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[ITnmaH NnekKuunwu

e YTO Takoe perpeccus

e MeTOo4 HaMMeHbLWUX KBaapaToB
e [lpocTaa nNuUHenHasa perpeccus
e MHOXeCTBeHHas perpeccus

e [lowaroBasa perpeccus

e HenpocerteBaa perpeccus



Perpeccus

Y=1(X)+v

3aBUCUMOCTb MaTeMaTUYECKOro

OXngaHua cnyyvyamHou BeENUYUHGBL
(3aBUCUMON NEPEMEHHOWN) OT OAOHOW
MNN HECKOMbKUX APYrux crnydYaunHbIX
BENMMYMH (HE3aBUCUMBbIX MEPEMEHHbIX).



MeTona HaMMeHbLUMX KBaapaToB

A 2
Q= 2 (Y- fi(0)
1=1
MunHumMmnzaumsa cymmbl KBagpaTtoB
OTKINMOHEHUN HabnwgaemMblX 3HAYEHUN

3aBUCUMON MepeMeHHON OT 3Ha4YeHUW,
npeackasaHHbIX MOAENbIO.



HopmanbHoOe pacnpeaeneHuve

1 X-
1 O
e O

fo=_7




[lpocTad nMHenHasa perpeccus

Y=a+b*X
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Code

L-17
H-16
H-18
H-29
H-42
H-69
H-88
L-19
L-20
L-31
L-86
L-87
L-91

LT-13

LT-21

LT-22

LT-23

LT-24

LT-29

LT-30

LT-31

LT-32

LT-33

LT-34

LT-35

LT-36

LT-37

LT-38

SERT

-8.1
-8.5
-8.0
-7.1
-7.4
-7.9
-8.5
-8.2
-8.3
-8.3
-8.3
-8.4
-8.7
-8.7
-8.3
-8.5
-8.7
-8.2
-7.7
-7.9
-7.8
-7.6
-8.2
-8.1
-7.8
-8.1
-7.5
-7.6

[Ilpumep McCXoAHbLIX AAHHbIX

NET
X1
-8.0
-8.3
-8.6
7.1
7.4
-8.2
-8.6
-8.3
-8.4
-8.4
-8.3
-8.5
-8.6
-8.6
-8.6
-85
-8.5
-8.8
7.3
7.6
7.8
7.7
-8.0
-8.2
-8.1
-8.2
-9.3
9.3

5-HT3A
X2
-6.6
-6.5
-6.7
-5.5
-6.0
-6.5
-7.0
-6.6
-6.6
-6.9
-6.8
-7.0
-6.9
-7.2
-6.8
-6.9
-6.8
-7.1
-5.9
-6.1
-6.1
-6.2
-6.1
-6.3
-6.2
-6.3
-6.3
-6.4

ADRAIA
X3
74
7.1
6.8
6.2
6.2
71
7.3
71
71
7.4
-6.8
75
6.9
-8.2
7.1
7.4
7.0
6.8
-6.3
6.5
6.1
-6.0
7.2
76
7.0
71
7.0
71

CHRM1
X4
-8.3
-6.6
-6.6
7.6
6.4
6.5
-8.0
6.7
73
7.8
-85
7.8
-8.3
72
-8.2
-8.3
7.7
7.9
6.8
7.2
5.9
-6.7
7.0
6.5
-6.5
6.2
6.2
6.0

DRD1
X5
-8.1
-8.0
-8.2
-7.1
-7.5
-8.0
-9.3
-8.3
-8.2
-8.0
-8.9
-8.6
-9.2
-9.0
-8.8
-9.0
-8.8
-8.8
-1.7
-7.8
-7.8
-7.6
-7.9
-8.3
-8.5
-7.8
-8.3
-8.2

DRD2
X6
-7.9
-8.1
-8.0
-7.1
-7.3
-8.1
-8.4
-8.1
-8.3
-8.4
-8.2
-8.5
-8.7
-8.9
-8.2
-8.3
-8.2
-8.5
-6.8
-7.2
-7.2
-7.3
-7.9
-8.1
-8.2
-8.1
-8.1
-8.2

