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Table S1. Calculated binding energies [kcal/mol] between VOC molecules and modeled sorbents

VOC GR GR_O GR_OH GR_hole TENAX
1-propanol -5.70 -8.86 -11.84 -6.27 -6.55
2-propanol -5.86 -8.98 -10.37 -6.95 -7.67
acetic-acid -4.72 -10.82 -14.75 -7.11 -9.07
acetone -3.92 -9.72 -11.51 -7.72 -7.91
butyric-acid -7.74 -12.90 -15.49 -9.51 -7.69
ethanol -4.39 -7.03 -10.50 -5.69 -7.63
isobytiric-acid -8.18 -13.27 -17.63 -8.45 -11.03
isoprene -10.40 -11.40 -11.57 -10.36 -9.24
n-pentan -8.42 -8.28 -9.60 -8.78 -7.38
propionic-acid -6.54 -12.27 -15.09 -8.19 -9.88

The data from this table was used to generate Figure 5 from the main text.
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