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(17.0126 +1.8528) x, — (15.2123 £ 1.9206) x, (4-3)
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goood
g=0.9856. RMSV=4.423 glem® 0 LOODO OO
000000000000000000000000000
00000000000000000000000000000
0000000000000 90 MEDV-400000000
oooooo
In(867 ~ Den) = (6.8278 +0.0308) — (1.2096 £0.0411) x; —
(0.4576 +£0.0107) x, — (0.1022 £0.0069) x, +
(0.1550 +0.0113) x, — (0.0494 +0.0022) x5 +
(0.1139 +0.0059) x, + (0.1882 +0.0460) x, +
(0.1639£0.0100) xg + (0.1419£0.0103)x, (4-6)
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(0.3881+0.013 2)x, — (0.104 1£0.008 4)x, +



(0.102 8+0.013 9)x, — (0.046 7+0.002 8)x, +
(0.093 5£0.007 3)x, + (0.157 7£0.010 9)x, +
(0.141 3£0.012 3) x, + (0.135 4£0.012 7) x,
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(0.009 3+0.005 8)x, + (0.043 3+0.008 8)x, +
(0.029 3£0.010 1)xg (4-8)
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(0.086 4+0.005 5)x, — (0.068 9+0.008 3)x, —
(0.052 7£0.009 6) x; (4-9)
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In(36 — ST)=(4.008 6+£0.045 3) - (0.889 2+0.057 )x, —
(0.3320£0.016 4)x, — (0.065 4+0.009 3)x, +
(0.1232+0.014 6)x, —(0.051 6 £0.002 4) x, +
(0.0734£0.008 9)x, +(0.131 6£0.013 2)x, +
(0.092 5+0.015 3)x, +(0.088 2+0.016 3) x,

(4-10)
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MV =(89.1829+0.9295)-(21.7150+1.283 4)x, +

(1.0298+0.332 2)x, +(10.3599+0.169 8)x, +

(16.246 2+0.318 8)x, + (10.8370£0.052 1) x5 +

(12.963 4£0.179 0)x, + (12.641 0£0.269 9) x, +
(10.5110+0.318 2)x, + (7.153 6 £0.348 0)x, (4-11)
n=69.m=9,r=0.999 8, RMSE = 0.359 2 cm’/mol, F =
14 902.3 ooooo
q¢=0.999 4 RMSV=0.6111 cm®/mol OLrooonono
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MR=(10.3107+0.177 5)+(1.786 1 £0.245 0)x, +
(3.000 1£0.063 4)x, +(3.1991+0.032 4)x, +
(3.194 6 £0.060 9)x, +(3.0535%£0.009 9) x5 +
(2.6232+0.0324)x, +(2.070 1£0.051 5)x, +
(1.844 6 0.060 8)x, +(1.029 9£0.066 4)x, (4-12)
n=69,m=9,r=0.999 9, RMSE =0.068 59 mol ', F=37 851.9
gooogd
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O00M4-13)000000000000OODOODOODO0O
OooOoOOoOOOOMMEDV OODO x,,00 200000000 x
O 1400000
HV=(3.5073+0.3018)+(9.136 1 +£0.666 2)x, +
(5.9020%0.097 0)x, +(3.2136£0.095 6) x; +
(1.1597+0.192 5)x, + (3.116 9£0.059 0) x5 +
(1.122 6+0.059 0)xs —(0.2252+0.090 6) x; +

(0.464 1£0.095 4) x, (4-13)
n=69,m=8,r=0.999 1, RMSE =0.231 kJ/mol, F =369 5.79
gboogao
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HC=(30.463 1+3.364 4) + (39.376 9£6.701 4) x, +
(20.258 2+0.989 7)x, + (14.312 1 £1.047 0)x; +
(8.090 9+1.983 6)x, +(14.897 4+0.390 6) x5 +
(11.069 9+0.617 5)x, + (8.132 7+0.950 4) x, +

(5.653 5+0.883 0) x, (4-14)
n=134,m=8,r=0.988 2, RMSE =3.871 J- K" *mol™’,
F=649.221 Doooo
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48 B4 58 ik
Y T Emnm S/ % 5 % 15 S/ %
1 0.256~1.5 0.53 0.127~1 0.12
2 1.5~4.5 22.07 1~3 6.96
3 4.5~7.5 26.42 3~5 24 .44
4 7.5~10.5 23.05 5~7 22.69
5 10.5~13.5 16.49 7~9 22.02
6 13.5~16.5 5.23 9~11 14.34
7 16.5~19.5 3.37 11~13 7.14
8 19.5~22.5 2.22 13~15 1.81
9 22.5~25.5 0.62 15~17 0.48
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n=48, m=20 n=58, m=233
PC
RMSE r RMSV ¢ RMSE r RMSV q