DAT
X7
7.8
8.1
8.2
6.7
7.0
-8.1
-8.0
7.9
8.1
8.1
-8.6
-89
-89
8.7
8.1
8.4
-84
8.2
7.2
75
7.3
76
7.7
7.9
-8.0
7.7
8.1
8.1

GABA-A GABA
X8
-6.1
-5.7
-6.1
-5.3
-5.4
-5.9
-6.1
-6.2
-6.0
-6.2
-6.1
-6.2
-6.1
-6.3
-6.0
-6.0
-6.1
-5.9
-5.6
-5.6
-5.6
-5.3
-5.8
-6.0
-6.0
-5.8
-5.9
-5.9

GABA-A Benz
X9
-6.3
-6.1
-6.3
-5.6
-5.6
-6.2
-6.4
-6.4
-6.3
-6.6
-6.2
-6.4
-6.4
-6.5
-6.2
-6.3
-6.4
-6.3
-5.8
-6.0
-5.9
-5.7
-5.9
-6.3
-6.3
-6.0
-6.2
-6.2

GAT1L
X10
74
7.3
7.4
-6.6
7.0
7.4
7.2
76
74
7.4
7.2
7.3
75
75
7.3
75
7.6
7.4
71
7.0
71
7.0
71
71
7.0
-7.0
71

-7.2

JAK3
X11
-8.0
-8.0
-7.9
-6.8
-7.3
-7.8
-7.9
-7.9
-8.1
-8.0
-8.0
-8.2
-8.2
-8.2
-8.0
-8.2
-8.1
-7.9
-7.2
-7.5
-7.6
-7.4
-8.0
-8.1
-7.8
-8.1
-7.7

-7.6

CAPN1
X12
-6.5
-6.6
-6.3
-5.9
-6.3
-6.3
-6.8
-6.6
-6.6
-6.4
-6.9
-6.9
-7.0
-6.4
-6.9
-6.8
-7.0
-6.5
-6.0
-6.0
-6.1
-6.1
-6.1
-6.3
-6.6
-6.7
-6.5
-6.3

CFD
X13
-6.0
-6.4
-6.4
-55
-5.8
-6.4
-6.3
-6.1
-6.1
-6.6
-6.2
-6.3
-6.3
-5.8
-6.1
-6.5
-6.0
-6.4
-5.8
-6.1
-5.7
-5.8
-5.5
-6.1
-5.9
-5.9
5.7
-5.8



Code

L-17
H-16
H-18
H-29
H-42
H-69
H-88
L-19
L-20
L-31
L-86
L-87
L-91

LT-13

LT-21

LT-22

LT-23

LT-24

LT-29

LT-30

LT-31

LT-32

LT-33

LT-34

LT-35

LT-36

LT-37

LT-38

SERT

-8.1
-8.5
-8.0
-7.1
-7.4
-7.9
-8.5
-8.2
-8.3
-8.3
-8.3
-8.4
-8.7
-8.7
-8.3
-8.5
-8.7
-8.2
-7.7
-7.9
-7.8
-7.6
-8.2
-8.1
-7.8
-8.1
-7.5
-7.6

NET
X1
-8.0
-8.3
-8.6
7.1
7.4
-8.2
-8.6
-8.3
-8.4
-8.4
-8.3
-8.5
-8.6
-8.6
-8.6
-85
-8.5
-8.8
7.3
7.6
7.8
7.7
-8.0
-8.2
-8.1
-8.2
-9.3
9.3

Perpeccua B EXxcel

o

5-HT3A ADRA1A CHRM1 DRD1 DRD2 DAT GABA-A GABA GABA-A Benz GAT1
X2 X3 X4 X5 X6 X7 X8 X9 X10
-6.6 -7.4 -8.3 -8.1 -7.9 -7.8 -6.1 -6.3 -7.4
-6.5 -7.1 -6.6 -8.0 -8.1 -8.1 -5.7 -6.1 -7.3
-6.7 -6.8 -6.6 -8.2 -8.0 -8.2 -6.1 -6.3 -7.4
-5.5 -6.2 -7.6 -7.1 -7.1 -6.7 -5.3 -5.6 -6.6

AHANN3 JaHHBIX @

VIHCTRYMEHTE SHAMMSS

[HMETOrparMa
CHONbzAWEE CREAHES
MCEHEPALMA CNyUSAHER Yacen

Bribopka
MapHER ABYXERIDOPOUYHEIA T-TECT ANA CRELHME

AEyHERIGOpOYHEIR Z-TECT ANA CREAHI

AEyHERIGODOYHEIR T-TECT C OQMHAKDERIMIA JMCMEQCHMAML
AEyHERIGODOYHEIR T-TECT C Pa3MAYHEIMA QMCOERCIAAMA

PaHr 1 I'IEEEEHTHJ'II:

