SIMPLIFIED MOLECULAR INPUT LINE ENTRY SYSTEM AND EVOLUTIONARY

INFORMATION OF GENERATED NOVEL ANALOGUES OF TAXIFOLIN

Molecule SMILES Parent Generation
Comlpg)u nd 0=C1c2c(0OC(C10)clce(0)c(cecl)O)ec(cc20)0 “i 0
Com;ou nd O=Clc2c(O[C@@H]([C@H]10)clcc(O)c(ccl)O)ec(cc20)0 1 1
Comsou nd O=C1c2c(O[C@H](C1)clcc(O)c(ccl)O)ec(cc20)0 1 1
ComSou nd O=Clc2c(O[C@H]([C@@H]10)clcc(O)c(ccl)O)ec(cc20)0 1 1
Coméou nd O=Clc2c(O[C@H]([C@@H]10)clcc(O)c(ccl)OC)cee(cc20)0 1 1
ComSound O=Clc2c(O[C@@H]([C@@H]10)clcc(O)c(ccl)N)ce(cc20)0 1 1
ComSound O=Clc2c(O[C@@H](C1)clcc(O)c(ccl)O)ec(cc20)0 1 1
Com;ound O=Cclc(O[C@@H](c2cc(O)c(cc2)0)CO)cc(cc10)O 1 1
ComSound 0O=C(c1c(O)cc(cclO)0)[C@H](O)Cclec(O)c(ccl)O 1 1
Comgound O=C1c2c(O)cc(cc2C[C@H]([C@@H]10)clcc(O)c(cc1)O)O 2 2
Comlp%und 0O=C(c1c(0OC)cc(cc10)O)[C@H](O)Cclcc(O)c(ccl)O 12 2
Comlplound O=C1c2c(O)cc(cc2C[C@@H]([C@@H]10)clcc(O)c(cc1)O)O 1 2
Comlpzou nd O=Clc2c(O[C@H]([C@H]10)clcc(O)c(cecl)O)ee(cc20)0 1 2
Comlp?;)u nd O=Clc2c(O[C@H]([C@@H]10)clcc(O)c(ccl)C)ec(cc20)0 6 2
ComlpA;)u nd Clclc(O)cec(ccl)[C@@H]10c2c(C(=0)[C@H]10)c(O)cc(c2)O 2 2
Comlpiu nd 0O1c2c(c(O)cc(c2)O)CIC@H]([C@@H]1clee(O)c(ccl)0)O 2 2
Com1p6ound 0O=Clc2c(O[C@H]([C@@H]10)clcc(O)c(ccl)O)cc(cc20)C 2 2
Com1p70u nd Clclc2c(O[C@H]([C@H](C2=0)0)c2cc(0)c(cc2)O)cc(cl)O 71 3
Comlpgi)u nd Clclc(O)cec(c)[C@@H]10c2c(C(=0)[C@@H]10)c(0)cc(c2)O 71 3
Comlpgound O=Clc2c(O[C@@H]([C@@H]10)clcc(O)c(ccl)O)ce(cc20)0 1 3
Comzp%und O=Clc2c(O[C@@H]([C@H]10C)clcc(O)c(ccl)O)ec(cc20)0 1 3
Comzplou nd O=Clc2c(O[C@@H]([C@H]10)Cclcc(O)c(ccl)O)ec(cc20)0 1 3
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SIMPLIFIED MOLECULAR INPUT LINE ENTRY SYSTEM AND EVOLUTIONARY
INFORMATION OF GENERATED NOVEL ANALOGUES OF TAXIFOLIN

Compound 0=C1c2¢(0[C@H]([C@@H]10)clcc(O)c(cel)O)cc(ce2N)O 1
Comzp:f)und 0=C1c2¢c(0)ce(cc2C[C@H]([C@H]10)clec(0)c(ce)0)O 71
Comszz)und Fclc(O)cec(c1)[C@@H]10c2¢(C(=0)[C@H]10)c(0)cc(c2)0 2
Com?o5ound 0=C1c2¢(0)cc(cc2[C@H](C[C@@H]10)c1cc(O)c(cel)0)O 24
ComiGound 0=C1c2¢(0)ce(cc2C[C@H]([C@@H]1C)clec(0)c(ce1)0)0 24
Comi?ound Clclc2¢(O[C@H](CC2=0)c2cc(0)c(ce2)0)ec(cl)O 114
Com?ound 0=C1c2¢(0[C@@H]([C@H]10)CCclcc(0)c(cel)0)ce(cc20)0 163
Com?ogound 0=C1c2¢(O[C@H]([C@@H]1C)clcc(0)c(cel)0)ee(cc20)0 1
Com?o%und Clc1cc20[C@@H](c3cc(0)c(ce3)0)[C@H](C(=0)c2¢(c1)0)0 1
Com:|3olound 0=C1c2¢(O[C@H]([C@@H]10C)clce(O)c(cel)O)ec(ce20)0 6
Com:i)zound Ic1c2c(O[C@H]([C@@H](C2=0)0)c2cc(0)c(ce2)0)ec(c)O 6
Com?;)?;)und Clclc(O)cee(c1)[C@@H]10c2¢(C(=0)[C@H]10)c(O)cc(c2)0 2
Com?;)und Fclc(O)cec(c1)[C@H]10c2¢(C(=0)[C@H]10)c(0)cc(c2)0 161
Com?:)sound 0=C1c2¢(0[C@H]([C@@H]10)clce(O)c(cel)O)ee(ce2C)O 264
Com?;)i)und Ic1c2c(O[C@H](CC2=0)c2cc(0)c(cc2)0)ce(cl)0 264
Com?gound Felc(O)cee(c1)[C@H]10c2¢(C(=0)C1)c(0)ce(c2)0 269
Com?found 0=C1¢2¢(0)cc(cc2CO[C@H]([C@H]10)clcc(0)c(ccl)0)0 71
Com?ogound 0=C1c2¢(O[C@H]([C@H]10C)clec(O)c(cel)O)ec(ce20)0 71
Comi)%und Clclc2¢(O[C@H]([C@@H](C2=0)0)c2cc(0)c(cc2)0)ec(cl)0 6
Comi)lound Clc1cc20[C@@H](c3cc(0)c(ce3)0)[C@@H](C(=0)c2¢(c1)0)0 6
Comi)zound lcLc(0)ce(cel)[C@H]10c2¢(C(=0)[C@H]10)c(0)cc(c2)0 161
Comﬁ)und Clclcc20[C@H](c3cc(0)c(ce3)0)[C@@H](C(=0)c2¢(c1)0)0 161
Comﬁ)und 0=C1c2¢(0[C@H]([C@@H]10C)clcc(O)c(cel)0)ee(c(c2)0)0 262
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SIMPLIFIED MOLECULAR INPUT LINE ENTRY SYSTEM AND EVOLUTIONARY
INFORMATION OF GENERATED NOVEL ANALOGUES OF TAXIFOLIN

Compound 0O=C1c2c(O[C@H]([C@H]1CC)clcc(O)c(cecl)O)ec(cc20)0 332
Coml;r)?)u nd 0=C1c2c(O)cc(cc2CO[C@H]1clcc(0)c(ccl)O)O 331
Coml;r)?ou nd Clclc(O)cec(cel)[C@H]10c2c(C(=0)[C@H]10)c(0)cc(c2)O 340
Comii)und O=Clc2c(O[C@@H]([C@@H]10)clcc(O)c(ccl)C)ec(cc20)0 1
Comi)gound O=Clc2c(O[C@@H]([C@H]1CO)clcc(O)c(ccl)O)ece(cc20)0 1
Com?ooound O=C1c2c(O)cc(cc2N[C@H]([C@@H]10)c1cc(O)c(ccl)0)O 6
Com?olound O=Clc2c(O[C@H]([C@@H]10)c1cc(c(cc1)O)C)ec(cc20)0 2
Com?ozound Clclc2c(O[C@@H]([C@@H](C2=0)0)c2cc(0)c(cc2)O)cc(cl)O 161
Com?o?;und O=Clc2c(O[C@H]([C@H]1CCC)clcc(O)c(ccl)O)ec(cc20)0 359
Com?otund O=Clc2c(O[C@@H]([C@H]1C(=0)0)clcc(0)c(cecl)O)ec(cc20)0 408
ComZ):ou nd 0O=Clc2c(O[C@@H]([C@H]1CCO)clce(O)c(ccl)O)ece(cc20)0 408

