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Table 1: Calculation of global reactivity parameters using DFT. 

Comp 
HOMO 

(eV) 

LUMO 

(eV) 

ΔE         

(eV) 

IP 

      (eV) 

EA 

    (eV) 

η 

(eV) 

σ             

(eV) 

µ           

(eV) 

ω     

(eV) 

χ            

(eV) 

K4 -5.0978 -2.061 3.0368 5.0978    2.061 1.5184 0.3292 -1.5184 0.7592 3.5794 

K5 -5.0806 -2.0559 3.0247 5.0806 2.0559 1.5123 0.3306 -1.5123 0.75615 3.5682 

K6 -4.9588 -1.9365 3.0223 4.9588 1.9365 1.5111 0.3308 -1.5111 0.75555 3.4476 

K7 -5.2099 -2.2713 2.9386 5.2099 2.2713 1.4693 0.3402 -1.4693 0.73465 3.7406 

K8 -4.9944 -1.9469 3.0475 4.9944 1.9469 1.5237 0.3281 -1.5237 0.76185 3.4706 

K9 -4.9925 -1.9875 3.005 4.9925 1.9875 1.5025 0.3327 -1.5025 0.75125 3.49 

K10 -4.9333 -1.9667 2.9666 4.9333 1.9667 1.4833 0.3370 -1.4833 0.74165 3.45 

K11 -5.1371 -2.1119 3.0252 5.1371 2.1119 1.5126 0.3305 -1.5126 0.7563 3.6245 

K12 -5.1454 -2.1275 3.0179 5.1454 2.1275 1.5089 0.3313 -1.5089 0.75445 3.6364 

K13 -5.1286 -2.1230 3.0056 5.1286 2.1230 1.5028 0.3327 -1.5028 0.7514 3.6258 

K14 -5.2602 -2.3126 2.9476 5.2602 2.3126 1.4738 0.3392 -1.4738 0.7369 3.7864 

K15 -5.0412 -2.0203 3.0209 5.0412 2.0203 1.5104 0.3310 -1.5104 0.7552 3.5307 

K16 -5.0151 -2.0385 2.9766 5.0151 2.0385 1.4883 0.3359 -1.4883 0.74415 3.5268 

K17  -5.404 -2.0355 3.3685     5.4040 2.0355 1.6842 0.3033 -1.6842 0.8421 3.7197 

K18 -5.1585 -2.1619 2.9966 5.1585 2.1619 1.4983 0.3337 -1.4983 0.74915 3.6602 

K19 -5.1664 -2.1776 2.9888 5.1664 2.1776 1.4944 0.3345 -1.4944 0.7472 3.672 

K20 -5.1474 -2.1657 2.9817 5.1474 2.1657 1.4908 0.3353 -1.4908 0.7454 3.6565 

K21 -5.0252 -2.0643 2.9609 5.0252 2.0643 1.4804 0.3377 -1.4804 0.7402 3.5447 

K22 -5.0645 -2.0735 2.991 5.0645 2.0735 1.4955 0.3343 -1.4955 0.74775 3.569 

K23 -5.3414 -2.4386 2.9028 5.3414 2.4386 1.4514 0.3444 -1.4514 0.7257 3.89 

K24 -5.2320 -2.4211 2.8109 5.2320 2.4211 1.4054 0.3557 -1.4054 0.7027 3.8265 

K25 -5.5061 -2.5416 2.9645 5.5061 2.5416 1.4822 0.3373 -1.4822 0.7411 4.0238 

K26 -5.5128 -2.5534 2.9594 5.5128 2.5534 1.4797 0.3379 -1.4797 0.73985 4.0331 

 

Table 2: Binding energy and interactions between target molecules (K1-K26) and receptor 

1P44 and 4KTF. 

