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Table S1. Selected hydrogen bonds lengths [A] and angles [°] for 1-8.

D-HA d(D-H) d(H--A) d(D--A) <(DHA)
1

C(4)-H(4)-- N(4) 0.93 2.52 3.448(6) 174

C(8)-H(8B)---S(1) 0.96 2.85 3.652(5) 142
2

0(2)-H(2A)-0(3) 0.87 1.89 2.740(4) 166

0(2)-H(2B) - -N(3) 0.89 2.01 2.854(4) 160

0(3)-H(BA)--0(2) 0.86 2.29 2.965(4) 136

0(3)-H(3B)--"N(8) 0.87 2.12 2.970(6) 165
3

C(1)-H(1)--"N(2) 0.93 2.59 3.304(3) 134
4

C(8)-H(8B) - F(12) 0.96 2.48 3.341(9) 149

C(17)-H(17)---F(7) 0.93 242 3.190(10) 140

C(17)-H(17)--F(8) 0.93 2.55 3.347(10) 144
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Intensity (a.u.)

C(21)-H(21)---N(5) 0.93 2.62 3.504(8) 159
5
C(1)-H(1A)--O(13) 0.96 2.43 3.348(7) 160
C(4)-H(4)-'N(2) 0.93 2.42 3.259(6) 150
C(12)-H(12)---N(5) 0.93 2.40 3.241(6) 150
C(15)-H(15)---O(11) 0.93 2.58 3.393(7) 146
6
C(1)-H(1)-*"N(3) 0.93 2.60 3.528(4) 173
7
C(2)-H(2C)---F(1) 0.96 2.53 3.338(5) 142
C(6)-H(6)'--O(4) 0.93 2.56 3.308 138
8
C(4)-H(4)F(2) 0.93 2.38 3.085(9) 132
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Figure S1. (a) Fluorescent spectra of complex 8 immersed into the water solutions as the
suspensions for 0 h and after 12 h. (b) Powder X-ray diffraction (PXRD) patterns of 8 (black for

calculated, red for experimental ones, and blue for the samples of 8 immersed into aqueous solutions

for 12 h).