Compound O=Clc2c(O[C@@H]([C@H]1[C@@H](O)C)clcc(O)c(ccl)O)ec(cc20)O 408
57

Compound 0=C1c2c(O[C@@H]([C@H]1C)clec(O)c(cel)0)ec(cc20)0 408
Com5p80und 0=C1c2c(O[C@@H]([C@H]LC(=N)O)cLee(O)c(cel)0)ec(cc20)0 408
Com5|:)90und Clclc(O)cc(cel)[C@@H]10c2¢(C(=0)[C@@H]10)c(0)ce(c2)0 71
Com?:)(z)und Fclc(O)cc(cel)[C@@H]10c2¢(C(=0)[C@@H]10)c(0)cc(c2)0 71
Com?olound 0=C1c2c(O[C@H]([C@@H]1CC)clec(0)c(cel)O)ec(ce20)0 262
Com?ozound Ic1c2¢(O[C@@H]([C@H](C2=0)0)c2cc(0)c(cc2)0)ec(c1)0 1
Com?)%und 0=C1c2¢(0)cc(cc2N[C@H]([C@H]10)clcc(0)c(cc1)0)0 1
Com?)tund 0=C1c2c(O[C@H]([C@H]10)clcc(c(ce1)0)C)ec(cc20)0 71
Com(:)50und Fclc(O)cee(cl)[C@@H]10c2¢(C(=0)[C@@H]10)c(0)cc(c2)0 71
Com(:)60und 0=C1c2c(O[C@H]([C@H]10)clcc(0)c(cel)O)ec(ce20)C 71
c:om6p7ound Fclcc20[C@@H](c3cc(0)c(ce3)0)[C@H](C(=0)c2¢(c1)0)0 71
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SIMPLIFIED MOLECULAR INPUT LINE ENTRY SYSTEM AND EVOLUTIONARY
INFORMATION OF GENERATED NOVEL ANALOGUES OF TAXIFOLIN

Compound Brclc(O)cc(cel)[C@@H]10c2¢(C(=0)[C@H]10)c(O)cc(c2)O 6 8
Comi)gou nd Brclec20[C@@H](c3cc(O)c(cec3)O)[C@@H](C(=0)c2¢c(c1)0)O 2 8
ComYpCZ)u nd O=Clc2c(O[C@@H]([C@@H]1C)clcc(O)c(ccl)O)ec(cc20)0 161 8
Com7plound O=Clc2c(O[C@@H](C1(C)C)clce(O)c(cec1)O)ec(cc20)0 592 9
Com7pzound Brclc(O)cee(cl)[C@H]10c2¢c(C(=0)[C@H]10)c(0O)cc(c2)O 1 9
Comﬁ)und Fclc2e(O[C@@H]([C@@H](C2=0)0)c2cc(0)c(cc2)O)ce(c1)O 1 9
Com7p40und O=Clc2c(O[C@H]([C@H]1C)clcc(O)c(ccl)O)cee(cc20)0 71 9
Com7p50und O=Clc2c(O[C@H]([C@H]10)clcc(O)c(ccl)C)ec(cc20)0 71 9
Com7|c?ound O=Clc2c(O[C@@H]([C@@H]10C)clcc(O)c(cecl)O)cec(cc20)0 161 9
Com7p70und O=Clc2c(O[C@H]([C@@H]10CC)clcc(O)c(ccl)O)ee(cc20)0 262 9
Com7pSou nd O=Clc2c(O[C@H]([C@H]10)clcc(O)c(ccl)O)cc(cc20)N 254 9
Com7pgound O=Clc2c(O[C@H]([C@@H]1CCC)clcc(O)c(ccl)O)ec(cc20)0 679 10
Comi)%lmd Olc2c(c(O)ce(c2)0)[C@@H]([C@@H]([C@@H]1clec(O)c(ccl)0)0)0 1 10
Com8plou nd Brclec20[C@@H](c3cc(O)c(cc3)O)[C@H](C(=0)c2¢c(c1)0)0 71 10
Com8|:)20u nd O=C1c2c(O)cc(cc2[C@H]([C@H]10)clcc(O)c(ccl1)0)O 71 10
Com?fiund Olc2c(c(O)ce(c2)0)[C@H]([C@@HI(IC@@H]1clcc(O)c(cc1)0)0)0 1 10
Com8p40und Iclcc20[C@@H](c3cc(0O)c(cec3)O)[C@@H](C(=0)c2c(c1)0)0 2 10
Com?ound Clclc(O)cee(cl)[C@H]10c2c(C(=0)[C@H]10)c(O)cc(c2)O 161 10
Comii)Gound O=Clc2c(O[C@@H]([C@@H]10)clcc(O)c(ccl)O)ec(cc20)C 161 10
Com?jound Iclcc20[C@H](c3cc(O)c(cc3)O)[C@@H](C(=0)c2c(c1)0)0 161 10
Comii)Sound O=Clc2c(O[C@H]([C@@H]10C)clcc(c(ccl)O)C)ec(cc20)0 262 10
Comii)gound O=Clc2c(O[C@H]([C@@H]1CCCC)clcc(O)c(cecl)O)ec(cc20)0 705 11
Comi)%und Iclc(O)cee(cl)[C@@H]10c2c(C(=0)[C@@H]10)c(O)cc(c2)O 1 11
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SIMPLIFIED MOLECULAR INPUT LINE ENTRY SYSTEM AND EVOLUTIONARY
INFORMATION OF GENERATED NOVEL ANALOGUES OF TAXIFOLIN

Compound O=Clc2c(O[C@H]([C@H]10)clcc(O)c(ccl)O)ec(cc2C)O 71 11
Comi)zou nd Fclc2e(O[C@H]([C@@H](C2=0)0)c2cc(0)c(cc2)O)ce(cl)O 6 11
Com?)?)und O=Clc2c(O[C@H]([C@@H]10)clcc(O)c(ccl)O)nc(cc20)0 6 11
Com?;lound O=C1c2c(O)cc(cc2CO[C@@H]([C@@H]10)clcc(O)c(cc1)0)0 161 11
Com?oSound Clclc(O)cc(ccl)[C@@H]10c2¢c(C(=0)[C@H]10C)c(0)cc(c2)O 262 11
Com?oGound Fclc(O)cc(ccl)[C@@H]10c2¢(C(=0)[C@H]10C)c(O)cc(c2)O 262 11
Com?o7ou nd O=Clc2c(O[C@H]([C@@H]10C)clcc(O)c(ccl)O)ec(cc2C)O 262 11
Com?o%und Clclc(O)cee(cl)[C@@H]10c2¢c(C(=0)[C@H]10C)c(0)cc(c2)O 262 11
Com?ogound 0O=C1c2c(O)cc(cc2CO[C@@H]1clce(O)c(cc1)0)O 825 12
Con}ggund O=Clc2c(O[C@@H]([C@@H]10)clcc(O)c(ccl)O)ec(cc2C)O 1 12
Con%giu nd Fclc2c(O[C@H]([C@H](C2=0)0)c2cc(0)c(cc2)O)cc(cl)O 71 12
Conigéu nd O=Clc2c(O[C@H]([C@H]10)clcc(N)c(cecl)O)ec(cc20)0 71 12
Coniggu nd 0O=C1c2c(O[C@H]([C@H]100)c1cc(O)c(cecl)O)ee(cc20)0 71 12
Conigéu nd Iclc(O)cee(cl)[C@@H]10c2¢(C(=0)[C@H]10)c(0)cc(c2)0 6 12
Coniggu nd O=C1c2c(O)cc(cc2CO[C@H]([C@@H]10)clcc(O)c(cc1)0)O 2 12
Coniggu nd Iclc(O)cee(cl)[C@H]10c2c¢(C(=0)[C@H]10)c(0)cc(c2)0 161 12
Corr%SZund O=Clc2c(O[C@@H]([C@@H]1CC)clcc(O)c(ccl)O)ec(cc20)0 592 12
Corrfggund Fclc(O)cee(cl)[C@@H]10c2¢(C(=0)[C@H]1C)c(O)cc(c2)O 901 13
Conig?)und Brclc(O)cc(cel)[C@H]10c2¢c(C(=0)[C@@H]10)c(O)cc(c2)O 1 13
Con%égund O=Clc2c(O[C@H]([C@H]10)clcc(O)c(ccl)N)ee(cc20)O 71 13
Con%;cl)und Iclc(O)cc(ccl)[C@@H]10c2¢(C(=0)[C@H]10)c(O)ce(c2)0 6 13
Con%;cz)und O=Clc2c(O[C@H]([C@@H]10)c1nc(O)c(ccl)O)cc(cc20)0 6 13
Corr%égund O=Clc2c(O[C@H]([C@@H]10)clcnc(c(c1)O)O)cc(cc20)0 6 13
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SIMPLIFIED MOLECULAR INPUT LINE ENTRY SYSTEM AND EVOLUTIONARY
INFORMATION OF GENERATED NOVEL ANALOGUES OF TAXIFOLIN

