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B Leadscope Enterprise ~ Import Wizard

Binning Schemes For New Datasets

For each new data set, specify whether a new or existing binning scheme should be assigned.

F.iver_conv
| @ Generate binning scheme

1} " Use existing binning scheme
|

|

I

Binning Scheme: Autobinned-Liver_conv

{* Higher values indicate a stronger correlation.

" Lower values indicate a stronger correlation.

(14) Import Structures And Data : #58 L C[FinishR & v %27 U v 7 L1z,

3-4-3. FRIETN OBE

Z&{tk6: Liver, GOT/GPT, Weight Liver7 —# O A& bt

(1) Leadscope Task Wizard G, “Build Predictive Model” 3R L7z,

(2) Predictive Data MinerB & T (FE), &2 T v ZIBWTET MRS 2B L TET VS

{171,

EgSelect Trainine Set

Select Response Variable

Select the dataset that you are trying to predict
Select the ‘r'e'gspdii'ée' variable: ;

ZE Liver_training
# ] LeadScope-calculated
1D
[0 e
(0 Liver
liver_conv
[T Liver_conv2

AT I =T VARERF O &H Y~ U — & RilkT 5.

HHE

RN

Select Training Set : Select Starting Project
for Training

Liver_training

Select Training Set :
variables

Select the response

LGW (Liver, Weight Liver, GOT/GPTD\ v
NHODRFT0, ZhiASMI1 & LT{E)

Select Training Set : Edit Training Structures

(Default)

Build Knowledge : Add or Create Additional

Rule£ : Scaffold Generation(8) (Default)
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Structural Rules

Build Knowledge : Filter Structural Rules

Filter Structural Rules (Default)

Build Knowledge : Review Structures Rules

No Edit (Default)

Template

Select Features : Automated Feature Selection - Automatically
select features (Default)

Build Model : Automated Model Building (Default)

ELFIZModelt#E DR 2 08 L7,

HE BIRRMF

Build Knowledge 91 Rules (Scaffold Generation(8))
Select Features 193 Selected Features
Prediction Model Name PredictiveModel (Run#14)
Type Partial Logistic Regression
Factor Count 2

Training Set Statistics: Concordance 74.9

Training Set Statistics: Sensitivity 88.3

Training Set Statistics: Specificity 56.9

Training Set Statistics: ROC Positives 2.76

Training Set Statistics: ROC Negatives 3.59

Test Set Statistics: Concordance 71.8

Test Set Statistics: Sensitivity 854

Test Set Statistics: Specificity 534

Test Set Statistics: ROC Positives 2.47

Test Set Statistics: ROC Negatives 2.72

FRIET VO

ompare predicted values with actual (iraining set)

02 03 04 05 08 07 08 08 10
Predicted Probabilities {(Actual Value = 0}

0.0 041

Predicted

1 0
1
1 True Positives ! ~ False Negatives
406 | 54
1
]
Actual
0 Faise Positives True Negatives
147 194

00 04 02 03 04 05 08 07 08 08 10
Predicted Probabilities (Actual Value = 1)

Concordance: 749
Sensitivity 883
Specificity: 569
ROC Positives: 276
ROC Megatives: 359
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Cross-Validation Results

Review validation results

Cross-Validation Results BX test set).
Featurs Count 193, Best Factor Count: 2

Cross-Validated R-square Prediction Residual Standard Deviation Max Error

R-square PRESS Std. Dev. Max Err
o0 A - 'y - ® o
4 e : 580 b 16
4 %1 ] ]
J00 ] 7. 570 1.0 :

500 A 249 560 100 4 o 8 6 ¢ 40 0+ s
- - A
q 24 - -
a00 s Ol 550 %o a7 ]

- *
540 L350
1000 2 E]
A e 000000 0 | B g 530 e el
SRR R R E 3
Factor Count Factor Gount Factor Count Factor Count

287 ¢ el %t L TMean LGW230.3-0.6 & 72 A Features & 4+

“Edit Predictive Model"#§#E % {# » T &6 EF )25 Mean LGWA0.3LL F ~ 0.6 D H D % BR

ALz,

UTFIZETF VBEROZHY < ) — 2Rl T 5.

