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Figure 1: Composition of the 62 MeOH (left) and the 54 MeOH + 8 H2O (right) clusters used in
the force-field parameter assessment.

Figure 2: Calculated excitations in the 300 to 340 nm region calculated from the 50 MD snapshots
MeOH:H2O 1:1, t/t conformer.
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Figure 3: Hydrogen bonded structure of MeOH (left) and H2O (right) with corresponding com-
puted NMR spectra (top).
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Figure 4: NMR spectrum of iPr-BTP in pure CDCl3 at a concentration of 30 mM. The expansion
shows the Signals of minor species in the aromatic region.

Figure 5: Hydrogen bond network within the N2N1N
′
2 cavity of the c/c configuration.
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Figure 6: Change in NCCN torsional angle with increasing molar MeOH fraction.
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Table 3: Force-fields parameters dije [kcal/mol], rije [Å], ξij , γijr [Å2], γijψ [rad2] and γrt of the

hydrogen bond term Uhb.

NBTP OMeOH OH2O

NBTP -
OMeOH 12.40/1.472/0.268/0.533/15.20/0.10 3.29/2.656/-0.20/0.08/3.00/0.25
OH2O ref. 1 6.11/1.152/0.10/0.03/5.20/0.25 ref. 2

Table 4: Force-fields parameters dij of the dispersion term Udisp.

NBTP Cchain
BTP Cring

BTP CMeOH

NBTP 0
Cchain
BTP 850 1200

Cring
BTP 250 2350 2300

OMeOH 0 1200 0 1200
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