Bayesian ITC

Measure- | Initial Volume Amount Initial de- | Injection Differential
ment injection of main | of main | lay(sec) spacing power
No. (ul) injections | injections (sec) (ucal s71)
(ul) (excluding
initial
inject.)
1 0.3 1.5 26 180 180 5
2 0.3 1.5 26 180 180 5
3 0.3 1.5 26 180 180 5.35
4 0.3 1.3 26 180 180 5.4
5 0.3 1.5 26 180 180 5
6 0.3 1.5 26 180 180 5
7 0.3 1.5 24 180 180 5
8 0.5 1.2 24 180 180 5
9 0.3 1.3 24 180 170 5
10¢ 0.3 1.3 19 180 170 5

2 published in Krimmer et al. [1]

Table A. Experimental parameters of ligand 1:thermolysin ITC measurements.
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Bayesian ITC

Measure- | Initial Volume Amount Initial de- | Injection Differential
ment injection of main | of main | lay(sec) spacing power
No. (ul) injections | injections (sec) (ucal s71)
(ul) (excluding
initial
inject.)
1 0.3 1.3 26 180 180 5.4
2 0.3 1.3 24 180 170 5
3 0.3 1.5 26 180 180 5.4
4 0.3 1.3 24 180 170 5
5 0.3 1.5 26 180 180 5.6
6 0.3 1.5 26 180 180 5
7 0.3 1.3 24 180 170 5
8 0.3 1.3 24 180 170 5
9 0.3 1.3 19 180 170 5
10¢ 0.3 1.3 19 180 170 5
112 0.3 1.3 19 180 170 5

@ published in Krimmer et al. [1]

Table B. Experimental parameters of ligand 2:thermolysin ITC measurements.
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Bayesian ITC

Measure- | Initial Volume Amount Initial de- | Injection Differential
ment injection of main | of main | lay(sec) spacing power
No. (ul) injections | injections (sec) (ucal s71)
(ul) (excluding
initial
inject.)
1 0.3 1.5 24 180 170 5
2 0.3 1.5 24 180 180 5.6
3 0.3 1.5 26 180 180 5.6
42 0.3 1.5 19 180 170 5
5 0.3 1.5 24 180 180 5.6
6°? 0.3 1.5 19 180 170 5
7 0.3 1.5 24 180 180 5.6
82 0.3 1.5 19 170 180 5
9 0.3 1.5 26 180 180 5.6

@ published in Krimmer et al. [1]
Table C. Experimental parameters of ligand 3:thermolysin ITC measurements.
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