drug,-atomid,#element,#integer,-charge)).
:- modeb(5,symbond(+drug,+atomid,-atomid,#integer)).
:- modeb(1,gteq(+charge,#real)).

:- modeb(1,Iteq(+charge,#real)).

:- modeb(1,((+charge) = (#charge))).

:- modeb(1,gteq(+nalerts,#integer)).

:- modeb(1,Iteq(+nalerts,#integer)).

- modeb(1,((+nalerts) = (#nalerts))).

:- modeb(5,nitro(+drug,-ring)).

:- modeb(5,sulfo(+drug,-ring)).

:- modeb(5,sulfo(+drug,-ring)).

:- modeb(5,methyl(+drug,-ring)).

:- modeb(5,methoxy(+drug,-ring)).

:- modeb(5,amine(+drug,-ring)).

:- modeb(5,amine(+drug,-ring)).
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:- modeb(5,aldehyde(+drug,-ring)).

:- modeb(5,ketone(+drug,-ring)).

:- modeb(5,ether(+drug,-ring)).

:- modeb(5,sulfide(+drug,-ring)).

:- modeb(5,alcohol(+drug,-ring)).

:- modeb(5,phenol(+drug,-ring)).

:- modeb(5,carboxylic_acid(+drug,-ring)).
:- modeb(5,ester(+drug,-ring)).

:- modeb(5,amide(+drug,-ring)).

:- modeb(5,deoxy_amide(+drug,-ring)).

:- modeb(5,imine(+drug,-ring)).

:- modeb(5,alkyl_halide(+drug,-ring)).

:- modeb(5,ar_halide(+drug,-ring)).

:- modeb(5,benzene(+drug,-ring)).

:- modeb(5,hetero_ar_6_ring(+drug,-ring)).
:- modeb(5,non_ar_6¢_ring(+drug,-ring)).

:- modeb(5,non_ar_hetero_6_ring(+drug,-ring)).
:- modeb(5,six_ring(+drug,-ring)).

:- modeb(5,carbon_5_ar_ring(+drug,-ring)).
:- modeb(5,hetero_ar_5_ring(+drug,-ring)).
:- modeb(5,non_ar_5c_ring(+drug,-ring)).

:- modeb(5,non_ar_hetero_5_ring(+drug,-ring)).
:- modeb(5,five_ring(+drug,-ring)).

:- modeb(1,connected(+ring,+ring)).

Amasiiudu (DETERMINATIONS)
:- determination(active/1,ames/1).
:- determination(active/1,has_property/3).

:- determination(active/1,ashby_alert/3).
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:- determination(active/1,mutagenic/1).

:- determination(active/1,ind/3).

:- determination(active/1,atm/5).

:- determination(active/1,symbond/4).

:- determination(active/1,nitro/2).

:- determination(active/1,nitro/2).

:- determination(active/1,sulfo/2).

:- determination(active/1,methyl/2).

:- determination(active/1,methoxy/2).

.- determination(active/1,amine/2).

:- determination(active/1,aldehyde/2).

:- determination(active/1,ketone/2).

.- determination(active/1,ether/2).

:- determination(active/1,sulfide/2).

:- determination(active/1,alcohol/2).

:- determination(active/1,phenol/2).

.- determination(active/1,carboxylic_acid/2).
:- determination(active/1,ester/2).

:- determination(active/1,amide/2).

.- determination(active/1,deoxy_amide/2).

:- determination(active/1,alkyl_halide/2).

:- determination(active/1,ar_halide/2).

.- determination(active/1,benzene/2).

:- determination(active/1,hetero_ar_6_ring/2).
.- determination(active/1,non_ar_6c_ring/2).
:- determination(active/1,non_ar_hetero_6_ring/2).
.- determination(active/1,six_ring/2).

:- determination(active/1,carbon_5_ar_ring/2).

:- determination(active/1,hetero_ar_5_ring/2).
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:- determination(active/1,non_ar_5c_ring/2).

:- determination(active/1,non_ar_hetero_5_ring/2).
:- determination(active/1,five_ring/2).

:- determination(active/1,connected/2).

:- determination(active/1,Ilteq/2).

.- determination(active/1,gteq/2).