 1P44 4KTF 

Compound 

code 
Docking 

score 

(Kcal/mol) 

H-boding 
Pi-Pi 

stacking 

Docking 

score 

(Kcal/mol) 

H-boding 
Pi-Pi 

stacking 

K4 -11.1 Ile194 The196 -5.6 - Ile236 

K5 -7.6 Tyr158, 

Ile194 

Tyr158 -5.6 - - 

K6 -7.8 Tyr158, 

Ile194 

Tyr158 -5.1 - Trp168 

K7 -8.3 - - -5.9 - Phe168 

K8 -8.8 Tyr158, 

Ile194 

Phe149 -7.9 Thr77, 

Arg72 

Trp182 

K9 -7.3 Tyr158, 

Gyl104 

Tyr158 -7.7 Gln385 Phe168, 

Trp182 

K10 -9.4 Tyr158, 

Ile194 

Phe149 -7.6 Thr77 Trp182 

K11 -8.3 Ile 194 - -7.6 Thr77 Phe168, 

Trp182 

K12 -6.9 Tyr158, 

Ile194 

Tyr158 -7.9 Thr77, 

Arg72 

Trp182 

K13 -7.5 Ile194 - -8.4 - Trp182 



K14 -8.8 Tyr158, 

Ile194 

Tyr158, 

Phe149 

-7.8 Gln385 Trp182, 

Phe168 

K15 -11.9 Tyr158, 

Ile194 

Phe149 -6.5 Val82 Ile236 

K16 -10.9 Tyr158, 

Ile194 

Phe149 -8.1 Ser170, 

Met86 

Trp182, 

Phe168 

K17 -8.8 Tyr158, 

Ile194 

Phe149 -8.3 Gln385 Trp182 

K18 -11.3 Tyr158, 

Ile194 

Phe149 -6.0 - Trp182 

K19 -9.2 Tyr158, 

Ile194 

- -7.9 Gln385, 

Thr229 

Trp182, 

Phe168 

K20 -7.5 Tyr158, 

Ile194 

Tyr158 -8.2 - Gln385 

K21 -9.1 Tyr158, 

Ile194 

Tyr158, 

Phe149 

-8.7 Thr229, 

Met86 

Trp182, 

Phe168 

K22 -9.2 Lys165 Phe149 -6.4 - - 

K23 -8.3 Tyr158, 

Lys165 

Tyr158 -7.8 Asn85 Phe168 

K24 -8.8 Lys165 Tyr158, 

Phe149 

-7.8 Asn74 Trp182 

K25 -8.6 - - -4.1 Ser170 Trp182, 

Phe168 

K26 -6.4 Tyr158 Tyr158 -7.3 Gln385, 

Asn74, 

Val82 

- 

 

 



  

Figure S1: 1H-NMR spectrum of compound 3a 

       

Figure S2: 1H-NMR spectrum of compound 3b 



 

Figure S3: 1H-NMR spectrum of compound 3c 

 

Figure S4: 1H-NMR spectrum of compound 3d 



 

Figure S5: 1H-NMR spectrum of compound 3e 

 

Figure S6: 1H-NMR spectrum of compound 3f 

 



 

Figure S7: 1H-NMR spectrum of compound 3g 

 

Figure S8: 13C-NMR spectrum of compound 3a 



 

Figure S9: 13C-NMR spectrum of compound 3b 

 

Figure S10: 13C-NMR spectrum of compound 3c 



 

Figure S11: 13C-NMR spectrum of compound 3d 

 

Figure S12: 13C-NMR spectrum of compound 3e 



 

Figure S13: 13C-NMR spectrum of compound 3f 

 

Figure S14: 13C-NMR spectrum of compound 3g 



 

Figure S15: HR-MS spectrum of compound 3a 

 

Figure S16: HR-MS spectrum of compound 3b 

m/z
60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400

%

0

2400090-S-1 20 (0.355) Cm (20:33) TOF MS ES+
5.43e6210.0958

136.8356

97.7636

211.1132

241.0730 258.1103

Exact Mass: 209.0953

m/z
60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460

%

0

2400091-S-2 45 (0.778) Cm (45:52) TOF MS ES+
3.13e6226.0912

227.1030

Exact Mass: 225.0902



 

