Table TS1.Properties or variables of the homologous serieshitdromethyl-ketone derivatives with an acetyl group @Rl achloromethyl group at Raken fromChEMBL database

num Boiling Enthalpy o ACD/ ACD/ ACD/ Surface Molar No.
full Qed acd S rtb Heavy Densit . o ACD Polarizabili '

Cmpn mwt weighted logp Lipinski alogp atoms  [g/cn] point [°C] vaporizatio LogF LogD BCF KOC « 16 [orr] tension volume of C

Ro5vltns at 760mmHg [kJ/mol] (pH 7.4) (pH 7.4) (pH 7.4) [dyne/cr [em] inR
1 209.70 0.68 -0.15 0 0.66 5 12 1.2 405.2 65.7 1.17 0.79 2.36 64.26 20.2 40.2 1729 1
25734‘ 223.72 0.69 036 O 1.05 6 13 1.2 412.7 66.5 1.70 1.13 4.28 98.56 22.0 39.6 189.4 2
%Z;zj 237.75 0.54 087 O 1.44 7 14 1.2 421.4 67.5 223 158 9.27 171.37 23.9 39.1 2059 3
i5050; 251.78 0.53 138 O 1.83 8 15 1.1 430.9 68.6 276 2.04 20.76 305.12 25.7 38.7 2224 4
5 265.81 0.51 189 0 2.22 9 16 11 441.1 69.8 329 271 67.12 706.75 27.5 38.3 2389 5
é4991 279.83 0.49 240 O 2.61 10 17 1.1 451.6 71.1 3.83 3.14 144.31 1222.44 29.4 38.0 2554 6
izztl)‘ 293.86 0.47 291 O 3.00 11 18 11 462.4 72.3 436 3.69 376.21 2427.15 31.2 37.7 2719 7
8 307.89 0.44 342 0 3.39 12 19 1.1 473.3 73.6 4.89 4.19 901.08 4535.43 33.0 375 288.4 8
35545‘ 32191 041 393 0 3.78 13 20 1.1 484.4 75.0 542 494 3321.09 11537.90 34.9 37.3 3049 9
;éziz: 335.94 0.38 444 0 4.17 14 21 1.1 484.4 75.0 542 494 3321.09 11537.90 349 371 3049 10
1;3171 349.97 0.35 495 0 4.56 15 22 1.0 506.5 77.6 6.48 5.71 12944 .47 30550.50 38.6 36.9 3379 11
12 ;364.00 0.31 546 0 4.95 16 23 1.0 517.6 79.0 7.01 6.07 24159.48  47752.92 40.4 36.8 354.4 12
?5312(2)2 392.05 0.24 6.48 1 5.73 18 25 1.0 539.5 81.7 8.07 7.35 225458.66 236211.20 44.1 36.5 3875 14
17 4: 406.08 0.21 699 1 6.12 19 26 1.0 550.4 83.0 8.61 7.88 577181.63 462933.1( 45.9 36.4 4040 15
1230 420.10 0.18 750 1 6.51 20 27 1.0 561.2 84.4 9.14 8.39 1000000.00 875320.8 47.7 36.3 4205 16
?C,;:ngr? compound (boldface) and Chemical Abstract Service (CAS) number.

hba Lipinski = 3 in all cases.
hbd Lipinski = 1 in all cases.

Polar surface area?.00&in all cases.
psa = 46.14% in all cases.