HE BIREN
Select Training Set : Select Starting Project | Liver_training
for Training

Select Training Set : Select the response | LGW:
variables

Select Training Set : Edit Training Structures | (Default)

Build Knowledge : Add or Create Additional
Structural Rules

Rule4: : Scaffold Generation(8) (Default)

Build Knowledge : Filter Structural Rules

Filter Structural Rules (Default)

Build Knowledge : Review Structures Rules
Template

No Edit (Default)

Select Features :

Manually Selected Features
LB R

Build Model :

Automated Model Building (Default)

¥ Liver, Weight_Liver, GOT/GPTO W\ F 1200 EF 130, Fh ST & LI,

LAFIZMode MR DORER L T# L 7-.,

HE HWREH
Build Knowledge 68 Rules (Scaffold Generation(8))
Select Features 134 Selected Features
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Prediction Model Name PredictiveModel (Run#15)
Type Partial Logistic Regression
Factor Count 2
Training Set Statistics: Concordance 74.6
Training Set Statistics: Sensitivity 9].1
Training Set Statistics: Specificity 52.6
Training Set Statistics: ROC Positives 257
Training Set Statistics: ROC Negatives 4.44
Test Set Statistics: Concordance 71.9
Test Set Statistics: Sensitivity 88.1
Test Set Statistics: Specificity 50.3
Test Set Statistics: ROC Positives 237
Test Set Statistics: ROC Negatives 3.16
FHRIETFNOREE
Compare predicted values with actual {training set}
300
200 |
‘°°_ Sg=
00 01 02 03 04 05 06 07 08 08 10 D0 041 02 03 04 05 06 07 08 09 1.0
Predicted Probebilities {Actual Vakse = 0) . Predicted Probabilities (Actual Vakue = 1)
Predicted
1 0 B
] rich E s ot
1 True :grtms False P:(a‘rrves : Concords 746
- Sensitivity 1.1
Specificity: 526
feust €5 ROG Positives: 257
- False Positives Tiile Hegathves PG Nesatreex, L 4
164 )
Cross-Validation Results
Crsdas wdohen Padund O e el ¥ g P
Fushum Cound 14 Bast Faclor Gount 2
Crouk-Validard Rsquare Fredicron Resdual Mdm ! L M Erres
[ FRESS fivd D Mo Erret
o - FE— R L u :
g e 1 . [
D ! 194 ] '
D r!fE L 1 . lm : . “-e
o : L A e 1 3 .
1 o . m e .
B e o et a5
¢ lfmm};cm S 1l=m Canml t l#méhm ¢ ‘:m&w
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Z:{48: Liver & GOT/GPTT — % D&Y

FRIGOEEFEMET —F L LTETAZEBELRE, FRIIFRHF6DR & 2< [k,

UTICET VIBRNOFHY < ) — 28T 5.

HE

BREM

Select Training Set : Select Starting Project
for Training

Liver_training

Select Training Set : Select the response | LG
variables
Select Training Set : Edit Training Structures | (Default)

Build Knowledge : Add or Create Additional
Structural Rules

Rule#: : Scaffold Generation(9) (Default)

Build Knowledge : Filter Structural Rules

Filter Structural Rules (Default)

Build Knowledge : Review Structures Rules
Template

No Edit (Default)

Select Features :

Automated Feature Selection - Automatically
select features (Default)

Build Model :

Automated Model Building (Default)

¥Liver, GOT/GPTDV VT L2 0DRFIX0, THLIFMT1 & L

LA i Modelt# ZE D5 R & fom L7z,

HE BIREN

Build Knowledge 113 Rules (Scaffold Generation(9))

Select Features 207 Selected Features

Prediction Model Name PredictiveModel (Run#16)
Partial Logistic Regression

Factor Count 3

Training Set Statistics: Concordance 735

Training Set Statistics: Sensitivity 82.4

Training Set Statistics: Specificity 65.7

Training Set Statistics: ROC Positives 2.12

Training Set Statistics: ROC Negatives 4.24

Test Set Statistics: Concordance 69.2

Test Set Statistics: Sensitivity 713

Test Set Statistics: Specificity 62.0

Test Set Statistics: ROC Positives 1.79

Test Set Statistics: ROC Negatives 3.11

171




Appendix 9

Z&159: Liver £ GOT/GPTT — % D&+
FHBDET N % VERR L 7BRDFeatures® ¥ v b 7>5HMean LGA30.3LL | 0.65%0# & 72 & Features
B L TETAZHE LT,

UTIZET VEERORNY < ) — 2 R8T 5.

