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ALUR PENGUMPULAN DATA

Pencarian Literatur Dari
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Pemilihan Seyawa Obat

Pengunduhan Struktur 2D dan
3D dan Kode MILES Dari
Pubchem

Gambar VII. 1 Pengumpulan data nilai log p senyawa obat hasil eksperimen dari
beberapa jurnal
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LAMPIRAN 2
ALUR PENENTUAN PREDIKSI NILAI LOG P DENGAN

KOMPUTASI

Alur Penentuan Prediksi Nilai Log p
dengan Komputasi

Pengunduhan gambar struktur senyawa obat berbentuk 2D
atau 3D (*.Pdb)(*.mol) lalu input kode SMILES

Memasukan ke perangkat lunak yang ter instal atau yang
tersedia di web secara gratis diantaranya OSIRIS®, SCFbio®,
Molinspiration®, ALOGPS, Molsoft®, ACD/Log P,
PkCSM®, SwissADME®.

Lakukan perbandingan Hasil prediksi nilai Log p komputasi
dengan nilai Log P hasil experimental

Lakukan perhitungan korelasi koefisien menggunakan
program SPSS dengan analisis regresi linier sederhana

Gambar VII. 2 Alur penentuan prediksi nilai Log P dengan beberapa komputasi



LAMPIRAN 3

DATA SENYAWA OBAT NILAI LOG P HASIL
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Tabel VII. 1
Daftar Senyawa Obat Uji Hasil Eksperimental
Nama senyawa | LogP | Re Nama senyawa | Log P
No obaty Ekg']sp f b obaty Ekgsp Ref
1 | Acetaminophen | 0.49 | % | 26 korticosteron 1.94 52
2 Alprazolam 212 | B | 27 Librium 2.44 53
3 Alprenolol 310 | 2 | 28 Lidocain 2.26 %4
4 Amfetamin 1.76 | % | 29 Mebendazol 2.83 %
5 Amobarbital 207 | *® | 30 | metamfetamine | 2.07 3
6 | Asamklofibrat | 3.30 | % | 31 | Metronidazole | -0.02 | °
7 Betametason 1.83 | ¥ | 32 Nifedipine 2.20 7
8 Bromazepam 205 | ® | 33 Nitrazepam 2.25 5
9 Cimetidine 040 | 7 | 34 Oxazepam 2.24 o
10 Clobazam 212 | ¥ | 35 Phenytoin 2.47 3
11 Demoxepam 141 | | 36 Pindolol 1.75 %8
12 Diazepam 282 | ¥ | 37 Prednisolone 1.62 59
13 | Diphenhydramine | 3.27 | ** | 38 prednisone 1.46 60
14 | Disopiramida 258 | ¥ | 39 Progesterone 3.87 61
15 Droperidol 350 | ¥ | 40 Propranolol 3.48 y
16 Flurbiprofen 416 | 7 | 41 | Pseudoephedrine | 0.89 p
17 Furosemide 203 | | 42 Quinidine 3.44 p4
18 Ibuprofen 397 | ¥ | 43 Simvastatin 4.68 65
19 Imipramine 480 | * | 44 | Spironolactone | 2.78 87
20 Indometasin 427 | 4| 45 Sulfadiazine -0.09 |
21 Kafein -0.09 | “® | 46 | Sulfamethoxazole | 0.89 o7
22 Kaptropil 0.34 | ® | 47 | Sulfanilamide | -0.62 | ©®
23 Ketoprofen 312 | ©® | 48 Tetrasiklin -130 |
24 | Kloramfenikol 1.14 | 0 | 49 Tetrazepam 3.20 %
25 Kodein 1.19 | % | 50 Verapamil 3.79 60
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LAMPIRAN 4

