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1 SUPPLEMENTARY INFORMATION
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Table SI.1: Optimized force-field parameters according to equations (SI.1) - (SI.6).

Energy term Unit Parameter Value Parameter Value

Upol Å−3 aOC 0.080 aHC (wat/lig) 0.050
Å−3 aON 0.139 aHN (wat/lig) 0.050
Å−3 aHH (lig/wat) 0.500 aHH (lig/lig) 0.500
Å−3 aOH (wat/lig) 0.500

Urep Å−1 BOC 5.694 BHC (wat/lig) 6.699
Å−1 BON 5.113 BHN 6.773
Å−1 BHH (lig/wat) 7.000 BHH (lig/lig) 6.000
Å−1 BCC 4.140 BNN 4.500
Å−1 BCN 4.025 BOH (wat/lig) 5.900
kcal/mol AOC 2200000.0 AHC (wat/lig) 2200000.0
kcal/mol AON 2183089.5 AHN 68223.1
kcal/mol AHH (lig/wat) 75000.0 AHH (lig/lig) 75000.0
kcal/mol ACC 500000.0 ANN 100000.0
kcal/mol ACN 1000000.0 AOH 60000.0

Ushb
HN kcal/mol de 1.310

Å re 1.604
Å2 γr 2.598
rad2 γψ 0.115

ξ 0.031 γrt 0.300
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Figure SI.1: UV/vis spectra of CyMe4-BTP as a function of pH.
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Figure SI.2: Normalized UV/vis spectra as a function of water/methanol mixtures.

Table SI.2: Molecular structures of the different ligand conformations with corresponding relative
energies [kcal mol−1] on the B3LYP/COSMO level using the def2-TZVP basis sets and standard
COSMO radii.

cis/cis trans/cis trans/trans
iPr-BTP 0.0 +0.93 +2.21
CyMe4 0.0 +1.89 +1.29
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Figure SI.3: Comparison of the cis/cis and trans/cis CAM-B3LYP/def2-TZVP gas-phase spectra
of iPr-BTP.
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