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Tr ai ni and test datasets G1

ng

Tabl dr@alning dataset G1.

compox1l x2 x3 x4 x5 x6 x7 x8 x9 x10x11x12x13x14x15x16x17 x1%2x22x23x24 x25 x 26y

1 -0.9-0.40.00.91.30. 1.01.82.30.50.81.40.41.21.8166161. 0 1210 2 1.43015. 71150
2 -3.0-1.2-1.00.50.51. 1.92.483.50.10.50.71.01.51.7211126. 0 1212 4 5.85111. 31550
3 -3.6-3.0-1.7-1.3-1.10. 1.92.32.51.30.31.70.20.51.9256104. 0 1213 5 10.9812 2950
4 -2.6-1.3-0.30.41.01.32.23.083 0.90.81.70.51.42.3180148. 0 1210 3 4.30210.484 0
5 -0.9-0.00.60.91.00. 1.51.81 0.60.30.90.00.41.0167160. 0 1210 2 0.91410. 72450
6 -0.80.00.60.91.00. 1.41.71 0.50.30.80.10.41.0195137. 0 1212 1 0.8549.8368 1
7 -1.6-1.1-0.00.60.60. 1.62.32.31.10.61.80.00.71.8223120. 100 1213 3 2.91416.00 7
8 -1.2-0.2-0.00.61.20. 1.21.82 0.20.60.90.51.21.4168159. 0 129 3 1.50112.33 1
9 -1.2-0.4-0.30.00.60.80.91. 31 0.00.40.40.50.91.0184145. 0 1211 3 1.99513.499 0
10 -2.1-1.5-0.6-0.20.00. 1.51.92.20.90.41.30.20.61.6212126. 0 1212 4 4.55116. 81074
11 -1.8-0.5-0.00.81.31. 1.82.73.10.40.91.30.41.31.8178150. 0 1412 3 2.44814. 72180
12 3.2-1.90.90.61.01.22.32.64.31.00.21.31.61.93.0208128. 0 1211 4 6.7929. 872840
13 -0.8-0.30.70.80.90. 1.51.71 1.00.11.10.00.21.2117229.Q@ 5 10 2 1.17810. 21488
14 -1.1-1.10.00.50.50. 1.11.71 1.10.51.70.00.51.7134199.4 5 12 2 2.3659. 251381
15 -1.8-1.8-0.6-0.5-0.10. 1.21.31 1.20.01.20.40.41.6184145. @ 6 17 5 5.0739.35321
16 2.1-0.7-0.30.11.11. 1.71.983.20.30.20.51.21.51.8252106.0 2014 4 3.41016. 427090
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Tabl ee®Wtat aket G
compou x23 Xx25 X 26 y
A 4 10.152290 549
B 3 7.8752300 851
C 4 9.352E5359 1143
E 3 9.7637339 254
F 5 10.834300 178
G 6 9.089t5400 222
H 5 6. 760192 176
L 5 11.532267 242
M 4 11.093257 230
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Training and test datasets G2
Tabl dr&@3 ning dataset G2.

