Table S1. Chemical structures of natural and synthetic chalcones with anticancer activity.

Structure Chalcone derivative

1 Licochalcone A

2 trans-chalcone

3 Licochalcone B

4 Licochalcone C

5 Licochalcone D

6 Xanthohumol

7 Panduretin A
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14.R;=COCHj3, R2=H;
15.R1,R.=COCHpg;
16.R1=CO(CHy>)sCHs, Ro=H;
17. R1=CO(CH2)10CH3, Ro=H;
18.R1,R,= CO(CH,)10CHg;
19.R1=COC(CHs)3;

20.R1, R2=COC(CH3)3.
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Chalcone derivatives containing diaryl ether moiety
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Chalcone derivatives containing sulfonamide moiety

43-54

43-48 R»-43. H; 44.Cl; 45.CHs;
46.0CHs, 47.R1,R2,R3=0CH3;
48. R2,R3=CH>02

49-54 R»-49. H; 50.Cl; 51.CHs;
52.0CHjs; 53.R1,R2,R3=0OCHp3; 54.
R2,R3=CH,02

55.R=H; 56.R=2-F; 57.R=3-F; 58.R=4-F,
59.R=2,3-diF; 60.R=2,4-diF; 61.R=2,5-
diF; 62.R=3,4-diF

Aminochalcones
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63.R1=2-NH>, R2=H;

64.R1=2-NH2, R»=4-CH2-CHs;
65.R1=2-NH>, R»=4-COOH;
66.R1=2-NH2, R2=4-NO>;
67.R1=2-NH>, R»=4-OCH>CsHs;
68.R1=2-NH2, R»=3-OMe-40CH>CsHs;
69.R1=3-NH>, R2=H;

70.R1=3-NHp>, R2=4-CH,-CH3s;
71.R1=3-NHj>, R2=4-COOH,;




72.R1=3-NH2, R2=4-NOg;
73.R1=3-NH2, R2=4-OCH2CsHs;
74.R1=3-NH3, R2=3-OMe-40CH,CsHs;
75.R1=4-NH>, R2=H;

76.R1=4-NH2, R»=4-CH2-CHs;
77.R1=4-NH>, R2=4-COOH;
78.R1=4-NH2, R2=4-NOg;
79.R1=4-NH2, R2=4-OCH2CsHs;
80.R1=4-NH>, R2=3-OMe-40CH,CsHs;
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81.R1=R2=R3=H;
82.R1=R3=H, R»=0CHs;
83.R1=R»=H, R3=0OCHg3s;
84.R1=R3=0CHg3;, Ro=H;
85.R1=H, R2=R3=0CHj3;
86.R1=R2=R3=0CHg3;

87.R1=R7=H; R2=R3=R4s=Rs=0CH3s,
Rs=NH>;
88.R1=Rs5=R7=H, R2=R3=R4=0CHj3,
Rs=NH>;
89.R1=R4=0CH3, R2=R3=Rs=R7=H,
Rs=NH>;
90.R1=R4=Rs=0CHj3, R2=R3=R7=H,
Rs=NH>;
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92.R1=R2=H,;

93.R1=n-propyl, R>=H;

94.R1=n-butyl, Ro=H;
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95.Ri= O | Ry=H;
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96.R1= , Ro=H;
97.R= O | Rs;=H;
98.R1=CH3, Ro=H:;

99.R1=R»= A}rg ;
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100.R= O . Ro=H:
101.Ri= O . Ro=H;

102.Ri= O . Ro=H:;

Cl
103.R= O . Ro=H:;

Imidazole —chalcone derivatives
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104.R2=Br, R1=R3=H, R4=SMe;
105.R»=F, R1=R3=H, R4=SMe;
106.R2=Cl, R1=R3=H, R4=SMe;
107.R2=NO3, R1=R3=H, R4=SMe;
108. R2=0Ph, R1=R3=H, R4=SMEe;
109. R2=CHs, R1=R3=H, R4=SMe;
110.R1,R2=Ph, R3=H, R4s=SMe;
111.R2=0CH3s, R1=R3=H, R4=SMe;
112.R1=R2=R3=0CH3s, R4=SMe;
113.R2=Br, R1=R3=H, R4=SEt;
114.R2=F, R1=R3=H, R4=SEt;
115.R2=Cl, R1=R3=H, R4=SEt;
116.R2=NO3, R1=R3=H, R4=SEt;
117. R2=0OPh, R1=R3=H, R4=SEt;
118. R2=CH3s, R1=R3=H, R4=SEt;
119.R1,R2=Ph, R3=H, R4=SEt;
120.R2=0CH3s, R1=R3=H, R4=SEt;
121.R1=R2=R3=0CHs3, R4=SEt;
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Tetrazole-chalcone derivatives
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173.R=H; 174.R=3,4-(OCHz); 175.R=3,4,5-
(OCHz3)3; 176.R=4-Cl; 177.R=2-Br; 178.4-
Br; 179.R=4-F; 180.R=2-NO>

Thiazole-chalcone derivatives
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181.R=4-OCHpgs; 182.R=4-CHjs; 183.R=H,;
184.R=4-F; 185.R=4-Cl; 186.R=2,4-diClI
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187.R=H; 188.R=3,4,5-(OCHz)s; 189.R=35-
(OCHs)z; 190.R=4-OCHs; 191.R=4-CI;
192.R=4-Br; 193.R=4-NO;; 194.R=3,5-
(NO)z; 195.R=4-CN; 196.R=4-CHs

Tetrazole-chalcone derivatives

197

1,2,4-triazole chlacone derivative

OMe
198- R; | 198.R;=0OH, R2=R3=R;=H, Rs=Rs=OMe;
206 /@ 199. R;=0OH, R,=R3=R.=Rs=H, Rs=Br;
R¢ /_fN R; | 200. Ri=OH, R,=R3=R;=R¢=H, Rs=OH;
R; O X O (0] N// Ry 201. R1:OH, R=R4= H, R3=ME,R5,

Rs=OMe;

202. R1=0OH, R»=R4=Rs=H, R3=Me, Rs=Br;
203. R1=0OH, R2=R4=Rs=H, Rs=Me, Rs=0OH,;
204. R1=0OH, R2=R4 =H, R5=Cl,
Rs=Rs=OMEe;

205. R1=OH, R>=R4=Rs=H, R3=C|, Res=Br;
206. R1=0H, R,=Rs=Rs=H, R3=Cl, Rs=0OH.




