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[ITnmaH NnekKuunwu

e UTOo Takoe npeobpaszoBaHUA AaHHbIX

e Llenb npeoOpa3oBaHuUA AOaHHbIX

e OCHOBHbIe 3NneMeHTapHble (PYyHKLUMU

e [lpumep npeobpaszoBaHMA AAHHbLIX

e Acnonb3oBaHue B NoOLIaroBou perpeccuu

e [l[pumMeHeHne B AUCKPMMMHAHTHOM aHanuse



[lpeobpas3oBaHne OaHHbIX

[lpyuMmeHeHUe 3agaHHOU MaTeMaTU4YeCKOMU
PYHKUMUN K KaXXOoU TOYKe MHOXeCcTBa
AaHHbIX

Ly = f(Xi), 1=1...N



OCHOBHbIe 3rieMeHTapHble (PYHKLUU

CteneHHbIle

X2 =CTEMEHbL(X:2)
X3 =CTEMEHb(X:3)
JX =KOPEHb(X)



OCHOBHbIe 3rieMeHTapHble (PYHKLUU

OOpaTHble cTeneHHble

1/X =1/X
1/X2 =CTEMEHb(X:-2)
1/X3 =CTEMEHb(X:-3)

17X =1/KOPEHb(X)



OCHOBHbIe 3rieMeHTapHble (PYHKLUU

NokasaTenbHble

e =EXP(X)
e =EXP(-X)



OCHOBHbIe 3rieMeHTapHble (PYHKLUU

NNlorapudmumnyeckasn

Log(X) =LOG10(X)



