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LAMPIRAN

Lampiran 1. Desain Senyawa dengan Aplikasi Hyperchem

Built 53 atoms, lems

Lampiran 2. Pemilihan metode semiempiris PM3
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Lampiran 3. Hasil Optimasi Geometri dan Desktipror-deskriptor
dari Senyawa

| Hs-055 - Notepad

File Edit Format View Help

HyperChem log start -- Tue May 17 12:35:16 2822,

Single Point, SemiEmpirical, molecule = D:‘\data terbaru\Hs-855.hin.
PM3

Convergence limit = 0.01000080 Iteration limit = 58

Accelerate convergence = YES

RHF Calculation:

Singlet state calculation

Number of electrons = 136

Number of Double Occupied Levels = 68
Charge on the System = B

Total Orbitals = 124

Starting PM3 calculation with 124 orbitals

Iteration = 1 Difference = 24184.53635
Iteration = 2 Difference = 187.48817
Iteration = 3 Difference = 38.48451
Iteration = 4 Difference = 6.51567
Iteration = 5 Difference = ©.48181

T+tanatinn = K MHFfFananra = O ARAAR

e B B e I T e P S e

ENERGIES AND GRADIENT
Total Energy

Total Energy

Binding Energy
Isolated Atomic Energy
Electronic Energy

-182335.6946911 (kcal/mol)
-163.0882290837 (a.u.)
-4969.5698591 (kcal/mol)
-97366.1248328 (kcal/mol)
-719875.4744648 (kcal/mol)
Core-Core Interaction 616739.7797737 (kcal/mol)
Heat of Formation -152.3758591 (kcal/mol)
Gradient = @.8171785 (kcal/mol/Ang)

MOLECULAR POINT GROUP
CS
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Lampiran 4. Hasil Optimasi Geometri dan Desktipror-deskriptor
dari Senyawa pada QSAR Properties

s 1| cInjo|w| Dil@| 2|m|@| & ¢

(Compute QSAR propesties of system

Lampiran 5. Hasil Optimasi Geometri dan Desktipror-deskriptor
dari Senyawa pada Molecule Properties

OISOl Hu o] al~JolD| cinjo|w] Disid| i sl 5 ¢ v
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Lampiran 6. Hasil Optimasi Geometri dan Desktipror-deskriptor
dari Senyawa pada Orbitals

||| 57| Njols] D@ 4% &g

Lampiran 7. Mencari persamaan HKSA terbaik dengan Aplikasi
BuildQSAR
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Lampiran 8. Mencari persamaan HKSA terbaik dengan Aplikasi
BuildQSAR secara Systemic Search dan Genetic
Algorithm

00, BuadSAR - [Dsts Atomil svat Kurkumin - 8 x
Fie Edit View Dotaset [(QSAR | Tools Windows Help
DSE dR a Plot Variables... i
. PATH D\cana terbaru D :
D | Srcuee © lof3 loC4 laf5 lof6 |oC7 [oCB [of3 |aC10 |aCMl |aCi2 |aC13 |oCM4 |eC15 |oC16 |oC17 |EHomo | Elumo | LogP |Ehd |a | MA
» L ioieiein o Systematic Search.. | 30647 0116053 415595 | 0.06682 0.00826 016639 0.12659 |-0.2158 |0.12834 085 217 [1435(35 104
2 |HedS MLR... Genetic Algodthn... 16(0:37188 |-0.30766 |0.16016 015169 00713 001891 | 01732 |0.4198 | 023267 0140 | 022321 | 90779 |18 205|454 3216 884
3 M0 PCA.. [0 | 01507 010755 | 02055 (037344 | 031252 0 16481 01684 005304 | 00675 | 01028 |006769 005034 | 016516 | 007733 [ 8761e | 10129 214 |1728 | 366 994
4 He0SE PCR. 007753 | 015124 | 0.1078 031471 016711 017596 004675 | 010835 | 0.04688 | 014262 0.11506 | 019948 | 003152 | 88347 |101%2 239 18313619 34
5 |HedS7 THE O AT7225 007964 015453 | 0.11392 |0.20882 037778 |-0.29611 | 014756 14501 006941001826 | 013812 | 007047 |0.01448 [0.00667 | 01729 | 83923 |10 1582 |-14.48 4197 1)
6 |Hdsz 12055 012748 | 010683 006062 | 01582 |0.12296 | 02225 0.37261 | 031262 01655 016682 | 005461 | 00196 | 01051 [0.07703 |002452 | 015315 | 000171 | 83416 | 1077 205|333 |3216 85
7 |HetB 10969 011283 | 017271 007502 015063010806 | 02054 (037338 031091 016313 016437 005732 | 00337 002169 |0.03645 | 016229 | 87162 |1.0224 183 | 1796|4013 106
L] He T3 -1.5738 012753 | 018663 0.06827 0.15861 0.12265 0. Q17734 004423 010514 3 011549 |0.19957 LM% 233 |-2838 | 152 B34
5 |Heom 05005 (005595 | 012007 | 012065 | 009788 |-.10065 | 0.04052 (03818 | 030236 |0.15146 |0.15105 006067 0.00925 | 016751 |0.12674 |0206 (012065 | 020722 |94z |22 (217|137 |05 |14
He-140 015757 00651 | 0.14071 031178016255 016872 -0.05208 |-1.06761 207716