Figure S17: HR-MS spectrum of compound 3c 

 

Figure S18: HR-MS spectrum of compound 3d 

m/z
60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500

%

0

2400094-S-5 28 (0.490) Cm (28:47) TOF MS ES+
8.20e6214.0708

215.0866

Exact Mass: 213.0702

m/z
60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500

%

0

2400092-S-3 27 (0.473) Cm (27:54) TOF MS ES+
5.07e6230.0415

136.8059 210.0573

232.0517

226.0893

233.0592

Exact Mass: 229.0407



 

Figure S19: HR-MS spectrum of compound 3e 

 

Figure S20: 1H-NMR spectrum of compound 4a 

m/z
60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500 520 540 560

%

0

2400093-S-4 21 (0.372) Cm (21:36) TOF MS ES+
4.13e6273.9910

136.7454

97.6992

225.9934

137.7452
162.7556 209.9682

240.9174
277.0034

Exact Mass: 272.9902



 

Figure S21: 1H-NMR spectrum of compound 4b 

 

Figure S22: 1H-NMR spectrum of compound 4c 



 

Figure S23: 1H-NMR spectrum of compound 4d 

 

Figure S24: 1H-NMR spectrum of compound 4e 



 

Figure S25: 1H-NMR spectrum of compound 4f 

 

Figure S26: 1H-NMR spectrum of compound 4g  



 

Figure S27: 13C-NMR spectrum of compound 4a 

 

Figure S28: 13C-NMR spectrum of compound 4b 



 

Figure S29: 13C-NMR spectrum of compound 4c 

 

Figure S30: 13C-NMR spectrum of compound 4d 



 

Figure S31: 13C-NMR spectrum of compound 4e 

 

Figure S32: 13C-NMR spectrum of compound 4f 



 

Figure S33: 13C-NMR spectrum of compound 4g 

 

Figure S34: 13C-NMR spectrum of compound 4a 

TOF MS ES+
2.01e5

10052025-D12 4 (0.135) Cm (4:9)

m/z
25 50 75 100 125 150 175 200 225 250 275 300 325 350 375 400 425 450 475 500 525 550 575

%

0

100
238.0918

194.9206

238.0479

239.1123

Exact Mass: 237.0902



 

Figure S36: HR-MS spectrum of compound 4c 

 

Figure S35: HR-MS spectrum of compound 4d 

 

1: TOF MS ES+
5.76e6

07102024-F-5 6 (0.118) Cm (6:9)

m/z
60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500

%

0

100
242.0657

170.0485

243.0684

Exact Mass: 241.0651

1: TOF MS ES+
3.73e6

07102024-F-4 5 (0.101) Cm (4:8)

m/z
60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500 520 540 560 580 600

%

0

100
258.0358

260.0384

Exact Mass: 257.0356



 

Figure S37: HR-MS spectrum of compound 4f 

 

Figure S38: HR-MS spectrum of compound 4g 

 

TOF MS ES+
2.56e7

10052025-D13 4 (0.084) Cm (4:8)

m/z
60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500

%

0

100
249.0710

135.7082

250.0753
381.3683

270.9391

Exact Mass: 248.0698

TOF MS ES+
3.67e7

10052025-D9 11 (0.203) Cm (11:17)

m/z
60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420

%

0

100
224.0758

225.0830

Exact Mass: 223.0746



 

Figure S39: 1H-NMR spectrum of compound 5a 

 

Figure S40: 1H-NMR spectrum of compound 5b 



 

Figure S41: 1H-NMR spectrum of compound 5c 

 

Figure S42: 1H-NMR spectrum of compound 5d 



 

Figure S43: 1H-NMR spectrum of compound 5e 

 

