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| Test Set Statistics: Max Error [ 2.84 ]
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3-1-5. fIRMEIBEOHKEYOLERVIET—F &y bizESL FRIETAOME

h—=27F =ty POBBRARIZOWTIE, UTOEEAUMEIT AT [3-12. hL—=

I7TF—8%y bOFEHAR] ERCEBEZITo T,

(1) Select Content : Liver=00 ¥ (0% 3%4R L "Delete Selected Rows”% 2 ) 77 LHIER L7, Nex{i #

~&27Yv2 LIk,

(2) Select a Database : Create a new Source ID:{Z “Liver_training_positives” ##57E L7z,

(3) Import Structures and Data : project#: “Liver_training_positives” {Z L T, 73'3'5" Ve TR R LA

T, T—FDA »R—befTol,

FIEIT, Leadscope Task Wizard C, “Build Predictive Model” #384R L 7%, Select Training Set?D Z 7
v 7 Chb—=7F—F¥ vy MMZ “Liver_training_positives” %3%&4R L 7= LISME, 2T [3-1-3. 2

LEM7T—2 vy M FRETAME| LR CBERITo-,

3-1-6. FRIETF L ERER

UTFIZET VRO R < ) —2E#T 5,

HE

BREK

Select Training Set : Select Starting Project
for Training

Liver_training_positives

Select Training Set : Select the response | Liver (3)
variables
Select Training Set : Edit Training Structures | (Default)

Build Knowledge : Add or Create Additional
Structural Rules

Rule : Scaffold Generation (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)

(4) LLFIZModeMSEDFER R L T=,

HE BIREN

Build Knowledge 1 Additional Rule Set

Select Features 208 Selected Features

Prediction Model Name PredictiveModel

Type Partial Least Squares Regression
Factor Count 2
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Training Set Statistics: R-squares 0.382
Training Set Statistics: Press 61.3 B
Test Set Statistics: R-squares 0.125
Test Set Statistics: Press 86.8
Test Set Statistics: Std. Dev. 0.548 - -
Test Set Statistics: Max Error 1.82
FHETNLERET—F L O
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(5) RBHF—FERWZNL—=FF =Sy M LETAEMRE L2, Training SetiZ x4

HR-squareDfEIX, 2F —F v M BHBELELET NVD0.462H2 503821 TF L7z, 2L,
PRESS (BREDRF) 11346.00>5H613~& KIRIZHA Lic/oth, 2L U TTRRERSES
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RYQRET NV ThHIiTResidual Value=0DTHFTT v ¥ ACBARBEREN B REFENER
IIHEIR->TBLTRY DS,
RIZZ OFT N0 JEEIZ DV T Apply Predictive Model” B BE 218 - TR R L 7=,
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3-1-7. EF I [}
08z LT, 3-1-6THEL-EFAZEAL FRRELRI LI,

(1) Leadscope Task Wizard ©, “Apply Predictive Model” Z &R L7z (TH).

Project Creation Structure Classification
. B _—
Create a project Cluster structures
Modif - Classit
Project Browsing SAR Analysis

Generate scatfolds
Create R-group table
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(3) Select Test Set Project:  Projects -> Personal -> Liver_training % J#3R,

(4) Select Model: PredictiveModel 2 i%4R, LA TFRIEE T+ XTTF 74 FRETHED T,

(5) Predict:

Select Reference Property: FHllfER & LT 572D F/ET—# & LT, Liver_comv2(ilifeT — ¥ %
ARAFVLET—2)2 B8R LK (FE), Liver conv2iZ2OWTIE T2 : hL—=2FF—%#
ty hOXEE) #ER,

Select Reference Property (Optional

You can select a reference property from the test project to compare with the predicted values.
Optionally select a reference property:

2 Liver_training

El ) LeadScope-calculated
- [Mm

~[MMa

[ Law

- [0 Liver

[T tiver_cony

Li'-.-'F:r_ conva

-MMw

(6) Review Results:

TEOEDY Z ZRFRETNVIZE > TFRIESN-FEE#(LivenDE R M5 L ERD, EOYSS
ZIIEROFBMET —F (Liver_conv2)DE A R T AL ELM2E, WEDHEIZEWTEEDOEFTINMG L
TwWa,

Review Prediction Results

ﬂmmhmhﬂwﬂlbehlﬁd:hhpudiﬂh
Maleculer Spreadsheet Dataset Histosrams | Dataset Scatterplots |

300 800

260 | 500 |
200 | 200 |
150 | 200 |
100 | 200 |
60 | 100 |

T 08 10 12 14 10 18 20 22 24 28 28 30 +m 00
Liver G).PredictiveModel

Compounds808  Selected Compounds 515
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Review Prediction Results

These are the structures that will be included in the prediction.