o >

Activities = | Descriptors = 20 Compounds = 10

Lampiran 9. Hasil Semua Persamaan dengan Systemic Search

), Variable selection results

X1 | %2 X3 X4 X5 R s F @ SPress SDep
[ qc8 qC12  EHomo E Lumo 0.991 0.045 42,665 0527 0.229 0153
2 aC1 aC8 aC12  EHomo Log P 0997 0027 117002 0539 0.083 D055
3 aC1 aC8 aC12  EHomo E Hid 0998 0023 166305 0575 0053 0035
4 qoC1 qC8 qC12  EHomo a 0.9% 0028 109081 0566 0.062 0041
5 oC1 qC8 qC12 EHomo MR 09% 0028 108976 0966 0.062 0041
[ oC1 qc8 qC12  EHomo v 0.9% 0028  109.4% 0.967 0.061 0.040
7 qoC1 qC8 qC12  EHomo SA 0.9% 0029 105311 0.965 0.062 0042
8 oC1 qc8 qC12|  EHomo Et 0.9% 0.036 68.587 093 0.084 0056
] oC1 qc8 qC12|  EHomo u 0.980 0.067 19.242 0571 0219 0.146
10 oC1 oc8 qC12  EHomo Hf 0.997 0024| 150655 0.951 0.074 0.049
11 aC1 aC8 aC12  EHomo Massa 09% 0031 90317 0956 0070 0046
12 aC1 ac8 qC12 E Lumo LogP 0957 0027 120340 0935 0.085 0057
13 oC1 qC8 qC12 E Lumo E Hid 0952 0102 7737| MotPred.| NotPred | Mot Pred
14 oC1 qc8 qC12 E Lumo a 0.951 0.103 7559| MNotPred.| NotPred.| Mot Pred
15 qoC1 qc8 qC12 E Lumo MR 0.951 0.103 7591| MNotPred.| NotPred.| Mot Pred
16 oC1 qc8 qC12 E Lumo v 0.950 0.104 7441| MNotPred.| NotPred.| Mot Pred
17 oC1 qc8 qC12 E Lumo SA 0943 0.111 6479| MNotPred.| NotPred.| Mot Pred
18 aC1 qc8 qC12 E Lumo Et 0973 0.077 14402| MotPred.| MNotPred.| Nt Pred
19 oC1 oc8 qC12 E Lumo u 0.954 0.100 8043 MNotPred.| NotPred.| Mot Pred
20 aC1 aC8 qC12 E Lumo Hf 0998 0020 22362 0580 0.047 0032
2 qoC1 qC8 qC12 E Lumo Massa 0984 0088 10664 MotPred.| MNotPred | Not Pred
2 oC1 qC8 qC12 LogP E Hid 0957 0027 118872 0538 0.083 D055
2 oC1 qc8 qC12 LogP a 0.997 0027 118255 0938 0.083 0.055
2 qoC1 qC8 qC12 LoaP MR 0.997 0027 118262 0.938 0.083 0055
25 oC1 qc8 qC12 LoaP v 0997 0027 118055 0938 0.083 0055
2% oC1 qc8 qC12 LogP SA 0.997 0027 118038 0939 0.083 0055
27 oC1 oc8 qC12 LogP Et 0.997 0027  118.260 0932 0.083 0.055
28 aC1 aC8 aC12 Log P u 0998 0021 202147 0585 0.041 0027
29 aC1 ac8 qC12 LogP Massa 0957 0027 118283 0938 0.083 0055
30 qoC1 qC8 qC12 E Hid Et 0957 0025| 140834 0530 0.088 0059
k3| oC1 oC8 aC12 E Hid u 0.954 0100 8102 0.057 0324 0216
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Lampiran 10. Hasil Sorting Persamaan HKSA dari Systemic
Search