Figure S43: 1H-NMR spectrum of compound 5f 



 

Figure S44: 1H-NMR spectrum of compound 5g 

 

Figure S45: 13C-NMR spectrum of compound 5a 



 

Figure S46: 13C-NMR spectrum of compound 5b 

 

Figure S47: 13C-NMR spectrum of compound 5c 



 
Figure S48: 13C-NMR spectrum of compound 5d 

 

Figure S49: 13C-NMR spectrum of compound 5e 



 

Figure S50: 13C-NMR spectrum of compound 5f 

 

 Figure S50: 13C-NMR spectrum of compound 5g 



 

Figure S51: HR-MS spectrum of compound 5b 

 

Figure S52: HR-MS spectrum of compound 5c 

1: TOF MS ES+
8.27e6

07102024-G-2 6 (0.118) Cm (6:11)

m/z
60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500 520 540 560 580 600

%

0

100
327.0962

328.1060

299.0965

349.0844

Exact Mass: 326.0950

1: TOF MS ES+
7.24e7

07102024-G-5 8 (0.152) Cm (8:15)

m/z
60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500 520 540 560 580 600

%

0

100
315.0758

256.4762

316.0836

317.0710

Exact Mass: 314.0750



 

Figure S53: HR-MS spectrum of compound 5d 

 

Figure S54: HR-MS spectrum of compound 5f 

 

TOF MS ES+
9.23e6

10052025-D10 4 (0.135) Cm (4:7)

m/z
50 75 100  125  150  175  200  225  250  275  300  325 350  375  400  425  450  475  500  525  550  575  600  625  650  675  700  725  750

%

0

100
331.0462

200.9903

165.0271
202.9882 333.0483

531.0192334.0514

Exact Mass: 330.0454

TOF MS ES+
1.45e7

10052025-D11 13 (0.250) Cm (13:17)

m/z
50 75 100 125 150 175 200 225 250 275 300 325 350 375 400 425 450 475 500 525 550 575 600 625 650 675

%

0

100
322.0807

323.0824

Exact Mass: 321.0797



 

Figure S55: 1H-NMR spectrum of compound K1 

 

Figure S56: 1H-NMR spectrum of compound K2 



 

Figure S57: 1H-NMR spectrum of compound K3 

 

Figure S58: 1H-NMR spectrum of compound K4 

 



 

Figure S59: 1H-NMR spectrum of compound K5 

 

Figure S60: 1H-NMR spectrum of compound K6 



 

Figure S61: 1H-NMR spectrum of compound K7 

 

Figure S62: 1H-NMR spectrum of compound K8 



 

Figure S63: 1H-NMR spectrum of compound K9 

 

Figure S64: 1H-NMR spectrum of compound K10 



 

Figure S65: 1H-NMR spectrum of compound K11 

 

Figure S66: 1H-NMR spectrum of compound K12 



 

Figure S67: 1H-NMR spectrum of compound K13 

 

Figure S68: 1H-NMR spectrum of compound K14 

 



 

Figure S69: 1H-NMR spectrum of compound K15 

 

Figure S70: 1H-NMR spectrum of compound K16 



 

Figure S71: 1H-NMR spectrum of compound K17 

 
Figure S72: 1H-NMR spectrum of compound K18 



 
Figure S73: 1H-NMR spectrum of compound K19 

 

Figure S74: 1H-NMR spectrum of compound K20 



 

Figure S75: 1H-NMR spectrum of compound K21 

 

Figure S76: 1H-NMR spectrum of compound K22 



 

Figure S77: 1H-NMR spectrum of compound K23 

 

Figure S78: 1H-NMR spectrum of compound K24 



 

Figure S79: 1H-NMR spectrum of compound K25 

 

Figure S80: 1H-NMR spectrum of compound K26 



 
Figure S81: 13C-NMR spectrum of compound K1 

 
Figure S82: 13C-NMR spectrum of compound K2 



 