Molecular Spreadsheet Dataset Histograms | Dataset Scatterplots |

300 800

]

o]

150—

100-

=

-m 08 10 12 14 106 18 20 22 24 20 28 30 += 10
Liver () PredictiveModel Liver conv2

Compounds08  Selected Compounds263

(7) BE
Liver_conv2=0l_% a3 A EMDE R F ZF A & Liver_conv2=11ZxfIET HEMMDE R R 7T AL HS

ShhTOhE, FOERMELE VR LB HBIT A Z LN TE 0, EEICIXEMEL B L
THMIIS PR DT, ZOTFHETALOFERARELWEELENS,
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3-2. BHEERT —F I T VHEZAVWVERESOTFRETNABE

(1) ISIS/Base% #£H) L, NIHS Ames database New.dbZ B§< .

(2) 2HREZITV., “Chem No A” - “Liver” 7 4 —/L FZSART—7 /L (Excell A 7L v F¥
— b)) IZHA LK,

(3) Excel ET, Liver>=1.6% “1” |Z, Liver<l.6% “0” I[ZE#L 7=,

(4) ZE#Ht%, “Liver datatxt” TERIFEL T,

32-L.bv—= TSty FOBRIFIAR

(1) Leadscope Hosted Client% £ 813 5,
(2) Welcome to the Import Wizard : wE2) o
(3) Import a file (SD file, Molfile, or text file): {Z “Liver datatxt” Z§ET 5,
(4) Selecta File Format : ELFD X 5 (28R L 7=,
- Import Wizard

ﬁ Leadscope Emterprise

———— e RN

Select a File Format

Sorect te oo | |

Data File Format Options " Structure ID Format Options |
| Select the delimiter character separating the text fields: =k Thestructure 1D 30 |
| @tab " comma  other [ £ o e firet e

" space ™ semicolon i@ Hield with name [ L] :

Other: { |

I~ The first row contains data set names 1 ] ; i
VP 08 I e N s AL DR T T A A e S ESe O 11 3 ¥

File Preview (this only contains the first few entries in the file)

Structwe /1D 5 Urnamed Dataset

10074
%za
3003001 &
189030024
18903008A
%}UA

28
18903014 A
189060078
[B905010A

(5) Select Content : 1 R — b THF—FNEEZRHERB LT,

S5
13

HEEEEEE
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i | nadscope Entorpeive = bport Wirnrd

Sekect Contem

wnohu,w e 1o inport?

I~ bt

ﬂd-&u
=i wupu nFin | Staxties /D Nremtil D
P ED Unraned Tarazet

| %m
o

. omimi

_].

b o b it waba by Chchineg the
kb neal W ity

Vou ol delete Jorse 0F 1he 10wE 10 b mpItec. by seiecting Tem then ghekimg 110

Select Data Types

mtypo___n datn.detmmm:hwﬂcmbaund For exampb unlynummc
Salaclutwefaramhdnm

Dataset Data Type Sample

Unnamed Dataset number ¥ 000,

(7) Edit Structure IDs : #1247 bTNexd K& > %22 U v 7 Lis,
(8) Edit Data : Unnamed Dataset’® “Liver_conv” (ZRename L7z,
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Leadscope Enlerprice - Import Wizard

Edit Data

You can change the data values in the spreadsheet: Find and Replace.. I

You can rename a selected data set &lick column heading to select: ' Rename Data Set. |

Structurs / ID Iummed Dataset {
1007A ﬁ“r'l’l»"ﬂf' Dataset = <M -
2012: Current data set name:

A Unnamed Dataset
A

{B903010A New data set name:

9030124 [Civer comd

1B903014A

9050078

A ok | Gancel |

A i
|o00003A L)

A [o0

A [0
|BS0S00BA Joo

1A oo -
T R e e T o ey T LT Sl AR L |

Save he_ |
(9) Calculate New Numeric Datasets : #3317 b FNex§ B ¥ > %2 ) v 7 Lz,
(10) Select a Database : database on your PC (Default) %3%#3R L 7=,
(11) Project to Modify : 7 — % % iB/N3" % Project4 iX “Liver_training” % i#4R L 7=,

You can choose to add these new datasets to a previously loaded project.
Select project to modify:

3« Personal

=] Liver
&8 iver training
ZE Liver_training_2

(12) Binning Schemes For New Datasets : Fae® X 2 IZF¥FE L 7=,
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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.

