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Fig. S1) MP2/aVDZ structures, CCSD(T)/aVDZ and

CCSD(T)/aVDZ:MP2/aVDZ relative energies (AE.) of five lowest
energy OH (H,O)s conformers.
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Fig. S2) MP2/aVDZ structures, CCSD(T)/aVDZ//MP2/aVDZ and
CCSD(T)/aVDZ:MP2/aVDZ relative energies (AE.) of five lowest
energy OH (H,0)y conformers.
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Fig. S3) MP2/aVDZ structures, MP2/aVDZ ZPE-corrected relative
energies  (AE,), CCSD(T)/avVDZ//MP2/aVDZ and ONIOM
CCSD(T)/aV(D,T)Z: MP2/aV(D,T)Z relative energies (AE,) of the five
lowest energy OH (H,0);o conformers.



1.5+ @ CCSD(T)/aVDZ//MP2/aVDZ (AEs) n=11
1 ® ONIOM CCSD(T):MP2 (aVDZ) (AEe)
195 ® ONIOM CCSD(TYMP2 (@VT2) (AEo) ¥y
"7 { O MP2/aVvDZ (AE.) 3
1 o MP2/avDZ (AE,)
=°~ 1.0 O MP2/aVTZ (AEe)
= ]
— 4
@ 0.75
o r
x £
' r
w ]
W 05
0.25
0.0 ]

I I I I I
11w-l 11w-ll 11w-lll 11w-IV 11w-V

. g

.A x‘La &’}1 m*q .:‘ ot
L e S

Fig. S4) MP2/aVDZ structures, MP2/aVDZ ZPE-corrected relative
energies (AE,), CCSD(T)/aVDZ//MP2/aVDZ and ONIOM
CCSD(T)/aV(D,T)Z:MP2/aV(D,T)Z relative energies (AE,) of five
lowest energy OH (H,0),, conformers.
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Fig. S5) MP2/aVDZ structures, MP2/aVDZ ZPE-corrected relative
energies
CCSD(T)/aV(D,T)Z:MP2/aV(D,T)Z relative energies (AE.) of the
five lowest energy OH (H,0);, conformers.

(AE,), CCSD(T)/aVDZ//MP2/aVDZ and ONIOM
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Fig. S6) MP2/aVDZ structures, MP2/aVDZ ZPE-corrected relative
energies (AE,), and ONIOM CCSD(T)/aV(D,T)Z:MP2/aV(D,T)Z
relative energies (AE.,) of the five lowest energy OH (H,0):3
conformers.
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Fig. S7) MP2/aVDZ structures, MP2/aVTZ relative energies (AE,),
MP2/aVDZ ZPE-corrected relative energies (AE,), and ONIOM
CCSD(T)/aV(D,T)Z:MP2/aV(D,T)Z relative energies (AE.) of the
five lowest energy OH (H,0),4 conformers.
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Fig. S8) MP2/aVDZ structures, MP2/aVTZ relative energies (AE,),
MP2/aVDZ ZPE-corrected relative energies (AE,), and ONIOM
CCSD(T)/aV(D,T)Z:MP2/aV(D,T)Z relative energies (AE.) of the
five lowest energy OH (H,0),5 conformers.
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Fig. S9) MP2/aVDZ structures, MP2/aVTZ relative energies (AE,),
MP2/aVDZ ZPE-corrected relative energies (AE,), and ONIOM
CCSD(T)/aV(D,T)Z:MP2/aV(D,T)Z relative energies (AE.) of the
five lowest energy OH (H,0),¢ conformers.
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Fig. S10) MP2/aVDZ structures,

MP2/aVTZ relative energies (AE,),

MP2/aVDZ ZPE-corrected relative energies (AE,), and ONIOM
CCSD(T)/aV(D,T)Z:MP2/aV(D,T)Z relative energies (AE.) of the
five lowest energy OH (H,0O);; conformers.
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Fig. S11) MP2/aVDZ structures and relative energies (AE,),

B3LYP-D3/aVDZ ZPE-corrected relative energies (AE,),

ONIOM CCSD(T)/aVDZ:MP2/aVDZ relative energies (AE,) of the

five lowest energy OH (H,0),3 conformers.
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Fig. S12) MP2/aVDZ structures and relative energies (AE,),
MP2/aVTZ//MP2/aVDZ relative energies (AE,), B3LYP-D3/aVDZ

ZPE-corrected  relative  energies

(AE,),

and

ONIOM

CCSD(T)/aVDZ:MP2/aVDZ relative energies (AE,) of the five

lowest energy OH (H,0),¢ conformers.