1 0.568 0.4108 0.584 0.3499)} 0.979 0.1645 0.987 0.1057
2 0.558 0.4426 0.583 0.3536| 0.953 0.2788 1.019 0.0455
3 0.548 0.4760 0.612 0.2737|0.673 0.7352 0.711 0.6985
4 0.465 0.6647 0.516 0.5597|0.661 0.7460 0.729 0.6808
5 0.339 0.8384 0.394 0.7750| 0.552 0.8309 0.607 0.7917
6 0.335 0.8426 0.394 0.7766| 0.519 0.8526 0.585 0.8081
7 0.283 0.8907 0.368 0.8093| 0.492 0.8687 0.571 0.8181
8 0.235 0.9264 0.300 0.8782) 0.481 0.8747 0.552 0.8315
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12 0.169 0.9625 0.235 0.9273| 0.464 0.8839 0.612 0.7905
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17  0.140 0.9742 0.214 0.9405| 0.353 0.9345 0.491 0.8725
18  0.138 0.9752 0.220 0.9371| 0.345 0.9376 0.505 0.8650




n=48, m =20 n=>58, m=33
PC
RMSE r RMSV q RMSE r RMSV q
19 0.137 0.9756 0.232 0.929 91 0.338 0.9402 0.502 0.8668
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Ag=1.7656+1.2721x, +0.3664x, +0.0534x, -
1.5384x, —0.5509x, —0.1927x, +
0.0950x,, +0.0539x,, — 0.1031x,, —
0.0161x,s —0.0717x, +0.0682x, +
0.1817x, +0.0201x, —0.0415x,, -
0.9638x, —0.8623x5 +0.0857 x5 —
0.2015x5, —0.9083x,, (5-1)
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Ay =1.0688 —0.9230x, +0.0440x, +0.0590x, +
.9953x, +0.3786x, +0.2088x, —

.0360x,, +0.0835x,; +0.3088x,, —
.0579x,5 +0.1339x, +0.4690x,, +
.2554x, —0.1023x, +0.2315x, +
.0768x5, +0.0391x,, +0.6603x,, +
.3501x,, +1.8167x5 —0.7120x5, —
.2363x5, — 0.1660x5 +0.3835x,, —

4194 x4, (5-2)
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PC=7,n=39,r=0.9507, RMSE =0.292,
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CBG = —1.3200+0.5828x, +0.3596x, +0.1491x, +
0.2384x,+0.0164x, —0.0353x,, +
0.0138x,5 +0.0217x,, +0.3999x,, +
0.1053x,, +0.1850x,, +0.0595x,, —
0.3107x,, +0.0199x,, +0.1087x,, (5-10)
PC=6,n=31,r=0.9008, RMSE =0.462,
q=0.7748, RMSV =0.691
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m r  RMSE ¢ g RMSV MEDV #i#iF

1 0.4525 0.6727 0.788 0.4062 0.6373 0.822 x

2 0.5392 0.7343 0.723 0.4730 0.6877 0.774 x, x

3 0.6904 0.8309 0.593 0.6146 0.7840 0.663 x, x5 X5

4 0.7358 0.8578 0.547 0.6480 0.8050 0.635 x; x5 X3 X»

5 0.8431 0.9182 0.422 0.7776 0.8818 0.504 x, x; x4 X3 X3

6 0.8536 0.9239 0.407 0.7651 0.8747 0.522 x, x; x4 Xy X3 Xy

7 0.8536 0.9239 0.407 0.7510 0.8666 0.539 x; x, x4, X5 X5 X3 Xy
8 (.8550 0.9247 0.406 0.7362 0.8580 0.556 x; x; x4 X5 Xy X5 Xp Xz
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CBG = —(2.97240 £0.92787) + (0.88298 £ 0.22983) x, +