DAFTAR NOTASI SMILES SENYAWA OBAT

Tabel VII. 2
Notasi SMILES Senyawa Obat dari Pubchem

No | Nama Senyawa NOTASI SMILES
1 | Acetaminophen CC(=0)NC1=CC=C(C=C1)O
2 | Alprazolam CC1=NN=C2N1C3=C(C=C(C=C3)CI)C(=NC2)C4=CC=CC=C4
3 | Alprenolol CC(C)NCC(COC1=CC=CC=C1CC=C)0O
4 | Amfetamin CC(CC1=CC=CC=CI1)N
5 | Amobarbital CCC1(C(=0O)NC(=O)NC1=0)CCC(C)C
6 | Asam klofibrat CCOC(=0)C(C)(C)oC1=CC=C(C=C1)CI
7 | Betametason CC1CC2C3CCC4=CC(=0)C=CC4(C3(C(CC2(C1(C(=0)CO)O)C)O)F)C
8 | Bromazepam C1C(=0O)NC2=C(C=C(C=C2)Br)C(=N1)C3=CC=CC=N3
9 | Cimetidine CC1=C(N=CN1)CSCCNC(=NC)NC#N
10 | Clobazam CN1C(=0)CC(=0)N(C2=C1C=CC(=C2)CI)C3=CC=CC=C3
11 | Demoxepam C1C(=0)N=C2C=CC(=CC2=C(N10)C3=CC=CC=C3)CI
12 | Diazepam CN1C(=0)CN=C(C2=C1C=CC(=C2)CI)C3=CC=CC=C3
13 | Diphenhydramine | CN(C)CCOC(C1=CC=CC=C1)C2=CC=CC=C2
14 | Disopiramida CC(C)N(CCC(C1=CC=CC=C1)(C2=CC=CC=N2)C(=0)N)C(C)C
15 | Droperidol C1CN(CC=C1IN2C3=CC=CC=C3NC2=0)CCCC(=0)C4=CC=C(C=C4)F
16 | Flurbiprofen CC(C1=CC(=C(C=C1)C2=CC=CC=C2)F)C(=0)0
17 | Furosemide C1=COC(=C1)CNC2=CC(=C(C=C2C(=0)0O)S(=0)(=0)N)CI
18 | Ibuprofen CC(C)CC1=CC=C(C=C1)C(C)C(=0)O
19 | Imipramine CN(C)CCCN1C2=CC=CC=C2CCC3=CC=CC=C31
20 | Indometasin CC1=C(C2=C(N1C(=0)C3=CC=C(C=C3)CI)C=CC(=C2)OC)CC(=0)0
21 | Kafein CN1C=NC2=C1C(=0)N(C(=0O)N2C)C
22 | Kaptropil CC(CS)C(=0)N1CCCC1C(=0)0O
23 | Ketoprofen CC(C1=CC(=CC=C1)C(=0)C2=CC=CC=C2)C(=0)0
24 | Kloramfenikol C1=CC(=CC=C1C(C(CO)NC(=0)C(CICI)O)[N+](=0)[O-]
25 | Kodein CN1CCC23C4C1CC5=C2C(=C(C=C5)0C)0C3C(C=C4)0
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LAMPIRAN 4
(LANJUTAN)
Tabel VI1.2
Lanjutan
No | Nama Senyawa | NOTASI SMILES
26 | korticosteron CC12CCC(=0)C=C1Ccrcr3cac(cer4(c3ceceac(=0)co)e)o
27 | Librium CN=C1CN(C(=C2C=C(C=CC2=N1)ChHC3=CC=CC=C3)0
28 | Lidocain CCN(CC)CC(=0O)NC1=C(C=CC=C1C)C
29 | Mebendazol COC(=0)NC1=NC2=C(N1)C=C(C=C2)C(=0)C3=CC=CC=C3
30 | metamfetamine | CC(CC1=CC=CC=C1)NC
31 | Metronidazole CC1=NC=C(N1CCO)[N+](=0)[O-]
32 | Nifedipine CC1=C(C(C(=C(N1)C)C(=0)0C)C2=CC=CC=C2[N+](=O)[O-])C(=0O)OC
33 | Nitrazepam C1C(=0O)NC2=C(C=C(C=C2)[N+](=0)[O-])C(=N1)C3=CC=CC=C3
34 | Oxazepam C1=CC=C(C=C1)C2=NC(C(=0O)NC3=C2C=C(C=C3)CI)O
35 | Phenytoin C1=CC=C(C=C1)C2(C(=O)NC(=0)N2)C3=CC=CC=C3
36 | Pindolol CC(C)NCC(COC1=CC=CC2=C1C=CN2)0O
37 | Prednisolone CC12CC(C3C(CLCCC2(C(=0)CcO)0)Ccccra=CCc(=0)C=CC34C)0
38 | prednison CC12CC(=0)C3C(C1CCC2(C(=0)CO)0)CCr4=CCc(=0)C=CC34C
39 | Progesteron CC(=0O)ClCCcC2C1(Cccacacecera=Cc(=0)cces4c)c
40 | Propranolol CC(C)NCC(COC1=CcCc=CcC2=Cc=Cc=C21)0
41 | Pseudoephedrin | CC(C(C1=CC=CC=C1)O)NC
42 | Quinidine COC1=CC2=C(C=CN=C2C=C1)C(C3CC4CCN3cc4C=C)0
43 | Simvastatin CCC(C)(C)C(=0)0OC1CC(C=C2C1Cc(Cc(Cc=C2)C)crr3ce(Ce(=0)03)0)C
44 | Spironolacton CC(=0)SC1CC2=CC(=0)CCC2(C3C1c4CCCh(C4(Ccc3)Cc)cce(=0)05)C
45 | Sulfadiazin C1=CN=C(N=C1)NS(=0)(=0)C2=CC=C(C=C2)N
46 | Sulfamethoxazol | CC1=CC(=NO1)NS(=0)(=0)C2=CC=C(C=C2)N
47 | Sulfanilamid C1=CC(=CC=C1N)S(=0)(=O)N
- CC1(C2CC3C(C(=0)C(=C(C3(C(=0)C2=C(C4=C1C=CC=C40)0)0)0)C(=
48 | Tetrasiklin O)N)N(C)C)O
49 | Tetrazepam CN1C(=0)CN=C(C2=C1C=CC(=C2)Cl)C3=CCccCcCC3
50 | Verapamil CC(C)C(CCCN(C)CCC1=CC(=C(C=C1)0C)0OC)(C#N)C2=CC(=C(C=C2)O

