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1 Structures of the studied systems

Figure S1: Structures of the open (left) and closed (right) configurations of malondialdehyde substi-
tuted by –F on the positions 1 (top), 2 (middle) or 3 (bottom).
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Figure S2: Structures of the open (left) and closed (right) configurations of malondialdehyde substi-
tuted by –Cl on the positions 1 (top), 2 (middle) or 3 (bottom).
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Figure S3: Structures of the open (left) and closed (right) configurations of malondialdehyde substi-
tuted by –Br on the positions 1 (top), 2 (middle) or 3 (bottom).
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Figure S4: Structures of the open (left) and closed (right) configurations of malondialdehyde substi-
tuted by –CF3 on the positions 1 (top), 2 (middle) or 3 (bottom).
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Figure S5: Structures of the open (left) and closed (right) configurations of malondialdehyde substi-
tuted by the metoxi group on the positions 1 (top), 2 (middle) or 3 (bottom).
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Figure S6: Structures of the open (left) and closed (right) configurations of malondialdehyde substi-
tuted by the dimetilamine group on the positions 1 (top), 2 (middle) or 3 (bottom).
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Figure S7: Structures of the open (left) and closed (right) configurations of malondialdehyde substi-
tuted by the ethanamide group on the positions 1 (top), 2 (middle) or 3 (bottom).
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Figure S8: Structures of the open (left) and closed (right) configurations of malondialdehyde substi-
tuted by the nitro group on the positions 1 (top), 2 (middle) or 3 (bottom).
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