Compound O=C1c2c(O)cc(cc2N[C@@H]([C@@H]10)clcc(0)c(ccl)0)O 161 13
Con%;gund Sclcc20[C@H](c3cc(0)c(ce3)O)[C@@H](C(=0)c2c(c1)0)0 161 13
Con%;gu nd Clclc2c(O[C@H]([C@@H](C2=0)OC)c2cc(0)c(cc2)O)cc(cl)O 262 13
Con%;Zund Brclec20[C@H](c3cc(O)c(cc3)0)[C@@H](C(=0)c2¢c(c1)0)0 976 14
Con%égund Brclec20[C@H](c3cc(O)c(cc3)0)[C@H](C(=0)c2¢(c1)0)0 1 14
Con%égund Brclc2c(O[C@@H]([C@H](C2=0)0)c2cc(0)c(cc2)O)cc(c1)O 1 14
Conﬁgund O=Clc2c(O[C@@H]([C@@H]10)clcc(N)c(ccl)O)ce(cc20)0 1 14
Conﬁéund O=C1[C@H](O)[C@H](Oc2c(C1)c(O)cc(c2)O)clee(O)c(ccl)O 1 14
Conﬁgund O=C1c2c(O[C@H]([C@H]10)c1inc(0O)c(ccl)O)ce(cc20)0 71 14
Con}Sgund O=Clc2c(O[C@H]([C@@H]10)clncc(c(c1)O)O)cc(cc20)0 6 14
Con%égrund O=Clc2c(O[C@@H]([C@@H]10)clcc(c(ccl)O)C)ec(cc20)0 161 14
Coniégu nd O=Clc2c(O[C@@H]([C@@H]10)clcc(O)c(ccl)O)cc(cc2N)O 161 14
Conipz)gu nd Fclc(O)cee(cl)[C@@H]10c2¢(C(=0)[C@H]10C)c(O)ce(c2)O 262 14
ConipZ)Zu nd 0O=Clc2c(O[C@H]([C@H]10)clcnc(c(c1)O)O)cc(cc20)0 1058 15
Conipz)gu nd O=Clc2c(O[C@@H]([C@H]10)clcc(O)c(ccl)O)ce(cc20)C 1044 15
Conipz)gu nd Brclc2c(O[C@H]([C@H](C2=0)0)c2cc(0)c(cc2)O)cc(cl)O 71 15
Corr%sgund Brclc(O)cc(ccl)[C@@H]10c2¢(C(=0)[C@@H]10)c(O)cc(c2)O 71 15
Corr%Siund Iclc2c(O[C@H](J[C@H](C2=0)0)c2cc(O)c(cc2)O)ce(cl)O 71 15
Con%ScZ)und O=Clc2c(O[C@H]([C@H]10)c1cc(O)c(ccl)O)ec(ce2N)O 71 15
Conﬁgund Sclc2c(O[C@H]([C@@H](C2=0)0)c2cc(O)c(cc2)O)ce(cl)O 6 15
Conﬁgund Iclc2c(O[C@@H]([C@@H](C2=0)0)c2cc(O)c(cc2)O)ce(cl)O 161 15
Conﬁgund O=Clc2c(O[C@H]([C@@H]100)c1cc(O)c(ccl)O)ec(cc20)0 1 16
Corrfsgund O=Cl[C@@H](O)[C@@H](Oc2c(C1)c(O)cc(c2)O)clec(O)c(ccl)O 6 16
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SIMPLIFIED MOLECULAR INPUT LINE ENTRY SYSTEM AND EVOLUTIONARY
INFORMATION OF GENERATED NOVEL ANALOGUES OF TAXIFOLIN

Compound Brclc2c(O[C@H]([C@@H](C2=0)0)c2cc(0)c(cc2)O)cc(cl)O 6 16
Con%sgu nd 0O1c2c(c(O)ce(c2)0)C(=C)[C@H]([C@@H]1clcc(O)c(cc1)O)O 2 16
Con%sgu nd O=Clc2c(O[C@@H]([C@@H]10)clcc(O)c(ccl)O)nc(cc20)0 161 16
Con%;gund O=Clc2c(O[C@@H]([C@@H]10)clcc(O)c(ccl)O)cc(cc20)N 161 16
Con%;éund O=Clc2c(O[C@@H]([C@@H]10)clcnc(c(c1)O)0)cc(cc20)0 161 16
Con%;gund Iclc2c(O[C@H]([C@@H](C2=0)0C)c2cc(O)c(cc2)O)cec(cl)O 262 16
Coniggund Iclc2c(O[C@@H]([C@@H](C2=0)C)c2cc(O)c(cc2)O)cc(cl)O 592 16
Con};gund O=C1c2c(O)cc(cc2N[C@@H]([C@@H]1C)clcc(O)c(cc1)O)O 592 16
Con};gund O1lc2c(c(O)cc(c2)O)C[C@H]([C@H]1clcec(O)c(cc1)O)C 592 16
Con};ﬁund O=Clc2c(O[C@H]([C@@H]1CO)clcc(O)c(ccl)O)cec(cc20)0 1217 17
Conisgu nd O=C1l[C@@H](Oc2c(C1)c(O)cc(c2)O)clee(O)e(cecl)O 1228 17
Conisgund O=C[C@@H](O)[C@@H](Oclc(c(O)cc(c1)O)C)clec(O)c(ccl)O 1228 17
Conisgu nd O=C1Cc2c(O[C@H](C1)clcc(O)c(ccl)O)ee(cc20)0 1228 17
Conisgu nd Iclc2c(O[C@H]([C@H](C2=0)C)c2cc(O)c(cc2)O)cc(cl)O 1254 17
CorT}Scl)und O=Clc2c(O[C@@H]([C@H]100)c1cc(O)c(cecl)O)ec(cc20)0 1 17
ConiSéu nd 0O1c2c(c(O)cc(c2)0)C(=0)[C@@H]([C@@H]1clcc(O)c(ccl)0)O 1 17
Corrfsgund Brclc2c(O[C@@H]([C@@H](C2=0)0)c2cc(0)c(cc2)O)cc(cl)O 161 17
Corrfsgund Fclcc20[C@@H](c3cc(O)c(cc3)O)[C@@H](C(=0)c2c(c1)0)0C 262 17
Con%ScS)und O=CIN[C@H]([C@H](Oc2c1c(O)cc(c2)O)clee(O)c(ccl)O)C 592 17
Coniggund O=Clc2c(O[C@H]([C@@H]1C(=0)0O)clcc(0)c(ccl)O)ec(cc20)0 1264 18
Coniggund O=Clc2c(O[C@H]([C@@H]1[C@H](O)C)clcc(O)c(ccl)O)ce(cc20)0 1264 18
Coniggund O=Clc2c(O[C@@H]([C@H]10CO)clcc(O)c(ccl)O)ce(cc20)0 1319 18
Corrfggund O=C1c2c(O[C@H]([C@H]10)clcc(O)c(ccl)O)ne(cc20)0 71 18
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SIMPLIFIED MOLECULAR INPUT LINE ENTRY SYSTEM AND EVOLUTIONARY
INFORMATION OF GENERATED NOVEL ANALOGUES OF TAXIFOLIN

Compound Sclc(O)cec(cl)[C@@H]10c2c(C(=0)[C@@H]10)c(0)cc(c2)O 71 18
Con%Séu nd O=C1[C@H](O)[C@@H](Oc2c(C1)c(O)cc(c2)O)clee(O)c(ccl)O 71 18
Confsgund O=Cl[C@@H](O)[C@H](Oc2c(C1)c(0O)cc(c2)O)clec(O)c(ccl)O 161 18
Conisgund O=Clc2c(O[C@@H]([C@@H]1C)clcc(O)c(ccl)C)ec(cc20)0 592 18
Coniggund Sclc(O)ce(ccl)[C@H]10c2c(C(=0)[C@@H]10)c(O)cc(c2)0 1 19
Coniggund Sclc2c(O[C@@H]([C@H](C2=0)0)c2cc(O)c(cc2)O)ce(cl)O 1 19
Coniggund Sclcc20[C@@H](c3cc(0)c(ce3)O)[C@H](C(=0)c2c(c1)0)0 1 19
Con%SZund Sclc(O)cee(cl)[C@H]10c2¢(C(=0)[C@H]10)c(O)cce(c2)0 1 19
Conisgund O=C1c2c(O[C@H]([C@H]10)cincc(c(c1)O)O)ce(cc20)0 71 19
Conisgu nd Sclcc20[C@@H](c3cc(O)c(cec3)O)[C@@H](C(=0)c2c¢(c1)0)O 6 19
Con%;gu nd O=Clc2c(O[C@@H]([C@@H]1C#N)clcc(O)c(ccl)O)ec(cc20)0 592 19
Conigiu nd Clclc2c(O[C@@H]([C@@H](C2=0)C)c2cc(0)c(cc2)O)cc(cl)O 592 19
Conigéu nd O=Clc2c(O[C@@H](C1=C)clcc(O)c(cc1)O)cc(cc20)0 592 19
Coniggu nd O=Cclc(O[C@H](c2cc(O)c(cc2)O)C=C)cc(cclO)O 1553 20
Conigéu nd Sclc(O)ce(ccl)[C@@H]10c2c(C(=0)[C@@H]10)c(O)cc(c2)O 71 20
Coni;gu nd Sclc(O)ce(ccl)[C@@H]10c2¢(C(=0)[C@H]10)c(O)cc(c2)0 6 20
Corr%;gund O=Clc2c(O[C@@H]([C@@H]100)clcc(0)c(ccl)O)ec(cc20)0 161 20
Corr};Zund O1c2c(c(0O)ce(c2)O)C(=C)[C@H]([C@H]1clce(O)c(ccl)O)O 161 20
Con%ngund O=Clc2c(O[C@H]([C@@H]10C=0)clcc(O)c(ccl)O)cec(cc20)0 262 20
Con%;?)und Brclec20[C@H](c3cc(O)c(cc3)0)[C@@H](C(=0)c2c(c1)0)C 592 20
Conisgund Brclc(O)cc(cel)[C@H]10c2¢c(C(=0)[C@H]1C)c(O)ce(c2)0 592 20
Con%ﬁcl)und Iclc(O)cc(ccl)[C@H]10c2¢(C(=0)[C@H]1C)c(O)cc(c2)O 592 20
Corr%ﬁcz)und O=Clc2c(O[C@@H]([C@@H]1CO)clcc(0O)c(ccl)O)ec(cc20)0 1600 21
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SIMPLIFIED MOLECULAR INPUT LINE ENTRY SYSTEM AND EVOLUTIONARY
INFORMATION OF GENERATED NOVEL ANALOGUES OF TAXIFOLIN