c)oc




LAMPIRAN 5

HASIL PREDIKSI LOG P DENGAN KOMPUTASI

Tabel VII. 3
Data Hasil Prediksi Senyawa Obat dengan Komputasi
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No Nama LogP ClogP SC_:F Mi | Alog | molL | ACD | pkC | Swiss
senyawa obat | Eksp bio | logp | ps ogP | Logp | SM | ADME
1 | Acetaminofen | 0.49 | 102 | 1.35 | 068 | 051 | 0.79 | 0.34 | 1.35 | 0.93
2 | Alprazolam 212 | 262 | 349|229 | 223 | 206 | 250 | 358 | 250
3 | Alprenolol 310 | 225 | 215|258 | 259 | 294 | 288 | 215 | 213
4 Amfetamin 176 | 145 | 157 | 1.32 | 1.85 | 1.79 181 | 157 1.91
5 | Amobarbital 207 | 130 | 118|178 | 187 | 202 | 205 | 118 | 1.03
6 | As. klofibrat 330 | 290 | 306 | 372|399 | 352 | 332 | 3.06 | 3.02
7 Betametason 183 | 129 | 189|206 | 193 | 207 | 187 | 189 | 214
8 Bromazepam 205 | 180 | 263 | 241 | 209 | 2.08 165 | 263 | 218
9 | Cimetidin 040 | 017 | 059 | 0.14 | 0.44 | 0.18 | 0.07 | 059 | 0.63
10 | Clobazam 212 | 289 | 337 |25 | 214 | 211 | 169 | 337 | 201
11 | Demoxepam 141 | 132 | 189|313 |250| 271 | 123 | 134 | 248
12 | Diazepam 282 | 298 | 289 | 274|263 | 286 | 291 | 315 | 244
Diphenhydram
13 |ine 3.27 | 291 | 335|350 | 344 | 340 | 366 | 3.35 | 258
14 | Disopiramida | 2.58 | 221 | 336 | 2.78 | 3.21 | 264 | 2.86 | 3.36 | 3.00
15 | Droperidol 350 | 346 | 443|340 | 393 | 3.46 | 351 | 3.67 | 3.06
16 | Flurbiprofen 416 | 333 | 3.68 | 405|357 | 398 | 412 | 3.68 | 3.18
17 | Furosemid 203 | 077 | 297 | 177 | 271 | 210 | 3.10 | 189 | 0.86
18 | Ibuprofen 397 | 300 |3.07|346 | 350 | 385 | 3.72 | 3.07 | 257
19 | Imipramin 480 | 389 |3.87 |416 | 453 | 483 | 480 | 3.87 | 3.80
20 | Indometasin 427 | 400 | 392|399 | 425| 400 | 3.10 | 3.92 | 3.08
21 | Kafein -0.09 | -0.18 | 0.06 | 0.06 | 0.24 | -0.08 | -0.13 | 1.02 | -0.28
22 | Kaptropil 0.34 | 0.37 | 0.62 | 1.09 | 1.02 | 0.41 0.27 | 0.62 | 0.62
23 | Ketoprofen 312 | 270 | 310|359 | 329 | 319 | 281 |3.10 | 284
24 | Kloramfenikol | 1.14 | -0.42 | 0.90 | 0.73 | 1.15 | -0.16 | 1.02 | 0.90 | 0.30
25 | Kodein 119 |112 | 175 | 141|120 | 110 | 1.20 | 1.50 | 1.80
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Tabel VI1.3
Lanjutan
No Nama senyawa | LogP | Clog SC_:F Mi | Alog | molL | ACD | PkC | Swiss
obat Eksp P bio | logp ps ogP Logp | SM | ADME
26 | korticosteron 194 | 224 | 266 | 1.88 | 2.09 | 1.59 176 | 266 | 241
27 | Librium 244 | 145 | 3.03 | 3.73 | 298 | 3.05 182 | 184 | 2.66
28 | Lidocain 226 | 216 | 3.00 | 213 | 181 | 255 236 | 3.00 | 231
29 | Mebendazol 283 | 267 | 297 | 289 | 295 | 3.13 283 | 297 | 230
30 | metamfetamin 207 | 181|183 | 223 | 223 | 221 194 | 183 | 175
31 | Metronidazol -0.02 | 1.05 | 0.09 | -0.47 | 0.15 | -0.95 | -0.01 | 0.09 | -0.47
32 | Nifedipin 220 | 155 | 217 | 307 | 249 | 151 2.97 2.17 1.07
33 | Nitrazepam 225 | 110 | 238 | 214 | 195 | 1.10 218 | 238 | 1.50
34 | Oxazepam 224 | 228 | 244 | 184 | 201 | 2.01 231 | 244 | 228
35 | fenitoin 247 | 167 | 1.76 | 218 | 226 | 2.31 252 | 176 | 1.56
36 | Pindolol 175 | 1.26 | 1.90 | 198 | 2.17 | 1.97 197 190 | 142
37 | Prednisolon 162 | 114 | 155 | 159 | 1.66 | 1.89 149 | 155 | 1.31
38 | prednison 146 | 129 | 1.76 | 141 | 2.07 | 1.72 157 | 176 | 142
39 | Progesteron 3.87 | 402 | 472 | 381 | 358 | 3.52 404 | 472 | 4.03
40 | Propranolol 348 | 242 | 257 | 297 | 3.03 | 3.42 310 | 257 | 284
41 | Pseudoefedrin 089 | 074|132 | 124 |1.00 | 1.15 1.05 | 1.32 1.46
42 | Quinidin 344 | 261 | 317 | 3.06 | 282 | 3.21 344 | 317 | 281
43 | Simvastatin 468 | 446 | 458 | 476 | 451 | 4.80 442 | 458 | 3.36
44 | Spironolacton 278 | 3.21 | 485 | 3.03 | 3.10 | 2.40 3.12 | 485 | 3.77
45 | Sulfadiazine -0.09 | 0.09 | 1.94 | -0.04 | 025 | -0.30 | -0.12 | 0.85 | 0.24
46 | Sulfametoxazol | 0.89 | 0.44 | 244 | 0.61 | 0.79 | 0.90 089 | 136 | 0.71
47 | Sulfanilamid -0.62 | 0.25 | 0.99 | -0.29 | 0.16 | -0.53 | -0.72 | 0.08 | -0.01
48 | Tetrasiklin -1.30 | 1.26 | 0.60 | -0.24 | 0.73 | -1.44 | -0.07 | 0.37 | -0.58
49 | Tetrazepam 320 | 288|334 | 384 | 353 | 3.24 2.88 | 3.60 | 2.62
50 | Verapamil 379 | 493 | 509 | 455 | 5.23 | 3.87 390 | 509 | 445
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HASIL DATA STATISTIK KOEFISIEN KORELASI