HE BIREH
Select Training Set : Select Starting Project | Liver_training
for Training
Select Training Set : Select the response | LG
variables
Select Training Set : Edit Training Structures | (Default)

Build Knowledge : Add or Create Additional | Rule#: : Scaffold Generation(9) (Default)
Structural Rules

Build Knowledge : Filter Structural Rules Filter Structural Rules (Default)
Build Knowledge : Review Structures Rules | No Edit (Default)
Template
Select Features : Manually Selected
| X TSR
Build Model : Automated Model Building (Default)

#¢”Edit Predictiv Model”|Z X U | Mean LG230.3LL L 0.65 % D Features % &4+ L 7=,

These are the features that will be included in the model

Name lFrwmy LG [z-sma; ) \%iﬁquau Mean LG [Sid Dev: LG I LG |
COTOWTYL ameTyLacye L AR » B T oy B © = 4 ¢ Bl " I
Scaffold 274 32 e -2143 3856 02813 04568
carboxamide (NHR) 52 B -2686 6341 02885 04576
Scaffold 166 65 ] 2035 7881 02923 0.4584
[ -2549

® DL F 0T

W - o

SSRGS 2877 767 06042 4016

halide, phenyl- 96

Scaffold 147 9 2877 767 06042 04916
amine(NH2). phenyl- 43 1864 2917 06047 04947
Scaffold 21 30 1865 282 06333 04501
A ]

Features207  Selected Features:28 Compounds808  Selected Compounds-808
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LAFICModelt$E DFER & i L7,

RE BIREMH

Build Knowledge 104 Rules (Scaffold Generation(9))
Select Features 179 Selected Features
Prediction Model Name PredictiveModel (Run#18)
Type Partial Logistic Regression
Factor Count 2

Training Set Statistics: Concordance 713

Training Set Statistics: Sensitivity 82.8

Training Set Statistics: Specificity 61.3

Training Set Statistics: ROC Positives 1.87

Training Set Statistics: ROC Negatives 4.06

Test Set Statistics: Concordance 69.4

Test Set Statistics: Sensitivity 81.7

Test Set Statistics: Specificity 58.7

Test Set Statistics: ROC Positives 1.73

Test Set Statistics: ROC Negatives 3.67

24{410: Liver * GOT/GPTT — % DA H

ZHRDE T NABEDOBEIZFIA L /-FeaturesH> 5, FiRFIBIZ L Y Features #FRA L TET NV 2 BE

W L7, FIEIXE M6 L £ < [k,

UTICET VABEROSEEY <) — 20T 5,

HE BIREMF
Select Training Set : Select Starting Project | Liver_training
for Training

Select Training Set : Select the response | LG
variables

Select Training Set : Edit Training Structures | (Default)

Build Knowledge : Add or Create Additional
Structural Rules

Rule#: : Scaffold Generation(9) (Default)

Build Knowledge : Filter Structural Rules

Filter Structural Rules (Default)

Build Knowledge : Review Structures Rules
Template

No Edit (Default)

Select Features :

Manually Selected

Build Model :

Automated Model Building (Default)

¥¢Mean LG230.3-0.7 D [ TZ-Scoredi K & (-2~ 2D §E PR 3 % FeaturesZ B & L /-,
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These are the features that will be included in the model

Name Frequency |[LG 2Z-Score: LG %i—&:wrc‘ Mean: LG Std Dev: LG | LG
Scaffold 46 39 TR -2038 3513 03077 04676
oxycarbonyl, O-akyl- 80 R LR -2909 7797

=

==
|carboxamide AR
|Scaffold 72 (@ =te .
|carbonyl. phenyl- 107 s g -2687 6681 0.3458 04779
;S:aﬂnld 116 69 RIS -2066 3760 0.3478 04798
| Scatfold 108 RNt
0 bory Er——
|benzene, 1-amino- rrre————ry

e —=—EnBaE

| Scaffold 119
[halide, phenyl-
|Scatfold 147

357 07 04702

| Scatfold 300 2 e 2483 5146 07273 04558
|benzene, 1-akyi-2-halo- 15 2089 3346 07333 04577
|Scaffold 159 18 2089 2346 07333 04577

| «f |
Features:207 Selected Features:20 Compounds-808 Selected Compounds-808

LA FIZModeWEFEDFE R Z fod#k L7z,

HH BIRE.