‘i Liver_cony
| % Generate binning scheme

{7 Use existing binning scheme

Binning Scheme: Autobinned-Liver_conv

* Higher values indicate a stronger correlation

" Lower values indicate a stronger correlation.

(13) Import Structures And Data : F32 L CFinisR % %27 U v 7 L1z,

3-2-2. FRIETFAOBE

2441 : DefaultZfE TOET UBEFER (Liver conv)

EFNVEEOBROEFHRIUTORDE ITBR LI,

HE

BIREH

Select Training Set : Select Starting Project
for Training

Liver_training

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

Build Knowledge : Add or Create Additional
Structural Rules

Rule#: : Scaffold Generation(6) (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)

<Model A 5 0D i >
HE BERE
Build Knowledge 95 Rules (Scaffold Generation(6))
Select Features 207 Selected
Prediction Model Name Predictive Model (Run#10)
Type Partial Logistic Regression
Factor Count 3
Training Set Statistics: Concordance 87.6
Training Set Statistics: Sensitivity 52.1
Training Set Statistics: Specificity 96.9
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Training Set Statistics: ROC Positives 43
Training Set Statistics: ROC Negatives 7.8
Test Set Statistics: Concordance 83.8
Test Set Statistics: Sensitivity 424
Test Set Statistics: Specificity 94.5
Test Set Statistics: ROC Positives 2.0
Test Set Statistics: ROC Negatives 6.3

25142 : Features% B8R L 7= & COETFT WMARERE R (Liver conv)

<GH20ET NMARESRY>
L FEDefault?d £ 7 WA %t L TEdit Predictive Model  Fl| fi L T Features % 37 L THERR L 7=,
HE B
Select Training Set : Select Starting Project | Liver_training
for Training
Select Training Set : Select the response | Liver_conv
variables
Select Training Set : Edit Training Structures | (Default)

Build Knowledge : Add or Create Additional
Structural Rules

Rule£: : Scaffold Generation(6) (Default)

Build Knowledge : Filter Structural Rules

Filter Structural Rules (Default)

Build Knowledge : Review Structures Rules

No Edit (Default)

Template
Select Features : Manually Selected Features
FRcE M
Build Model : Automated Model Building (Default)

Mean Liver_conv730.3LL k£~ 0.6 i © Feature % HI|F& L 7=,
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These are the features that will be included in the model

benzene, 1-alkyl- 4

sulfone

04444
04444
0.4444
0.45

04667
05
ns
0.5
|l] 5

[oxycarbonyl, O-(t-buty)- 2674
|benzene, 1-amino(NH2)-3-methyl- 2169 2674 06 06477 o

14 |
Featuwres207  Selected Features51 Compounds:808  Selected Compounds:323

<Modelt# HE D s >
HE RN
Build Knowledge 69 Rules (Scaffold Generation(6))
Select Features 156 Selected
Prediction Model Name Predictive Model (Run#11)
Type Partial Logistic Regression
Factor Count 6
Training Set Statistics: Concordance 87.3
Training Set Statistics: Sensitivity 43.6
Training Set Statistics: Specificity 98.6
Training Set Statistics: ROC Positives 8.0
Training Set Statistics: ROC Negatives 6.74 B
Test Set Statistics: Concordance 85.3
Test Set Statistics: Sensitivity 40.0
Test Set Statistics: Specificity 97.0
Test Set Statistics: ROC Positives 3.47
Test Set Statistics: ROC Negatives 6.23 -
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3 : Default TOET IV

Liver =0% “0” |2, FRLSHT “1”7 [ZZMBE, “Liver_data2 txt” TR1F L7=, % D% LeadscopelZ

Liver conv2) :

A AZx, Liver conv27—% & L, £DEEZAVWTFRET A EBELToT,

< Liver_conv2 % FV /= Default: {4 D€ 7 WA 4>
L FEDefault?d & 7 V{2 % L T Build Predictive Model % /) L T Features % %R L TERR L 7=,

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

Select Training Set : Select the response | Liver_conv2
variables

Select Training Set : Edit Training Structures | (Default)