Tabel VII. 4
Hasil Korelasi Nilai Clogp dengan Eksperimental

Correlations

clogp ekperimental
clogp Pearson Correlation 1 .924™
Sig. (2-tailed) .000
N 50 50
ekperimental Pearson Correlation .924™ 1
Sig. (2-tailed) .000
N 50 50

**_Correlation is significant at the 0.01 level (2-tailed).

Model Summary

Adjusted R Std. Error of the
Model R R Square Square Estimate
1 .9242 .853 .850 .54100

a. Predictors: (Constant), ekperimental

Coefficientsa

47

Standardized
Unstandardized Coefficients Coefficients
Model B Std. Error Beta t Sig.
1 (Constant) -.159 143 -1.111 272
ekperimental .933 .056 .924 16.688 .000
a. Dependent Variable: clogp
ANOVAa
Model Sum of Squares df Mean Square F Sig.
1 Regression 81.507 1 81.507 278.485 .000P
Residual 14.049 48 .293
Total 95.556 49

a. Dependent Variable: clogp

b. Predictors: (Constant), ekperimental
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HASIL DATA STATISTIK KOEFISIEN KORELASI

Tabel VII. 5
Hasil Korelasi SCFBio dengan Eksperimental

Correlations

SCFbio ekperimental
SCFbio Pearson Correlation 1 849™
Sig. (2-tailed) .000
N 50 50
ekperimental Pearson Correlation .849™ 1
Sig. (2-tailed) .000
N 50 50

**_Correlation is significant at the 0.01 level (2-tailed).

Model Summary

Adjusted R Std. Error of the
Model R R Square Square Estimate
1 .8492 722 716 68275

a. Predictors: (Constant), ekperimental

Coefficientsa

48

Standardized
Unstandardized Coefficients Coefficients
Model B Std. Error Beta t Sig.
1 (Constant) 759 181 4.200 .000
ekperimental .786 .071 .849 11.151 .000
a. Dependent Variable: SCFbio
ANOVAa
Model Sum of Squares df Mean Square F Sig.
1 Regression 57.968 1 57.968 124.355 .000°
Residual 22.375 48 466
Total 80.344 49

a. Dependent Variable: SCFbio

b. Predictors: (Constant), ekperimental
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HASIL DATA STATISTIK KOEFISIEN KORELASI

Tabel VII. 6
Hasil Korelasi MiLogP dengan Eksperimental

Correlations

milLogp ekperimental
miLogp Pearson Correlation 1 .931™
Sig. (2-tailed) .000
N 50 50
ekperimental Pearson Correlation 931" 1
Sig. (2-tailed) .000
N 50 50

**_Correlation is significant at the 0.01 level (2-tailed).

Model Summary

Adjusted R Std. Error of the
Model R R Square Square Estimate
1 .9312 867 .864 52400

a. Predictors: (Constant), ekperimental

Coefficientsa

49

Standardized
Unstandardized Coefficients Coefficients
Model B Std. Error Beta T Sig.
1 (Constant) 149 139 1.074 .288
ekperimental .957 .054 931 17.690 .000
a. Dependent Variable: miLogp
ANOVAa
Model Sum of Squares df Mean Square F Sig.
1 Regression 85.923 1 85.923 312.932 .000°
Residual 13.180 48 275
Total 99.103 49

a. Dependent Variable:

miLogp

b. Predictors: (Constant), ekperimental
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HASIL DATA STATISTIK KOEFISIEN KORELASI