Data pararmetes derh

o)

# Wrap Text

H B2 E ;%:m[? ) ¢

B Condtionsl Formstas Cell  Insert at Sotd Find &

B Merge & Comter Formolting = Table~ Syl | = - ~ | #CeMT  Fitee Select-
Cgborrd Font [ Angnment n syes cets eating ~
o18 - -

gC1a EHid Hf 0991 0.038 43475 0.731 0.148 0.099

gt1a EHid Hf 0991 0.039  42.035 0707 0.154 0.103

GC14 EHid Hf 0.99 0.039 41039 0716 0.152 0.101

GC14 Elumo  Hf 0.99 0.04 40354 0.847 0.169 0.113

gC14 EHoma  Hf 0.99 0.04 39.930 0.023 0.282 0.188

qCle  EHd WP 059 004 3946 073 014 00M

qCla  EHd WP 099 004 39382 067 018 0109

aCl4e  Elumo  HF 059 004 39297 067 0182 0108

aCl4e  Elumo  HF 039 004 391% 064 017  0LS

aCl4e  Elumo  HF 059 0081 38 067 018 011

aCl4e  Elumo  HF 059 0081 3813 061 0475 07

gC1a Elumo  HF 0389 0042 36209 0585 0184 0122

gC1a Elumo  HF 0389 0042 35397 064 0172 0115

gC1a E Hid HF 0389 0043 34523 0743 0145 0.9

599qcs  qCl7 Elume Et u 0389 0083 34M1 074 015 01
508qc5  qCl2  Elume Et u 0388 0083 33833 0568 0087 0125
7qcs  qCl7 Elume Et u 038 0083 33582 0719 0151 0101
801qcs  qCl7  Elume u Massa 0383 opM 33473 07 o1 oam
57qcs  qCls  Elume Et u 0353 00M 33085 0564 0088 0125

3 | 841 qC6 qc12 Elumo  Et u 0388 0048 33016 0567 0187 0125

23 736 oCh acl? E Lume u Massa 0388 0.044 32,189 0.7 0.156 0.104 3
4 v .| Sheetz | 10Senyaws | Sheets | Systematic Scarch | Persamasn systematic | Genetic Algorithma | Sheets - @ i e G
N m - ] + 100

Lampiran 11. Mencari Persamaan dengan Genetic Algorithm

[ [Dsta Atornik dan Molekuler Derivat Kurkuris 10 Seryswa.bag] - 8
Fie Edt View Dotwet QSR ook Windows Help

DEHAEaRe i
PATH D:\dta terbary |
Sructre | Comment | Log 11CS0 €1 [oC2  aC3 (oG4 |5 | aCh | oC7 |eCB  [aC9 |aCl) |aC11 |aCf2 |Ctd |oCM |oC15 | oCl6 |aCl7 | Etkmo | Elumo | LoaP | EHda | 1A

» a0 01108 017288 | 007818 | 015079 010815 30847 016053 0 15595 0 06682 | 000826 oz1s8 |01 |0 a0s 2w 43|85 10y
2 |Hedss 075 (012789 | 0.10664 0.06908 015038 012332 022216 | 037189 | 0.30746 |0.16016 015189 007013 001891 017432 014150 | 023287 (01434 | 022321 | 90770 |-1.1458 205 |-3454|3216 85

