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Compound 1 d; H:-H reciprocal 35.6% d; H:C reciprocal 13.8% d; H-N reciprocal 4.3% d;
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H-O reciprocal 8.4% d; H-Br reciprocal 19.3% d; C-C reciprocal 10.7% d; C-=N reciprocal 3.8% d;
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C--Br reciprocal 0.6% d; N--N reciprocal 1.0% d; N--O reciprocal 0.2% d; N-Br reciprocal 1.4% d;
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Fig. S1 2D fingerprint plots and decomposed 2D fingerprint plots of observed contacts for 1.
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Compound 2 d; H-H reciproeal 29.9% d; H--C reciprocal 17.8% ; H-N reciprocal 7.4%
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H---O reciprocal 8.6% d; H--Br reciprocal 19.5% ; C--C reciprocal 8.2% C--N reciprocal 5.1% ;
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Fig. S2 2D fingerprint plots and decomposed 2D fingerprint plots of observed contacts for 2.
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Fig. S3 2D fingerprint plots and decomposed 2D fingerprint plots of observed contacts for 3.