1

Ik

OTMEHA

Cnpaeka

-7.1 -6.8 -7.9 -8.8 -8.5
-5.9 -6.3 -6.8 -1.7 -6.8
-6.1 -6.5 -7.2 -7.8 -7.2
-6.1 -6.1 -5.9 -7.8 -7.2
-6.2 -6.0 -6.7 -7.6 -7.3
-6.1 -7.2 -7.0 -7.9 -7.9
-6.3 -7.6 -6.5 -8.3 -8.1
-6.2 -7.0 -6.5 -8.5 -8.2
-6.3 -7.1 -6.2 -7.8 -8.1
-6.3 -7.0 -6.2 -8.3 -8.1
-6.4 -7.1 -6.0 -8.2 -8.2

-8.2
-7.2
-7.5
-7.3
-7.6
-7.7
-7.9
-8.0
-7.7
-8.1
-8.1

-5.9
-5.6
-5.6
-5.6
-5.3
-5.8
-6.0
-6.0
-5.8
-5.9
-5.9

-6.3
-5.8
-6.0
-5.9
-5.7
-5.9
-6.3
-6.3
-6.0
-6.2
-6.2

-7.4
-7.1
-7.0
-7.1
-7.0
-7.1
-7.1
-7.0
-7.0
-7.1
-7.2

JAK3
X11
-8.0
-8.0
-7.9
-6.8
-7.3
-7.8
-7.9
-7.9
-8.1
-8.0
-8.0
-8.2
-8.2
-8.2
-8.0
-8.2
-8.1
-7.9
-7.2
-7.5
-7.6
-7.4
-8.0
-8.1
-7.8
-8.1
-7.7
-7.6

CAPN1
X12
-6.5
-6.6
-6.3
-5.9
-6.3
-6.3
-6.8
-6.6
-6.6
-6.4
-6.9
-6.9
-7.0
-6.4
-6.9
-6.8
-7.0
-6.5
-6.0
-6.0
-6.1
-6.1
-6.1
-6.3
-6.6
-6.7
-6.5
-6.3

CFD
X13
-6.0
-6.4
-6.4
-55
-5.8
-6.4
-6.3
-6.1
-6.1
-6.6
-6.2
-6.3
-6.3
-5.8
-6.1
-6.5
-6.0
-6.4
-5.8
-6.1
5.7
-5.8
-55
-6.1
-5.9
-5.9
5.7
-5.8



Code

L-17
H-16
H-18
H-29
H-42
H-69
H-88
L-19
L-20
L-31
L-86
L-87
L-91

LT-13

LT-21

LT-22

LT-23

LT-24

LT-29

LT-30

LT-31

LT-32

LT-33

LT-34

LT-35

LT-36

LT-37

LT-38

SERT

-8.1
-8.5
-8.0
-7.1
-7.4
-7.9
-8.5
-8.2
-8.3
-8.3
-8.3
-8.4
-8.7
-8.7
-8.3
-8.5
-8.7
-8.2
-7.7
-7.9
-7.8
-7.6
-8.2
-8.1
-7.8
-8.1
-7.5
-7.6

NET
X1
-8.0
-8.3
-8.6
7.1
7.4
-8.2
-8.6
-8.3
-8.4
-8.4
-8.3
-8.5
-8.6
-8.6
-8.6
-85
-8.5
-8.8
7.3
7.6
7.8
7.7
-8.0
-8.2
-8.1
-8.2
-9.3
9.3

Perpeccus

B Excel

5-HT3A  ADRAIA  CHRM1  DRD1 DRD2 DAT GABA-A GABA GABA-A Benz GATL
X2 X3 X4 X5 X6 X7 X8 X9 X10
-6.6 -7.4 -8.3 -8.1 -7.9 -7.8 -6.1 -6.3 -7.4
Perpeccus -8 ]
BxoAHEIE AaHHEE
B¥0AHOM MHTEPESN ¥ tRE2ERE42 |E| S —
| CTMEHS |
BxOAHOM MHTEPESN X FCE2:ECEA3 |E|
| Chpaeka |
W | MeTr KOHCTaHTa - HOME
YPOEEHE HIAEHHOCTIA! 05 %
MNapameTpel ERIEOAS
BEIXOAHOM MHTEpESN: ENe
@) Hoeel pabouwmia qicT .
Hoeas pabouaa gHura
OCTaTHA
CICTATEM Cpadik oCTaTKoE
CTaHASPTME0EAHHEIE DCTATHM Mpadak: noabopa
HoprManeHaA BEpoATHOCTE
TPk HOPMENEHOR BRPOATHOCTM:
-6.3 -7.1 -6.2 -7.8 -8.1 -7.7 -5.8 -6.0 -7.0
-6.3 -7.0 -6.2 -8.3 -8.1 -8.1 -5.9 -6.2 -7.1
-6.4 -7.1 -6.0 -8.2 -8.2 -8.1 -5.9 -6.2 -7.2