:- determination(active/1,'='/2).
ﬁ'ﬂgal?fqmi'mn'limﬁhmumﬁﬂs:nauéﬂﬁ’mmaq‘iﬂiaﬂm (Finite-Element Mesh)

A& (COMMANDS)

- set(noise,0). // ﬁmumiﬁﬂgﬁm?ﬁqiﬁﬁ@qiﬁm@uﬂquﬁQQﬂﬁa@u

- set(search,rls). /] fnuupdsnissulnaldianis ris

- set(rls_type,gsat). // Amupasnisguiumingldianis gsat B agNNTDVNE
Peaziden i lugie

- set(clauselength,8). [/finuualfiAmnuenareinggegaldinu 8 aylszlan

) ° £ S 9y 9 Ao 1 ' ¥ @
:- set(minpos,3). // muumiuﬂgmm’mmmummﬁqmn@m\mﬂﬂ 3 A1

Twum (MODE)

:- modeb(1,long(+atom)).

- modeb(1,usual(+atom)).

- modeb(1,short(+atom)).

- modeb(1,circuit(+atom)).

:- modeb(1,half_circuit(+atom)).

:- modeb(1,quarter_circuit(+atom)).
- modeb(1,short_for_hole(+atom)).
:- modeb(1,long_for_hole(+atom)).
- modeb(1,circuit_hole(+atom)).

:- modeb(1,half_circuit_hole(+atom)).
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:- modeb(1,not_important(+atom)).

- modeb(1,free(+atom)).

:- modeb(1,one_side_fixed(+atom)).

- modeb(1,two_side_fixed(+atom)).

- modeb(1,fixed(+atom)).

.- modeb(1,not_loaded(+atom)).

- modeb(1,0ne_side_loaded(+atom)).
:- modeb(1,two_side_loaded(+atom)).

- modeb(1,cont_loaded(+atom)).

:- modeb(1,neighbour_xy_r(+atom,-atom)).
:- modeb(1,neighbour_yz_r(+atom,-atom)).
:- modeb(1,neighbour_zx_r(+atom,-atom)).
:- modeb(1,neighbour_xy_I(-atom,+atom)).
:- modeb(1,neighbour_yz_I(-atom,+atom)).

:- modeb(1,neighbour_zx_I(-atom,+atom)).

:- modeb(1,0pposite_r(+atom,-atom)).
:- modeb(1,0pposite_I(-atom,+atom)).
:- modeb(1,equal_r(+atom,-atom)).
:- modeb(1,equal_I(-atom,+atom)).

:- modeh(1,mesh(+atom)).

Fine g (DETERM)

:- determination(mesh/1,long/1).

:- determination(mesh/1,usual/1).

:- determination(mesh/1,short/1).

:- determination(mesh/1,circuit/1).

:- determination(mesh/1,half_circuit/1).

.- determination(mesh/1,quarter_circuit/1).

:- determination(mesh/1,short_for_hole/1).
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:- determination(mesh/1,long_for_hole/1).

:- determination(mesh/1,circuit_hole/1).

:- determination(mesh/1,half_circuit_hole/1).
:- determination(mesh/1,not_important/1).

:- determination(mesh/1,free/1).

:- determination(mesh/1,one_side_fixed/1).
:- determination(mesh/1,two_side_fixed/1).
:- determination(mesh/1,fixed/1).

:- determination(mesh/1,not_loaded/1).

:- determination(mesh/1,one_side_loaded/1).

.- determination(mesh/1,two_side_loaded/1).

.- determination(mesh/1,cont_loaded/1).

:- determination(mesh/1,neighbour_xy_r/2).
:- determination(mesh/1,neighbour_yz_r/2).
.- determination(mesh/1,neighbour_zx_r/2).
.- determination(mesh/1,neighbour_xy_|/2).
.- determination(mesh/1,neighbour_yz_1/2).
:- determination(mesh/1,neighbour_zx_1/2).
:- determination(mesh/1,0pposite_r/2).

:- determination(mesh/1,opposite_|/2).

:- determination(mesh/1,equal_r/2).

.- determination(mesh/1,equal_|/2).

:- determination(mesh/1,mesh/1).
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