Build Knowledge 108 Rules (Scaffold Generation(9))
Select Features 187 Selected Features
Prediction Model Name PredictiveModel (Run#20)
Type Partial Logistic Regression
Factor Count 4

Training Set Statistics: Concordance 73.8

Training Set Statistics: Sensitivity 84.4

Training Set Statistics: Specificity ) 64.5

Training Set Statistics: ROC Positives 2.08

Training Set Statistics: ROC Negatives 4.71

Test Set Statistics: Concordance 70.5

Test Set Statistics; Sensitivity 80.9 B

Test Set Statistics; Specificity 61.5

Test Set Statistics: ROC Positives 1.84

Test Set Statistics: ROC Negatives 3.68
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Z4411: Liver & GOT/GPTT — % D E&H

ZHBDET VLD BRIZF| A L /-FeaturesH> 5, TiLFIBIZ X Y FeaturesZ2 B L TET V2 HE
WEL-, FERIEE6DRL 2L AR,

UTICET MBER QMY = ) — &Rl 5.

HE BIREM
Select Training Set : Select Starting Project | Liver_training
for Training

Select Training Set : Select the response | LG
variables

Select Training Set : Edit Training Structures | (Default)
Build Knowledge : Add or Create Additional | Rule£: : Scaffold Generation(9) (Default)
Structural Rules

Build Knowledge : Filter Structural Rules Filter Structural Rules (Default)
Build Knowledge : Review Structures Rules | No Edit (Default)

Template

Select Features : Manually Selected

Build Model : Automated Model Building (Default)

¥Z-Scorel JK f5,(-2~ 2D §i F) TR & B Features# 2 THIBR L7z, £7-,Z-Scoren NV H DI,
Mean LG230.3-0.6D [E]1Z 72 A Features % &4+ L 7=
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Trese ave the features that will be moladed in the model

!.Nsne Frequercy |L0 |z—s«n 10 [fai-s-y-u Moar L0 [su Dev 10 L3 ’
e e e R ¢ e b T i
benzens, 1-halo-A-C-oscethand- ‘ 22 2694 10 on
;Fﬁ‘ﬁdtrzmuwﬂf‘ 4 2142 e = 11 10 og
|berzans, 1-tromo=3-tharo- 4 2M2 e84 10 00
ilm-cuk ahepd ) 2142 2 10 ()]
Ecafiok] 140 1 217 M 07 [IE 1
aog, 1-abpi-2-halk- 1% 200 045 | e Ga%sTY
soaflald 160 18 205 o845 {783 DABTT
ald 119 141 2082 256 05461 [Er D
{Seafiold 117 7 279 2889 wiEN 047

2689 Ji5H

ok 154
flokd 149

=
=
= |
;

;:2:0:;. 4 » 2058 3013 03077 GAGTS
[corboxrlans, oyt o 2040 FA2% daxm2 (o0 ]
fepae o ree oy aers e
Featwes M2 Semclod Foalwes2d  Congowdel  Seisciad Conpoundsfdl

ATz Modelt# SE D5 R % Fedl L 7z,

HE BINRM

Build Knowledge 103 Rules (Scaffold Generation(9))

Select Features 179 Selected Features

Prediction Model Name PredictiveModel (Run#21)

Type Partial Logistic Regression

Factor Count 4

Training Set Statistics: Concordance 73.0

Training Set Statistics: Sensitivity 85.1

Training Set Statistics: Specificity 62.4

Training Set Statistics: ROC Positives 1.98

Training Set Statistics: ROC Negatives 4.8

Test Set Statistics: Concordance 70.0

Test Set Statistics: Sensitivity 81.7

Test Set Statistics: Specificity 59.9

Test Set Statistics: ROC Positives 1.78

Test Set Statistics: ROC Negatives 3.74
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2214 12: Liver & Weight Liver” — % O &

Liver. Weight Liver D % [F BT —F (W) & LTEFT A EZHME L, FIRIFG6DR L £2<F

%0

UTICET NABER O~ ) — 28T D,

HE BIRR A
Select Training Set : Select Starting Project | Liver_training
for Training

Select Training Set : Select the response | LW3i¢
variables

Select Training Set : Edit Training Structures | (Default)

Build Knowledge : Add or Create Additional
Structural Rules

Rule#: : Scaffold Generation(10) (Default)

Build Knowledge : Filter Structural Rules

Filter Structural Rules (Default)

Build Knowledge : Review Structures Rules

No Edit (Default)

Template

Select Features : Automated Feature Selection - Automatically
select features (Default)

Build Model : Automated Model Building (Default)