Figure S83: 13C-NMR spectrum of compound K3 

 
Figure S84: 13C-NMR spectrum of compound K4 



 
Figure S85: 13C-NMR spectrum of compound K5 

 
Figure S86: 13C-NMR spectrum of compound K6 



 
Figure S87: 13C-NMR spectrum of compound K7 

 
Figure S88: 13C-NMR spectrum of compound K8 



 
Figure S89: 13C-NMR spectrum of compound K9 

 
Figure S90: 13C-NMR spectrum of compound K10 



 
Figure S91: 13C-NMR spectrum of compound K11  

 
Figure S92: 13C-NMR spectrum of compound K12 



 
Figure S93: 13C-NMR spectrum of compound K13 

 
Figure S94: 13C-NMR spectrum of compound K14 



 

Figure S95: 13C-NMR spectrum of compound K15 

 
Figure S96: 13C-NMR spectrum of compound K16 



 

Figure S97: 13C-NMR spectrum of compound K17 

 
Figure S98: 13C-NMR spectrum of compound K18 



 

Figure S99: 13C-NMR spectrum of compound K19 

 
Figure S100: 13C-NMR spectrum of compound K20 



 

Figure S101: 13C-NMR spectrum of compound K21 

 

Figure S102: 13C-NMR spectrum of compound K22 



 
Figure S103: 13C-NMR spectrum of compound K23 

 
Figure S104: 13C-NMR spectrum of compound K24 



 
Figure S105: 13C-NMR spectrum of compound K25 

 
Figure S106: 13C-NMR spectrum of compound K26 



 

Figure S107: HR-MS spectrum of compound K1 

 

Figure S108: HR-MS spectrum of compound K2 

TOF MS ES+
3.99e6

20022025-S1 12 (0.220) Cm (12:16)

m/z
50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900

%

0

100
421.1362

422.1395

841.2921

Exact mass: 420.1368

TOF MS ES+
4.50e6

20022025-S2 14 (0.254) Cm (14:22)

m/z
50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950

%

0

100
437.1311

435.1276
135.0498

222.1350

438.1326

873.2873

890.3056

Exact mass: 436.1318



 

Figure S109: HR-MS spectrum of compound K3 

 
Figure S110: HR-MS spectrum of compound K4 

m/z
50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950 1000

%

0

2305554-D005 10 (0.186) Cm (7:16) TOF MS ES+
1.00e8425.1110

426.1143

427.1120

Exact mass:424.1118

TOF MS ES+
1.05e6

10052025-D1 12 (0.220) Cm (12:16)

m/z
50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900

%

0

100
441.0832

443.0928

444.0930

Exact Mass: 440.0822



 

 

Figure S111: HR-MS spectrum of compound K5 

 

Figure S112: HR-MS spectrum of compound K6 

TOF MS ES+
1.02e7

10052025-D2 3 (0.101) Cm (3:8)

m/z
50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950

%

0

100
485.0325

200.1743

164.3595

202.1671

487.0285

488.0250

489.0180

Exact Mass: 484.0317

TOF MS ES+
4.42e7

10052025-D3 17 (0.304) Cm (17:21)

m/z
50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900

%

0

100
432.1172

244.1979

433.1296

434.1215

Exact Mass: 431.1164



 

Figure S113: HR-MS spectrum of compound K7 

 

Figure S114: HR-MS spectrum of compound K8 

TOF MS ES+

2.50e6
20022025-S8 8 (0.152) Cm (8:15)

m/z
50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800

%

0

100
407.1216

198.3059

252.6815
393.0336

408.1286

409.1294

Exact Mass: 406.1212

Exact Mass: 406.1212



 

Figure S115: HR-MS spectrum of compound K9 

 