UcxogHble OaHHbIe

Code SERT SERT h-nh SERT _2-1 NET 5-HT3A ADRA1A CHRM1 DRD1 DRD2 DAT GABA-A GABA GABA-A Benz GAT1 JAK3 CAPN1 CFD

LT-47 -89 h 2 -85 -65 -7.9 -7 -82 -87 -83 -6.2 -6.7 -75 -85 -64 63
LT-51 -89 h 2 -84 -67 -74 -66  -81 -86 -83 -6.1 -6.5 -74 -84 68  -6.1
LT-52 -89 h 2 -86 -7 -8.2 7o 24  -92 -8B -6.4 -6.8 -82 -86 75 -64
L-91 -87 h 2 -86 -69 -6.9 -3 -22 -87 -88 -6.1 -6.4 75 82 70 -63
LT-13 -8.7 h 2 -86 -2 -8.2 =72 -80 -89 -87 -6.3 -6.5 75 -82 -64 -58
LT-23 -87 h 2 -85 -68 -7.0 -7 -88 -82 -84 -6.1 -6.4 -f6 -81 Y0 -60
LT-48 -8.7 h 2 -85 -64 =74 -68 -84 -86 -B2 -6.2 -6.6 -f6 -80 -66B -6.1
LT-46 -G8 h 2 -2 -6.2 -7.8 -f&  -79 -83 78 -6.0 -6.4 74 -2 62 -60
H-16 -8.2 h 2 -3.3 -85 =71 -66 -850 -B1 -8.1 -2.7 -6.1 -f3 -80 -66 -64
H-88 -8.2 h 2 -3.6 -7.0 -7.3 -3.0 -93 -84 -80 -6.1 -6.4 72 79 68 -63
LT-22 -85 h 2 -85 -89 -74 -3.3  -90 -83 -84 -6.0 -6.3 -78 -2 68 -65
LT-48 -85 h 2 -90 -686 -7.0 -6.8 -84 -85 -84 -6.0 -6.3 -f6 -80 -63 -63
L-37 -84 h 2 -3.2 -7.0 =75 -f& -06 -85 -88 -6.2 -6.4 -f3 -2 68 -63
LT-25 -B4 h 2 -3.6 -7.0 =78 -73 -85 -83 -89 -6.1 -6.4 -8 -81 -7 -60
LT-9 -54 h 2 -86 -68 -74 -0 -84 -32 -84 -6.1 -6.4 -68 7Y -3 -60
L-20 -8.3 h 2 -84 -66 -7 -7a -82 -83 -81 -6.0 -6.3 74 -81 6B -B.1
L-31 -83 h 2 -84 -89 -74 -7&  -80 -84 -81 -6.2 -6.6 -74 -0 -64 -BB
L-86 -8.3 h 2 -83 -68 -6.8 -85 -89 -82 -88 -6.1 -6.2 -72 -0 -68% -B2
LT-21 -8.3 h 2 -86 -68 -7 -52  -88 -82 -81 -6.0 -6.2 73 -80 -8 -BA1
LTG-2 -83 h 2 -f8 -68 -6.9 -7 -F¥9 -850 -74 -6.2 -6.5 -81 -84 -68 -B8
L-19 -82 h 2 -83 -66 -7.1 -67  -83 -81 -78 -6.2 -6.4 -6 -7T9 66 -6.1
LT-24 -82 h 2 -88  -7.1 -6.8 -9 -88 -85 -82 -59 -6.3 74 -7T9 65 64
LT-33 -B.2 h 2 -8.0 -6.1 -7.2 7o -79  -7v9 77 -5.8 -5.9 7.1 -80 -61 -55
L-17  -81 nh 1 -80 -66 -74 -3 -81 -79 -78 -6.1 -6.3 -74 -0 -65 -60
LT-34 -84 nh 1 -82 -63 -76 -65  -83 -81 -¥8 -6.0 -6.3 =71 81 63 -6.1
LT-36 -8.1 nh 1 -82 -63 =71 -62 78 -1 77 -5.8 -6.0 -f0 -81 -7 -58
LT-50 -84 nh 1 -87 -66 =74 -68 -83 -85 -78 -6.2 -6.4 75 79 58 64
LT-5 -841 nh 1 -85 -65 =71 -0  -81 -79 -80 -5.8 -6.2 70 75 -61 -58
H-18  -8.0 nh 1 -3.6 -6.7 -6.5 -66  -§2 -850 -82 -6.1 -6.3 -f4  -79 63 64
H-69 -7.9 nh 1 -3.2 -85 -7 -85 -80 -B1 -8.1 -2.9 -6.2 -f4  -78 63 64
LT-30 -7.9 nh 1 76 -6.1 -6.5 72 | -7§ | -72 78 -2.6 -6.0 /o0 75 60 -6.1
LT-31 -78 nh 1 -7 -6.1 -6.1 -29 -¥§  -72 73 -2.6 -2.8 71 768 61 527
LT-35 -78 nh 1 -1 -6.2 -7.0 -6.5 -85 -82 -80 -6.0 -6.3 -0 -78 -66 -28
LT-38 -78 nh 1 -2 -6.2 -6.7 -63 -84 -81 -82 -2.7 -6.1 -f3 -76 -62 -58
LT-28 -7.7 nh 1 -f3 -528 -6.3 -68 -¥Y7  -68 72 -9.6 -2.8 71 72 -0 58
LT-32 -78 nh 1 -7V -682 -6.0 -67 -FE& -73 7B -9.3 -8.7 /o0 74 -1 -528
LT-38 -786 nh 1 -93 -84 -7 -50 -§2 -82 -8.1 -5.9 -6.2 72 76 -3 -58
LT-37 -75 nh 1 -93 -63 -7.0 -2 -83 -81 -8.1 -5.9 -6.2 71 7Y -5 A7
H-42  -74 nh 1 -74  -6.0 -6.2 -64 75 73 70 -5.4 -9.6 70 73 -63 -58
LT-83 -74 nh 1 -75 -6 -6.3 -68 74 74 72 -56 -5.8 70 -74 -3 -58
H-29 -71 nh 1 71 -85 -6.2 -6 -1 -7 67 -5.3 -5.6 -66 -68 -58 55




[Mpumep npeobpasoBaHuA

SERT JAK3 X°
a8 -85 723
a9 -84 706
a9 -BF 740
87 -B2 B72
a7 -82 B7.2
a7 -B1 EB5E6
a7 -B0  B4D0
a6 -82 BT2
a5 -B0 B40
85 789 B24
a5 -82 BT2
a5 -80 B40
a4 82 B72
a4 -81 B56
a4 77 8593
83 -B1 B5E6
a3 -80 B40
a3 -80 B4O0
83 -B0  B4D0
a3 -84 706
82 78 B24
82 789 B24

x?
-614 1
-552 7
-636.1
-5514
-551.4
-5314
-512.0
-5514
-512.0
-4593.0
-5514
-512.0
-5514
-531.4
-456.5
-531.4
-212.0
-512.0
-512.0
-582.7
-4583.0
-4593.0

