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Figure S1: Positive lonisation ESI Mass Spectrum of Af(1-40) along with the complex Af(1-40) and
Oleuropein
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Figure S2: experimental vs calculated values (from the QSAR model) of the analogues complexing
activity, based on the reduced model.
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Figure S3: Permutation testing on the generated QSAR reduced model (n=100 permutations)
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Figure S4: Permutation testing on the generated QSAR reduced model (n=250 permutations)
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Figure S5: Permutation testing on the generated QSAR reduced model (n=500 permutations)
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Figure S6: Validation of the QSAR model, T2 Hotteling testing for severe outliers of the reduced model
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Figure S7: Validation of the QSAR reduced model DModX testing for mild outliers



Tables

Table S1: Parameters used for the exploration of the non-covalent complexes between the Af
and the examined molecules

Capillary (kV) 3.5
Source (°C) 120
L.M. 4.7
H.M. 15.0
Collision Energy 5.0
M)

Sampling Cone (V) | 2.0
Desolvation (°C) 220
Cell Entrance (V) 2.0
Extraction Cone (V) | 2.0

Cone Off

Ion Energy (V) 0.5

Cell Exit (V) -10

Ion Guide: (V) 3.0
Desolvation (L/hr) 400

Pre Filter (V) 2.0

Scan range (m/z) 150-2000
Detector (V) 1900

Table S2: Cross validation testing

Number of groups (k) R? Q?
2 0.987 0.934
5 0.987 0.925
7 0.987 0.944
10 0.987 0.922
16 (Leave one out) 0.996 0.935