(0.41455 £0.06958) x, + (0.42349 +0.06854) x, +
(0.53453 £0.05386) x5, +(0.10940 £0.03002) x5, (5-11)

m=6,n=31,r=0.9182, RMSE =0.422,
g =0.8818, RMSV =0.504

0D00s00000000000D000D0 e0OOOD
PLSROODOOOOS5-11)0000 CBGOOOOODO CBGy) -
LOOO 0 M CBG oo 000000 CBGe O OOOO 5-10
000000000000000 CBGes UOOOOOOO

cBGUOOO0O0OD00O0D00D0O0O0DO0O0O -1g(RBA),

0 s-10 3100000000 cBGOOODO
0 0 00 CBGegs)J 00 CBGy [ LOOD O M CBG g0)

No ey CBGogs CBGw CBGroo
1 aldosterone 6.279 6.628 6.686
2 androstanediol 5.000 5.630 5.781
3 androstenediol 5.000 4.732 4.662
4  androstenedione 5.763 6.772 6.953
5  androsterone 5.613 5.652 5.656
6  corticosterone 7.881 7.335 7.288
7  cortisol 7.881 7.473 7.419
8  cortisone 6.892 6.525 6.382
9  dehydroepiandrosterone 5.000 4.781 4.713

10 deoxycorticosterone 7.653  6.759 6.645

11 deoxycortisol 7.881 7.364 7.290
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No L& CBGogs CBGy CBG oo
12 dihydrotestosterone 5.919 5.968 5.973
13 estradiol 5.000 4.976 4.970
14  estriol 5.000 5.201 5.274
15 estrone 5.000 5.263 5.364
16 etiocholanolone 5.225 5.652 5.697
17 pregnenolone 5.225 5.070 5.035
18 17-hydroxypregnenolone 5.000 5.560 5.668
19 progesterone 7.380 7.114 7.064
20  17-hydroxyprogesterone 7.740  7.516 7.493
21 testosterone 6.724 6.819 6.833
22 prednisolone 7.512  7.890 7.975
23 cortisol 21-acetate 7.553 7.482 7.434
24 4-Pregnene-3,11,20-trione 6.779 7.397 7.472
25 epicorticosterone 7.200 7.335 7.347
26 19-Nortestosterone 6.114 5.791 5.730
27 16a,17-Dihydroxy-4-pregnene-3,20-dione 6.247  6.372 6.404
28 17-Methyl-4-pregnene-3,20-dione 7.120 7.043 6.722
29 19-Norprogesterone 6.817 6.123 5.963
10 :lilz)(,)-ld',i’o,nil—Trihydroxy—Za-methyl—4-pregnene— 7 688 8.135 8.214
3 11b, 17, 21-Trihydroxy-2a-methyl-9a-fluoro-4- s 797 5.504 5422

pregnene-3,20-dione
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CBG = —(4.33508 £1.23422) + (0.78296 £ 0.67041) x, +
(0.48137+0.09917) x, + (0.43941 £0.09314) x, +
(0.60167 £ 0.07354) x,, + (0.11032 +0.05406) x5, (5-12)

m=5,n=21,r=0.9326, RMSE =0.414,
g=0.8719, RMSV =0.568
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D000 CBG,, D00MmMS§5-12000000000 10000
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"»’ 00000000000000000000000 2100
00000000000000000000000 »=0.9326
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0.39100000000000000000000 2100000
000000 Loo00O00O0OO0D 2100000000000
0000000000000 0000000 ¢=0.8719 0
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0s5-11 310000000 cse UOOOOOOOOOO
go0o0O00 sooooooo