¥ Liver, Weight_Liver ® T 1300130, £hLAM31E L 72 4E,

LLF iz ModeW#SE D5 R 2 F0# L 7=,

HE IR

Build Knowledge 111 Rules (Scaffold Generation(10))
Select Features 189 Selected Features
Prediction Model Name PredictiveModel (Run#17)
Type Partial Logistic Regression
Factor Count 3

Training Set Statistics: Concordance 73.8

Training Set Statistics: Sensitivity 83.8

Training Set Statistics: Specificity 62.8

Training Set Statistics: ROC Positives 2.47

Training Set Statistics: ROC Negatives 353

Test Set Statistics: Concordance 68.9

Test Set Statistics: Sensitivity 79.2

Test Set Statistics: Specificity 57.6

Test Set Statistics: ROC Positives 2.05

Test Set Statistics: ROC Negatives 2.53

Z5{#13: Liver & Weight Liver7 — % O &4
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FH120FT ND> 5 Mean LWA30.3LL F0.65R1# D Features® R4 L TEF L2 HEE L=, FIBITE

e & 2 < [FER,

UTICET NMEEROREY < ) — 28T 5.

BH

BIREH

Select Training Set : Select Starting Project
for Training

Liver_training

Select Training Set : Select the response | LW
variables
Select Training Set : Edit Training Structures | (Default)

Build Knowledge : Add or Create Additional
Structural Rules

Rule#: : Scaffold Generation(10) (Default)

Build Knowledge : Filter Structural Rules

Filter Structural Rules (Default)

Build Knowledge : Review Structures Rules

No Edit (Default)

Template
Select Features : Manually Selected ¢
Build Model : Automated Model Building (Default)
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These are the features that will be included in the model

Z-Score: LW |Chi-Square: | Mear: LW Std Dev: LW | LW

2414 532 06354 0.4838
1.909 314 06429 04835

Features:189 Selected Features 44

LAFIZModeli& S it B2 ik L 7=,

Compounds:808 Selected Compounds:808

RE

BIRRH

Build Knowledge

96 Rules (Scaffold Generation(10))

Select Features

145 Selected Features

Prediction Model Name

PredictiveModel (Run#19)

Type _

Partial Logistic Regression

Factor Count 2
Training Set Statistics: Concordance 705
Training Set Statistics: Sensitivity 86.9
Training Set Statistics: Specificity 52.8
Training Set Statistics: ROC Positives 1.99 i
Training Set Statistics: ROC Negatives 3.73
| Test Set Statistics: Concordance 68.1 ,
Test Set Statistics: Sensitivity 85.5 I
Test Set Statistics: Specificity 49.2
Test Set Statistics: ROC Positives 1.82
Test Set Statistics: ROC Negatives 3.13 |
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24414 Liver & Weight Liver7T —# D&+

EH120FT B FRROFIR TFeatures B L TET A EME L1, FIRIIZHF6ORL 2< [F

%,

LUTFIZETNMBERFOREY~< ) — 20T 5.

RE

BREN

Select Training Set : Select Starting Project
for Training

Liver_training

Select Training Set : Select the response | LW
variables
Select Training Set : Edit Training Structures | (Default)

Build Knowledge : Add or Create Additional
Structural Rules

Rule#s : Scaffold Generation(10) (Default)

Build Knowledge : Filter Structural Rules

Filter Structural Rules (Default)

Build Knowledge : Review Structures Rules
Template

No Edit (Default)

Select Features :

Manually Selected
¥

Build Model :

Automated Model Building (Default)

¥ Mean LW#530.294-0.7 1t B PN TZ-Score i3 K& (-2~ 2D & F)IZ H B FeaturesZ R4 LT, 5

NEBE L, THORTER L featuresZHIBR L TET AV ZHBE LI,
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Theis are the leatwes thal will be nckaded i the nodal

