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Table 1: Property Index used in supplemental information Table 2.
Key Property ID

wb97x_dz.energy P1
wb97x_dz.forces P2
wb97x_dz.dipole P3

wb97x_dz.quadrupole P4
wb97x_dz.hirshfeld_charges P5

wb97x_tz.energy P6
wb97x_tz.mbis_charges P7

ccsd(t)_cbs.energy P8

Table 2: Counts of data with matching geometries.
P1 P2 P3 P4 P5 P6 P7 P8

P1 4956005 4956005 2857397 2528080 4752778 4617229 4617229 489571
P2 4956005 4956005 2857397 2528080 4752778 4617229 4617229 489571
P3 2857397 2857397 2857397 2528080 2857367 2721818 2721818 296669
P4 2528080 2528080 2528080 2528080 2528050 2528049 2528049 265823
P5 4752778 4752778 2857367 2528050 4752778 4617229 4617229 470894
P6 4617229 4617229 2721818 2528049 4617229 4617229 4617229 459464
P7 4617229 4617229 2721818 2528049 4617229 4617229 4617229 459464
P8 489571 489571 296669 265823 470894 459464 459464 489571
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Table 3: Map from data set key to QM method/basis set.
Key QM Method/Basis set

wb97x_dz.energy wB97x/6-31G*
wb97x_tz.energy wB97x/def2-TZVPP

ccsd(t)_cbs.energy CCSD(T)*/CBS
wb97x_dz.forces wB97x/6-31G*
wb97x_tz.forces wB97x/def2-TZVPP

hf_dz.energy HF/cc-pVDZ
hf_tz.energy HF/cc-pVTZ
hf_qz.energy HF/cc-pVQZ

npno_ccsd(t)_dz.corr_energy NPNO-CCSD(T)/cc-pVDZ
npno_ccsd(t)_tz.corr_energy NPNO-CCSD(T)/cc-pVTZ
tpno_ccsd(t)_dz.corr_energy TPNO-CCSD(T)/cc-pVDZ

mp2_dz.corr_energy MP2/cc-pVDZ
mp2_tz.corr_energy MP2/cc-pVTZ
mp2_qz.corr_energy MP2/cc-pVQZ

wb97x_dz.dipole wB97x/6-31G*
wb97x_tz.dipole wB97x/def2-TZVPP

wb97x_tz.quadrupole wB97x/def2-TZVPP
wb97x_dz.cm5_charges wB97x/6-31G*

wb97x_dz.hirshfeld_charges wB97x/6-31G*
wb97x_tz.mbis_charges wB97x/def2-TZVPP
wb97x_tz.mbis_dipoles wB97x/def2-TZVPP

wb97x_tz.mbis_quadrupoles wB97x/def2-TZVPP
wb97x_tz.mbis_octupoles wB97x/def2-TZVPP
wb97x_tz.mbis_volumes wB97x/def2-TZVPP
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