X[
282
2.90
293
2.86
2.86
2.85
2.83
2.86
2.83
2.81
2.86
2.83
2.86
2.85
277
2.85
2.83
2.83

17X
-0.118
-0.119
-0.116
-0.12%
-0.122
-0.123
-0.125
-0.122
-0.125
-0.127
-0.122
-0.125
-0.12%
-0.123
-0.130
-0.123
-0.123
-0.125
283 -0.125
290 -0.119
281 -0.127
281 -0.127

— — e e b ek ek ek ek ek ek ek ek ek b ek ek ek ek b el ek

1%

JoE-02
A2E-02
A5E-02
A9E-02
A9E-02
SZE-02
JSBE-02
A3E-02
JABE-02
BOE-02
A3E-02
JAEE-02
A9E-02
2Z2E-02
BYE-02
SZE-02
26E-0%2
JAEE-02
JabE-02
AZE-02
BOE-02
BOE-02

1%
_1 B3E-03
-1 B9E-03
-1 57E-03
1 B1E-03
-1 B1E-03
-1 BBE-03
_1 85E-03
-1 B1E-03
-1 85E-03
_2 03E-03
-1 B1E-03
_1 85E-03
1 B1E-03
-1 BBE-03
2 19E-03
_1 BBE-03
-1 85E-03
_1 85E-03
_1 85E-03
-1 G9E-03
_2 03E-03
_2 03E-03

1%
0.343
0.345
0.341
0.349
0.343
0.351
0.354
0.3473
0.354
0.356
0.3473
0.354
0.349
0.3321
0.360
0.351
0.334
0.354
0.354
0.345
0.356
0.356

log(X)
0.924
0.924
0.9354
0.914
0.914
0.305
0.9043
0.914
0.303
0.5595
0.914
0.903
0.914
0.305
0.3586
0.305
0.303
0.903
0.903
0.924
0.3495
0.5595

E.‘l!

2 .035E-04
2. 25E-04
1.84E-04
2. 75E-04
2. 73E-04
3.04E-04
3.35E-04
2. 73aE-04
dJ.35E-04
3. 71E-04
2. 73aE-04
3J.35E-04
2. 75E-04
3.04E-04
4. 53E-04
3.04E-04
d.32E-04
3J.35E-04
3.35E-04
2.25E-04
3. 71E-04
3. 71E-04

E-E

4914 .5
4447 1
24317
dJ641.0
d641.0
4294 .5
2981.0
d641.0
2981.0
2697 .3
d641.0
2481.0
dJ641.0
4294 .5
22083
4294 .5
2851.0
2481.0
2931.0
4447 1
2697 .3
2697 .3




RSP

IS e

AL

BT R

Code
LT-47
LT-51
LT-62
L1
LT-13
LT-23
LT-48
LT-48
H-16
H-g&
LT-22
LT-43
Lav
LT-55
LT3
L0
L3
L-af
LT-21
LTG-2
L9
LT-24
LT-33
L7
LT-34
LT-36
LT-50
LT-5
H-18
H-62
LT-30
LT-31
LT-25
LT-39
LT-29
LT-22
LT-35
LT-37
H-42
LT-53
H-2a