No CBGus CBGy CBGyg X, x, X, X X3
1 6.279 6.624 6.742 0.0000 4.4910 -—3.2899 16.5144 2.7832
2 5.000 5.563 6.027° 0.3686 9.8221 -—3.7198 10.9620 —0.7215
3 5.000 4.623 5.010 0.3518 9.9164 -—5.5058 10.6579 —0.7575
4 5.763 6.867 6.592 0.3267 8.2825 -—7.3663 15.6036 7.3250
5 5.613 5.597 5.657° 0.3428 8.6430 —6.0023 12.7573 4.2142
6 7.881 7.508 7.400 0.3485 7.6064 —6.6275 17.3463 3.4820
7 7.881 7.771 7.439 0.3450 7.2822 -9.4078 20.1805 2.9187
8 6.892 6.695 6.173° 0.3231 6.0310 -10.7684 19.7789 6.3920
9 5.000 4.688 4.677 0.3269 8.7488 —7.7208 12.4690 4.0758
10 7.653 6.835 6.778 0.3504 9.0557 —5.9688 14.2826 5.1331
11 7.881 7.613 7.277° 0.3469 8.6841 -8.7049 17.8790 5.1167
12 5919 5906 6.162 0.3595 8.6706 —4.2018 12.2316 2.4682
13 5.000 4.732 5.110 0.0000 4.2943 -2.1756 12.8824 1.8581
14 5.000 5.023 5.458" 0.0000 3.6353 —2.4907 14.6253 —0.8792
15 5.000 5.056 5.055 0.0000 3.4620 —4.1470 14.6637 6.5670
16 5.225 5.597 5.657 0.3428 8.6430 —6.0023 12.7573 4.2142
17 5.225 4.919 5.424 1.0256 10.9721 -6.4739 10.1981 —1.1058
18 5.000 5.618 5.762° 1.0093 10.5337 —10.3964 14.6547 —1.4247
19 7.380 7.156 7.391 1.0250 10.4405 -6.0984 13.4649 2.1834
20 7.740 7.756 7.639 1.0087 10.0004 —10.0190 17.7649 1.8204
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CBGos CBGyy CBGy x, x, x4 X X3,
21 6.724 6.910 7.022° 0.3516 9.4378 —5.1359 13.9623 2.5628
22 7.512 8.219° 7.708 0.3373 6.6813 -9.9105 21.3338 5.3761
23 7.553 7.869° 7.862 0.5566 7.5711 —10.0895 21.8062 - 5.1063
24 6.779 7.496° 7.412° 0.9634 7.3901 -—8.2011 17.7418 4.0670
25 7.200 7.508° 7.400 0.3485 7.6064 —6.6275 17.3463 3.4820
26 6.114 5.629° 5.908 0.0000 4.3222 -2.0131 14.0158 3.0355
27 6.247 6.547° 6.673" 1.0031 8.8908 —10.6614 18.1206 —3.6344
28 7.120 6.908" 7.215 3.4995 13.4937 —14.5044 13.4703 2.5057
29 6.817 5.938° 6.317 0.5394 5.4749 —2.7542 13.5168 2.6539
30 7.688 8.411° 8.280° 1.1923 9.6885 —10.1378 18.9197 1.9913
31 5.797 5.639° 5.573 1.1690 9.1005 —13.4834 17.9188 —1.6154
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CBG = —(3.10043 £ 1.05873) + (1.01139 £0.24729) x, +
(0.45751 £ 0.08393) x, + (0.48762 +0.08022) x, +

(0.55823 +0.05979) x,, + (0.06207 £0.03711) x3,

m=5,n=21,r=0.9354, RMSE =0.380,

(5-13)



g=0.8815. RMSV =0.528
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000 SOMFA 000 3DQSAR 000000000 5-1200
00000000000 RobinsonOOOO™ MOOO0ODOO
000 5-120000000000 MEDV-130000000
oooobooooooboboooooboooooobobooo
00 MEDV-130000 310000000000 000OO0
CO0oO0bOO0ob0O0oOob0Od CoMFAO OLCOMPASSOOOODODO
0 rFOOOOOOOOOOCOOOOMEDV-13 O0O0OO0O 22,
24,26,29 0 3000000000000 D0O0O0O0OODODOADO

MEDV-13 0000000 OOODODOOOOODOD 3pb00O0d
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05-12 00 QSARUOOOO o00O00O0O0O0O0ODOOOODOO

BB WE oy COMPA Smilarity SO MS— WHIM  SOMFA MEDV
AW MESE  (FFD)  analysis

22 7.512 8.084 7.883 7.453 7.062 7.300 7.279 8.219
23 7.553 7.666 7.430 7.022 7.729 8.332 7.034 7.869
24 6.779 6.538 6.642 6.939 6.462 6.821 6.925 7.49
25 7.200 7.804 7.705 7.146 7.466 7.445 7.232 7.508
26 6.144 6.396 6.495 5.908 5.994 6.121 5.744 5.629
27 6.247 7.346 6.962 7.046 6.383 6.901 6.800 6.547
28 7.120 7.010 6.848 6.569 6.625 6.532 6.603 6.908
29 6.817 6.864 6.816 6.850 7.403 6.838 6.692 5.938
30 7.688 7.970 7.767 7.539 7.741 7.860 7.345 8.411

