
!"#$$%%&'!"#('$#)*+,'$#-./*01'2/*'3*)4'3516/7#*8
!"#$%&'()*"##)$'+),$-.)/#%01+-)21")3#-&('&'()/#+&4&'#

!"#$%&'"(%)$%*%+,-&./01)&./0$2%"30)+,-&45$/(607&8095)5+,-&!%)&.03:;5(<,-&.56950&="59%665>
<.5%""0&=(66%?%&@%A0"23%)2&(B&=/%3572"#

>C01"%)$%&!%"*%6%#&4025()06&C0D&=(3A:25)?&.$5%)$%7
+E3%"5$0)&F59%"&=(66%?%

,G%66(1&(B&C01"%)$%&!%"*%6%#&4025()06&C0D

3$%$-#%)$'+)5'%#"16#"$7&8&%.
971:%)%0#)3$%$-#%)

!"#$%&'()*$+'),$-./$01(1$2$!"#$%(&'(#)*+)%,)#-).)/%0'1$"*'.%&'2)
345(516$"/.()54$2%3453%+"#"*'6$#78%9!&%:#"1)'8)%(9!&;<=) (>$?7#)%@)
788/.95*1()$"/.()54$05*)4'5.4'$2%@AÅ%B%@CÅ%B%@DÅ
:5;14,'$2%@CEFG@%.$?'*H8%1I'1%I'6)%2))*%1)81)H%'?'$*81%9!&;<=J
01(1')($%(/<=(</)$2
% •%K"#%)'+I%.$?'*HE%~GLL%:"8)8%()#)%+#)'1)H%($1I$*%9!&;<=J
 • ~ @JC%M$..$"*%:"8)8%()#)%?)*)#'1)H%$*%1"1'.J
% •%K"#%)'+I%:"8)E%1I)%+"##)8:"*H$*?%$*1)#'+1$"*%)*)#?/%('8%+'.+7.'1)HJ%%%
"/.;/1*'$+'),$>5(?54$#./5$(.$@)4)/1()$01(1$2$
% •%M".)+7.'#%N)+I'*$+'.%81#7+17#)8O%3N$*'
% •%P7'*17N%N)+I'*$+'.%8$*?.)%:"$*1%)*)#?$)8O%P+I)N
 •%Q"B).$R)H%:"8)8%>"#%$*1)#":)#'2$.$1/O%!781"N%:/1I"*%8+#$:1%(>$?7#)%9)
!.A$!"#$>1'$+'),$2%
 •%!"#$S8%*"H)8%("#-$*?%$*%:'#'..).%H)+#)'8)H%1$N)%1"%?)*)#'1)%H'1'J
% % •%T$1I"71%:'#'..).$R'1$"*%O%~GFJ9D%H'/8J%T$1I%:'#'..).$R'1$"*%O%~@%H'/8J
 •%!"#$%I"81)H%1I)%H'1'8)18%($1I$*%1I)%@L%U,%78)#%8+#'1+IJ

Mean Squared Error

Root Mean Squared Error

Mean Absolute Percentage Error

Coefficient of Determination (R2) 

Epochs

:  8.36x10-2 Kd2 on Test

:  0.900

:  2.92x10-1 Kd on Test   

:  77
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:  3.45% On Test
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Spectrophores cage simulation(A) is used to find ligands property fields (B)
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