Tabel VII. 7

Hasil Korelasi ALOGPS dengan Eksperimental

Correlations

Alogps ekperimental
Alogps Pearson Correlation 1 .953™
Sig. (2-tailed) .000
N 50 50
ekperimental Pearson Correlation .953™ 1
Sig. (2-tailed) .000
N 50 50

**_Correlation is significant at the 0.01 level (2-tailed).

Model Summary

Adjusted R Std. Error of the
Model R R Square Square Estimate
1 .9532 .907 .905 41221

a. Predictors: (Constant), ekperimental

Coefficientsa

50

Standardized
Unstandardized Coefficients Coefficients
Model B Std. Error Beta t Sig.
1 (Constant) 276 .109 2.535 .015
ekperimental 923 .043 .953 21.687 .000
a. Dependent Variable: Alogps
ANOVAa
Model Sum of Squares df Mean Square F Sig.
1 Regression 79.919 1 79.919 470.343 .000°
Residual 8.156 48 170
Total 88.075 49

a. Dependent Variable: Alogps

b. Predictors: (Constant), ekperimental
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HASIL DATA STATISTIK KOEFISIEN KORELASI

Tabel VII. 8
Hasil Korelasi MolLogP dengan Eksperimental

Correlations

molLogp ekperimental
molLogp Pearson Correlation 1 961"
Sig. (2-tailed) .000
N 50 50
ekperimental Pearson Correlation .961™ 1
Sig. (2-tailed) .000
N 50 50

**_Correlation is significant at the 0.01 level (2-tailed).

Model Summary

Adjusted R Std. Error of the
Model R R Square Square Estimate
1 .9612 924 .923 40401

a. Predictors: (Constant), ekperimental

Coefficientsa

o1

Standardized
Unstandardized Coefficients Coefficients
Model B Std. Error Beta t Sig.
1 (Constant) -.061 107 -572 570
ekperimental 1.009 .042 .961 24.177 .000
a. Dependent Variable: molLogp
ANOVAa
Model Sum of Squares df Mean Square F Sig.
1 Regression 95.413 1 95.413 584.545 .000°
Residual 7.835 48 163
Total 103.248 49

a. Dependent Variable: molLogp

b. Predictors: (Constant), ekperimental
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HASIL DATA STATISTIK KOEFESIEN KORELASI

Hasil Korelasi ACDLog P dengan Eksperimental

Tabel VII. 9

Correlations

ACDIlogp ekperimental
ACDlogp Pearson Correlation 1 963"
Sig. (2-tailed) .000
N 50 50
ekperimental Pearson Correlation .963™ 1
Sig. (2-tailed) .000
N 50 50

**_Correlation is significant at the 0.01 level (2-tailed).

Model Summary

Adjusted R Std. Error of the
Model R R Square Square Estimate
1 .9632 928 .926 .36208

a. Predictors: (Constant), ekperimental

Coefficientsa

52

Standardized
Unstandardized Coefficients Coefficients
Model B Std. Error Beta t Sig.
1 (Constant) 152 .096 1.582 120
ekperimental .928 .037 .963 24.800 .000
a. Dependent Variable: ACDIlogp
ANOVAa
Model Sum of Squares df Mean Square F Sig.
1 Regression 80.634 1 80.634 615.042 .000°
Residual 6.293 48 131
Total 86.927 49

a. Dependent Variable: ACDIlogp

b. Predictors: (Constant), ekperimental
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HASIL DATA STATISTIK KOEFESIEN KORELASI

Tabel VII. 10

Hasil Korelasi PKCSM dengan Eksperimental

Correlations

pkcsm ekperimental
pkcsm Pearson Correlation 1 .883™
Sig. (2-tailed) .000
N 50 50
ekperimental Pearson Correlation .883™ 1
Sig. (2-tailed) .000
N 50 50

**_Correlation is significant at the 0.01 level (2-tailed).

Model Summary

Adjusted R Std. Error of the
Model R R Square Square Estimate
1 .8832 .780 775 .65307

a. Predictors: (Constant), ekperimental

Coefficientsa

53

Standardized

Unstandardized Coefficients Coefficients
Model B Std. Error Beta t Sig.
1 (Constant) 407 173 2.355 .023
ekperimental .880 .067 13.042 .000
a. Dependent Variable: pkcsm
ANOVAa
Model Sum of Squares df Mean Square F Sig.
1 Regression 72.544 1 72.544 170.089 .000P
Residual 20.472 48 427
Total 93.016 49

a. Dependent Variable: pkcsm

b. Predictors: (Constant), ekperimental
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HASIL DATA STATISTIK KOEFESIEN KORELASI

Tabel VII. 11
Hasil Korelasi SwissADME dengan Eksperimental

Correlations

swissADME ekperimental
swissADME Pearson Correlation 1 887"
Sig. (2-tailed) .000
N 50 50
ekperimental Pearson Correlation 887" 1
Sig. (2-tailed) .000
N 50 50