Compound O=Clc2c(O[C@H]([C@@H]1C=0)clcc(O)c(ccl)O)cc(cc20)0 1614 21
Con%sgund 0O=Clc2c(O[C@H]([C@@H]1OC(=0)N)clcc(O)c(ccl)O)ec(cc20)0 1614 21
Con%sgu nd O=C(O)clc(O[C@H](c2cc(O)c(cc2)O)C=C)cc(cc10)0 1556 21
Coniggund O=Cclc(O[C@H](c2cc(O)c(cc2)0)C)ec(cc10)0 1556 21
Con%SZund O=C(N)clc(O[C@H](c2cc(O)c(cc2)O)C=C)cc(cc10)O 1556 21
Conisgund Sclc2c(O[C@H]([C@H](C2=0)0)c2cc(O)c(cc2)O)ce(cl)O 71 21
Con}Sgund Sclc(O)ce(ccl)[C@H]10c2¢(C(=0)[C@H]10)c(O)cc(c2)0 161 21
Conisgund Sclc2c(O[C@@H]([C@@H](C2=0)0)c2cc(O)c(cc2)O)ce(cl)O 161 21
Coniséund O=Clc2c(O[C@H]([C@@H]10CO)clcc(O)c(ccl)O)ce(cc20)0 262 21
Conisgund Olc2c(c(O)ce(c2)0)[C@@H]([C@H]([C@H]1clcc(O)c(ccl)O)C)O 592 21
Con%sgu nd O=Clc2c(O[C@@H]([C@@H]1C=0)clcc(O)c(ccl)O)cc(cc20)0 592 21
Coniggu nd O=Clc2c(O[C@@H]([C@@H]1C(=0)0)clcc(0)c(ccl)O)ec(cc20)0 1699 22
Coniggund O=Clc2c(O[C@H]([C@@H]1CCO)clce(O)c(ccl)O)ece(cc20)0 1692 22
Coniggund O=Clc2c(O[C@H]([C@@H]1C(=0O)N)clcc(O)c(ccl)O)ec(cc20)0 1636 22
Coni?)Zu nd O=Clc2c(O[C@H]([C@@H]1C(=0)C)clcc(O)c(ccl)O)ec(cc20)0 1636 22
Coniggu nd O=C(N)clc(O[C@H](c2cc(O)c(cc2)O)C)ee(cclO)O 1664 22
Corrfggund FCO[C@@H]1C(=0)c2c(O[C@H]1clce(O)c(ccl)O)ce(cc20)0 262 22
Corﬁggund O1c2c¢(c(O)cc(c2)O)C(=O)[C@H]([C@@H]1clcc(O)c(ccl)O)0C 262 22
Confgcl)und O=Clc2c(O[C@@H]([C@@H](C1)C)clcc(O)c(ccl)O)ee(cc20)0 592 22
Confgcz)und O=Clc2c(O[C@H]([C@@H]1CC(=0)0)clcc(O)c(ccl)O)ce(cc20)0 1718 23
Confggund O=Clc2c(O[C@H]([C@@H]1C(=0)CO)clcc(O)c(ccl)O)cc(cc20)0 1718 23
Confggund Olc2c(c(O)cc(c2)O)C(=C)C[C@@H]1clcc(O)c(ccl)O 1772 23
Corﬁggund O=C(clc(O[C@H](c2cc(0)c(cc2)O)CC)ec(cc10)0)C 1786 23
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SIMPLIFIED MOLECULAR INPUT LINE ENTRY SYSTEM AND EVOLUTIONARY
INFORMATION OF GENERATED NOVEL ANALOGUES OF TAXIFOLIN

Compound Sclc(O)cc(ccl)[C@@H]10c2¢(C(=0)[C@H]10C)c(O)cc(c2)O 262 23
Con?SZund Clclcc20[C@@H](c3cc(0)c(cc3)O)[C@H](C(=0)c2c(c1)O)C 254 23
Confggu nd Fclc(O)cee(cl)[C@H]10c2¢c(C(=0)[C@@H]1C)c(O)cc(c2)O 447 23
Con?ggund 0O=C1c2c(O)cc(cc2C[C@@H]([C@H]1C)clcc(O)c(ccl)0)O 447 23
Conf;gund O=Clc2c(O[C@@H]([C@H]1CC)clcc(O)c(cecl)O)ec(cc20)0 447 23
Conf;éund O=Clc2c(O[C@@H]([C@H]1CCC)clcc(O)c(cecl)O)ec(cc20)0 1876 24
Conf;gund O=Clc2c(O[C@H]([C@@H]1C(=0)CCO)clcc(O)c(ccl)O)ce(cc20)0 1809 24
Confégund 0=C(0O)clc(O[C@H](c2cc(O)c(cc2)O)CC)ec(cclO)O 1843 24
Confégund O=C(clc(O[C@H](c2cc(0)c(cc2)O)CCC)ecc(cc10)O)C 1843 24
Confégund O=CIN([C@@H](c2cc(0O)c(cc2)O)Cc2clc(O)cc(c2)O)C 1873 24
Confégu nd O=C1c2c(O)cc(cc2C[C@@H](C1)clee(O)c(ccl)O)O 1873 24
ConféZund Sclcc20[C@@H](c3cc(0)c(ce3)O)[C@@H](C(=0)c2c(c1)0)0C 262 24
Confpl)gu nd 0O1c2c¢(c(O)cc(c2)O)C(=O)[C@H]([C@H]1clcc(O)c(cecl)O)C 592 24
Confpl)gund O=Clc2c(O[C@@H]([C@@H]1C)clncc(c(cl)O)O)cc(cc20)0 592 24
Confpz)gu nd O=C1lc2c(O[C@H]([C@H]1C(=0)C)clcc(O)c(ccl)O)ec(cc20)0 359 24
Confpz)cl)und O=Clc2c(O[C@@H]([C@H]1CCCC)clce(O)c(ccl)O)ec(cc20)0 1889 25
Corﬁégund O=Clc2c(O[C@@H]([C@H]1C(=0)CC)clcc(O)c(ccl)O)cec(cc20)0 1889 25
Confsgund O=Clc2c(O[C@H]([C@@H]1C(=0)CC=0)clcc(O)c(cc1)O)cc(cc20)0 1899 25
Confséund O=C1[C@H](J]C@H](Oc2c(C1)c(O)cc(c2)O)clec(O)c(cecl)O)C 592 25
Confsgund 0=C1c2c(O)cc(cc2CO[C@@H]([C@@H]1C)clcc(O)c(ccl)0)O 592 25
Confsgund O=C1c2c(O)cc(cc2C[C@H]([C@@H]100)clcc(0)c(cc1)O)O 1217 25
Confsgund O=Clc2c(O[C@H]([C@@]1(0)CC)clcec(O)c(cecl)O)ee(cc20)0 359 25
Corﬁsgund Fclc(O)cee(cl)[C@@H]10c2¢(C(=0)[C@@H]1CC)c(0O)cc(c2)O 359 25
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SIMPLIFIED MOLECULAR INPUT LINE ENTRY SYSTEM AND EVOLUTIONARY
INFORMATION OF GENERATED NOVEL ANALOGUES OF TAXIFOLIN