compo x1 x2 x3 x4 x5 x1€x1&x1x2x2x2 x2¢x2x2x2 x2&x2¢x3I1x3x3x3x3 x36 vy
7 -1.66-1.18-0.050.630.68 223.120. 12 13 2.9116.900 6.47 0.8 20. 0. 6 1 0 0.117 0
8 1.2:-0.27-0.0(0.661.20 168.159. 12 9 1.5012.830 1.18 0.5 20.¢3. 4 0 1 0.076 221
10 2.1¢1.58-0.610.210.06 212.126. 12 12 4.5516.10 2.72 0.3 20. 3. 4 0 0 0.133 28
14 1.19-1.170.000.540.59 134.199. 5 12 2.36 9.:13 3.72 0.5 19. 9. 9 0o o 0.37 64
15 1.88-1.840.61-0.56-0. 16 184.145. 6 17 5.07 9.:23 6.24 0.5 20. 13.9 0 0 0.454 1147
17 1.71-0.990.290.280.76 154.173. 9 14 2.9913.13 2.68 0.5 19 1. 3 0 0 0.181 355
20 -1.2¢0.83-0.120.530.84 169.158. 9 13 2.2212.17 6.03 -0.8 20 6. 11. 0 0 0.25 105
21 3.25-1.85-1.2¢1.04-0.00199.134. 9 15 7.408.¢28 3.72 0.5 19. 9. 7 0 0 0.416 0
22 3.44-1.98-0.7:0.41-0.15196.136. 8 13 6.7513.27 3.94 -0.4 20. 6. 11. 0 0 0.333 142
24 -1.4:t0.43-0.050.150.39 190.140. 10 12 1.9:15.19 0 0. 4 21. 3. 7 0 0 0.166 289
26 -1.87-0.37-0.24-0.171.12 206.129. 16 15 2.6613.15 0 0.2 18. 1 4. 0 0 0 372
27 -1.77-0.44-0.39-0.39-0.35358.74.7 28 22 3.6:13.20 0.03 -0.1 19. 1 3 0 0 0 0
238 -1.60-0.31-0.240.020.44 196.136. 8 13 2.1515. 67 0.8-0.4 21.¢4.:9 0 0 0.272 490
29 -3.43-2.21-0.98-0.82-0.67252.106. 8 16 8.3918.27 2.58 0.4 21.:0 11 0 0 0.333 0
30 3.29-1.82-1.300.71-0.62236.113. 10 15 7.7512.26 6.66-0.5 21.!11.10. 0 0 0.333 178
31 2.40-1.23-0.280.210.02 296.90. 4 14 19 4.1515.25 0.000.4 21.¢3.10. 0 0 0.222 0
32 1.420.110.270.921.13 178.150. 8 12 1.4214.73 2.52-0.4 20.¢3. 8 0 0 0.181 729
33 1.71-1.69-1.010.290.41 324.82.6 18 21 4.4114.15 0.98-0.4 20.¢3.:9 0 0 0.142 45
34 1.48-1.48-1.30-1.29-0.78353.75.7 16 32 7.50 9.:40 0.06 -0.7 21. 12.6 0 0 0.333 512
35 1.97-1.06-0.790.21-0.1( 252.106. 17 17 4.1513.27 2.98 0.6 21.:5.:5 0 0 0.105 109
38 -2.04-0.51-0. 46-0.29-0.28270.99.1 20 16 3.6012.13 0.67 0.5 18. 2.(2 0 1 0.047 0
39 -1.59-0.54-0.32-0.061.00 218.122. 16 13 2.5214. 47 1.10 0.5 20 2.14 0 1 0.058 277
40 1.70-1.06-0.49-0.360.10 268.99.38 20 15 3.6215.16 0.89-0.5 20.t0.:5 0 1 0.047 0
42 2.04-1.01-0.36-0.071.15 196.136. 12 11 3.5009.¢10 1.25 0.4 20.:7.:4 2 1 0.2 277
43 -1.93-0.52-0.41-0.06-0.05211.126. 13 12 2.9911.11 0.36 0.3 19.74.:4 1 0 0.133 141




Tabl.e Bdest dat aset G2.

compou x4 x16 X 22 X 23 Xx25 x 35 y

A -0. 020 153.9716 4 10.15z20 549
B 0.0614178 16 3 7.87520 851
C -0.112:184.0z17 4 9.352¢t0 1143
D -0.775 326.3 20 5 7.017€0 125
E 0.096C221.8¢€214 3 9.76370 2514
F -0.899 230.0721 5 10.8340 178
G -0.891.282.1£22 6 9.089Et0 222
H -0.290:228.0€19 5 6. 760¢€0 176
I -0.372.340.3€18 5 9.571€0 306
J -1.172 304.2225 6 14.8610 253
K -1.717 . 404.1 33 11 17.67¢€0 3414
L -:1.164.194.9¢€17 5 11.5320 242
M -1.2311195.9717 4 11.0931 230
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Training and test datasets G3