**_Correlation is significant at the 0.01 level (2-tailed).

Model Summary

Adjusted R Std. Error of the
Model R R Square Square Estimate
1 .8872 787 .783 .55095

a. Predictors: (Constant), ekperimental

Coefficientsa

54

Standardized
Unstandardized Coefficients Coefficients
Model B Std. Error Beta t Sig.
1 (Constant) .320 .146 2.193 .033
ekperimental .758 .057 .887 13.316 .000
a. Dependent Variable: swissADME
ANOVAa
Model Sum of Squares df Mean Square F Sig.
1 Regression 53.819 1 53.819 177.304 .000°
Residual 14.570 48 304
Total 68.389 49

a. Dependent Variable: swissADME

b. Predictors: (Constant), ekperimental
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KESIMPULAN HASIL KORELASI
Tabel VII. 12 Kesimpulan Hasil Koefisien Korelasi Nilai Log P Eksperimental

dengan Komputasi

No variabel Hasil _ Nilai person Korelasi Koe_fisie_n
korelasi coralate determinasi (R?)
1 CLogP + 0,924 Korelasi Sempurna 85,3%
2 SCFbio i 0,849 Korelasi Sempurna 72,2%
3 miLogP + 0,931 Korelasi Sempurna 86,7%
4 AlogPS i 0,935 Korelasi Sempurna 90,7%
5 MolLogP + 0,961 Korelasi Sempurna 92,4%
6 ACDlogP + 0,963 Korelasi Sempurna 92,8%
7 pkCSM + 0,883 Korelasi Sempurna 78,0%
8 | Swiss ADME + 0,887 Korelasi Sempurna 78,7%
Ket :

Dengan keterangan Pada penelitian yang dilakukan diambil dengan dasar
pengambilan keputusan dengan nilai ketelitian a = 0,01 (1%) dengan tingkat
kepercayaan (99% ) dengan data hasil penelitian.

Jika nilai sig. < 0,01 maka berkorelasi

Jika nilai sig. > 0,01 maka tidak berkorelasi

Menggunakan Pedoman derajat hubungan sebagai berikut :

Nilai person corelate : 0,00-0,20 = tidak ada korelasi

Nilai person corelate : 0,21-0,40 = korelasi lemah

Nilai person corelate : 0,41-0,60 = korelasi sedang

Nilai person corelate : 0,61-0,80 = korelasi kuat

Nilai person corelate : 0,81-1,00 = Kkorelasi sempurna
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SITUS DAN APLIKASI

C @ pubchem.ncbinim.nih.gov

National Library of Medicine

National Center for Biotechnology Information

Pub@hem About  Blog  Submit  Contact

Explore Chemistry

Quickly find chemical information from authoritative sources

Try covid-19  aspirin EGFR  C9H804 57-27-2  C1=CC=C(C=C1)C=0 InChi=1S/C3H60/c1-3(2)4/h1-2H3
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Supercomputing Facility for Bioinformatics & Computational Biology, IIT Delhi

|| Home | Group | Publications | Resources | Webmail | Contact Us

Lipinski Rule of Five

Lipinski rule of 5 helps in distinguishing between drug like and non drug like molecules. It predicts high
probability of success or failure due to drug likeness for molecules complying with 2 or more of the
following rules

e Molecular mass less than 500 Dalton
e High lipophilicity (expressed as LogP less than 5)
e Less than 5 hydrogen bond donors

e Less than 10 hydrogen bond acceptors

e Molar refractivity should be between 40-130

These filters help in early preclinical development and could help avoid costly late-stage preclinical and
clinical failures .To draw a chemical structure Click Here and follow the instructions given.

Step 1: Input Drug File.

Input PDB file | Choose File | No file chosen

Step 2 : Input pH Value

pH Value |7 | [value ranges from 0.0 to 14.0]

Step 3: Click on 'Submit’ to submit your job

l Submit |] Reset |

How to Use the Tool

OPTION 1:-
e The input File should be in the following formats[*.pdb, *.mol,*.mol2,*.xyz, *.sdf,*.smi]

e The input file name should not contain whitespace(s).

Gambar VII. 5 Tampilan situs SCFbio ( Lipinski rule of five)
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I 2N Galaxy 3D Generator |

Malinspiration home

9] Malinspiration products and services

Molinspiration services FAQ
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Terms of service

JSME Molecular Editor by Peter Ertl and Bruno Bienfait . N . .
@ Molinspiration Cheminformatics 2021

Gambar VII. 6 Tampilan situs Molinspiration
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 hrp:/www.vcelab.org ~

Home About Partners Software Articles Servers Jobs Web Services Howto cite? Contact

Welcome to the ALOGPS 2.1 home page!

start the program

Non-Java Interface

Java security issues: recently Java has dramatically increased security requirements to applets. Thus,
please, follow instructions in this FAQ to correcly setup access to the software.