Build Knowledge : Add or Create Additional
Structural Rules

Rule4 : Scaffold Generation(7) (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)
<Modeli# D R>

HE R

Build Knowledge 106 Rules (Scaffold Generation(7))

Select Features 207 Selected

Prediction Model Name Predictive Model (Run#12)

Type Partial Logistic Regression

Factor Count 3

Training Set Statistics: Concordance 17.5

Training Set Statistics: Sensitivity 534

Training Set Statistics: Specificity 91.4

Training Set Statistics: ROC Positives 3.55

Training Set Statistics: ROC Negatives 3.42

Test Set Statistics: Concordance 74.4

Test Set Statistics: Sensitivity 49.0

Test Set Statistics: Specificity 89.0

Test Set Statistics: ROC Positives 2.55

Test Set Statistics: ROC Negatives 3.04
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2444 : Features# Manual THUG#IR L& TOET AEERE R (Liver conv2)

HE BIR R
Select Training Set : Select Starting Project | Liver_training
for Training

Select Training Set : Select the response | Liver_conv2
variables

Select Training Set : Edit Training Structures

(Default)

Build Knowledge : Add or Create Additional
Structural Rules

Rule# : Scaffold Generation(4) (Default)

Build Knowledge : Filter Structural Rules

Filter Structural Rules (Default)

Build Knowledge : Review Structures Rules
Template

No Edit (Default)

Select Features :

Manual Selected Features

Build Model :

Automated Model Building (Default)

T 3218 01 CFeatures &R 2 1T- 72,

cdSelect Foolures

Manually Select Predictive Features

These ara the features that will be included in the madel.
Name Frequency | liver_conv Z-Score: Chi-Square: | Mean: Std Dev: liver_conv | Sou
liver_conv liver conv | liver conv liver_cony
Scatfold 1 141 L b i L 2.769 70 0.2908 04557 h Sc:lﬂ
Scaffold 2 36 ~1.854 2703 008333 02803 Se f
Scaifold 3 B =1.445 1.0m 00 00 Scal
Scalfold 4 13 -1166 06665 007662 02774 Scal
Scalfold § 6 =114 0.3427 00 0o Scal
Scalfold 6 6 -1249 06622 oo oo Scal
Scalfold 7 14 -1918 2614 0o oo Scal
Scaifold B 8 -1445 1011 0o oo Scat
Scaffald & 6 1249 06522 00 00 Scal
Scaffald 10 T 1467 09954 04286 05345 h Scal
Scaffald 11 7 -1.35 0.7769 0o ao Scat
Scatfald 12 6 -1249 05522 0o ap Scal
|Scaﬁuld 13 T -136 0.7769 0o oo Scal
{Scalfold 14 13 -1847 2267 0o oo Scal
!Scal!uld 16 5 -114 023427 00 0o Scal
o] ; s TN T % I '.[‘J
F a5 309 I Features Compounds:908 Selected Compounds:0
Add Features From Hierarchy l Shov Seltoted Fralee i Hdhave Boleetad Shbiince I
Add Calculated Descriptors I EHom Brlsated Bfriiclures _J Remove Similar Features {
Add Svuctural Rules | Show Unsslected Structures | T |

Add Calculated Descriptors % 3%4R L T, Leadscope Calculated Properties (AlogP + HBA * HBD -

Lipinski Score * MW + Parent Atom Count * Parent Molecular Weight + PSA + RotBond) % 3##R,
- Positive & Negative/t @B NS BT O E TN HFeaturelTHE TRV & E X L, Mean

liver_convAi, 0.3~0.5714DFeatures’ “Remove Selected Features” TR} L7z,
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<ModelH#FEDFER>
=B BRRH
Build Knowledge 324 Rules (Scaffold Generation(4))
Select Features 624 Selected
Prediction Model Name Predictive Model (Run#4)
Type Partial Logistic Regression
Factor Count 2
Training Set Statistics: Concordance 80.0
Training Set Statistics: Sensitivity 62.3
Training Set Statistics: Specificity 90.2
Training Set Statistics: ROC Positives 3.64
Training Set Statistics: ROC Negatives 4.17
Test Set Statistics: Concordance 75.5
Test Set Statistics: Sensitivity 5535
Test Set Statistics: Specificity 87.0
Test Set Statistics: ROC Positives 2.45
Test Set Statistics: ROC Negatives 3.41