JAK3
X11
-8.0
-8.0
-7.9
-6.8
-7.3
-7.8
-7.9
-7.9
-8.1
-8.0
-8.0
-8.2
-8.2
-8.2
-8.0
-8.2
-8.1
-7.9
-7.2
-7.5
-7.6
-7.4
-8.0
-8.1
-7.8
-8.1
-7.7

-7.6

CAPN1
X12
-6.5
-6.6
-6.3
-5.9
-6.3
-6.3
-6.8
-6.6
-6.6
-6.4
-6.9
-6.9
-7.0
-6.4
-6.9
-6.8
-7.0
-6.5
-6.0
-6.0
-6.1
-6.1
-6.1
-6.3
-6.6
-6.7
-6.5
-6.3

CFD
X13
-6.0
-6.4
-6.4
-55
-5.8
-6.4
-6.3
-6.1
-6.1
-6.6
-6.2
-6.3
-6.3
-5.8
-6.1
-6.5
-6.0
-6.4
-5.8
-6.1
-5.7
-5.8
-5.5
-6.1
-5.9
-5.9
5.7
-5.8



Perpeccua B EXxcel

[BLIBOJ UTOrOB |

PGEPECCUOHHaﬂ cmamucmuka

MHo>kecTBeHHbIN R 0.480957309
R-keagpar 0.231319934
HopmuposaHHbiin R-kBagpar 0.211610188
CraHgapTHas ownbka 0.393205969
HabnioaeHus 41

OucnepcuoHHbIil aHanms

df SS MS F 3Haqumocmb F
Perpeccus 1 1.81456383 1.81456383 11.7363228 0.001456911
Ocratok 39 6.029826414 0.154610934
UToro 40 7.844390244

Koaghchuyuenmsi Cmandapmuas owubka t-cmamucmuka P-3Havyerue HuwkHue 95%  BepxHue 95% HuwkHue 95.0% BepxHue 95.0%
Y-nepeceyeHne -4.533785677 1.066241889 -4.252117388 0.00012794 -6.690463445 -2.37710791 -6.690463445 -2.377107909
X1 0439361702 0.128249646 3425831698 0.00145691 0.17995231 0.698771094 0.17995231 0.698771094

Y

= -4534 + 0.431*X1

t=-4.25 t
p=0.00013 p

3.43
0.0014

N =41 R=0.481 F(1,39)=11.74 p=0.0015




MHoOXecTBeHHasa perpeccusn

M
Y =ap + Zai Xi
1=1



MHoOXecTBeHHasa perpeccusn

[/}] STATISTICA - Docking TDAZ_L17 = foR X"
File Edit View Insert Format Statistics DataMining Graphs Tools Data Window Help
DESEB S| ta2ac #& Add to Workbook - Add to Report~ Add to MS Word - 47 | & k2 .
Gl B 2 B ESEBEER L Bl PSS AR BEHE % AL TR
[, Data: Docking TDAZ_L17* (14v by 42¢) R=nEcR ="
Daocking =1
1 2 ‘ ) ‘ 4 ‘ 5 ‘ 6 ‘ 7 ‘ 3 ‘ 9 ‘ 10 ‘ 11 ‘ 12 ‘ 13 ‘ 14
Y X1 X2 X3 X4 X5 X6 X7 X8 X9 X10 X1 X12 X13

