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Figure S1.  ACD/ChromGenius Database Window.  Structures and retention times in the training set are added to the internal database for model generation.
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Figure S2.  Equation options selected during model generation.
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Figure S3.  Parameter options selected during model generation.
[image: M:\Net MyDocuments\Manuscripts\RT Prediction Comparison\Re split data\re split results and parameters pictures\Method coefficient options.png]
[bookmark: _GoBack]Figure S4.  Method coefficient options selected during model generation.
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Figure S5.  Similarity Search Options selected.
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Figure S6.  Model results screen with test set compounds.
image5.png
Similarity Search Options [ 32|
Select Snerity Coeffigent

] Tanimoto Coeffcent

7 Dice Coeficent

] Cosine Coeficent

71 Based on Hamming Distance Coeffient
-1 Based on Eucldean Ditance Coeffient
51 Based on GALAS LogP Simiarity

%
Records.
0.5000





image6.png
Results Edit View Qptions

§ sty oo Paonsins Subiy

ACD/Labs Help.

[B] LC-TOF Newton

1 |

4O nix

e}

CH;

CH,

ACDILabs Consensus LogP

Temperature: 35°C
H20/MeOH (95:5 v/v); 0.4 mM Ammonium Formate (pH 6.56)

Mobile Phase B: MeOH; 0.4 mM Ammonium Formate (pH 6.56)

radient: 75-20 25-808 (25 min); 20-OA 80-100B (15 min); 0-OA 100-1008 (5 min)
Flow Rate: 0.2 ml/min

©0: 0.5 min at Flow Rate: 0.2 ml/min

Elate Number: 25000

Instrurental Name: Agilent 1100/6210

olumn Neme: oroshell 120 EC-CE

Mobile Phase

Diameter: 0.2 em

Type of Chromatography
(© Normal Phase

© Reversed Phase.
(© Cation Exchange
(© Anion Exchange

Method Coefficient. 0.0042 | Correction Equation: None |

1-ChemSketch | 2-Results

3-History 4-CGDatabase

ACDILabs Consensus LogP





image1.png
Database

Plates

Options

ACD/Labs.

S (or]Or 1 WP DL O [aemoss Y B R OR R #

tep

Tie Table [ Defaut | Plates

Table of Peaks

Method Neme: LC-TOF Newcon

emperature: 35°C

H20/MeOH (95:5 v/v); 0.4 mM Ammonium Formate (pH 6.56)
cbile Phase B: MeOH; 0.4 mM Ammonium Formate (pH 6.56)

obile Phase

Flow Rate: 0.2 ml/min
£0: 0.5 min at Flow Reve: 0.2 ml/min
Plate Number: 25000

Tnstrumentel Name: Agilent 1100/6210
olum Neme: Poroshell 120 EC-CE

Diameter: 0.2 em

Tengen: 5 om
Logd User Data
L |rormila: CgHy 4CINg
MR EW: 215.6833
MW oncisotopic vasa: 215.053773
NA |<Double-click to enter new data item>
Cl o
Psa
N \ p
NH4</ N B
H;C N
CH; NH—\
CH;
ACDILabs Consensus Log?
[ o | A B8 | 11290016 1156:3 AU | SngieDB | | HPLC | ACDILabs Consensus LogP
1-ChemSketch 2-Results 3-History |4-CGDatabase

radient: 75-20 25-808 (25 min); 20-OA 80-100B (15 min); 0-OA 100-1008 (5 min)




image2.png
Equation Options.
Correlateby:
) Log(R - t0)

Paints per Parameter |3

Delta Error for New Parameter n Equation (0.01

Do notuse an Equation it
Parameter Error > [09 | =Parameter Coeff

[ Excude Bad Points:





image3.png
Parameter Options.

NormalPhose] Reversed Phase | Coton Exchange| Anien Exchange |_Gc |

Select Parameters to Use:





image4.png
Method Coefficient Options =]
ColoateMethod Coeficent as

Suitabity Coefficent
Product of Suitabity\ 1 |& Av. Simiarty Coefficent

Calaate Suitabity Coeficent as

sepiyoal | [ Aplyto.. |