3 Hs-055 -1.3385 011274 |-017268 007783 -0.15073 010788 -0.2085 |0.37344 031252 016481 01684 005304 00676 -0.1029 |0.06769 005034 (0716516 007733 87614 |-10128 214 |-1728 3766 564

4 s 25717 011297 | 017258 007753 015124 03078 031471 016711 0 1759 | 004575, 011508 |019848 o 23 831 3%1 W

5 Hes 05435 (011748 | 017225 0.07964 015453 0.11392 | 020862 | 037778 | 029911 |0.14756 014541 006941 | 01826 013812 | DONHT 001448 (000667 | 017298 83923 |10 132|148 417 111

6 Hs-062 1.2355 012748 | 018683 -0 x 002452 |-0.15315 008171 |-88416 |-1.0757 205 |-3383 3216 8BS

7 He064 -1.0963 011283 017271 04 002169 003645 016229 87162 |-1.0224 189 |-17.96 | 40.13 10§|

3 |He0n 570 (012759 |dipee g  SAcrimipamnet o St [ R ] f20tise 019857 00313 6857 04 233 2638 | 3%2 &34

3 |He0m 0se0s (00565 |0nz7 |0y Descrokrspermodel: b i3] [ Lo 1ACS0 0216 012885 |0 sz 217 137 (395 04

No 20 ] (= 016501

Mocels per gemeraion (1 (2] | o

Comelation citeria: Cross waldaton:
Fortid cross-conrelation (R bigher than:[08 | [ Percem leave-cne-out cross-validation
(] Do not show "Not Frediciable” models.
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Lampiran 12. Hasil Persamaan Terbaik dengan Genetic Algorithm

Lampiran 13. Pemilihan Persamaan Terbaik dari Systemic Search
dan Validasi Internal dengan MLR

@, BusIdQSAR - [Data Atornik dan Molekules Derivat Kurkurmin 10 Senyaa.bas] - o
File Edit View Dataset QSAR Tools Windows Help
DSH4Ed S
PATH: D:\data terbary
1D Sucure | Commert | Log 11CS0 [ oC1 |2 |3 |04 [oC5  [at6 (oC7 latB o9 a0 |oCl1 |oCf2 [o€13 |oCM [€15 |oCt6 |aC17 | EHomo | Elumo | logP |EHd[a | M
R 11335 117258 | 4! 020524 037289 X X 016639012659 | 02158 |0.12834 | 0207 1055 217 [1435/395 |14
2 He 054 -1.0755 01 2 006508 02216 )] 017432014198 023287 01434 022321 50775 |-1.0458 205 |-3454 3216 854
3 . 01684 | 0.05304 | -0.067% |0.1029 006769 005034 0.165%6 007733 876M4 10129 214 |-1728 3766
4 SULIIMLE R X; E 031471 016711 01 04575 | 0. 0 o 1012 (239 |-1831/35.19 934
5 Biological actvity E 029511 014756 -0.14541 | -0.06341 | 0.01824 001443 008667 017253 89923 |-1.1024 192 |-1448 41.97 1)
7:_{ Log 11C50 | | E 1051 007703 (002452 |-0.15315 008171 82416 |-10757 205 |3383 3216 85 ]
7 16437 | 0.05732 | 9.0337 002165 |0.03645 016229 87162 |-10224 1189|1756 |40.13 o
8 [ L] 3 A 0. 019957 147% 233
) Descrgtors: 015105 016751012674 0216 012865 020722 50421 10282 217 |-137 395 104
o 06771 016501
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Lampiran 14. Hasil Persamaan Terbaik dari Systemic Search dan
Validasi Internal dengan MLR

QSR equation:

B 8B gs )