L-17 | -8.1 -8.0 -6.6 -74 -63 -8.1 -7.9 -1.8 -6.1 -6.3 -74 -5.0 -6.5 -6.0
H-16 | -85 -8.3 -6.5 -7 -6.6 -8.0 -8.1 -8.1 -5.7 -6.1 -7.3 -8.0 -6.6 -6.4
H-18| -8.0 -8.6 -6.7 -6.38 -6.6 -8.2 -8.0 -8.2 -6.1 -63 -74 -7.9 -6.3 -6.4
H-29 | -7.1 -7 -5.5 -6.2 -76 -7 -7 -6.7 -5.3 -5.6 -6.6 -6.8 -5.9 -5.5
H4z| -74 74 | 60  -62 64  -75  -73  -70  -54 56 -70 | -73 | -63 | -58
HE69 | -7.9 -8.2 -6.5 -7 -6.5 -5.0 -8.1 -8.1 -5.9 -6.2 -74 -7.8 -6.3 -6.4
H&8 | -85 -8.6 -7.0 -73 -8.0 -9.3 -8.4 -8.0 -6.1 -6.4 -7.2 -7.9 -6.8 -6.3
L-18 | -8.2 -8.3 -6.6 =71 -6.7 -8.3 -8.1 -7.9 -6.2 -6.4 -7.6 -7.9 -6.6 -6.1
L-20 | -8.3 -84 -6.6 -7 =73 -5.2 -5.3 -8.1 -5.9 -6.3 -74 -8.1 -6.6 -6.1
L-31 | 83 -8.4 -6.9 -74 -7.8 -8.0 -8.4 -8.1 -6.2 -6.5 -74 -8.0 -6.4 -6.6
L-86 | -8.3 -8.3 -6.8 -6.3 -6.5 -5.9 -5.2 -8.6 -6.1 -6.2 -7.2 -5.0 -6.9 -6.2
L-&87 | -84 -8.5 -7.0 -75 -78 -8.6 -8.5 -8.9 -6.2 -6.4 -7.3 -8.2 -6.9 -6.3
L-91 ] -87 -8.6 -6.9 -6.9 -63 -9.2 -5.7 -8.9 -6.1 -6.4 -7.5 -5.2 -7.0 -6.3
LT-13] -87 -8.6 -1.2 -§2 -712 -9.0 -8.9 -8.7 -6.3 -65 -7.5 -8.2 -6.4 -5.8
LT-21] -8.3 -8.6 -6.8 -7 -8.2 -8.8 -8.2 -8.1 -6.0 -6.2 -7.3 -8.0 -6.9 -6.1
LT-22| -85 -8.5 -6.9 -74 -83 -9.0 -8.3 -8.4 -6.0 -6.3 -7.5 -8.2 -6.8 -6.5
LT-23| -8.7 -8.5 -6.8 -7.0 =17 -5.8 -5.2 -8.4 -6.0 -6.4 -7.B -8.1 -7.0 -6.0
LT-24) 52 -8.8 -7 -6.38 -79 -8.8 -8.5 -8.2 -5.9 -63 -74 -7.9 -6.5 -6.4
LT-29] -7.7 -7.3 -5.9 -6.3 -6.8 -7 -6.8 -1.2 -5.6 -5.8 -7 -7.2 -6.0 -5.8
LT-30| -7.9 -i.6 -6.1 -6.5 -12 -7.8 -7.2 -1.5 -5.68 -5.9 -7.0 -7.5 -6.0 -6.1
LT-31] -7.8 -7.8 -6.1 -6.1 -5.9 -7.8 -7.2 -1.3 -5.6 -5.9 -7 -7.6 -6.1 -5.7
LT-32| -78 =77 -6.2 -6.0 -6.7 -7.6 -7.3 -1.6 -53 57 -7.0 -74 -6.1 -5.8
LT-33| -8.2 -8.0 -6.1 72 -7.0 -7.9 -7.9 -1.7 -5.8 -5.9 -7 -8.0 -6.1 -5.5
LT-34] -81 -8.2 -6.3 -76 -6.5 -5.3 -8.1 -7.9 -5.9 -6.3 -7 -8.1 -6.3 -6.1
LT-35] -7.8 | -8.1 -2 -yo 65 -85 -82 -0 60 63 -yO 78 -6 590
LT-36| -8.1 -8.2 -6.3 =71 -6.2 -7.8 -8.1 -17 -5.8 -6.0 -7.0 -8.1 -6.7 -5.9
LT-37] -7.5 -9.3 -6.3 -7.0 -6.2 -8.3 -8.1 -8.1 -5.9 -6.2 -7 -7 -6.5 -57
LT-38| -7.6 -9.3 -6.4 -7 -6.0 -5.2 -5.2 -8.1 -5.9 -6.2 -7.2 -7.6 -6.3 -5.8
LT-29| -7.8 -8.2 -6.2 -6.7 -63 -84 -8.1 -8.2 -5.7 -6.0 -7.3 -7.6 -6.2 -5.8
LT-46| -8.6 -8.2 -6.2 -78 -78 -7.9 -8.3 -7.9 -6.0 -6.4 -74 -8.2 -6.2 -6.0
LT-47] -8.9 -8.5 -6.5 -79 -7 -8.2 -8.7 -8.3 -6.2 -6.7 -7.5 -8.5 -6.4 -6.3
LT-48| -8.7 -8.5 -6.4 -74 -6.3 -5.4 -5.6 -8.2 -6.2 -6.6 -7.B -5.0 -6.6 -6.1
LT-49| -85 -9.0 -6.6 -7.0 -6.38 -84 -8.5 -8.4 -5.9 -63 -7.6 -8.0 -6.3 -6.3
LT-50]| -8.1 -8.7 -6.6 -74 -6.8 -8.3 -8.5 -7.9 -6.2 -6.4 -7.5 -7.9 -5.9 -6.4
LT-51] -8.9 -8.4 -6.7 -74 -6.6 -8.1 -8.6 -8.3 -6.1 -6.5 -74 -8.4 -6.8 -6.1
LT-52] -89 -8.6 -7 -6.2 -7.0 -9.4 -9.2 -8.6 -6.4 -6.3 -3.2 -5.6 -1.5 -6.4
LT-53| -74 -7.5 -6.1 -63 -6.38 -74 -74 -1.2 -5.6 -59 -7.0 -74 -6.3 -5.9
| T-55 _=A RR _Tn TR T2 = R _Q 1 _R N _R A TR = R T _R N
m F Docking TDA: C1v1 -8.1 | Sel:OFF |WeightOFF | CAR B
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I STATISTICA - Docking TDAZ_L17
File Edit View Insert Format Statistics Data Mining Graphs Tools Data Wmdow Help