[NlonHaa npeobpa3oBaHHaA Tabrnuua

SERT MET 5-HT3A ADRAIA CHRM1 DROY ORDZ2 OAT GAEO-D GABA GAOBA-A Benz

B | C 1] E F [ H
-89 -85 635 e -7 82 A7
-89 -84 67 T4 6.6 21 -85
-840 86 T R Eril 44 97
-8.7 86 69 R] -8.3 842 A7
-8 86 72 B2 -T2 40 -89
87 845 B B &8 B2
-87 -85 B4 6.8 84 -85
-8.6 8.2 62 -7 T8 B3
-84 83 68 -66 a0 81
-85 86 T -8.0 43 -84
-84 -85 -G8 -8.3 40 83
-84 90 -6 -G8 #4 -85
-84 -85 T -7 86 -85
-84 86 70 13 85 B3
-84 86 68 -0 #2482
-8.3 -84 66 73 82 83
-8.3 -84 -G8 -7 20 -84
83 83 8 -85 249 82
-8.3 86 -G8 -8.2 88 82
-8.3 7B -G8 ST -f8 8D
82 83 66 BT 223 -84
-8.2 38 -7 =74 B8 -85
82 80 61 ErR U S BT
-81 80 66 82 21 70
-81 81 63 -6.5 B3 -84
81 82 63 62 78 -84
81 87 66 6.2 23 85
-81 -85 G5 -5.0 E1 78
-0 86 67 668X 8.0
74 81 68 6.5 20 81
78 e -6 -7z FE TR
78 -7E -6 58 T8 72
e 81 62 6.5 25 82
45 81 62 6.3 B4 -84
BT R A ] 68 77 688
4B RT62 BT FETE
683 64 -6.0 B2 82
78 93 63 62 83 -84
4 74 6D G4 TS T3
R R E A A -6.5 4 74
ErR IETR R .1 Erl- T T |

-8.3
-8.3
-86
-84
-8
-84
-8.2
-rg
-2
-8.0
-8.4
-84
-84
-1
-84
-8.1
-5.1
-86
-8.1
-r4
-7
-5.2
B
T
=74
B
-7
-5.0
8.2
E:A
-7
T3
-2.0
-5.2
T2
Er
-5.1
8.1
=70
-7z
6.7

il

-B

-B.1
6.4
-6.1
-B.3
-61
-B.2
-6.0
B
-6.1
-6.0
-5.0
-B.2
-B.1
-61
-6.0
-B.2
-61
-6.0
-B.2
-B.2
-5.4
5.8
-B.1
-6.0
5.8
-B.2
5.5
6.1
-5.0
-5.6
5.6
-6.0
-5
5.6
5.2
-5.4
5.4
5.4
-5.6
53

143 He3aBUCUMbIX NepemMeHHbIX

Rk
Rk
5.4
Rk
-4

L
GAT1
75
-r4
82
75
-rh
Eril
-TB
-r4
T3
-7z
-rh
Eril
73
-7
-64
-7

Jokz CAPNA CFD #2  ¥2 5-HT3A X2 ADRMA 22 CHRM1 32 ORD1 42 ORDO2 42 OOT 42 GABA-

-8.5
-8.4
-8.6
-8.2
-8.2
-81
-8.0
-8.2
-8.0
=74
-8.2
-8.0
-8.2
-5.1
L
-8.1

5.4
.8
TA
7.0
.4
-7
6.6
.2
i fi
5.8
.8
Rik]
5.9
.7
Rik]
6.6

6.3
6.1
-i.d
6.3
5.8
-6.0
6.1
-6.0
-i.d

P [ s T
V2.3 50.4 7.2
05 449 54.5 436 B3 6
40 a0 .4 672 400 LR
40 47 6 476 6e.9 945
w40 a8 67.2 a1.8 a0
] 4 2 490 603 T
V2.3 4.0 54.8 46.2 06
67.2 4 608 60.% 624
i 8 423 604 43 f G40
40 440 533 G4.0 865
Vi3 47 6 54.5 6g.9 a0
aan 43 6 490 Ll 06
V2.3 440 56.3 60.8 40
w40 440 6.3 a83.3 Vi3
40 4 2 6.8 fid.n 06
06 436 50.4 3.3 7.2
05 47 6 54.5 60.% 640
i 8 4 2 i 2 T3 Tz
40 462 50.4 67.2 T4
608 46.2 475 a83.3 624
f2.0 426 &0.4 44.0 g2a
T4 0.4 6.2 62.4 T4
6.0 e 518 40.0 624
G0 426 6.8 Ge.0 656
67.2 e e 7.5 4.3 6349
6.2 w7 50.4 |4 602
L 426 6.8 6.2 g2a
Vi3 423 50.4 G4.0 656
4.0 440 6.2 436 -]
67.2 423 &0.4 413 G40
7.5 7z 42.3 8.3 605
60.8 e ] 48 602
656 Y 2.0 413 1z
67.2 4 4.8 3.7 06
533 48 w7 46.2 9.3
60.3 Y .0 44.0 L)
86.5 4.0 50.4 36.0 67z
6.5 w7 49.0 |4 620
6.8 360 8.4 4.0 662
66.3 7z i 46.2 845
S04 Wz w4 L] i0.4

u

4.0
adfi
A7
.z
672
4.0
6g.9
i fi
06
6g.9
T3
3
6g.9
672
6e.9
06
672
67.2
64.0
65.6
i3
63.4
62.4
65.6
B5.6
T3
62.4
G4.0
65.6
8.3
51.8
67.2
65.6