Moo [ﬁw LW 2-8ctos U [ Oh-Saurs: [Moan LW [ 54 Do W [
Seattold 22 = RTEE 2168 A5 013333 namr (
1=barzens~cartorrls soad = Eatese 2 3EW 03429 0£36 4
etrer. skyl o fas=T 2408 8072 (
13 T 1S ‘».‘A‘.‘J [
Scalfold 33 w0 I RRkA 2548 748 {
benzerw, 1=suoryl 1] LT -2 A2 [
otk amade (HHAY e e L 2 3B [
1
1ert=anme 45 IR 2008 t
carboxyse acid sy~ 4% A -2065 (
Sastfols 37 =] MEDIRE 2404 (|
Sealtols 31 ] AT 2074 20 0 2R3 oang (
carbonyd, phaoyt- {117 TAEARESS 8] TAZV 03825 LET (
Scatfold 46 &3 EE e 220G 3623 15953 DT (
carbexylate e Eaate———1 -21% 4303 £2073 08027 €
cxycarbonyd, O-alkyt- &0 fe=o s - =1 2022 3632 E4135 D& {
Caboxyhe a0 00 =TS -214 4108 042 04 {
Catboey e 213 A8 42 Q4% [
Scalfold 126 bAl] SRS 2% 4068 04237 Qea5s (
re =, R (

Scalfok %6

Scalfold X8 e = 2400 4501 L Jerrad L] :
e T - :
Feabrez188  Sslecled Fostres17 Compourd: 806 Brk;;ﬁu;;;
LAT I ModeMBEEDFE R 2R L7,
HE BINRH
Build Knowledge Rules (Scaffold Generation(10))
Select Features Selected Features
Prediction Model Name PredictiveModel (Run#22)
Type Partial Logistic Regression
Factor Count
Training Set Statistics: Concordance 73.5
Training Set Statistics: Sensitivity 83.5
Training Set Statistics: Specificity 62.6
Training Set Statistics: ROC Positives 245
Training Set Statistics: ROC Negatives 3.46
Test Set Statistics: Concordance 69.0
Test Set Statistics: Sensitivity 79.2
Test Set Statistics: Specificity 57.9
Test Set Statistics: ROC Positives 2.06
Test Set Statistics: ROC Negatives 2.54

FiE15: EHTIOTTNTHBM L TR Sh I EEHBEL O O FRET N OVER

ZUETOE T MATRRE DT (0%RE) b D D4 RIEITEL \(S0%RHE), ZDETNMICLY TEEME]
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EFRSNTALEHEPLTRET NV EEHEL, FTAMEICRERALRSENIZOVTU T CR
LI RFTOFRET AL THMEL FRISWIS86LAME FL—=2FEy PE LTEFALHE

_—

ELXE,
& 7 DETIL(Run#15)
+ - Total | Concordance | 74.6

LGW + 421 41 462 | Sensitivity 91.1

- 184 182 346 | Specificity 52.6

808

UTFIETNVBEROEEY < ) —2TRT 5.
HE BIREH
Select Training Set : Select Starting Project | conditionl]_positives
for Training
Select Training Set : Select the response | Liver_conv2 (1)
variables

Select Training Set : Edit Training Structures | (Default)

Build Knowledge : Add or Create Additional
Structural Rules

Rule#: : Scaffold Generation (1) (Default)

Build Knowledge : Filter Structural Rules

Filter Structural Rules (Default)

Build Knowledge : Review Structures Rules

No Edit (Default)

Template
Select Features : Automatically Selected
Build Model : Automated Model Building (Default)

LA T IZMode WA S DfE R A4 To#k L 7=,

HE BIRR

Build Knowledge 96 Rules (Scaffold Generation(10))
Select Features 207 Selected Features
Prediction Model Name PredictiveModel

Type Partial Logistic Regression
Factor Count 3

Training Set Statistics: Concordance 77.3

Training Set Statistics: Sensitivity 68.5

Training Set Statistics: Specificity 84.9

Training Set Statistics: ROC Positives 3.89

Training Set Statistics: ROC Negatives 3.14

Test Set Statistics: Concordance 727

Test Set Statistics: Sensitivity 62.9

Test Set Statistics: Specificity 81.0

Test Set Statistics: ROC Positives 2.85

Test Set Statistics: ROC Negatives 2.55

EHTDET N DTraining Seti 4 5 FHIBEE & <5 &, Concordancel$74.6%7)> 5 77.3%~ & 24k
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BT ETRES ER > TWBE DD, Sensitivityl91.1%70> 568.5%~ & KIGIZTA>TW5,
Specificityl$52.6%7> 5 84.9% ~ & EAS o TV 5,
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344 FRHETALODE LD 2

BETFTNAOFRFEE DO (Training SetlZ 3 5 FHlEE 2 R T)

St FPL—=y | 514 | Featur Featuresi& R 5 i Conco | Sensi | Speci
Z¥ o b e rdance | tivity | ficity

