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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. 

 

Molecule for the RESP calculation  Fragment in 10 - 13 
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 ca os 0.178214

-0.263456

-0.183601

0.061718

ha
0.176491

ha
0.032340

ha
0.168589

-0.230685
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t-Bu c3
Me c3

c3

0.2345

0.066446

-0.046598

-0.292512

-0.014728

-0.376981

0.161930-0.130335

-0.116961

-0.110349

0.256430

hc
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hc
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O

H H  
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0.756034

-0.508032
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-0.017943

-0.027132

-0.012954

-0.099066

0.060754

0.049722

0.035071

0.038423

0.002929
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