Tabl dr@a% ning dataset G3.
compoux1l X 2 X 3 X 4 X5 x16 X2x2x2x25 x28 x29 x30 x31 x32 x33 x36 vy
8 -1.22%50.2710.0040.6691.209168.20 123 12.31.180.520.17820.13.9 4 0.07@21
10 2.14(¢1.582z0.61%50.210.063212.21 124 16.82.72¢«.350.4121.20.1 6.2 0.1328
14 -1.19%1.09¢.0300.5400.595134.01 5 2 9.253.72.580.6719.99.8 9.1 0.37%4
15 -1.8851.8410.6140.56¢0.16£184.02 6 5 9.3512.2-0.730.71@20.413.79.6 0.454147
17 -1.713%0.99%%0.2900.2800.762154.01 9 3 10.72.22%.590.6549 4.7 6.5 0.18355
18 -1.62¢&0.9600.2420.3260.794168.11 9 3 10.601.68¢<«.610.6519.14.9 6.2 0.16a75
19 -1.58%20.962z0. 43¢€.3570.589170.01 9 3 12.63.04¢0.610.6519.97 12.50.2524
20 -1.2660.8340.1280.5320.845169.11 9 5 12.01.51¢<.890.64820 6.9 11.10.25105
22 -3.446€¢1.9880.7510.4120.15€96.22 8 5 13.13.94¢0.430.4720.56.2 11.40.33142
23 -1.8341.1140.077%.1420.450190.11 7 4 11.7@.72¢0.580.6820.88.4 10.20.36405
24 -1.4550.4310.05¢€.1530.393190.20 103 15.00.00¢0.460.3321.53.2 7.9 0.16227
25 2.17¢€¢0.7340.3490.4900.574218.30 122 13.50.00¢0.440.34@20.23.3 8.2 0.142
26 -1.8710.37¢<0.24%0.17@01.124206.20 164 13.10.00¢0.210.1648.91.7 4.2 0 310
28 -1.6010.3140.2440.0230.440196.30 8 3 15.00.84¢0.450.4221.64.239.790.27490
30 -3.29(¢1.8251.30¢0.71%0.621236.22 105 12.0%6.66-0.510.581.541.510.6¢0.33178
31 2.3021.2370.28¢<0.21¢.020304.40 144 15.940.00¢0.430.4321.48.4 10.90.2230
32 -1.42%.1100.2710.8740.924178.20 8 1 14.02.52¢«0.480.3820.88B3.6 8.230.18798
34 -1.4841.48%%1.30231.29%0.781353.94 168 9.410.06-0.710.7021.112.46.090.33513
35 -1.97¢1.0650.79¢0.2150.1012252.21 175 13.02.98-0.600.6821.35.265.310.10109
36 -1.34%1.18¢1.05¢€¢0.81¢0.15%220.11 135 11.040.6%4.790.6620.27.1 8.9 0.18756
37 -1.6041.040¢0.35¢&0.16¢%.524194.11 114 8.21@2.19+0.580.6818.56.8 4.9 0.21418
39 -1.5940.5450.3240.06%.001218.20 164 14.21.10+0.510.18@0.50R2.194.830.05277
41 2.21€¢1.280¢0.32¢€.7420.929186.11 113 8.704.31-0.500.4819.88.5 6.1 0.21201
42 2.04€1.0170.3620.0721.154196.20 124 9.981.25%+-0.470.3120.27.274.670.2 277
43 -1.9370.5240.41%0.06%50.0512211.20 135 11.6!0.36-0.370.3919.74.244.650.13141
44 -1.36€61.00¢0.42¢<0.277%.365144.01 7 4 10.59.81¢0.790.6749.710.311.90.3 134
45 -1.2611.1120.0940.3890.606144.01 7 2 11.54.53¢0.620.6720 10 12.70.3 15
46 -1.37¢€¢1.2210.2640.3830.555174.01 7 2 11.13.104%.670.6999.910.412.40.33267
47 -1.19¢1.1610.3420.5910.716159.01 7 2 15.34.24-0.910.6920.911.316.70.3673
48 -1.29¢1.2040.94¢&0.8310.302194 2 8 4 12.04.76-0.680.7020.813.312.80.38318
49 -1.45%20.9150.8010. 4030.543194. 11 113 11.141.29:0.600.6649.36.7 10.70.214%€3
50 -1.18%21.132.1560.3260.567174.01 7 2 11.13.504%.680.6919.910.412.40.33229
51 -1. 05€60.840(0.4130.4610.685159.01 7 2 15.31.99+0.890.6820.911.316.70.36133
52 -1.74%21.2071.007%0.0220.324194 2 8 4 12.04.750.670.6920.813.312.80.38279
53 -1.29211.232.2590.2810.524158.01 7 2 10.64.37¢.680.6949.79.1 11.30.27:23
54 -1.177%1.10¢.3340.5640.747159.01 7 2 15.38.4940.910.6920.911.316.70.3623
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Tabl.e Be&st dat aset G3.