%1 | Liver_conv | Run#10 207 Automatic 87.1 50.3 | 96.7

{2 | Liver_conv | Run#ll 156 Manual(Mean 2% 0.3-0.6 & 72 | 87.3 43.6 | 98.6
% Features % Bx41)

2443 | Liver_conv2 | Run#12 207 Automatic 77.5 534 |[91.4

Zg{&4 | Liver_conv2 | Run#4 624 Manual(Mean 7% 0.3-0.6 & 72 | 80 62.3 | 90.2
% Features % [ 4})

Z{%5 | Liver conv2 | Run#l3 283 Manual(Mean 75 0.1-0.6 & 72 | 80 56.3 | 93.4
% Features % f&4})

k6 | LGW Run#14 193 Automatic 74.9 88.3 | 56.9

% LGW Run#15 134 Manual(Mean 2% 0.3-0.6 & 72 | 74.6 91.1 52.6
% Features % &4} 72 &)

&8 | LG Run#16 207 Automatic 73.5 824 |65.7

&9 | LG Run#18 179 Manual(Mean 2% 0.3-0.6 & 72 | 71.3 828 |61.3
% Features & R4} 72 &)

10 | LG Run#20 187 Manual(Mean #% 0.3-0.7 T | 73.8 84.4 | 64.5
Z-Score S X 2#FHIN L A B
Features ® 7 % [ 44)

Z&f11 | LG Run#2] 179 Manual(Z-Score 23 /v U (£ | 73.0 85.1 |[624
2)Features % 2 T Hll bR

12 | LW Run#17 189 Automatic 73.8 83.8 |62.8

Zf13 | LW Run#19 145 Manual(Mean 2% 0.3-0.6 & 72 | 70.5 86.9 |52.8
% Features & BR7} 72 &)

%14 | LW Run#22 Manual(Mean LW730.294-0.7 | 73.5 83.5 |62.6
TZ-Score s £ 256 A & 72
% Features D 4 % F&4})

2415 | Liver_conv2 | Predictive | 207 Automatic 77.3 68.5 | 84.9

Model( &

FRL)
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3-5. ZHFADETFN L EHETOET L EORERET LV OTFRIHKE OB

[HF&]

ZEAD T T NI RENIER ICE < WA EEMEV, RETOET VXM EEN S RN
BV, # - TR bDETFARHEMANICHEHAS DY THESEEZTFRT 2L TRVEERSBELRS
LEZBND, HEPHEASDODEEETLOFARELZUTOFIETRS L,

[ 7 EEAEBE

(1) Leadscope Task Wizard G, “Build Predictive Model” %7 U v 27 L. ZRiF4(Run#d)d 5V THRH
I(Run#15)DEF L % 38IR LTz,

(2) Predictive Data Miner[@#l CReview R & % 7 U v 7 L, HHET L OFLEMIIHT 2 TFHRIES
BEALLy F— MERTRTIYE, TOT—F EExcel~a ' — « X— R + LEEE, BBHED
HASbEEEH L, EHABRILUTOLIILRD,

Liver_conv2 54 47 | 4% LGW ¥4 FHT7 | B8
— = — 196 - — - 180
- - + 263 = = i 3 130
== + = 2 —_ = - 2
= + i 48 — + + 29
— (B + 6 — (@ A ) + 5
+ = — 15 + - = 31
+ - + 95 + = + 228
+ + — 10 + + = 10
+ + + 172 + + + 191
-+ (#E AN + 1 + (A8 41) + 2

total 808 total 808

[R5 R]

FRRIZBVTRMSE M7 TREMBMER B L RWSESITTRIATREL B2 L, TRREER
r—ADLEH L, £io. &M4idLiver conv2, FHTRLGWET—F Y L LTWHDT,
FHlxt 8 & 72 5Z % ELiver conv2 ELGWD2EY B 5720, F2OF—F & v MIBET S THRE
RELUTORICE LD,

EH4LEHTETILOHEE %
& - total | concordance | 85.38
. + 1 172 15 187 | sensitivity 91.98
2
Liver_conv2 =g 196 | 244 | specificity | 80.33
431
FRATEALSMORIE®): | 53.34

l (&4t 1 ETLOHEY [ o |
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Appendix 9

+ = total | concordance | 86.08
— + | 191 31 222 | sensitivity 86.04
— 29 180 | 209 | specificity 86.12
431
FRTHEZIELSHOBE®): | 53.34
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