<E />

RIFADETNIZHR LT, EiCFeatures X BRS$5 Z & CTRMEENB LT 20 ERNT 5,

<>
Big: [RaallRot:

(1) Leadscope Task Wizard T, “Edit Predictive Model” % 34R L 7=,

(2) Select Predictive Model 7 4 > F 7 T”Predictive Model (Run#4)” (20D FF /L) %1848 L

f:-
—e

(3) Predictive Data Miner[®ifj T”Select Features”% # U » 7 | Select Features™” - 2 K 72T

Manually select features % 3848 L 7= 1%, Nex§R& > %2V v 7 L1z,

(4) Leadscope Calculated Properties (AlogP -+ HBA + HBD - Lipinski Score *
Count * Parent Molecular Weight + PSA * RotBond) (ZBEIZE 7 /L DFeaturesiZ & FH T

72T, Add Calculated DescriptorsiI{EH L 72 2x o7z,

(5) Positive & Negative/lb 8B E R T OE E HFeatureiTEE TRV EE X B, Mean
liver_conv?i, 0.10) F ~0.65# ®>Features% “Remove Selected Features” TRE#b L 7=,

(6) LIRIZ, SETL2<RAROFIRTITo 7,
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<GSO T NABESRM>
HE BIRE
Select Training Set : Select Starting Project | Liver_training
for Training
Select Training Set : Select the response | Liver_conv2
variables
Select Training Set : Edit Training Structures | (Default)

Build Knowledge : Add or Create Additional
Structural Rules

Rule#: : Scaffold Generation(4) (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)
<Modelf 5 0 i 5>

HE BN

Build Knowledge 123 Rules (Scaffold Generation(4))

Select Features 283 Selected

Prediction Model Name Predictive Model (Run#13)

Type Partial Logistic Regression

Factor Count 2

Training Set Statistics: Concordance 80.0

Training Set Statistics: Sensitivity 503

Training Set Statistics: Specificity 93.4

Training Set Statistics: ROC Positives 4.85

Training Set Statistics: ROC Negatives 3.76

Test Set Statistics: Concordance 78.2

Test Set Statistics: Sensitivity 54.6

Test Set Statistics: Specificity 91.7

Test Set Statistics: ROC Positives 3.72

Test Set Statistics: ROC Negatives 3.55

FHIEF DR
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Compare predicted values with actual (training set)

'IIII.IIIIIII.IIIIIIIIl'll.ll...l._.llllll'l‘

LA R R R L L L T L R R R R R Ty

150

00 01 02 03 04 OB 00 07 08 08 10

B RSN EEE AN NSNS PN I NS I EEEEEEEREEEEEE

Predicted Probabilities (Actual Value = 1)

00 01 02 03 04 06 07 08 08 10w

LR e R RN NN Y TR i

Predicted Probabilities (Actual Value = 0)

SEEEESSYESGGEEENENE R AN,
s dNEEsEEEEEEEEEEEEAEES

True False Positive False Negative True Positive
Predicted ;
1 0
e
1 True :‘Eiﬁvos False :lzu;uiivus Goninriante 800
Sensitivity: 663
Specificity: 934
Actual FOG Positives: 486
3 False Positives True Negatives Pt menivae 010
34 481

Cross-Validation Results

Review validation results

Cross-Validation Results & test set)
Feature Gount 263, Best Factor Gount: 2

Gross—Validated R-square Prediction Residual Standerd Deviation Mex Error
R-square PRESS Std. Dev. Max Error
2o o 8 ]
00 = e 510 i ]
- 206 - 4 1.06
700 A 200 il ., " 500~ t . 100
195 - i 1
500 = . @0 - * 100 9 4 s 000024940
4 190 < 1
a0 - 195 ¢ 0 = 2.5l
d % 1 .
B 180 - . . 45
1000 =1 AT0 S el
Ao * e [SlEEE % 1 * L
i i 3 3 3 ¢ i H 5 9
Factor Gount Factor Count Factor Count Factor Gount

Mean Liver_conv2% 0.3~0.67>50.1~0.6/Z§EH % [X1F, = OFLF DFeaturesZ (B4 L TEF L2 4L

