Experimental and DFT studies of the removal of pharmaceutical metronidazole from water using polypyrrole
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Table S1 Atomic net charges of the PPy before and after adsorption of metronidazole.
	Number
	PPy Atoms
	Before adsorption of metronidazole
	After adsorption of métronidazole

	1
	N
	-0.635
	-0.693

	2
	C
	0.098
	0.145

	3
	C
	-0.171
	-0.185

	4
	C
	-0.165
	-0.113

	5
	C
	0.279
	0.238

	6
	C
	0.374
	0.342

	7
	H
	0.362
	0.352

	8
	C
	-0.186
	-0.167

	9
	C
	-0.186
	-0.129

	10
	C
	0.374
	0.333

	11
	N
	-0.749
	-0.826

	12
	C
	0.279
	0.232

	13
	C
	-0.165
	-0.128

	14
	C
	-0.171
	-0.219

	15
	C
	0.098
	0.162

	16
	N
	-0.635
	-0.698

	17
	H
	0.209
	0.198

	18
	H
	0.189
	0.162

	19
	H
	0.164
	0.209

	20
	H
	0.361
	0.383

	21
	H
	0.177
	0.159

	22
	H
	0.177
	0.163

	23
	H
	0.362
	0.351

	24
	H
	0.209
	0.199

	25
	H
	0.189
	0.167

	26
	H
	0.164
	0.208




