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Table S1. Compounds used for the calculation of RESP charges and the corresponding RESP
derived charges for the constituting fragments of them macrocycles 10-13. Also given are the

corresponding atom types used for the AMBER calculations.
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Table. S1 Compounds used for the calculation of RESP charges and the corresponding RESP

derived charges for the constituting fragments of them macrocycles 10-13. Also given are the

corresponding atom types used for the AMBER calculations.
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