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Figure S1. Graphic comparison of the molecular weight (molweight) of cordycepin
with the mean value of molecular weights of all the dataset compounds (using
ProTox-1l Virtual Laboratory methodology).




Toxicity Model Report |

| Classification | Target | Shorthand | Prediction ‘ Probability
| organ toxicity | Hepatotoxicity [ i [ inactive [ o3
| Toxicity end points | Carcinogenicity | carcing | Inactive ‘ 0.68
| Toxicity end points | Immunotoxicity | immuno _ 0.99

| Toxicity end points | Mutagenicity | mutagen | Active ‘ 0.69

| Toxicity end points | Cytotoxicity | cyto | Inactive ‘ 0.58

| Tox21-Nuclear receptor signalling pathways | Aryl hydrocarbon Receptor (AhR) | nr_ahr _ 0.89
| Tox21-Nuclear receptor signalling pathways | Androgen Receptor (AR) | nr_ar _ 0.99

| Tox21-Nuclear receptor signalling pathways | Androgen Receptor Ligand Binding Domain (AR-LBD) | nr_ar_lbd _ 1.0
| Tox21-Nuclear receptor signalling pathways | Aromatase | nr_aromatase _ 0.91
| Tox21-Nuclear receptor signalling pathways | Estrogen Receptor Alpha (ER) | nr_er _ 0.95
| Tox21-Nuclear receptor signalling pathways | Estrogen Receptor Ligand Binding Domain (ER-LBD) | nr_er_lbd _ 1.0

Tox21-Nuclear receptor signalling pathways Peroxisome Proliferator Activated Receptor Gamma nr_ppar_gamma 0.80
(PPAR-Gamma)
sr_are 0.99

Tox21-Stress response pathways Nuclear factor (erythroid-derived 2)-like 2/antioxidant
responsive element (nrf2/ARE)

| Tox21-Stress response pathways | Heat shock factor response element (HSE) | sr_hse _ 0.99

| Tox21-Stress response pathways | Mitochondrial Membrane Potential (MMP) | sr_mmp _ ’T
| Tox21-Stress response pathways | Phosphoprotein {Tumor Supressor) ps3 | sr_p53 _ 0.81

| Tox21-Stress response pathways | ATPase family AAA domain-centaining protein 5 (ATADS) | sr_atad5 _ T

Figure S2. A screenshot of the output table for the ProTox-1l Toxicity Model Report
which demonstrates the expected probabilities of the main toxicities computationally
analyzed for cordycepin molecule inside the human body (using ProTox-I1 Virtual
Laboratory methodology).