;Dz-zl‘@ SR |4 B @< ¢ Resume

| | B |7 BB ,;:ai ¢ | Y [22 Zh Basic Statistics/Tables

. Data: Docking TDAZ_L17* (14

B Multiple Regression

EY ANOVA
a1 Nonparametrics

2 ¢ Distibution Fitting

-8 0l? Advanced Linear/Nonlinear Models
-8.3 3 Multivariate Exploratory Techniques

-8.6 E2 Industrial Statistics & Six Sigma

N Power Analysis

‘74 Autom ated Neural Networks

-8.4 £3 STATISTICA Visual Basic
-8.3 Wf Batch (ByGroup) Analysis

@ii PLS, PCA, Multivariate/Batch SPC

nnl+F’

[ Variance Estim ation and Precision (VEPAC)

[E Statistics of Block Data

A Probability Calculator

v

[ole s

Pt

Docking

1

Y
LA7 [ -8.1
H-16 | -8.5
H-18 | -8.0
H-29 | -7.1 -7.1
H-42 | -7.4
H-69 | -7.9
H-88 | -85
L-19 | -8.2 -8 3
L-20 | -8.3 -8.4 E
L-31] -83
L-86 | -8.3
L-87 | -84 -8. 5
L-91 | -8.7 -8. 6
LT-13| -8.7 -8.6

=2 | =82 | T2

-9.0

-8.9

t- Addto MSWord ~ 4} | @ K2 .|
»-)K%D—ﬁB@Jhg B8 %R i Y
ERERE XY
8 9 o T e
X7 | X8 | X9 | X10 | X141 | X12 | X13
78 61 63  -74  -80  -65 | -6.0
81 57 61 -73  -80 -66 -64
82 61 63 -74 -79 -63 -64
67 -53 56 66 68 59 -55
70 -54 56 -70 -73 -63 58
81 59 62 -74 78 63 -64
80 61 64 -72  -79  -68  -63
79 62 64 -76 79 66 -6.1
81  -59 63 -74 -81 -66 -6.1
81 62 65 -74 -80 -64 -66
86 61 62 -72 -80 -69 -62
89 62 64 -73 82 69 63
-89 61 64 -75 -82 -70 -63
87 63 65 -75 -82 -64 -58
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M Multiple Linear Regression: Docking TDAz_L17 i | — |lﬁ|
Quick {Advanced | OK
L] Yariahles ‘ Cancel
Dependent. % ® Optons  ~

Independent. X1-x13

J = Open Data
-

SELECT
Lo \ S w

Input file: |Haw Data

| Advanced options (stepwise or ridge regression)

| Beview descriptive statistics, correlation matrix N

| Exended precision computations

| Batch processing/reporting (= "
B D deletion
Specify all wanables for the analysis; additional models (ndep .fdep. wars) can )
be specified Iater. For stepwise regression etc. check the advanced options (o Casewise
chech b, o
( Fairwise
(" Mean