L=

G BENRTRoTLEI Z ENGholz, ZOREEL LTiX, Features/HE| D MT HR 7

D30 72728 Z Predicted Probabilities30.5L4 T D FHHELS 1 H3H8 % 7= 7= B false negativelb & W34 2 7=
fehbEZ b5 (Fa 27 hidPredicted Probabilities?30.5 % V) /)~ X VB M) Toskn K&
WEFIT TREME) LHBFLTW3),

Predicted Probabilities?50.3~04D&HIZ FHl S Ni-{LEHITIF & A FFeatures D72\ {EEHI TH S,
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BSOS YIZEE L TIEERIC TR ENE V. 0D, 4 %Ii3Predicted Probabilities =0.2
— [f&f4% ]|, Predicted Probabilities=0.6— (B, THUADr —2A->FRIFREE, LW OHEBIEZT
TEFAWMERTCENITEWVWEEZEZ BN,

LI TIE, FRIEFLVORE %R FiF 5725 IZGOT/GPT, Weight LiverD 7 — % $, E@IZ AN TET L
EHETD.

3-23. FRIETAOEED 1

&4 Response Scaffold E5 )14 | Featu Feature concor | sensit | specif
variables Generation# res selection dance | ivity | icity
41 | Liver_conv 1 (95Rules) | Predictive | 207 | Automatic 87.1 503 | 96.7
Model
(Run#10)
22 | Liver_conv 6 (69Rules) | Predictive | 156 | Manual(Me | 87.3 436 | 98.6
Model an?30.3-0.6
(Run#11) Pt o
Features %
2]
%3 | Liver_conv2 | 7(l106Rules) | Predictive | 207 Automatic 17.5 534 | 914
Model
(Run#12)
{44 | Liver_conv2 | 4(324Rules) | Predictive | 624 | Manual(Me | 80.0 623 | 90.2
Model an?30.3-0.6
(Runt4) Pl
Features %
BRSb)
%45 | Liver_conv2 | 4(123Rules) | Predictive | 283 | Manual(Me | 80.0 563 | 934
Model an?30.1-0.6
(Run#13) )
Features %
FRo)
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3-4. GOT/IGPT, FFEED A F I F—2 b ERIZANTEEF L OBE

3-4-1. Liver, GOT/GPT, [FEED A FVF—47 7 4 A OER

(1) ISIS/BaseZ #2#h L, NIHS Ames database New.dbZ B <,

(2) 2#HmFEEITV, {(“Chem No A” - “Liver” + “GOT/GPT” - “Liver Weight” 7 14—/ K}

ZSART—7 N (Excel R 7L » Fo— ) oA LT,

(3) Excel LT, UUT3lVW CTF—F2EH LT :
(DLiver, GOT/GPT. Liver_Weight®O\ " H0DHA “0" 12, THLIAT “17 128 L= EEZLGW
& L,
@Liver, GOT/GPTOWTNHLODEFE “0” 12, TNLSMT “1” BB LIEEZLGE L,
@Liver, Liver Weight D\ "L H0DJFE “0” 12, FHLIAT “1” ICFM L -EEZILWE Lis,

(4) EHi%E, F%% “LGW_datatxt”, "LG_data.txt”, "LW datatxt” > L TIRELT-,

342 bL—=ZF—¥¥y hORBAR
FIEEXEERMIZIE 3-5. hb—= ' F—FF v NOFRLIAL) IZHE- T,

(1) Leadscope Hosted ClientZ i E)3 5,

(2) Welcome to the Import Wizard : RELI) o

(3) Import a file (SD file, Molfile, or text file): IZ “LGW_data.txt” Z7FET 5,

(4) Selecta File Format: 7 74/ h CREL,

(5) Select Content : { " — M 57— ¥ NEEHERD LT,

(6) Select Data Types : numberiZ#§E L7z, T 74/ b,

(7) Edit Structure IDs : #EIITHOTNex{R& v %22 U v 2 Lis,

(8) Edit Data : Dataset® B3 FO"LGW Ko /= /e T 7 4+ F TNEXTRF v %227 ) » 7 Liz,
(9) Calculate New Numeric Datasets : #1217 I Nex{Bi 5 %22 ) v 27 L1z,
(10)Select a Database : database on your PC (Default) 2 %#4R L /=,

(11)Specify Target Folders (optional) : #R&EIZ/THTNext R & v %27 1) v 7 L1z
(12)Project to Modify : 7 — % % BINF 5 Project®s & L T “Liver_training” % %47 L /=,
(13)Binning Schemes For New Datasets : Fai® & 5 IZBRE L 7=,
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