633
67.2
B5.6
633
84.3
50.4

fig.g
740
Az
AT
706
67.2
624
fifi &
G40
T0OE
706
Az
828
706
656
64,6
740
656
4.8
62.4
67.2
593
60.2
624
593
62.4
G40
67.2
686
563
833
G0
67.2
i1.8
7.8
65,6
656

1.8
449

Ty
40
72
R
i}
8.4
36.0
i)
)
3.4
364
er)
366
arz
B4
8.4
arz
3.0
8.4
er)
4.2
ok}
fervy
b4
ok}
er)
338
forid
4.2
4
3.4
.0
325
308
T
4.2
342
iy
4
wE

0 GABA X2 GABA-D Benz 32

416
4 2
403
416
40
436
410
3wz
403
391
a7
4.0
403
40
391
429
384
84
46
4.0
391
48
el
391
360
4.0
4
391
e
a3
48
301
366
ol |
na
s
wa
N4
M8
[}

84.3
672
56.3
a6.3
a7 8
&7.8
84.3
633
1.8
a6.3
a7 8
3.3
60.%
&7 f
54.8

GAT1 42 JAK3 42

06
740
67.2
67.2
68 6
G4.0
67.2
Gd.0
62.4
67.2
Gd.0
67.2
64.6
03
656
64.0
Gd.0
G4.0
706
62.4
624
G0
G4.0
65.6
G5.6
62.4
563
[}
60.2
563
a7
60.2
578
818
54.8
578
9.3
]
4.8
46.2

CAPMN1 52 CFD H3

4.0
46.2
filige)
4.0
4.0
440
426

384

348

AB

i
Wz
40
i
336
360
w2
360
40
i
423
|7
i
360
360
w2
436
RN
w2
462
w2
40
303
0
vz
48
40
34
4.0
40
vz
ok}
48
336
336
326
336
ok}
326
48
303

-B14.1
-A82.7
-G36 .1
-636.1
-636.1
G141
-B14.1
-551.4
-A71.8
-636.1
-B14.1
-729.0
-B14.1
-636.1
-G36 .1
-582.7
-A82.7
-A71.8
-636.1
-47 46
-671.8
-681.5
5120
-613.0
-551.4
-561.4
-668.5
G141
-636.1
-561.4
-439.0
4746
-631.4
-551.4
-389.0
-d66.5
-504.4
-304.4
-d05.2
-421.9
-367.4

AD

AE

AF

AH

%3 5.HTa 43 ADRAAA X3 CHRM1 23 ORODY 43 DRD2 %3 DOT

-2P4 5
-3008
-357 48
-328 5
-3EZ
AT
-262.1
-2383
Rrrly)
-3430
-8 A
Brirgi)
-3430
-3430
AT
-287 A
-8 A
AT
-344
-314.4
-187 8
-3 A
2370
-187 8
-0 .0
-250.0
-187 8
-Iv46
3003
-IT46
<2370
2370
et )
-3 3
2054
et )
2621
-250.0
-6 0
<2370
-166.4

-493.0
-405.2
-A61 .4
-328.5
-581.4
-3d430
-405.2
4746
<367 9
-380.0
-405.2
-3d430
-421.9
-421.9
-406 3
-357.9
-405.2
-3d4
-357.9
-328.4
-367.0
-314.4
-3T3E
-408.3
-438.0
3674
-408.3
-307 .4
-4
-367.0
-IT4G
-2ET0
-342.0
-300.%
-250.0
-21E.0
-307 .4
-343.0
ke )
-Za0.0
-238.3

-357.4
-187.5
-3d43 0
-57E
-3E2
446 &
-34.4
-4746
-187 4
-5z
-5T1E
-314.4
4746
=380
Eaka]
-389.0
-4746
-fild1
-551.4
-389.0
-300.2
-4a3.0
-343.0
-5TE
-IT4G
<2383
RO
-5z
<2875
SIT4G
-3TEI
-205.4
SIT4G
-Ia0.0
EILX)
-300.2
-I16.0
<2383
2621
-314.4
-439.0