See also the General Regression hdodels (G R module. substitution
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M Multple Regression Results: Docking TDAzZ_L17

- | — |

Multiple Regression Besults

Dependent: T Maltiple B = _5344700&8
RY= 873234320

No. of cases: 41 adjusted RY= _81z1389&
Standard error of estimate: -13131043

Intercept: .£91E5841337 Scd_Error: 9883475

)
Z7

df

1430703
13,27
000000

23488 p o= 7703

HZ beta=_083
HE beta=_193
#8 beta=-_57
H11 heta=_797

¥l beta=-.z23
¥4 beta=_139
H7 beta=_14%5
H10 beta=-_03
#13 beta=-_13

(significant betas are highlighted)

¥3 beta=-.0%
¥E& beta=-.01
H3 beta=_733
H1Z beta=-_1%8

Alpha for highlighting effects: |08 @

Cluick | Advanced | Fesiduals/assumptions/prediction |

EILL :
summary: Fegression results ‘

Cancel
B Options -

By Group
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x:}:. Wor sz‘{a
‘3 Workbook1*
=3 Multiple Regression {
El@ Regression results

Summ ary Stati

e

A Stumm aryy
- L &Y
LA LULLLLLE LS A

3 , Rgg_ression Summqryjor De.pendentVariable:Y“(l'i)ocking-TDAz'_U ?).

endent Variable: Y (Docking TDAz_L17)
R= .93447006 R?= 87323430 Adjusted R?= 81219896
F(13,27)=14 307 p<.00000 Std.Error of estimate: .19191
Beta Std Err. B Std.Err. t27) p-level

N=41 of Beta of B
Intercept ! 0.291541 0.988348 0.29498 0.770267
X1 -0.226829 0.136489 -0.207212 0.124685 -1.66189 0.108104
X2 0.083268 0.180384 0.097437 0.211080 0.46161 0.648056
X3 -0.089745 0.170940 -0.076470 0.145654 -0.52501 0.603863
X4 0.138596 0094994 0.085356 0.058503 145899 0.156105
X5 0.192758 0.152140 0.165161 0.130358 1.26697 0.215985
X6 -0.006810 0.224975 -0.005936 0.196106 -0.03027 0.976074
X7 0.148488 0.151335 0.128070 0.130526 0.98118 0.335213
X8 -0.566978| 0.250708 -0.940539 0.415890| -2.26151 0.031991
X9 0.799137 0.2833338 1.292493 0458261 2.82043 0.008880
X10 -0.027918 0.128632 -0.039913 0.183897 -0.21704 0.8298809
X11 0.797070| 0.182418 0.966990  0.221306 4.36948  0.000166
X12 -0.178789 0.124090 -0.225980 0.156843 -1.44080 0.161138
X13 -0.134954 0.115016 -0.198379 0.169072 -1.17335 0.250905




[TowaroBan perpeccwus

M Multiple Linear Regression: Docking TDAz_L17 i | — |lﬁ|
Cluick.  Advanced | QK
L] Yariahles ‘ Cancel
Dependent. % ® Optons  ~

Independent. X1-x13

Inputfile: |Haw Data ﬂ (== Open Data

g : . ] . . SELECT S
|v Advanced options (stepwise or ridge regression) S 2 0

| Beview descriptive statistics, correlation matrix N

| Exended precision computations

[ 0 -
u D deletion
Specify all wanables for the analysis; additional models (ndep .fdep. wars) can )
be specified Iater. For stepwise regression etc. check the advanced options (o Casewise
chech b, o
( Fairwise
(" Mean

See also the General Regression hdodels (G R module. substitution
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|~ Model Definition: Docking TDAz_L17 -l >
Cluick | Advanced | Stepwise | Descriptives | QK
l®]  ariables ‘ Cancel

Dependent. %
Independent, *1-+13

B oOptions -

By Group

kdethod:
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E Multiple Regression Results: Doacking TDAz_L17

Maltiple Regression Results (Step 2]

Dependent: T Maltiple B = _SE706464 F = z8.82714
R?= _8E04488LC df = 7,33
No. of cases: 41 adjusted RYI= _SE23634357 p = .000000
Brandard error of estimate: 182784695
Intercept: JEEO020501  Scd.Error: (7413847 33 = 74198 p = (4533
H1l beta=_&88Z2 H4 beta=_174 H2 beta=_701
&8 beta=-_E&0 13 bheta=-_10 H? beta=_Z1lg