Compound 0O=C1c2c(O[C@H]([C@H]1C(C)C)clce(O)c(cecl)O)ec(cc20)0 359 25
Con?sgund O=Clc2c(O[C@H]([C@H]1[C@H](CC)C)clcc(O)c(cecl)O)ec(cc20)0 2080 26
Con?Séu nd O=Clc2c(O[C@@H]([C@H]10CCC)clcc(O)c(cecl)O)ec(cc20)0 1998 26
Confsgund O=Clc2c(O[C@@H]([C@@H]1CN)clcc(O)c(cecl)O)cee(cc20)0 592 26
Corﬁsgund S=C[C@@H]1C(=0)c2c(O[C@@H]1clcc(O)c(ccl)O)cc(cc20)0 592 26
Corﬁsgund Clclc(O)cc(cel)[C@H]10c2¢(C(=0)[C@@H]1C)c(O)cc(c2)O 447 26
Confsgund O=CIN[C@@H]([C@H](Oc2c1c(O)cc(c2)O)clee(O)c(ccl)O)C 447 26
Confsgund O=Clc2c(O[C@H]([C@H]1[C@H](O)C)clcc(O)c(ccl)O)ee(cc20)0 359 26
ConfSZund O=Cl[C@H]([C@@H](Oc2c(C1)c(O)cc(c2)O)clce(O)c(ccl)O)CO 1264 26
Confsgund Clclcc20[C@@H](c3cc(O)c(cc3)0)[C@@H](C(=0)c2c(c1)0)CO 1264 26
Confsgu nd S=C[C@H](C(=0)c1c(O)cc(cc10)0)Cclce(O)c(ccl)O 2144 27
Confsgu nd O=Clc2c(O[C@@H]([C@@H]1C(=0O)N)clcc(O)c(ccl)O)ec(cc20)0 2141 27
Confécl)und O=Clc2c(O[C@H]([C@H]1[C@H](CCC)C)clcc(O)c(ccl)O)ec(cc20)0 2085 27
Confééund Clclcc20[C@@H](c3cc(O)c(cec3)O)[C@@H](C(=0)c2c(c1)O)C 2177 27
Confsgund Clclcc20[C@@H](c3cc(O)c(cel)O)[C@@H](C(=0)c2c(cl)O)[C@H](O)C 2177 27
Confééu nd O=Clc2c(O[C@@H]([C@H]1C)clce(c(ccl)O)C)ec(cc20)0 447 27
Corr?:gund Fclc(O)ce(cecl)[C@H]10c2c(C(=0)[C@@H]1C)c(O)cc(c2)O 447 27
Corﬁggund O=Clc2c(O[C@H]([C@@H]100)clcc(N)c(ccl)O)ee(cc20)0 1217 27
Confggund 0=C(c1c(O)cc(cclO)O)[C@@H](C=C)Cclcc(O)c(ccl)O 2188 28
Confsgund O=Clc2c(O[C@@H]([C@@H]1C)clnc(O)c(ccl)O)ce(cc20)0 592 28
Confsgund O=Clc2c(O[C@@H]([C@H]1C)clcnc(c(c1)O)O)cc(cc20)0 447 28
Confggund Clclc2c(O[C@@H]([C@H](C2=0)C)c2cc(0)c(cc2)O)cc(cl)O 447 28
Corﬁgcl)und O=C1c2c(O)cc(cc2N[C@H]([C@@H]100)c1cc(0)c(ccl)0)O 1217 28
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SIMPLIFIED MOLECULAR INPUT LINE ENTRY SYSTEM AND EVOLUTIONARY
INFORMATION OF GENERATED NOVEL ANALOGUES OF TAXIFOLIN

Compound 0O=C1c2c(O[C@H]([C@H]1CC=0)clcc(0)c(ccl)O)ec(cc20)0 359 28
Confsgu nd Clclc2c(O[C@H]([C@H](C2=0)CC)c2cc(O)c(cc2)O)ce(cl)O 359 28
Confsgu nd O=C1c2c(O)cc(cc2C[C@H]([C@H]1CC)clcc(O)c(ccl)0)O 359 28
Confggund Clclc2c(O[C@@H](CC2=0)c2cc(O)c(cc2)O)ce(cl)O 2346 29
Corﬁsgund O=C1c2c(O)cc(cc2N[C@H]([C@@H]1CO)clcc(O)c(cc1)O)O 2361 29
ConfSZund O=C1c2c(O)cc(cc2C[C@H]([C@H]1C(=0)C)clcc(O)c(cc1)O)O 2370 29
Confsgund Olc2c(c(O)ce(c2)O)[Ca@H]([C@@H]([C@H]1clcc(O)c(ccl)O)C)O 447 29
Confsgund O=Clc2c(O[C@@H]([C@H]1C=0)clcc(O)c(ccl)O)cc(cc20)0 447 29
Conf Sgu nd 0O=C1c2c(O)cc(cc2N[C@@H]([C@H]1C)clcc(O)c(ccl1)O)O 447 29
ConfSéund Olc2c(c(O)ce(c2)O)CIC@H]([C@@H]1clcc(O)c(cc1)O)00 1217 29
Confsgu nd 0O=Clc2c(O[C@H]([C@H]1CCO)clcc(0O)c(ccl)O)ec(cc20)0 359 29
Confsgund O=Clc2c(O[C@@H]([C@H]1C(=0)C)clcc(O)c(ccl)O)ec(cc20)0 2435 30
ConfSéu nd O=Clc2c(O[C@H]([C@H]1CC(=0)0)clcc(0)c(ccl)O)ec(cc20)0 2453 30
Confsgu nd O=Clc2c(O[C@H]([C@H]1CCCO)clcc(O)c(cecl)O)ec(cc20)0 2453 30
Confsgund 0O=Clc2c(O[C@H]([C@H]1C[C@H](O)C)clcc(O)c(cecl)O)ec(cc20)0 2453 30
ConfSZund O=Clc2c(O[C@@H]([C@H](C1)C)clcc(O)c(ccl)O)ec(cc20)0 447 30
Corﬁsgund Clclc2c(O[C@H]([C@@H](C2=0)C0O)c2cc(0)c(cc2)O)cc(cl)O 1264 30
Corﬁsgund O=Clc2c(O[C@H]([C@@H]1CN)clcc(O)c(cecl)O)ece(cc20)0 1264 30
Confggund O=Clc2c(O[C@H]([C@@H]1C(=N)O)clcc(0)c(ccl)O)ec(cc20)0 1264 30
Confgcl)und O=Clc2c(O[C@H]([C@H]1CC(O)(C)C)clce(O)c(ccl)O)ec(cc20)0 2473 31
Confgcz)und O=Clc2c(O[C@H]([C@H]1C[C@H](O)CC)clcc(O)c(cecl)O)cec(cc20)0 2471 31
Confggund O=C1c2c(O[C@H]([C@H]1CC(C)C)clcc(O)c(cecl)O)ec(cc20)0 2471 31
Corr?;gund Clclcc20[C@@H](c3cc(O)c(cc3)O)[C@H](C(=C)c2¢(c1)0)O 254 31
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SIMPLIFIED MOLECULAR INPUT LINE ENTRY SYSTEM AND EVOLUTIONARY
INFORMATION OF GENERATED NOVEL ANALOGUES OF TAXIFOLIN