2 i 7
(g TC50 < 17522 09650 004 - L9870 1OV E P = D013 00008 SA+ L0575 & 0021w - OO0 L EOOR AT aieT | oot 12 o013 M of10 oC18 Gl EMoma Elma LgP Edd 2
= 1.0440) 3|-0.06582| 000626 016639 012659 | 02159 |0.12834 | 02078 | 85595 [1055 217 |-1435 395
la10;R=098 ™ 0001 ;02 01955  SPress = 0,023 SOEF 0.015) 3007013001881 017232 014198 | 021287 [0 1a% | 022371 80778 |11458 205 |4 276
005304 00676 |-0102% 006769 005034 016516 | 007733 87614 [1mas [214 1728 376
004575 |0.10635 |-0.04688 014262 |0.11506 019548 | D052 98M7 |-10152 (238 |03 381

g

]
|t Resdual bl 006341 | 001624 013612 007047 |0.07448 | 006667 | 017293 4523 | 11024 152 | 1448 4157
3 2|a0s461 0013 01081 007703 0022 | 215315 - 00mn [ wsate [10787 |2
4 00337 |013%5 00833 | 002169 |0.03645 | 016228 | 87162 |10224 189 |1
008651014262 011545 |0.19967 | 0013 | 48577 |1
00525 | 16751 012674 | 216 | 012665 | 020722 | 0421
006761 0 1032¢ 006771 | 005085 |-0.18501 |-0.07716 | 87655

Bctiitin = 1 Necrsnbnre = 98 Crmensndc — 10

QSAR Equation

Log 1/1C50 = + 1.7622 (+ 0.3655) qC4 - 0.9457 (+ 0.1047) E Homo +
0.0013 (+ 0.0002) SA + 0.0575 (+ 0.0216) u - 0.0068 (+ 0.0004) Hf -
11.4161 (+ 1.0440)

(n=10;R=0.999;s=0.011; F=794.659; p<0.0001; Q2=0.995;
SPress = 0.023 ; SDEP = 0.015)

Dataset

No. Compounds Log 1/IC50 qC4 EHomo SA u Hf

Hs-047 -1.134 -0.151 -8.960 657.850 3.512 -150.023
Hs-054 -1.076  -0.158 -9.078 490.230 3.276 -178.479
Hs-055 -1.339 -0.151 -8.761 600.480 4.451 -152.376
Hs-056 -1.572 -0.151 -8.835 561.400 3.567 -119.332
Hs-057 -0.944  -0.155 -8.992 685.950 2.029 -182.385
Hs-062 -1.236 -0.158 -8.842 480.890 4.681 -176.754
Hs-064 -1.097 -0.151 -8.716 646.400 3.848 -188.164
Hs-073 -1.580 -0.159 -8.858 478.180 3.842 -133.652
Hs-089 -0.981 -0.098 -9.042 645.030 3.818 -147.169
10 Hs-140 -1.196 -0.065 -8.766 547.420 4.600 -157.956

O© 00 NOoO O WN -



Coefficient Analysis

Predictor Coef. Stdev 95% Conf. t-ratio p  Comment
Constant -11.4161 0.3761 1.0440 -30.3559 0.0000

qC4 1.7622 0.1317 0.3655 13.3848 0.0000

E Homo -0.9457 0.0377 0.1047 -25.0691 0.0000

SA 0.0013 0.0001 0.0002 22.5791 0.0000

u 0.0575 0.0078 0.0216 7.3973 0.0007

Hf -0.0068 0.0002 0.0004 -42.0706 0.0000

Correlation Matrix

qC4 EHomo SA u Hf
gC4 1 0.090 0.113 0.351 0.128
E Homo 0.090 1  0.092 0.597 0.066
SA 0113 0.092 1 0.472 0.166
u 0351 0597 0472 1 0.187
Hf 0.128 0.066 0.166 0.187 1
Residual table

No. Compounds Y(obs) Y(calc) Y(res) StDev.Res Comment

Hs-047 -1.134 -1.135 0.001 0.102
Hs-054 -1.076 -1.076 0.000 0.011
Hs-055 -1.339 -1.327 -0.012 -1.119
Hs-056 -1.572 -1.584 0.012 1.122
Hs-057 -0.944 -0.940 -0.004 -0.336
Hs-062 -1.236 -1.242 0.006 0.593
Hs-064 -1.097 -1.102 0.005 0.490
Hs-073 -1.580 -1.571 -0.009 -0.868
Hs-089 -0.981 -0.982 0.001 0.108
10 Hs-140 -1.196 -1.195 -0.001 -0.102

O© 0o N Ol WN B
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Analysis of Variance

Source DF SS MS F p
Regression 5 0.4447 0.0889 794.6590 0.0000
Error 4 0.0004 0.0001