Figure S116: HR-MS spectrum of compound K10 

TOF MS ES+

2.21e7
20022025-S9 13 (0.250) Cm (13:19)

m/z
50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900

%

0

100
423.1167

424.1215

425.1292

Exact Mass: 422.1161

TOF MS ES+

7.21e7
20022025-S12 11 (0.203) Cm (11:12)

m/z
300 310 320 330 340 350 360 370 380 390 400 410 420 430 440 450 460 470 480 490 500 510 520 530 540 550

%

0

100
411.0968

303.9155 409.0827

412.1075

413.1113

449.1865

Exact Mass: 410.0961



 

Figure S117: HR-MS spectrum of compound K11 

 

Figure S118: HR-MS spectrum of compound K12 

TOF MS ES+

5.11e6
20022025-S10 6 (0.118) Cm (6:13)

m/z
50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800

%

0

100
427.0671

385.9063

222.0934

429.0847

622.9975

513.3918

511.3845
551.6644

625.0076

664.1618

Exact Mass: 426.0666

TOF MS ES+

6.11e7
20022025-S11 6 (0.118) Cm (6:14)

m/z
50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950 1000

%

0

100
471.0154

235.0039

473.0178

474.0204

Exact Mass: 470.0161



 

Figure S119: HR-MS spectrum of compound K13 

 

Figure S120: HR-MS spectrum of compound K14 

TOF MS ES+

1.99e7
20022025-S14 20 (0.355) Cm (20:30)

m/z
50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900

%

0

100
418.1002

419.1028

420.1062

Exact Mass: 417.1008

TOF MS ES+
5.43e6

10052025-D4 18 (0.321) Cm (18:22)

m/z
50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800

%

0

100
393.1068

321.9253

394.1083

Exact Mass: 392.1055



 

 

Figure S121: HR-MS spectrum of compound K15 

 
Figure S122: HR-MS spectrum of compound K16 

Exact Mass: 390.1263

TOF MS ES+

2.50e6
20022025-S8 8 (0.152) Cm (8:15)

m/z
50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800

%

0

100
407.1220

198.3059

252.6815
393.0336

408.1305

409.1294

Exact Mass: 406.1212



 

Figure S123: HR-MS spectrum of compound K17 

 

Figure S124: HR-MS spectrum of compound K18 

TOF MS ES+

2.84e7
20022025-S19 12 (0.220) Cm (12:22)

m/z
50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800

%

0

100
395.1017

396.1146

397.1104

Exact Mass: 394.1012

Exact Mass: 410.0717



 

Figure S125: HR-MS spectrum of compound K19 

 
Figure S126: HR-MS spectrum of compound K20 

 

TOF MS ES+
3.62e5

10052025-D6 17 (0.304) Cm (17:23)

m/z
50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900

%

0

100
455.0220

Exact Mass: 454.0211

TOF MS ES+
6.13e5

10052025-D7 10 (0.186) Cm (10:16)

m/z
50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800

%

0

100
402.1068

126.5313 145.0212 178.9706

256.9738

403.1121

404.1177
580.0320

Exact Mass: 401.1059



 

Figure S127: HR-MS spectrum of compound K21 

 

Figure S128: HR-MS spectrum of compound K22 

m/z
50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800

%

0

2400084-R-10 34 (0.592) Cm (34:56) TOF MS ES+
8.27e6377.1112

254.8361

379.0941

380.1010

Exact Mass: 376.1106

1: TOF MS ES+

6.14e7
07102024-H-1 10 (0.237) Cm (10:20)

m/z
50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900

%

0

100
435.1158

371.1607

436.1170

437.1188

Exact Mass: 434.1161



 

Figure S130: HR-MS spectrum of compound K23 

 

                                           Figure S131: HR-MS spectrum of compound K24 

1: TOF MS ES+
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Figure S132: HR-MS spectrum of compound K25 

 

Figure S133: HR-MS spectrum of compound K26 

 

1: TOF MS ES+
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1: TOF MS ES+
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In vitro antitubercular activity studies of the compounds K1-K27 
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IC50 value curves for the active compounds (K1-K3). 
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