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1. Adjustments made to the similarity measure definitions

Corrections to scaling factors:
· the scaling factors of the CT5 (Consonni-Todeschini 5) metric have been corrected to α = +1 and β = 2
· the scaling factor β of the Den (Dennis) metric was corrected to β = 
· the scaling factor β of the Sco (Scott) metric has been corrected to β = 2 (this measure was not included in the present work as it was identified to give identical results to the RG, or Rogot-Goldberg metric by Todeschini et al. [1])

Checks to avoid division-by-zero (in addition to those published by Todeschini et al. [1]):
· 
SS3 (Sokal-Sneath 3): if any of the four addends would produce a division by zero, than that part is set to zero (the other parts are unaffected)

· 

Pe1 and Pe2 (Peirce 1 and 2): if the denominator would be zero, the similarity is set to zero (becomes 0.5 when scaled)


· 
CT4 (Consonni-Todeschini 4): if the denominator would be zero, the similarity is set to zero (stays 0 when scaled)




2. Supplementary tables and figures
Figure S1. One of the original plots produced by the SRD script (3VHE protein, WO3 bit selection and RES filtering rule) [2, 3]. Normalized SRD values [%] are plotted on the X and left Y axes (thus, the distance from the reference vector is represented by the column heights and the column distances from the origin as well). Cumulative relative frequencies of SRD values in the case of random rankings can be seen on the right Y axis. The plot on the bottom is a magnified version of the one on top.
[image: ]



Table S1. A part of the standardized data matrix for ANOVA analyses. Protein, Bits, Filtering, Metric (similarity measures), Symmetricity and Metricity were indicated as factors for ANOVA. The independent variable was the SRD values for the comparison.
[image: ]



[bookmark: _GoBack]Figure S2. Summary of the ANOVA results for the 44 similarity measures with the factor of the different filtering rules. The significantly differing measures are framed in red. The normalized SRD values are on the y axis and the filtering rules are in the following order on the x axis in each plot: INTS, NO, RES. (See next page.)
[image: ]
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