31 5.797 8.005 7.793 7.457 7.7719 7.491 7.283 5.639

RMSP 0.837 0.716  0.640 0.705 0.662 0.585 0.538
re 0.3659 0.3929 0.3429 0.3924 0.5265 0.4379 0.8902
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pICs =5.360 931 -0.010 560 x, —0.012 605 x, —
©0.005 697 x, +0.003 540 x, —0.102 436 x; +

.006 126 x,, +0.000 558 x,, —0.029 230 x,, +

L1022 269 x,, +0.010 002 xp, +0.007 823 x4 +

065 683 x50 +0.022 427 x5, — 0.072 712 x5, —

.483 439 x4, +0.516 923 x, +0.042 169 x,, +

.676 532 x,, —0.083 831 x,, +0.114 562 x5, +

.295 666 x¢ +0.017 009 x5, — 0.049 457 x5 —

L411 414 x,, (6-9)
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.290 524 x4 +0.015 525 x5, —0.042 765 x4 —
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6-7 21 0 TOSOO D000 piG U PESROD D D000 piC, 0 O

Noepd X R, R, Ry Ry ICsy, pICs, PLS19 PLSIS
1 4a S OH :-Bu H NHOH 1.5 5.82 5.68 5.70
2 4b S OH:-Bu H NHOMe 1.7 5.77 5.65 5.71
3 4¢c S OH t-Bu H NHOEt 3.2 5.49 5.66 5.737
4 4d S OH :-Bu H NHO-allyl 2.7 5.57 5.54 5.64
5 4¢ S OH :-Bu H NHC(INH)NH, 21 4.68 4.80 4.71
6 4g S OH t—-Bu H NMeOMe 18 4.74 5.63" 5.70°
7 4r S OH :t-Bu H NHCN 55 4.26 4.33 4.25
8§ 8ea S OH i-Pr H NHOMe 0.57 6.24 6.31 6.31
9 8b S OH i—Pr H NHC(INH)NH, 1.8 5.74 5.65 5.50"
10 9 S OH¢t-Bu H SMe 1.8 5.74 5.85 5.83
11 11c O OH t—Bu H NHOEt 79 4.10 4.32 4.38
12 11d O OH r—Bu H NHO-allyl 26 4.59 4.24 4.33
13 1le O OH ¢-Bu H NHC(INH)NH, 5.1 5.29 4.10° 4.39"
14 16d NMe OH : -Bu H NHC(dNH)NH, 81 4.09 4.15 4.24"
15172 § OH t-Bu H OH 4.7 °5.33 5.47 5.50
16 17b O OH ¢t—Bu H OH 34 4.47 4.51 4.62
17 18¢ S OH :-Bu Me NHC(dNH)NH, 12 4.92 4.80 4.76
1819a S OH tr-Bu H SH 1.5 5.82 5.70 5.71
19 SC- 58125 0.31 6.51 6.35 5.90"
20 NS-398 0.19 6.72 6.82 6.68
21 indomethacin 5.8 5.24 5.26 5.16
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2 r  RMSE ¢ g RMSV  MEDV ¥i®F
0.3792 0.6158 0.59 0.3000 0.5478 0.62 x5y
0.6378 0.7986 0.45 0.5441 0.7377 0.51 x; x4
0.7720 0.878 6 0.36 0.7111 0.8432 0.40 x, x X5
0.8449 0.9192 0.29 0.7842 0.8855 0.35 xy X35 X2 Xy
0.9129 0.9554 0.22 0.8436 0.91835 0.31 x; X4 ¥;5 X9 X2
0.9301 0.9644 0.20 0.8799 0.9380 0.27 x, X5 Xi5 X35 X3 X5
0.9443 0.9717 0.18 0.9113 0.9546 0.22 x, X¢ Xi5 X7 X290 ¥3 X5
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0.8819 0.9391 0.26 0.7926 0.8903 0.34 x5 X1y Xy7 X33 X3 X5z Xes
0.8825 0.9394 0.26 0.7738 0.8797 0.36 X4 X5 X14 X17 X33 X52 X5 X7