This Applet provides interactive on-line prediction of logP, water solubility and pKa(s) of
compounds for drug design (ADME/T and HTS) and environmental chemistry studies. In addition
to the ALOGPS 2.1 logP and logW it also displays values calculated with Pharma Algorithms
LogP, LogS and pKa, Actelion LogP & LogS (many thanks to Dr Thomas Sander), Molinspiration
logP, KOWWIN logP ALOGP (Miswanadhan et al, 1989), MLOGP (Moriguchi et al, 1992)
implemented in the DragonX software, XLOGP2 and XLOGP3 programs and ChemAxon logP
calculator. The requests are sent to the corresponding servers and the results are displayed in
the applet. Thus, you can compare several programs with one click. We thank all people who

Gambar VII. 7 Tampilan situs ALOGPS2.1
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. 0| Step 1: Please provide a set of molecules

oy (SMILES format)
EI( M = Il ‘; Description

Upload your SMILES file: OR Provide a SMILES string:

[ Browse... | No file selected.

Run example
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&« c @ O & vwwswissadme.ch bl 2 4L @D e m =

| +]
é SwissADME

Swiss Institute of
Bioinformatics Home FAQ Help Disclaimer

This website allows you to compute physicochemical descriptors as well as to predict ADME parameters, pharmacokinetic properties,
druglike nature and medicinal chemistry friendliness of one or multiple small molecules to support drug discovery.

The main article describing the web service and its underlying methodologies is SwissADME: a free web tool to evaluate
pharmacokinetics, drug-likeness and medicinal chemistry friendliness of small molecules. Sci. Rep. (2017) 7:42717.

For details about development and validation of ILOG, please refer to this article: ILOGP: a simple, robust, and efficient description of
n-octanol/water partition coefficient for drug design using the GB/SA approach. J. Chem. Inf. Madel. (2014) 54(12):3284-3301

For details about development and validation of the BOILED-Eqgg, please refer to this article: A BOILED-Egg to predict gastrointestinal
absorption and brain penetration of small molecules. ChemMedChem (2016) 11(11):1117-1121.

Developed and maintained by the Molecular Modeling Group of the SIB | Swiss Institute of Bioinformatics.

Enter a list of SMILES here:

DEEY>CXO8eE4& €

|3, b

~ i
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STRUKTUR SENYAWA OBAT

Tabel VII. 13
Struktur 2D dan Compound CID Senyawa Obat

No Nama senyawa obat Struktur 2D Compound CID
H
N CHy
1 Acetaminofen /@/ \H/ 163158
0]
HO
N\N
A
N N CH;
2 Alprazolam \ O 2118
Cl
3 Alprenolol 2119
o/\/\u CH;
OH
NH,
4 Amfetamin 3007
HC



https://pubchem.ncbi.nlm.nih.gov/compound/163158
https://pubchem.ncbi.nlm.nih.gov/compound/2118
https://pubchem.ncbi.nlm.nih.gov/compound/2119
https://pubchem.ncbi.nlm.nih.gov/compound/3007
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Tabel VI1.13
Lanjutan
Nama senyawa obat Struktur 2D Compound CID
H
0 N 0]
Hac \(
NH
Amobarbital 2164
HsC 0
CHs,

Cl
T
Asam klofibrat 0 o—/ 2796

cH; ©

Betametason 9782

Bromazepam Br 2441

LZ



https://pubchem.ncbi.nlm.nih.gov/compound/2164
https://pubchem.ncbi.nlm.nih.gov/compound/2796
https://pubchem.ncbi.nlm.nih.gov/compound/9782
https://pubchem.ncbi.nlm.nih.gov/compound/2441
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Tabel VI1.13
Lanjutan
No Nama senyawa obat Struktur 2D Compound CID
N//\NH
CH,
S
9 Cimetidin % 2756
HN
T
Hac/NH \\N
0
10 Clobazam ;NUC 2789
N
0 \
CH;
11 Demoxepam 13756
12 Diazepam 3016



https://pubchem.ncbi.nlm.nih.gov/compound/2756
https://pubchem.ncbi.nlm.nih.gov/compound/2789
https://pubchem.ncbi.nlm.nih.gov/compound/13756
https://pubchem.ncbi.nlm.nih.gov/compound/3016
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Tabel VI1.13
Lanjutan
No Nama senyawa obat Struktur 2D Compound CID
13 Dipfenidramin O O /CH3 3100
N
OI CH;
14 Disopiramida 3114
15 Droperidol T 3168
0 A
0] OH
16 Flurbiprofen 3394



https://pubchem.ncbi.nlm.nih.gov/compound/3100
https://pubchem.ncbi.nlm.nih.gov/compound/3114
https://pubchem.ncbi.nlm.nih.gov/compound/3168
https://pubchem.ncbi.nlm.nih.gov/compound/3394
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Tabel VI1.13
Lanjutan
No Nama senyawa obat Struktur 2D Compound CID
o
NH (o]
17 Furosemid on 3440
Cl
0=—s5—0
A
CH,
HO
18 Ibuprofen CH, 3672
(0]
CH;
‘ e
19 Imipramin \\ 3696
CHy
N
\
CH,
20 Indometasin " 3715