-551.4
-531.4
-830 &
-TTeF
-raan
-G8 6
-592.7
-4g3.0
-6120
-804.4
-raan
Rl rary
-636.1
-614.1
Rl rary
-551.4
-51z.0
-F0a 0
-681.5
-4g3.0
BT
-G81.5
-493.0
-3
-57E
476
BT
-39
-581.4
-512.0
4745
476
G141
-592.7
-d446.5
-420.0
-581.4
6718
-421.8
-405.2
3679

6585
-636.1
SITaT
6585
-10a.0
561 .4
-636.1
-5T1E
5314
-592.7
-5T1E
-fild1
-614.1
-5T1E
561 .4
-57E
-592.7
561 .4
-551.4
-5120
534
-614.1
-493.0
-4a3.0
-531 .4
534
-614.1
-4a3.0
SS120
534
-3TEI
-3T3l
-561.4
-531 .4
EILX)
-3e0.0
-551.4
534
-3e0.0
-405.2
-367.4

Rk
RTAR]
361
7050
G588
027
5514
-483.0
314
5120
5927
027
7050
T3 6
027
534
5314
361
534
-405.2
-402.0
5514
-d66.5
4746
-493.0
-d66.5
-402.0
5120
-651.4
5314
41148
-389.0
5120
5514
Berph
-430.0
534
6314
-342.0
-3T3E
-300.3



[TowaroBan perpeccwus

M Multiple Regression Results: Docking TDAzZ_L17 = | —_ |ﬁ

Maltiple Begression Results (Step  11)

Dependent: SERT | Multiple B = 95359305 | F = 30.66382
B?= .92093035 df = 11,29
No. of cases: 41 adjusted BRI= _ 22030043 p = _0oo0ooo
Standard error of estimate: L 1483339587

Intercept: -Z.6643855486 Std. Erreor: 1.743%62 ®f 23 = -1.EZ8 p = .1374

¥Z JAES beta=-1.7 e¥ CHEM1 heta=.Z1E 1/%3 DAT beta=_0E0
e-¥ GABA-A Ee beta=-.43 e-¥ GAEA-A GA hetas=. 440 e¥ DEDZ beta=-1_&

&-¥ CFD beta=.114 e-¥ JAKS bheta=.470 1/%3 DEDZ beta=-1._4

e-¥ heta=1_Z0 H3 beta=1.41
(significant betas are highlighted)
B2
Alphafar highlighting effects: .05 @ Nk
Cluick |Advanced Fesidualsfassumptions/prediction izl
Summary: Fegression results ‘ ® Options ~
By Group




[MlowaroBbin AUCKPUMUHAHTHbLIN aHanu3

Classification Matrix (Docking TDAz _L17)
Rows: Observed classifications
Columns: Fredicted classifications

Percent | & 1:1 5 22
Group | Correct |p=4350727 | p=.560495
G_1:1 '| 94.44444_ 17 1
(> 22| 9262218 L 22
Total {95.12195) 18 23
Discriminant Function Analysis Summary (Doclking TDAz_L17)
Step 8, M of vars in model: 8; Grouping: SERT_2-1 ({2 grps)
Wifilks' Lambda: 27376 approx. F (8 32)=10.611 p< 0000
Wilks' Fartial |F-remove | p-level Taoler. 1-Toler.
=41 Lambda  Lambda (1,32) (F-=qr.)
X3 JAK3 ID.SDEQQB_D.QDSEDB 3417583 0073764 0347647 0652353
CHRM1 0284755 0961390 1.285156 0265364 0000012 0999988
X3 CHRM1 | 0 285450 0845796 1833939 0185149 0.000011 0999959
CAPN1 0.306698 0.892606 3.850067 0.058490 0006507 0993493
X3 CAPN1 | 0304135 0900127 3550549 0068638 0006667 0993333
X3 DRD2 | 0300634 0910612 3141212 0085859 0320049 06795951
ADRA1A 0.291234 0.940003 2042454 0162653 0.281650 0.718350
X2 CHRM1 | 0 287179 0953273 1568562 0218492 0000003 0999997







