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DB10
henyT—4
TablelD T0C1 TableType TOC2 ID TOC3 SMILES TOC4
Thl_Cat_001 Catalog ZINC000000001084 | Cn1cnc2c1c(=0)n(C)e(=0)n2C
Tbl_Cat_001 Catalog ZINC000000001447 Cn1c2nnenc2e(=0)n(Cle1=0
Thl_Cat_001 Catalog ZINC000000002151 Cnicnc2c1c{=0)nHle(=0)n2C
Thl_Cat_001 Catalog ZINC000000008657 NC(=O)c1nce[nH]c1=0
Thl_Cat_001 Catalog ZINC000000049143 Cc1nH]e(=0)[nH]c(=0)c1CO
[55]
DB11
EERT—4
TablelD T1C1|TableType T1C2 ID T1C3 SMILES T1C4 MWET1C5 {logP T1C6
Tbl_Exp_001| Experiment |ZINC000001532558| O=C(0)C(=0)CO 104.061 -1.368
Tbl_Exp_001| Experiment |ZINC000001532759| O=C(O)C(=0)C(=0)O | 118.044 -1.275
Tbl_Exp_001| Experiment |ZINC000001534133]0=C(O)CNC(=0)C(=0)0| 147.086 -1.728
Thbi_Exp_001| Experiment [ZINCO00001555345 CNCC(N)=0 88.110 -1.309
Tbi_Exp_001| Experiment [ZINC000001556606] NC(=O)N1CCNCC1 129.163 -1.030
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! NA0T F—RBERXTHNT—TL S
TablelD |[TableType BE{TH
T30 1302 1D T3C3 SMILES T3C4 T3C5
[11,00,.],
Thl_Cat_001| Catalog [ZINCO00000001084|Cncnc2e1c(=0)n(Cle(=0)n2C %838%
o]
[[1.0,0,..]
Tbl_Cat_001] Catalog |ZINC000000001447| Cnic2nncnc2e(=0)n(C)c1=0 %8'8’8'“'%'
T
[{1,0,0,..]
Tbl_Cat_001] Catalog {ZINC000000002151|{Cn1cnc2c1e(=0)[nH]c(=0)n2C {8,(1)'8’”%’
o
[[0,0,1,..]
Tbl_Cat_001{ Catalog |ZINC000000008657| NC(=O)cinccinH]c1=0 {8’8’8’”'}’
o]
. e 142
BT —REXTHT—TI
TablelD | TableType MWt | logP [iBE 01T
T4C1 TAC2 ID T4C3 SMILES TaC4 T4C5 | T4C6 T4C7
, [0,0,0,.]
Thl_Exp_001|Experiment|ZINC000001532558|  O=C(O)C(=0)CO  |104.061-1.368 %888%
o]
[0,0,0,..]
Thl_Exp_001|Experiment|ZINC000001532759| 0=C(0)C(=0)C(=0)0 |118.044-1.275 {888}
T
[10,0,0,..]
Thl_Exp_001 [Experiment|ZING000001534133|0=C(0)CNC(=0)C(=0)0147.086]-1.728 %888}
R
[10,0,0,.],
Tbl_Exp_001|Experiment{ZINC000001555345 CNCC(N)=0 88.110 |-1.309 {8’8’8'"'}'
L
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Tbl_G_100| Catalog |ZINCO00000001084|Cn1cnc2e1c(=0)n(C)e(=0)n2C

(70,0,
0.1,0...]

Thl_G_100| Catalog {ZINC000000001447| Cn1cZnnenc2e(=0)n(C)e1=0 000, ]
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0,10,
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000,..],
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TablelD | TableType
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MWt | logP |#5:&501T7]]

ID T6C3 SMILES T6C4 T6C5 | T6C6 1607

[{0,00,..],
[0,0,0,...],

Tbl_R_100/ExperimentiZING000001532558( ~ O=C(OJG(=0)CO  [104.06111.368) /0’0"

(0,001,
000,.].
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000...]
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00,0,.]
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‘CatalogData Tables": [“Tbl_Cat_0017,
“ExperimentData Tables”; ['Tbl_Exp_001",
“Target Properties”. ["MWL", “logP"],
“Target Property Values™ {"MWt": 1.249, “logP": -1.121},
‘Number_of_vae_relation™ 1,
“VAE_Initial_Params”:|

‘vae_grammar_layers”:

[{'enc™ {...}
‘dec”: {..}}
]l
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]
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]
}
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#dec_01 4 1 {'Thl_G_100" "B & 177"}
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#dec_03 4 3 {"Tbl_R_302": [*Prop2’, “Prop3"}}
#dec_02 5 2 {“Tbl_R_301": ["Prop1"]}
#dec_01 6 1 {Tol_G_100" ‘&&= 1T7")
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0
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,_,,_.,,_u
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