Supplementary file 1. Optimized DRAGON physicochemical descriptor set from iterative training in Figure 3A used to predict bee repellent compounds.
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Table S1.  DRAGON physicochemical descriptor set optimized to predict bee 
repellent compounds 



 
 
 



Name Description
Mor28e signal 28 / weighted by Sanderson electronegativity
CATS2D_03_NL CATS2D Negative-Lipophilic at lag 03
Mor28s signal 28 / weighted by I-state
Gu total symmetry index / unweighted
Eta_B eta branching index
RDF040m Radial Distribution Function - 040 / weighted by mass
ATSC4m Centred Broto-Moreau autocorrelation of lag 4 weighted by mass
RDF040v Radial Distribution Function - 040 / weighted by van der Waals volume
DLS_03 modified drug-like score from Walters et al. (6 rules)
GATS8i Geary autocorrelation of lag 8 weighted by ionization potential
DISPe displacement value / weighted by Sanderson electronegativity
Mor17m signal 17 / weighted by mass
MAXDN maximal electrotopological negative variation
TDB01e 3D Topological distance based descriptors - lag 1 weighted by Sanderson electronegativity
RDF035p Radial Distribution Function - 035 / weighted by polarizability
GATS2s Geary autocorrelation of lag 2 weighted by I-state
VE3sign_Dz(v) logarithmic coefficient sum of the last eigenvector from Barysz matrix weighted by van der Waals volume
H2s H autocorrelation of lag 2 / weighted by I-state
E1s 1st component accessibility directional WHIM index / weighted by I-state
SpDiam_AEA(dm) spectral diameter from augmented edge adjacency mat. weighted by dipole moment
ATSC2s Centred Broto-Moreau autocorrelation of lag 2 weighted by I-state
X5Av average valence connectivity index of order 5
Mor27s signal 27 / weighted by I-state
P2m 2nd component shape directional WHIM index / weighted by mass
SpMax2_Bh(s) largest eigenvalue n. 2 of Burden matrix weighted by I-state
P_VSA_p_2 P_VSA-like on polarizability, bin 2
IVDE mean information content on the vertex degree equality
L/Bw length-to-breadth ratio by WHIM
TDB03m 3D Topological distance based descriptors - lag 3 weighted by mass
SM15_EA(ri) spectral moment of order 15 from edge adjacency mat. weighted by resonance integral
H4p H autocorrelation of lag 4 / weighted by polarizability
CATS2D_04_NL CATS2D Negative-Lipophilic at lag 04
VE2sign_Dz(v) average coefficient of the last eigenvector from Barysz matrix weighted by van der Waals volume
GGI1 topological charge index of order 1
Mor28m signal 28 / weighted by mass
RTs+ R maximal index / weighted by I-state
Mor21s signal 21 / weighted by I-state
SpMAD_X spectral mean absolute deviation from chi matrix
RDF035i Radial Distribution Function - 035 / weighted by ionization potential
Mor28v signal 28 / weighted by van der Waals volume
MATS1e Moran autocorrelation of lag 1 weighted by Sanderson electronegativity
RDF010s Radial Distribution Function - 010 / weighted by I-state
TDB06s 3D Topological distance based descriptors - lag 6 weighted by I-state
P_VSA_LogP_3 P_VSA-like on LogP, bin 3
VE2sign_G/D average coefficient of the last eigenvector from distance/distance matrix
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