Compound O=Clc2c(O[C@@H]([C@H]1C)clcc(O)c(cc1)C)ec(cc20)0 447 31
Con?;gu nd O=Clc2c(O[C@H]([C@@H]100)clcc(c(cc1)O)C)ec(cc20)0 1217 31
Con?;Zu nd Clclc2c(O[C@H]([C@@H](C2=0)00)c2cc(0O)c(cc2)O)cc(cl)O 1217 31
Con?;gund 0O=C1c2c(O)cc(cc2C[C@H]([C@@H]1CO)clcc(O)c(ccl)0)O 1264 31
Conf;gund 0O=C1c2c(O)cc(cc2N[C@H]([C@H]10C)clcc(O)c(cc1)O)O 332 31
Corﬁsgund O=Clc2c(O[C@H]([C@H]1C[C@@H](OC)O)clcec(O)c(ccl)O)cc(cc20)0 2592 32
Confgéund O=Clc2c(O[C@H]([C@H]1CCCC)clcc(O)c(cecl)O)cec(cc20)0 2594 32
Confsgund O=Clc2c(O[C@H]([C@H]1C(=0)C(C)C)clcc(O)c(cecl)O)ec(cc20)0 2594 32
Confsgund 0O=C1c2c(O)cc(cc2C[C@H]([C@@H]1[C@H](O)C)clce(O)c(cc1)O)O 2636 32
Confsgund O=Clc2c(O[C@@H]([C@H]1C#N)clcc(O)c(ccl)O)ec(cc20)0 447 32
Confsgu nd O=Clc2c(O[C@@H]([C@H]1C)clcc(O)c(ccl)O)ec(cc2C)O 447 32
Confsgu nd O=C1c2c(O[C@H](/C/1=C/O)clcc(O)c(ccl)O)cc(cc20)0 1264 32
Confp?;u nd 0O=C1c2c(O[C@H]([C@H]10CC)clce(O)c(ccl)O)ec(cc20)0 332 32
Confsgu nd O=Clc2c(O[C@H]([C@H]10CCC)clcc(O)c(cecl)O)ec(cc20)0 2753 33
Confsgu nd 0O=Clc2c(O[C@H]([C@H]1CCCCC)clce(O)c(cecl)O)ec(cc20)0 2658 33
Confggund O=Clc2c(O[C@H]([C@H]1[C@@H](O)COC)clce(O)c(ccl)O)ec(cc20)0 2652 33
Corﬁgéund Iclc2c(O[C@@H]([C@H](C2=0)C)c2cc(O)c(cc2)O)cc(cl)O 2714 33
Corﬁggu nd O=Clc2c(O[C@H]([C@H]1C(=0O)CCC)clcc(0)c(ccl)O)ece(cc20)0 2660 33
Confsgund O=Clc2c(O[C@@H]([C@H]1C)clnce(c(c1)O)O)ec(cc20)0 447 33
Confsgund Fclc(O)cee(cl)[C@@H]10c2¢(C(=0)[C@H]1CO)c(O)cc(c2)O 1264 33
Confsgund 0O=C1c2c(O[C@H]([C@H]10C)clcc(c(ccl)O)C)ec(cc20)0 332 33
Confsgund O=C1c2c(O[C@H]([C@H]10CC(C)C)clec(O)c(cec1)O)ec(cc20)0 2776 34
Corﬁsgund O=Clc2c(O[C@H]([C@H]1C(=0)CC)clcc(O)c(ccl)O)ec(cc20)0 2800 34
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Compound O=Clc2c(O[C@@H]([C@H]1CN)clcc(O)c(cc1)O)ec(cc20)0 447 34
Confsgu nd O=Clc2c(O[C@H]([C@@H]100)clcc(O)c(ccl)C)ec(cc20)0 1217 34
Con?ggu nd Fclc(O)cee(cl)[C@@H]10c2¢(C(=0)[C@H]100)c(0O)cc(c2)O 1217 34
Confgéund Clclc(O)cc(cel)[C@@H]10c2¢c(C(=0)[C@H]100)c(0)cc(c2)O 1217 34
Confggund O=Clc2c(O[C@H]([C@@]1(CO)C)clce(O)c(ccl)O)cce(cc20)0 1264 34
Confggund Fclc(O)cce(cl)[C@@H]10c2¢(C(=0)[C@@H]10C)c(O)cc(c2)O 332 34
Con?ggund O=C1c2c(O[C@H](C1(C)C)clcc(O)c(cecl)O)ec(cc20)0 2934 35
Con?ggund O=Clc2c(O[C@H]([C@@]1([C@@H](O)C)C)clcc(O)c(ccl)O)ec(cc20)0O 2934 35
Con?ggund 0O1c2c¢(c(O)cc(c2)O)C(=C)[C@@H]([C@H]1clcc(O)c(ccl)O)C 447 35
Con?gZund O1c2c(c(O)ce(c2)O)C(=C)[C@H]([C@@H]1clcc(O)c(ccl)O)00 1217 35
Confggu nd 0O=C1c2c(O[C@H]([C@H]1CCN)clce(O)ce(cecl)O)ec(cc20)0 359 35
Con?ggu nd 0O=C1c2c(O[C@H]([C@H]1CNC)clce(0O)c(cecl)O)ec(cc20)0 359 35
Con?pl)gu nd 0=C1c2c(O)cc(cc2C[C@H]([C@H]10C)c1cc(0)c(ccl)0)O 332 35
Con?pl)cl)und O=Clc2c(O[C@H]([C@@H]1CCN)clce(O)c(ccl)O)ece(cc20)0 2548 35
Confpl)éu nd O=Clc2c(O[C@H]([C@@H]1C#N)clcc(O)c(ccl)O)ec(cc20)0 2548 35
Confpl)gu nd O=Clc2c(O[C@H]([C@@H]1CCCN)clcc(O)c(cel)O)ec(cc20)0 3037 36
Corr?;gund O=Clc2c(O[C@H]([C@@H]1C(=0O)CN)clcc(O)c(ccl)O)ce(cc20)0 3037 36
Corr?;gund Brclc2c(O[C@@H]([C@H](C2=0)C)c2cc(O)c(cc2)O)ce(cl)O 447 36
Con?;gund Brclc2c(O[C@H]([C@@H](C2=0)00)c2cc(0)c(cc2)O)cc(cl)O 1217 36
Con?égund O=Clc2c(O[C@H]([C@@H]1000)c1cc(O)c(ccl)O)ec(cc20)0 1217 36
Con?égund O=Clc2c(O[C@H]([C@H]1CO)clcc(O)c(cc1)O)ec(cc20)0 359 36
Con?;?)und O=Clc2c(O[C@H]([C@@H]1CO)clcc(O)c(ccl)O)ec(cc20)C 1264 36
Corr?:sgund O=C1c2c(O[C@H]([C@H]10C)clcc(O)c(ccl)C)ec(cc20)0 332 36
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SIMPLIFIED MOLECULAR INPUT LINE ENTRY SYSTEM AND EVOLUTIONARY
INFORMATION OF GENERATED NOVEL ANALOGUES OF TAXIFOLIN

Compound O=Clc2c(O[C@H]([C@@H]1C)clcc(O)c(ccl)O)ec(cc20)C 3130 37
Con?sgu nd S=C[C@H]1C(=0)c2c(O[C@@H]1clcc(O)c(ccl)O)ec(cc20)0 447 37
Con?st?))u nd Sclc2c(O[C@H]([C@@H](C2=0)00)c2cc(O)c(cc2)O)ce(cl)O 1217 37
Con?;gund Fclc2c(O[C@H]([C@H](C2=0)CC)c2cc(O)c(cc2)O)cc(cl)O 359 37
Con?égund Brclec20[C@@H](c3cc(O)c(cc3)0)[C@@H](C(=0)c2c¢(c1)0)CO 1264 37
Con?égund O=Clc2c(O[C@H]([C@@H]1CO)clcc(O)c(ccl)O)cee(cc2C)O 1264 37
Corr?SZund Fclc2c(O[C@H]([C@H](C2=0)0C)c2cc(0)c(cc2)O)cc(cl)O 332 37
Con?égund O=C1c2c(O[C@H]([C@H]10C)clcc(O)c(ccl)O)cec(cec2C)O 332 37
Con?égund Sclc(O)cee(cl)[C@@H]10c2c(C(=0)[C@@H]10C)c(O)cc(c2)O 332 37
Conc:’sgund Clclc2c(O[C@H]([C@H](C2=0)OC)c2cc(0)c(cc2)O)cc(cl)O 332 37
ConfSiund O=Clc2c(O[C@H]([C@@H]1l[C@@H](O)C)clcc(O)c(ccl)O)ec(cc2C)O 3218 38
Con?Séund O=Clc2c(O[C@H]([C@@H]1C)clcc(O)c(ccl)O)cee(cc2C)O 3218 38
Con?sgund O=Clc2c(O[C@H]([C@@H]1C=0)clcc(0)c(ccl)O)ec(cc2C)O 3218 38
ConfSéu nd O=Cl[C@@H](J]C@H](Oc2c(C1)c(O)cc(c2)O)clcc(O)c(ccl)O)C 447 38
Confsgu nd Iclc2c(O[C@H]([C@H](C2=0)CC)c2cc(0)c(cc2)O)ce(cl)O 359 38
Confsgu nd O=C1c2c(O[C@H]([C@H]1CC#N)clcc(O)c(ccl)O)ec(cc20)0 359 38
Corr::’SZund O=Clc2c(O[C@H]([C@@H]1CO)clcc(O)c(ccl)O)ec(cc20)N 1264 38
Corr?sgund O=CIN[C@@H]([C@@H](Oc2clc(O)cc(c2)O)cleec(O)c(ccl)O)CO 1264 38
Confsgund 0O=C1c2c(O[C@H]([C@H]1C#N)clcc(O)c(ccl)O)ec(cc20)0 3308 39
Confsgund O=C1c2c(O[C@H](C1)clcc(O)c(ccl)O)ec(cc2C)O 3239 39
Con?écl)und Sclc2c(O[C@@H]([C@H](C2=0)C)c2cc(0)c(cc2)O)cc(c1)O 447 39
Con?écz)und O1lc2c¢(c(O)cc(c2)O)C[C@H]([C@@H]1clcc(O)c(cc1)O)CO 1264 39
Corr?:sgund O=Clc2c(O[C@H]([C@]1(0)CO)clcce(0O)c(cec1)O)ec(cc20)0 1264 39

