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Thbale S1: The EDA results of [BesOg]?~ cluster using different charged fragments at the B3LYP-D3(BJ)/TZ2P level.
The most favourable fragments which are given by the smallest AEo, value are shown in red. AEsteric = AEpaui +
AEeistar. Energy values are given in kcal/mol. (S: singlet; D: doublet; T: triplet)

Fig. S1: The shapes of deformation densities (Ap) for EDA-NOCV analysis of [BesOs]?~ cluster. The isovalues of
the surfaces are 0.003 for Apor1y, 0.001 for Apor2)-3), 0.0003 for Aporb), and 0.0005 for Apoem). The direction of
charge flow is from red to blue. Energy values are given in kcal/mol.

Cartesian Coordinates for the structures shown in Fig. 1.
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Table S1: The EDA results of [BesOg]?~ cluster using different charged fragments at the B3LYP-D3(BJ)/TZ2P level.
The most favourable fragments which are given by the smallest AEo, value are shown in red. AEsteric = AEpaui +
AEeistat. Energy values are given in kcal/mol. (S: singlet; D: doublet; T: triplet)

Energy  O% (S) + BesOs (S) 0% (T) + BesOs (T) O~ (D) + BesOs™ (D)

AEin —441.27 —2209.80 —223.57

AEpauii 475.19 163.94 410.53

AEeistat —656.69 -542.89 -330.34

AEorb -256.88 -1827.97 —-300.88

Energy O (T) + BesOs? (T) 0% (S) + BesOs* (S) 0% (T) + BesOs* (T)
AEint -344.15 —1465.85 —6109.33
AEpayii 294.43 480.46 355.31

AEelstat -120.87 —1208.55 -1261.48

AEom -514.84 —734.87 -5200.28




Fig. S1: The shapes of deformation densities (Ap) for EDA-NOCYV analysis of [BesOg]>~ cluster. The isovalues of
the surfaces are 0.003 for Aporm), 0.001 for Aporb(2) - 3), 0.0003 for Aporma), and 0.0005 for Apors). The direction of
charge flow is from red to blue. Energy values are given in kcal/mol.
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Cartesian Coordinates for the structures shown in Fig. 1.

B2PLYP-D3(BJ)/aug-cc-pVTZ-optimized structures (in Cartesian coordinates) shown in Fig. 1.
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PBEO-D3/aug-cc-pVTZ-optimized structures (in Cartesian coordinates) shown in Fig. 1.
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