Total 9 0.4451

Fitting Parameters

Property Value

n 10

k 5

R2 0.9990
R2-Adj. 0.9977
S 0.0106

F 794.6590
p 0.0000
Q2 0.9952
SPress 0.0232
SDEP  0.0155

C.vV. -0.8706
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Lampiran 15. Analisis Penuh Persamaan HKSA Model 1

Correlation Analysis

()  Data Atomik dan Molekuler Derivat Kurkumin 10 Senyawa.bqgs
—o— Bestfitline

-0.8

10 -
11k 1
12 L

Y(obs)

13+
14 L
15+
16+

17 1 1 1 1 1 I I I
-1.7 -1.6 -1.5 -1.4 -1.3 -1.2 -1.1 -1.0 -0.9 -0.8

Y(calc)

Lampiran 16. Hasil Persamaan Terbaik dari Genetic Algorithm dan
Validasi Internal dengan MLR

B ML results -
QSARModel  Fiing analysis Dataset Graphics  Full analyais

Q848 equation:

[Fog 1/1C50 = = 15,1400t 4. 90061 L7 = 74953 1 5 6061) o8 - 0.5039 = 0.1397) 15 - 00005 (£ 0.0003) SA - 00054 (= 0.0000) Fl - 57266 (2 3.2478)

1107+ 0999 5 = 0016 :F = 3093 < 0.0001 ;02 = 0.950 SPress = 0034 ; SOEP = 0.023)

Resicusl takie:

Compounds  Yioba) Yeak)  Yies) SDevRes  Comment

» am| aw| o] os
2 wos| 0% 0| om0 0ee
3 Weoss| A ) ome ¥
4 woss|  asm| s oms s
i woz|  asu|  osa| e  gow
c toe2| ;6| 2| am| 1w
i tedsd| 07| 100 0007 4%
3 Wom|  asn| ams|  oms| o
s wom|  as|  os1| o oowr
0 1 0026,

W | £ Typehere to search %o »n @A Q At ~ G @D g P B,,,,.,‘..'g,,,!)‘
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QSAR Equation

Log 1/IC50 = + 15.1400 (+ 4.9008) qC7 + 7.4959 (+ 5.6081) qC8 -
0.5839 (+ 0.1397) qC15 + 0.0005 (+ 0.0003) SA - 0.0054 (+ 0.0008) Hf
- 5.7246 (+ 3.2476)

(n=10;R=0.999;5=0.016 ; F=348.093 ; p<0.0001; Q2=0.990;
SPress = 0.034 ; SDEP = 0.023)

Dataset

No. Compounds Log 1/IC50 qC7 qC8 qCl15 SA  Hf
Hs-047 -1.134  0.373-0.308 -0.216 657.850 -150.023
Hs-054 -1.076  0.372-0.307 -0.233 490.230 -178.479
Hs-055 -1.339  0.373-0.313 0.050 600.480 -152.376
Hs-056 -1.572  0.374-0.315 0.115 561.400 -119.332
Hs-057 -0.944  0.378-0.299 0.014 685.950 -182.385
Hs-062 -1.236  0.373-0.313 0.025 480.890-176.754
Hs-064 -1.097  0.373-0.311 0.022 646.400 -188.164
Hs-073 -1.580  0.373-0.316 0.115 478.180 -133.652
Hs-089 -0.981  0.382-0.302 -0.216 645.030 -147.169
10 Hs-140 -1.196  0.382-0.312 0.051 547.420 -157.956

O© 00 NOoO Ol WM BP-

Coefficient Analysis

Predictor Coef. Stdev 95% Conf. t-ratio p  Comment
Constant -5.7246 1.1699 3.2476 -4.8934 0.0045

qC7 15.1400 1.7654 4.9008 8.5759 0.0004

qC8 7.4959 2.0202 5.6081 3.7105 0.0138

qC15 -0.5839 0.0503 0.1397 -11.6007 0.0001

SA 0.0005 0.0001 0.0003 5.2416 0.0033

Hf -0.0054 0.0003 0.0008 -18.6129 0.0000



Correlation Matrix

qC7 gC8 qCl15 SA Hf
qC7 1 0.475 0.082 0.352 0.052
qC8 0.475 1 0.575 0.645 0.449
qC15 0.082 0.575 1  0.245 0.235
SA 0.352 0.645 0.245 1 0.166
Hf 0.052 0.449 0.235 0.166 1