https://pubchem.ncbi.nlm.nih.gov/compound/3440
https://pubchem.ncbi.nlm.nih.gov/compound/3672
https://pubchem.ncbi.nlm.nih.gov/compound/3696
https://pubchem.ncbi.nlm.nih.gov/compound/3715
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LAMPIRAN 9
(LANJUTAN)
Tabel VI1.13
Lanjutan
No Nama senyawa obat Struktur 2D Compound CID

o) /CH3

H,C

3~y N

21 Kafein )\ | /> 2519
(0] T N
CH,

CH,

HS\AfO

22 Kaptropil O 44093
N l&
i / OH
s,
23 Ketoprofen O OH 3825
HyC 0
gH
HO e -
24 Kloramfenikol o T 5 5959
N
\



https://pubchem.ncbi.nlm.nih.gov/compound/2519
https://pubchem.ncbi.nlm.nih.gov/compound/44093
https://pubchem.ncbi.nlm.nih.gov/compound/3825
https://pubchem.ncbi.nlm.nih.gov/compound/5959
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LAMPIRAN 9
(LANJUTAN)
Tabel VI1.13
Lanjutan
No | Nama senyawa obat Struktur 2D Compound CID
25 Kodein 5284371
26 korticosteron 5753
HyC
NH
o
27 Librium o N\ Hel 2712
o
CH,
N N
28 Lidocain @ \ﬂ/\k - 3676



https://pubchem.ncbi.nlm.nih.gov/compound/5284371
https://pubchem.ncbi.nlm.nih.gov/compound/5753
https://pubchem.ncbi.nlm.nih.gov/compound/2712
https://pubchem.ncbi.nlm.nih.gov/compound/3676

LAMPIRAN 9

(LANJUTAN)

Tabel VII.13
Lanjutan

Nama senyawa obat Struktur 2D Compound CID

D>_ /
NH 0
Mebendazol /%NH 4030

o]

H
N\CH
metamfetamin } 10836
CHsy
CH,
N—=—
. N
Metronidazol ~ _\_ 4173
OH
_/NE::O
o
Nifedipine 4485



https://pubchem.ncbi.nlm.nih.gov/compound/4030
https://pubchem.ncbi.nlm.nih.gov/compound/10836
https://pubchem.ncbi.nlm.nih.gov/compound/4173
https://pubchem.ncbi.nlm.nih.gov/compound/4485
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LAMPIRAN 9
(LANJUTAN)
Tabel VI1.13
Lanjutan
No Nama senyawa obat Struktur 2D Compound CID
(0]
\
33 Nitrazepam ! O 4506
O/N+\o
34 Oxazepam 4616
35 phenytoin 1775
/ NH
(o]
36 Pindolol 4828



https://pubchem.ncbi.nlm.nih.gov/compound/4506
https://pubchem.ncbi.nlm.nih.gov/compound/4616
https://pubchem.ncbi.nlm.nih.gov/compound/1775
https://pubchem.ncbi.nlm.nih.gov/compound/4828
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LAMPIRAN 9
(LANJUTAN)
Tabel VI1.13
Lanjutan

No Nama senyawa obat Struktur 2D Compound CID
37 Prednisolon 5755
38 prednison 5865
39 Progesteron 5994
40 Propranolol 4946

O CH;
o N)\CHB
-



https://pubchem.ncbi.nlm.nih.gov/compound/5755
https://pubchem.ncbi.nlm.nih.gov/compound/5865
https://pubchem.ncbi.nlm.nih.gov/compound/5994
https://pubchem.ncbi.nlm.nih.gov/compound/4946
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Tabel VI1.13
Lanjutan
No Nama senyawa obat Struktur 2D Compound CID
QH
z H
. N
41 Pseudoefedrin ScH, 9581
CH,
S NcH,
HO \¢
o CH, I
42 Quinidin i z H 441074
199
/
N
43 Simvastatin 54454
44 spironolactone 5833



https://pubchem.ncbi.nlm.nih.gov/compound/9581
https://pubchem.ncbi.nlm.nih.gov/compound/441074
https://pubchem.ncbi.nlm.nih.gov/compound/54454
https://pubchem.ncbi.nlm.nih.gov/compound/5833
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LAMPIRAN 9
(LANJUTAN)
Tabel VI1.13
Lanjutan
No Nama senyawa obat Struktur 2D Compound CID
45 Sulfadiazine </;\>*NQ 5215
N Oés\\
HaN CHs
46 Sulfamethoxazol A Y 5329
S >~ /
N N
0 H
i
47 Sulfanilamid HZN_|S|@NH2 5333
0]
48 Tetrasiklin 54675776



https://pubchem.ncbi.nlm.nih.gov/compound/5215
https://pubchem.ncbi.nlm.nih.gov/compound/5329
https://pubchem.ncbi.nlm.nih.gov/compound/5333
https://pubchem.ncbi.nlm.nih.gov/compound/54675776

LAMPIRAN 9

(LANJUTAN)

Tabel VII.13
Lanjutan

74

No

Nama senyawa obat

Struktur 2D

Compound CID

49

Tetrazepam

25215

50

Verapamil

CHsg

CH;g

// CHs CH,

N HC



https://pubchem.ncbi.nlm.nih.gov/compound/25215
https://pubchem.ncbi.nlm.nih.gov/compound/2520