compournx?2 x20 Xx25 X 28 x 33 X 36 y

A -1.012 2 10.1520.002710. 8 0.4 549
B -1.023 2 7.87520.001<¢7 0.333:851
C 1. 048 2 9.35250.52419.6 0.454t1143
D -2.936 4 7.017¢0.00017.1 0. 25 125
E 1. 484 2 9.76370.046¢6. 9 0.428t254
F -1.001 2 10.8320.001¢8 0.333:178
G -1.034 2 9.089:0.000<4. 9 0.2 222
H -1.034 2 6. 760¢0.00016. 2 0.25 176
I -1.360 2 9.571¢0.069:7.8 0.153€306
J 1. 403 2 14.8610.004513.7 0.5 253
K -2.116 4 17.67¢1.351C17.7 0.5452344
L -1. 466 3 11.5326.848112.6 0.461%t242
M 1. 741 3 11.09:7.937212. 2 0.461£230

P.12S



RMSE val uteesfnodfdotsdslei dat i on

Tabl e S7 RMSEt hMeelnoled varf o slati on fiGBu stihneg ntohdee | nse
dataset

Model GL
Pattern (@) (i) (iii) (iv) v) (vi) (vii) (viii) (ix) (x) Average S.D.
Training 292.40 289.96 275.02 294.33 261.87 233.27 279.71 292.84 290.83 285.72 279.59 18.19

Test 212.10 222.74 366.08 186.04 446.21 643.46 376.66 121.31 174.10 285.50 303.42 149.71
Model @

Pattern 0] (ii) (iii) (iv) (v) (vi) (vii) (viii) (ix) (x) Average S.D.

Training 230.54 245.18 248.91 243.80 254.48 248.47 221.71 217.03 250.15 235.91 239.62 12.13
Test 344.23 239.21 203.84 267.10 90.48 210.87 388.88 417.86 116.88 333.43 261.28 104.53

Model G3

Pattern 0] (ii) (iii) (iv) (v) (vi) (vii) (viii) (ix) (x) Average S.D.

Training 205.51 193.01 203.78 198.41 188.15 205.59 181.95 203.27 199.81 163.98 194.35 12.58
Test 94.34 233.84 129.29 200.09 281.37 95.12 323.50 133.12 214.06 480.16 218.49 113.98
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Reduced training datasets Gla and G2a
Tabl e S8 Trainang dataset G1

compoux 1 X 2 X 3 X 4 x5 x16 X20x21x23x 25 x28 Xx29 x30 x31 x32 x33 x36 y

1 -0.9610.460.0930.9331.363166. 220 12 13.240.543-0. 480. 2220 2.8 2.80 0

2 -3.0631.45-0.83¢0.33C0.540211. 220 12 12.184.853-0.510.2920.96.7 4.5 0.1870

3 -3.6793.08+1.71%&1.3711.13256. 220 12 11.991.311-0.5€©.2821.57.3 5.3 0.3150

4 -2.626-1.30-0. 36t0.4721.060180. 211 12 10. 483.729-0.30.2620.77.6 4 0.0710

5 -0.9020.010.6070.9851.040167. 210 12 10.771.636-0. 90.3320.67.1 6 0.0760

6 -0.8540.0400.6080.9291.046195. 270 12 9.8312.175-0.840.3320.17.2 4.4 0.0660

7 -1.667-1.18-0.05¢.6370.680223. 281 12 16. 086.473-0.84.3220.50.1 6 0.1170

8 -1.2250.27-0.0040.6691.209168. 2 0 12 12.351.1800.50.1720.63.4 4.2 0.076221

9 -1.2590.40+0.32¢&.0770.655196. 240 12 13.183.949-0.4%0.4720.56.2 11.40. 3330

10 -2.1401.58-0.61%50.2123.063212. 271 12 16.832.729-0. 3%0.4120.13.9 4 0.13328

11 -1.8740.52+-0.047.8701.324178. 230 14 11.490.000-0.1€@.1520.41.4 4.8 0 0

12 -3.2541.95-0.94C0.6421.049208. 222 14 9.0120.000-0.30.2020.911.74.8 0.1250

13 -0.8640.310.7050.8720.927117.031 5 10.271.432-0.70.6620.313.511.30.3750

14 -1.1931.090.0300.5400.595134. 081 5 9.25 3.728-0.50.6719.99.8 9.1 0.37564

15 -1.8851.84-0.6140.5660. 16£184. 022 6 9.35 6.249-0.5¢0.6620.413.79.6 0.4541147

