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ENERGIES

Total molecular energy

Figure ESI1. Mean change in total IQA molecular energy of a water monomer 
inside a water cluster (relative to the isolated monomer’s energy, which is set to 
zero). Error bars represent ±1 standard deviation.
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Atomic self-energy

Figure ESI2. Mean oxygen IQA self-energy. Error bars represent ±1 standard 
deviation.

Figure ESI3. Mean hydrogen IQA self-energy.  Error bars represent ±1 standard 
deviation.
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Atomic interaction energy

Figure ESI4. Mean oxygen IQA interaction energy. Error bars represent ±1 
standard deviation.

Figure ESI5. Mean hydrogen IQA interaction energy. Error bars represent ±1 
standard deviation.
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Atomic exchange energy

Figure ESI6. Mean oxygen IQA exchange-correlation energy.  Error bars represent 
±1 standard deviation.

Figure ESI7. Mean hydrogen IQA exchange-correlation energy.  Error bars 
represent ±1 standard deviation.
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Atomic classical electrostatic energy

Figure ESI8. Mean oxygen IQA classical electrostatic energy.  Error bars represent 
±1 standard deviation.

Figure ESI9. Mean hydrogen IQA classical electrostatic energy. Error bars 
represent ±1 standard deviation.
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MULTIPOLE MOMENTS

Dipole Moment

Figure ESI10. Deflection of the molecular dipole moment. Blue represents that 
absolute deflection with respect to the initial vector, while orange represents the 
deflection in the z-axis (i.e. out of the HOH plane). Error bars represent ±1 standard 
deviation.
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Figure ESI11. Mean magnitude of the dipole moment of the central oxygen atom.  
Error bars represent ±1 standard deviation.

Figure ESI12. Mean magnitude of the dipole moment of the hydrogen atoms of the 
central molecule.  Error bars represent ±1 standard deviation.
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Quadrupole Moment

Figure ESI13. Mean magnitude of the quadrupole moment of the oxygen atom of 
the central molecule.  Error bars represent ±1 standard deviation.

Figure ESI14. Mean magnitude of the quadrupole moment of the hydrogen atoms 
of the central molecule.  Error bars represent ±1 standard deviation.