344




SIMPLIFIED MOLECULAR INPUT LINE ENTRY SYSTEM AND EVOLUTIONARY
INFORMATION OF GENERATED NOVEL ANALOGUES OF TAXIFOLIN

Compound O=Clc2c(O[C@H]([C@@H]1COC)clce(O)c(ccl)O)ec(cc20)0 1264 39
Con?sgu nd O=C1c2c(O[C@H]([C@H]10C=0)clcc(O)c(ccl)O)cc(cc20)0 332 39
Con?sgu nd 0=C1c2c(O)cc(cc2C[C@H]([C@@H]1CN)clcc(O)c(ccl)0)O 2548 39
Con?;Zund O=Clc2c(O[C@H]([C@@H]1C(=0)0OC)clcc(O)c(ccl)O)cc(cc20)0 3413 40
Confggund O=Clc2c(O[C@H]([C@@H]1CCOC)clcc(O)c(ccl)O)ec(cc20)0 3413 40
Con?;gund O=Clc2c(O[C@H]([C@H]1C=0)clcc(O)c(cc1)O)cec(cc20)0 3418 40
Confsgund O=Clc2c(O[C@H]([C@]1(0)C)clce(O)c(cecl)O)ec(cc20)0 3412 40
Con?séund O=Clc2c(O[C@H]([C@]1(O)[C@@H](O)C)clcc(O)c(ccl)O)cee(cc20)0 3412 40
Con?sgund O=Clc2c(O[C@H]([C@H]1CN)clcc(O)c(ccl)O)cee(cc20)0 359 40
Con?sgund S(C[C@H]1C(=0)c2c(O[C@H]1clce(O)c(ccl)O)ce(cc20)0)C 359 40
Confséu nd 0O=C1c2c(O[C@H]([C@]1(N)CO)clce(O)c(cecl)O)ec(cc20)0 1264 40
Confsgund Clclc2c(O[C@H]([C@@H](C2=0)CN)c2cc(0)c(cc2)O)cc(cl)O 2548 40
Confggu nd 0O=C1c2c(O[C@H]([C@H]1C(=0O)N)clce(O)c(cecl)O)ee(cc20)0 3495 41
ConfSZu nd S(C(=0)[C@H]1C(=0)c2c(O[C@H]1clcc(O)c(ccl)O)cec(cc20)0)C 3498 41
Confsgu nd 0O=Clc2c(O[C@H]([C@]1(N)C=0)clcc(O)c(ccl)O)ec(cc20)0 3503 41
Confsgu nd Clclc2c(O[C@H]([C@@H](C2=0)C)c2cc(0)c(cc2)O)cc(cl)O 3519 41
Corr?sgund O=Clc2c(O[C@H]([C@H]1CC=C)clcc(O)c(ccl)O)ce(cc20)0 359 41
Corr?Séund O1c2c(c(0O)ce(c2)O)C(=C)[C@@H]([C@@H]1clcc(O)c(ccl)O)CC 359 41
Con?ScZ)und FCC[C@H]1C(=0)c2c(O[C@H]1clcc(O)c(cecl)O)cec(cc20)0 359 41
Confggund O=C1c2c(O[C@H]([C@H]1OC(=0)N)clcc(O)c(cec1)O)cec(cc20)0 3431 41
Confggund O=C1c2c(O[C@H]([C@H]1LNC=0)clcc(O)c(cc1)O)cc(cc20)0 3431 41
Confggund O=Clc2c(O[C@H]([C@H]10C(=0)C)clcc(0)c(ccl)O)ec(cc20)0 3431 41
Corr?:ggund Olc2c(c(O)cc(c2)O)C(=0)[C@@H]([C@@H]1clcc(O)c(ccl)O)0C 332 41
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SIMPLIFIED MOLECULAR INPUT LINE ENTRY SYSTEM AND EVOLUTIONARY
INFORMATION OF GENERATED NOVEL ANALOGUES OF TAXIFOLIN

Compound FCCC[C@H]1C(=0)c2c(O[C@H]1clcc(O)c(cecl)O)ec(cc20)0 3598 42
Corssgund 0Olc2c¢(c(O)cc(c2)O)C(=0)[C@@H]([C@@H]1clcc(O)c(ccl)O)C 3623 42
Corssgund O=Clc2c(O[C@H]([C@H]1C(=0)OC)clcc(0)c(ccl)O)ec(cc20)0 3531 42
Con?;gund O=Clc2c(O[C@H]([C@H]1C(=0O)NC)clcc(O)c(cecl)O)ec(cc20)0 3531 42
Con?;éund O1c2c¢(c(O)cc(c2)O)C(=C)[C@@H]([C@@H]1clcc(O)c(ccl)O)COo 3602 42
Con?;gund O=Clc2c(O[C@H]([C@H]LNC(=0)C)clcc(0O)c(ccl)O)ec(cc20)0 3608 42
Confggund SCC[C@H]1C(=0)c2c(O[C@H]1clcc(O)c(ccl)O)ec(cc20)0 359 42
Con?;gund O=Clc2c(O[C@H]([C@@]1(N)CC)clcc(O)c(cecl)O)ee(cc20)0 359 42
Confggund O1lc2c¢(c(O)cc(c2)O)C(=C)[C@H]([C@@H]1clcc(O)c(ccl)O)COo 1264 42
Confggund Olc2c¢(c(O)cc(c2)O)CIC@@H]([C@@H]1clcc(O)c(ccl)O)C 3637 43
Confggu nd Olc2c(c(O)ec(c2)O)C[C@@H]([C@@H]1clcc(O)c(cc1)O)CO 3650 43
Confggu nd O=Clc2c(O[C@H]([C@@H]1C)clncc(c(cl)O)O)cc(cc20)0 3692 43
Con?;gu nd O=C1lc2c(O[C@H]([C@H]1C(=0)OCC)clce(O)c(ccl)O)ec(cc20)0 3642 43
Confsgu nd 0O=C1c2c(O[C@H]([C@H]1C(=0)0O)clce(O)c(cecl)O)ec(cc20)0 3642 43
Confscl)u nd O=C1c2c(O[C@H]([C@H]1C(=0O)NCC)clcc(O)c(ccl)O)ec(cc20)0 3643 43
Confséu nd CICC[C@H]1C(=0)c2c(O[C@H]1clcc(O)c(ccl)O)ec(cc20)0 359 43
Corr?sgund Sclcc20[C@@H](c3cc(0)c(ce3)O)[C@@H](C(=0)c2c¢(c1)0)CO 1264 43
Corr?sgund O=Clc2c(O[C@H]([C@@H]1CN)clcc(c(ccl)O)C)ec(cc20)0 2548 43
Con?sgund Olc2c(c(O)ce(c2)O)[C@H]([C@H]([C@@H]1clcc(O)c(ccl)O)O)C 1231 43
Confsgund O=C1c2c(O)cc(cc2C[C@H]([C@H]1C(=0)0)clcc(0)c(ccl)0)O 3739 44
Confsgund Olc2c(c(O)cc(c2)0)[C@@]([C@H]([C@@H]1clcc(O)c(cc1)0)0)(0)C 3814 44
Confsgund O=Clc2c(O[C@H]([C@@H]1C)clcc(c(ccl)O)C)ec(cc20)0 3812 44
Corr?:sgund BrCC[C@H]1C(=0)c2c(O[C@H]1clcc(O)c(ccl)O)ec(cc20)0 359 44
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SIMPLIFIED MOLECULAR INPUT LINE ENTRY SYSTEM AND EVOLUTIONARY
INFORMATION OF GENERATED NOVEL ANALOGUES OF TAXIFOLIN