® - N s W =3
e
©




Oe-800000I0O 210 TOSU 410 MEDVOODOO
ooooO0oo0oo0o00d0 RMSEO RMSVOUOOOOOOOO
googboooobobooobbbooogbb 210 1TOSO 240
MEDVOOOOOOOOOOOOOOOOO 50 MEDV - 13
00 x,,%5,%5,%5,x,0 0 0000000000000 21
doobobooboobobbooboboobobboobooooon
OO BSROOO 400000000 MEDVOOOOGODOO
O x3;.Xy-X%5,.%x,,(210 TOSODO OO 40 MEDVUODOOO
000 ¢—-10) D 0 M 0 40000000000000O0O
o000 MLROOOOO

pIC,, = (5.481 222 £0.228 648) — (0.467 158 £0.074 685) x5, ~
(3.144 200 +0.706 086) x5, + (0.872 823+ 0.197 297) x5, +

(0.060 268 £0.014 448) x,, (6-11)
m=4,n=21,r=0.919 2, RMSE =0.29 ooogno
m=4,n=21,¢=0.8855,RMSV =0.35 (LOOO OO
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mo r  RMSE ¢ q RMSV MEDV ##F

1 0.376 7 0.6137 0.61 0.2871 0.5358 0.65 xy

2 0.7606 0.8721 0.38 0.7036 0.8388 0.42 x, Xy
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m r r RMSE ¢ q RMSV MEDV #3&F
3 0.8548 0.9246 0.29 0.8061 0.8978 0.34 xy X3 x4y

4 0.9168 0.9575 0.22 0.8778 0.9369 0.27 xy X3 X35 Xoy

5 0.9383 0.9687 0.19 0.8824 0.9394 0.27 x4 X9 X33 X43 X7

6 0.9439 0.9716 0.18 0.8872 0.9419 0.26 xy7 Xy X9 X33 X177 X35
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pICs, = (4.655 452+ 0.144 039) + (0.172 416 +0.029 536) x5 +
(0.869 503 £0.210 658) x5, + (0.063 038 £0.009 415)x,, —
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No R, R, R, ICq pIC, PLS30 PLS24
1 GiH; CH, H 1.60 5.8 5.97 6.00
2 2-FCH, CH;, H 0.66 6.18 6.02 6.07
3 4-FCGH, CH, H 0.51 6.29 6.13 6.07
4 4-CIC,H, CH, H 0.32 6.49 6.26 6.24




oo

No R, R, R, ICq pICq PLS30 PLS24
5 4-CF,CH, CH, H 2.00 570 5.8 5.90
6 4-CH,C4H, CH, H 0.48 6.32 6.30 6.31
7  4-CH,CH,C,H, CH, H 0.69 6.16 6.16 6.17
8 2,4-diFCH, CH, H 1.35 5.87 6.07 6.03
9 CeH; NH, H 2.40 5.62 5.62 5.64
10 2- FC4H, NH, H 2.20 5.66 567 5.70
11 4-FCeH, NH, H 1.50 5.8 578 5.70
12 2-CIC4H, NH, H 6.5 5.19 570 5.73
13 3-CIGH, NH, H 1.50 5.8 5.8 5.86
14 4-CICH, NH, H 1.20 5.92 591 5.87
15 4-CF,CH, NH, H 2.00 5.70 5.50 5.53
16 2-CH,CH, NH, H 9.70 5.01 6.14" 6.17
17 3-CH,C.H, NH, H 0.51 6.29 6.20 6.16
18 4~ CH,CH, NH, H 0.79 6.10 6.16 6.10
19 4-CH,CH,CH, NH, H 1.56 5.81 6.00 5.95
20 4-CH,OCH, NH, H 021 6.68 6.00° 5.97
21 2,4- diFC,H, NH, H 2.30 5.64 572 5.66
22 3,4 - diCIC,H, NH, H 0.40 6.40 6.26 6.24
23 4-CH,0,3-FC,H, NH, H 1.13 5.95 591 5.99
24 4-CH,0,3-CIC;H, NH, H 0.78 6.11 6.13 6.14
25  cyclohexyl NH, H 18.90 4.72 4.65 4.69
26 1 - naphthyl NH, H 4.70 5.33 5.13 5.12
27 CH; NH, CH, 1.80 5.74 5.93 6.14"
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No R, R, R, ICy, pICy, PLS30 PLS24
28 4-FC,H, NH, CH, 0.51 6.29 6.08 6.21°
29 3-CH,CyH, 'NH, CH, 0.93 6.03 5.85 6.38"
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