16 -2.1510. 70+0. 3940. 2140. 164252. 320 20 16. 400 -0.1%0.1620.90.1 4.8 0 0

The training dataset was reduced to the 16
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Tabl e S9 Trainang dataset G2
compox1 X 2 x 3 X 4 x5 Xx16 x2Kx2Xx2x%x25 x28 x29 x30 x31x32x33x36 y
7 -1.667%+1.180.050.630.68223.1 12 3 16. 06.47-0.840.3220.0. 16 0.1170
8 -1.2250.270.000.661.20168.0 12 3 12.31.18-0.520.1720.3. 94 0.076221
10 2.14¢-1.580.610.210.06212.1 12 4 16.82.72-0.350.4121.0.16.20.13328
14 -1.19%+1.090.030.540.59134.1 5 2 9.253.72-0.5€8.6719.9.89.10.37564
15 -1.8851.84-0. 61-0. 56-0. 16184.2 6 5 9.3512.2-0.73.7120.13.9.60.4541147
17 -1.71+0.99-0.290.280.76154.1 9 3 10.72.22-0.5¢.6519 4. 76.50.181355
20 -1.26¢0.83-0.120.530.84169.1 9 5 12.01.51-0.8%%0.6420 6.911.0.25 105
21 ;3. 25¢1.85-1.24-1. 04-0. 00199.1 9 5 8.658.51-0.5¢.6719.9.27.40. 3570
22 3.44¢1.980.750.410. 15196.2 8 5 13.13.94-0.4230.4720.6.211.0.333142
24 1. 4550 .43-0. 050.150.39190.0 10 3 15.00.00-0.4€60.3321.3.27.90.166227
26 -1.8730.370.24-0.171.12206.0 16 4 13.10.00-0.210.1618.1. 74. 20 310
27 -1.77¢0. 440. 390. 39-0. 35358.0 28 8 13.80.03-0.1€0.1819.1. 23 0 0
28 -1.6020.31-0.240.020.44196.0 8 3 15.00.84-0. 450.4221.4.29.70.272490
30 -3.43%+2.21-0.98-0.82-0.67252.2 8 6 18.32.58-0.410.4821.0.111.0.3330
31 3.29¢-1.82-1.300.710.62236.2 105 12.06.66-0.510.5821.11.10.0.333178
32 -2.30z1.23-0.28-0.210.02304.0 14 4 15.90.00-0.43.4321.3.410.0.22230
33 -1.42¢¢9.110.270.870.92178.0 8 1 14.02.52-0.4€86.3820.3.68.20.181798
36 -1.71%21.69-1.010.290.41324.0 18 3 14.80.98-0.586.3820.3.39.50.14255
37 -1.48«+1.48-1.30-1. 29-0. 78353.4 16 8 9.410.06-0.710.7021.12.6.00.333513
39 -1.97¢1.06-0. 79-0. 21-0.10252.1 175 13.02.98-0.600.6821.5.25.30.105109
43 2.04(0.510. 46-0. 29-0. 28270.0 205 12.80.67-0.520.1818.2.02.50.0470
4 4 -1.5940.54-0. 32-0.061.00218.0 16 4 14.21.10-0.510.1820.2.14.80.058277
45 -1.70+1.06-0. 490. 360.10268.0 20 4 15.70.89-0.500.1920.0.75.40.0470
48 2.04¢1.010.36-0.071.15196.0 12 4 9.981.25-0.47.3120.7. 24.60. 2 277
49 -1.93%+0.52-0.41-0.06-0.05211.0 135 11.60.36-0.370.3919.4.24.60.133141
The training dataset was reduced 0] he 25
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Wei ght diagrams prepared using the reduced da

Fi go. WMei ght diagrams of t heyptrdpan ardadnad oans. estisx
The extxawcdabl &€ nffmFe 2, 25, ,N&8., 3BF2 53 8N)=2.

(cy(h= 20252,8,, BIWB=6. ¥ 2528,, BIB= 5 x(nE=e 53,3 )36
Nx=4. othy 2, )ASFE3 The results arde summarized 1in
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