Compound O=Clc2c(O[C@H]([C@H]1CC#C)clce(O)c(cecl)O)ec(cc20)0 359 44
Con?séu nd Sclc(O)cce(cl)[C@@H]10c2c(C(=0)[C@@H]1CC)c(0O)cc(c2)O 359 44
Con?sgu nd O=C1c2c(O[C@H]([C@H]10CO)clcc(O)c(ccl)O)ec(cc20)0 332 44
Corsggund Clclcc20[C@@H](c3cc(O)c(ce3)O)[C@@H](C(=0)c2c(c1)O)CN 2548 44
Confggund Fclc(O)cee(cl)[C@@H]10c2¢(C(=C)[C@H]10)c(O)cc(c2)O 1231 44
Confggund O=C1c2c(O[C@H]([C@H]10CCO)clcc(O)c(cecl)O)ec(cc20)0 3901 45
Confsgund BrCCC[C@H]1C(=0)c2c(O[C@H]1clcc(O)c(cecl)O)cec(cc20)0 3881 45
Con?sZund O=Clc2c(O[C@H]([C@@H]1CNO)clcc(O)c(ccl)O)ce(cc20)0 1264 45
Confsgund FCO[C@H]1C(=0)c2c(O[C@H]1clcc(O)c(ccl)O)ec(cc20)0 332 45
Confsgund O=C1c2c(O[C@H]([C@]1(O)CN)clce(O)c(cecl)O)ec(cc20)0 2548 45
Confggu nd Fclc(O)cee(cl)[C@@H]10c2¢(C(=0)[C@H]1CN)c(O)ce(c2)O 2548 45
Confgiu nd Olc2c(C(=C)[C@H]([C@@H]1clce(O)c(cc1)O)0O)c(ce(c2)0)C 1231 45
Confgéund Oclc2C(=C)[C@@H](O)[C@@H](Cc2cc(c1)O)clcc(O)c(ccl)O 1231 45
Confggund 0O=C1c2c(O[C@H]([C@H]1OCC(=0)0)clcc(O)c(ccl)O)ec(cc20)0 3917 46
Confgéu nd O=Clc2c(O[C@H]([C@H]1OCCCO)clcc(0)c(ccl)O)ec(cc20)0 3917 46
Confggund O=Clc2c(OC[C@@]1(O)clcc(O)c(ccl)O)ec(cc20)0 4007 46
Corrdlfggund Sclc2c(O[C@H]([C@@H](C2=0)CO)c2cc(O)c(cc2)O)ce(cl)O 1264 46
CorrAIrSZund Brclc2c(O[C@H]([C@H](C2=0)0C)c2cc(0)c(cc2)O)cc(cl)O 332 46
Con:rggund O=Clc2c(O[C@H]([C@@H]1CNC)clce(O)c(ccl)O)ece(cc20)0 2548 46
Con:lggund Iclc2c(O[C@H]([C@@H](C2=0)CN)c2cc(O)c(cc2)O)ce(cl)O 2548 46
Con:légund O=Clc2c(O[C@H]([C@@H]1CN)clcc(O)c(ccl)O)ec(cc20)C 2548 46
Con:l;cl)und O=C1C(=C)c2c(O[C@H]1clcc(O)c(cc1)O)ec(cc20)0 1231 46
Corrlll;cz)und Oclc2c(N[C@H]([C@@H](C2=C)O)c2cc(0)c(cc2)O)cc(cl)O 1231 46
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SIMPLIFIED MOLECULAR INPUT LINE ENTRY SYSTEM AND EVOLUTIONARY
INFORMATION OF GENERATED NOVEL ANALOGUES OF TAXIFOLIN

Compound O=Clc2c(O[C@H]([C@@]1(0O)C(=0)0O)clcc(0)c(ccl)O)cc(cc20)0 3739 46
Con?;gund 0O=Clc2c(O[C@H]([C@@H]1C(=O)NC)clcc(O)c(ccl)O)ce(cc20)0 4084 47
Con?;gu nd O=Clc2c(O[C@H]([C@@H]1CCNC)clcc(O)c(ccl)O)ec(cc20)0 4084 47
Con?;gund O=Clc2c(O[C@H]([C@H]1CCC(=0)0)c1cc(O)c(ccl)O)ee(cc20)0 4021 47
Cor:r;Zund 0O=C1c2c(OC[C@H]1clcc(O)c(cecl)O)ec(cc20)0 4036 47
Cor:régund 0O=C(c1c(OC)cc(cc10)0)[C@H](O)clce(O)e(cc1)O 4036 47
Cor:régund Iclc2c(O[C@H]([C@@H](C2=0)C)c2cc(0O)c(cc2)O)cc(cl)O 4086 47
Cor:rsgund O=Clc2c(O[C@H]([C@@H]1CO0)clcc(O)c(ccl)O)ce(cc20)0 1264 47
Confééund O=Clc2c(O[C@H]([C@@H]1CON)clcc(O)c(ccl)O)ce(cc20)0 1264 47
Cor:rsgund 0O=C(c1c(0OC)cc(cc10)0)[C@@H](clce(O)c(ccl)O)C 4120 48
Conﬁégu nd 0=C10c2c(C(=0)[C@@H]1clcc(O)c(ccl)O)c(O)ce(c2)0 4118 48
Confégu nd 0O=C(c1c(O)cc(cclO)O)[C@H](clcc(O)c(cecl)O)C 4118 48
Confpz)gu nd O=C1c2c(O)cc(cc2CCI[C@H]1clcc(0)c(ccl)0)O 4118 48
Confpz)gund 0O=Clc2c(O[C@H]([C@@H]1CCO0)clce(0)c(ccl)O)ec(cc20)0 4186 48
Confpz)Zund 0O=Clc2c(O[C@H]([C@@H]1COCO)clce(0O)c(ccl)O)ec(cc20)0 4186 48
Confpz)gu nd O=Clc2c(O[C@H]([C@@H]1CCCO)clcc(O)c(ccl)O)ec(cc20)0 4106 48
Corr?;gund O=Clc2c(O[C@H]([C@@H]1C(=0)CC)clcc(O)c(ccl)O)ce(cc20)0 4106 48
Corrdlrsgund O=Clc2c(O[C@H]([C@H]1clcc(O)c(cec1)O)C)ec(cc20)0 4120 48
Con:ﬁcl)und Clclc2c(O[C@H]([C@@H](C2=C)0)c2cc(0)c(cc2)O)cc(c1)O 1231 48
Con:lScz)und 0=C(c1c(O)cc(cclO)O)[C@H](clcc(O)c(ccl)O)CC 4269 49
Con:lsgund O=Clc2c(O[C@H]([C@@H]1C(=0)OC0O)clcc(0)c(ccl)O)ec(cc20)0 4228 49
Con:lsgund O=Clc2c(O[C@H]([C@@H]1CCOCO)clcc(O)c(ccl)O)ec(cc20)0 4228 49
Corrlllsgund O=Clc2c(O[C@H]([C@@H]1COCCO)clcc(O)c(ccl)O)ec(cc20)0 4228 49
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SIMPLIFIED MOLECULAR INPUT LINE ENTRY SYSTEM AND EVOLUTIONARY
INFORMATION OF GENERATED NOVEL ANALOGUES OF TAXIFOLIN

Compound 0O=Clc2c(O[C@H]([C@@H]1CNCO)clce(O)c(ccl)O)ec(cc20)0 4228 49
CorTl]lSZund O=Clc2c(O[C@H]([C@@H]1CCCCO)clcc(O)c(ccl)O)ce(cc20)0 4241 49
Con?sgu nd O=Clc2c(O[C@H]([C@@H]1CCC(=0)0)clcc(O)c(ccl)O)ec(cc20)0 4241 49
Con?sgund O=Clc2c(O[C@H]([C@H]1clcnc(c(c1)O)0)C)ec(cc20)0 4269 49
Cor:r;gund O=Clc2c(O[C@H]([C@@H]1CNN)clcc(O)c(ccl)O)ce(cc20)0 2548 49
Cor:r;éund Iclc2c(O[C@H]([C@@H](C2=C)O)c2cc(O)c(cc2)O)ce(cl)O 1231 49
Cor:rggund S(=0)(=0)(O)[C@H]1C(=0)c2c(O[C@H]1clcc(O)c(ccl)O)ee(cc20)0 3739 49
Cor:r;gund O=Clc2c(O[C@H]([C@@H]1C(=0O)NN)clcc(0O)c(ccl)O)ce(cc20)0 4392 50
Cor:r;gund O=Clc2c(O[C@H]([C@@H]1CCNN)clce(O)c(ccl)O)ee(cc20)0 4392 50
Cor:r;gund O=Clc2c(O[C@H]([C@@H]LCNCCO)clcc(O)c(ccl)O)ec(cc20)0 4331 50
Confsgund 0O=Clc2c(O[C@H]([C@@H]1CNC=0)clcc(0)c(ccl)O)ec(cc20)0 4331 50
ConfSZu nd O=C1c2c(OC[C@H]1Cclcc(0O)c(ccl)O)ec(cc20)0 4120 50
Confsgu nd SC(=0)O[C@H]1C(=0)c2c(O[C@H]1clce(O)c(cecl)O)ec(cc20)0 3431 50
Confggund Brclc2c(O[C@H]([C@@H](C2=C)O)c2cc(O)c(cc2)O)cc(cl)O 1231 50
Confggund 0Olc2c¢(c(O)ec(c2)O)C(=0)[C@H]([C@@H]1clcc(O)c(ccl)O)C 1231 50
Confgcl)u nd Clclc2c(O[C@H]([C@H](C2=0)C(=0)0)c2cc(O)c(cc2)O)ce(cl)O 3739 50
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