¥l beta=-_1&

(significant betas are highlighted)

Alpha for highlighting effects: Rl @

Cluick | Adbvanced | Residualsfaasumptiunsfpredictiun'

[EunH] H
summary. Regression results ‘

ok
Cancel

E Options =

By Group
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% Workbook2* - Regression Summary for Dependent Variable: Y (Docking TDAz_L17)

=W orkbook2* Regression Summary for Dependent Variable: Y (Docking TDAz_L-
Sh= Multiple Regression { R= 92706464 R7?= 85944885 Adjusted R?= 82963497
=3 Regression results F(7,33)=28.827 p<.00000 Std.Error of estimate: .18278
b Summary Stat Beta Std.Err. B Std.Err. t(33) p-level
-] Regression Sui |N=41 of Beta of B
Intercept ! - 0.550091 0.741384 0.74198 0.463349°
X11 0.661871) 0.130843 0.802970 0.158736/ 5.05852| 0.000016
X4 0.174249 0.075126/ 0.107314 0.046267| 2.31942 0.026706}
X9 0.701477 0.225358 1.134542 0.364485 3.11273| 0.003814
X8 -0.495377 0.224526 -0.821763 0.372458 -2.20633 0.034431}
X13 -0.100060 0.086422 -0.147087 0.127038 -1.15781 0.255251
X7 0.215857 0.124320 0.186176 0.107226 1.73629 0.091841
X1 -0.153773 0110513 -0.140474 0.100955 -1.39145 0.173399

) Regression Summary for Dependent Variable: Y (Docking TDAz_L17)
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|~ Model Definition: Docking TDAz_L17 7| —
Quick | Advanced StepW|Se| Descriptives | 0K
tdethod: |F|:|rward stepwise ﬂ Cancel

Eto enter: 2.00 E B Options -
F to remave: 0. @ SholETan
Number of steps: |19 @

Display results: |Summary only ﬂ
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E Multiple Regression Results: Doacking TDAz_L17

Maltiple Regression Results (Step LY
Dependent: T Maltiple B = _S1E5E706Z
R?= 83826505
No. of cases: 41 adjusted RY= _SE0E35351
Brandard error of estimate: J1877ERS1E
Intercept: 1.14&15045%4 Scd_Error: _TO01E73T7 £ 3E)

F
df

r

1.

4554815
4,38
000000

6344 p = 1103

#11l beta=_832
H8 bheta=-_47

(significant betas are highlighted)

¥4 beta=_z02

H9 beta=_g63E

Alpha for highlighting effects: Rl @

[EunH] H
summary. Regression results ‘

Cluick | Adbvanced | Residualsfaasumptiunsfpredictiun'

ok
Cancel

E Options =

By Group
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EI Workbook3*
E1-~-@ Multiple Regression
=& @ Regression results
------- . Summ ary Stat
Regression Sui

Regression Summary for Dependent Variable: Y (Docking TDAz_L17)

R= 91557062 R?= 83826956 Adjusted R?= 82029951
F(4,36)=46 648 p<.00000 Std.Error of estimate: 18773

Beta Std.Err. B Std.Err. t(36) p-level
N=41 of Beta of B
Intercept - 1.146150 0.701274 1.63438 0.1108%4
X11 0. 692323 0. 122767 0. 839913 0. 148939) 5. 63933 0. 000002
X4 0 207594 B 0?0924 0. 127849 0. 043680\ 2 92698 1 005888
X9 0.632379| 0. 221288 1.022787 0.357902 2.85772| 0.007049

X8

_0.466150) 0.229538 -0.773279 0.380773 -2.03081 0.049709
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ExoaHble HelpoHbl, |

NET 1

5-HT3A 2

ADRA1A 3

CHRM1 4

DRD1 5
-
3

DRD2 6

DAT 7

GABA-A GABA |8

GABA-ABenz (9

)

GAT1 10
JAK3 1
CAPN1 12
CFD 13
Bias b

MLP 13-15-1 Tanh Logistic = R=0.981 N=41 p<5'10'7

CKpbITbIA cnow, H

10

1"

12

13

14

15

b

BbIXo4HOWM HelpoH, O

flo=_"—

SERT

S(x)=——

l1+e

—X