Residual table

No. Compounds Y(obs) Y(calc) Y(res) StDev.Res Comment
Hs-047 -1.134 -1.140 0.007 0.429
Hs-054 -1.076 -1.066 -0.010 -0.609
Hs-055 -1.339 -1.333 -0.006 -0.356
Hs-056 -1.572 -1.580 0.009 0.546
Hs-057 -0.944 -0.943 -0.001 -0.040
Hs-062 -1.236 -1.258 0.022 1.392
Hs-064 -1.097 -1.090 -0.007 -0.425
Hs-073 -1.580 -1.565 -0.015 -0.948
Hs-089 -0.981 -0.981 0.001 0.037
10 Hs-140 -1.196 -1.195 0.000 -0.026

O© 00 NOoO Ol WN K-

Analysis of Variance

Sourcee. DFSS MS F p
Regression 5 0.4441 0.0888 348.0932 0.0000
Error 4 0.0010 0.0003

Total 9 0.4451
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Fitting Parameters

Property Value

n 10

k 5

R2 0.9977
R2-Adj. 0.9948
S 0.0160

F 348.0932
p 0.0000
Q2 0.9895
SPress 0.0341
SDEP 0.0228
C.V. -1.3145

Lampiran 17. Analisis Penuh Persamaan HKSA Model 6

Correlation Analysis

3 Data Atomik dan Molekuler Derivat Kurkumin 10 Senyawa.bqgs
—&— Best fit line

-0.8

-0.9 -
-1.0 -
-1.1 - 1
-1.2 -

Y(obs)

13k
1.4

-1.5 -
-1.6
_17 I I I 1 1 I

-1.6 -1.5 -1.4 -1.3 -1.2 -1.1
Y (calc)
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Lampiran 18. Hasil SPSS Validasi Eksternal

Validasi Eksternal Persamaan HKSA Model 1
Variables Entered/Removed?

Variables Variables
Model Entered Removed Method
1 Log 1/IC50 . Enter
Pred®

a. Dependent Variable: Log 1/IC50 Eks
b. All requested variables entered.

Model Summary
Adjusted R Std. Error of
Model R R Square Square the Estimate
1 , 7372 ,543 ,087 ,3084640

a. Predictors: (Constant), Log 1/1C50 Pred

ANOVA?
Sum of Mean
Model Squares df Square F Sig.
1 Regression 113 1 113 1,191 4720
Residual ,095 1 ,095
Total ,208 2

a. Dependent Variable: Log 1/IC50 Eks
b. Predictors: (Constant), Log 1/1C50 Pred

Coefficients?
Unstandardized Standardized

Coefficients Coefficients
Model B Std. Error Beta t Sig.
1 (Constant) 1,135 1,854 ,612 ,650
Log 1/IC50 1,630 1,494 , 7137 1,091 472

Pred
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a. Dependent Variable: Log 1/IC50 Eks
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Validasi Eksternal Persamaan HKSA Model 1
Variables Entered/Removed?

Variables Variables
Model Entered Removed Method
1 Log 1/IC50 . Enter
Pred®

a. Dependent Variable: Log 1/IC50 Eks
b. All requested variables entered.

Model Summary

Adjusted R Std. Error of
Model R R Square Square the Estimate

1 ,870% , 157 ,513 ,2251760

a. Predictors: (Constant), Log 1/IC50 Pred

-1,1000
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ANOVA?
Sum of Mean
Model Squares df Square F Sig.
1 Regression ,158 1 158 3,111 ,328P
Residual ,051 1 ,051
Total ,208 2
a. Dependent Variable: Log 1/IC50 Eks
b. Predictors: (Constant), Log 1/1C50 Pred
Coefficients?
Unstandardized Standardized
Coefficients Coefficients
Model B Std. Error Beta t Sig.
1 (Constant) 2,093 1,690 1,238 432
Log 1/IC50 2,393 1,357 ,870 1,764 ,328
Pred

a. Dependent Variable: Log 1/IC50 Eks
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