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Software 
 
Assay Expert: An optional integrated software prediction module for structural analysis and the identification of 
ionizable groups. Determine acidity/basicity and estimate pKa and log P values. Use the resulting data to optimize 
experimental design. (Fig. 2) 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
Figure 2. Assay Expert helps to design the optimal experiment using prediction methods licensed from ACD/Labs. 
 
 
 
 
 
 
 

SiriusT3 Configurations (# dispensers) 

 Fully Automated Single Vial 

Spectroscopic + 
Potentiometric 

SiriusT3 DTAu (6) 
 

Fully automated system including the dispenser 
module, titrator module, spectrometer, and 
autoloader. Suited for both potentiometric and 
spectroscopic use with 192 automated vial 
positions. 

SiriusT3 DTu (5) 
 
A ‘one vial’ system consisting of a dispenser 
module, titrator module and spectrometer. This 
system has both potentiometric and spectroscopic 
assay capabilities. 

  

Potentiometric 
only 

SiriusT3 DTA (5) 
 
A fully automated system including the 
dispenser module, titrator module and 
autoloader with no spectrometer. This system 
has potentiometric assay capability with use of 
192 automated vial positions.  

SiriusT3 Lite (3) 
 
A ‘one vial’ system consisting of a 
dispenser module and titrator module only. This 
system does not contain the spectrometer and 
autoloader, therefore allows automated 
potentiometric assay capabilities for 1 vial at a 
time. 

Assay Expert combines the predictive power of ACD/Labs with  
the automation & experimental precision of the SiriusT3 instrument.

Assay Expert dramatically decreases the time & resource 
required to design and optimize a successful experiment, 
thus increasing productivity.

Provide the compound structure, and Assay Expert 
provides the predicted pK

a
, logP and solubility obtained 

by ACD/Labs. Based on this information, the software 
suggests the optimal experimental design to precisely 
measure these values.

Assay Expert identifies ionizable groups in a molecule 
and provides color coding for acid/base behavior.  
This information, combined with the detailed SiriusT3 
experimental output, provides a complete picture of 
ionization, lipophilicity, and solubility behavior.
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Assay Expert is an accessory for SiriusT3 
software and must be purchased separately.

Assay 
Expert
Software upgrade
for SiriusT3
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