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Supplementary Table 1. Energy decomposition analysis of the interactions between PFOS and ECF-FolT2.
	Object
	Interaction energies of PFOS to ECF-FolT2 (kcal/mol)

	Total interaction energy (ΔEint)
	-32.67

	Electrostatic energy (ΔEels)
	-24.65

	Exchange (ΔEx)
	-12.71

	Pauli repulsion (ΔErep)
	70.17

	Exchange repulsion (ΔExrep = ΔEx + ΔErep)
	57.47

	Orbital (ΔEorb)
	-13.27

	DFT correlation (ΔEDFTc)
	-23.25

	Dispersion correction (ΔEdc)
	-28.98

	Coulomb correlation (ΔEC =ΔEDFTc + ΔEdc)
	-52.22





Supplementary Table 2. Primer Sequence Information of the construction of pETDuet-1-EcfA-EcfA’ and pRSFDuet-1EcfT-FolT2.
	Primer
	Primer sequence
	Restriction site

	EcfA-for
	aaaaaccatggatggcaatcgctttcgaaca
	NcoI

	EcfA-rev
	aaaaaaagcttctaccaatgacgaaaaatta
	BamHI

	EcfA’-for
	aaaaacatatgatgacagaaaatatcattag
	NdeI

	EcfA’-rev
	aaaaactcgagaatcgctttcgaacacgtaa
	Xhol

	EcfT-for
	aaaaaggatccatgtctaattttatctttgg
	BamHI

	EcfT-rev
	aaaaaaagcttctaccaatgacgaaaaatta
	HindIII

	FolT2-for
	aaaaacatatg atgtttgccattgtcttcaa
	NdeI

	FolT2-rev
	aaaaactcgagttatttattcaaacgggctt
	XhoI
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