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Table S1 Optimized conditions for the analysis of target compounds using liquid chromatography-tandem mass spectrometry (LC-MS/MS).
	Liquid Chromatography conditions
	Mass Spectrometry conditions

	Flow rate
	0.3 mL min-1
	ESI ion mode
	Positive

	Injection volume
	2 µL
	CID Gas
	1.5 mTorr

	Column temperature
	25 ºC
	Drying gas temperature
	350 ºC

	Solvent A
	water
	Ion Trasfer Tube Temperature
	290 °C

	Solvent B
	 Methanol (0,1% formic acid/5Mm Ammonium formate)
	Capillary voltage
	3500 V

	Mobile phase gradient
	t (min)
	B (%)
	
	

	
	0
	2%
	
	

	
	1
	2%
	
	

	
	2
	50%
	
	

	
	9
	98%
	
	

	
	12
	98%
	
	

	
	12.1
	2%
	
	






Table S2 SRM Table used for LC-MS/MS determination of ATR and its metabolite residues

	Compound
	Retention Time 
	Precursor Ion
	SRM1
	SRM2
	EC (V)

	ATR
	7.5
	216
	146
	132
	23.4

	DEA
	4.5
	188
	104
	146
	16.4

	DIA
	4.0
	174
	145
	88
	12.5

	HA
	3.9
	198
	156
	86
	22.7

	DEHA
	3.1
	170
	128
	129
	18.2

	DIHA
	2.4
	156
	97
	86
	21.7





Table S3 Parameters used for exposure analysis of ATR and its DPs via ingestion and dermal pathways (US EPA, 2000; Sun et al., 2017).
	Parameter
	Unit
	Values
	

	
	
	Ingestion
	Dermal adsorbition

	Concentrations (C)
	µg/L
	-
	-

	Intake rate (IR)
	L/day
	2 for adult
	-

	Skin-surface area (SA)
	Cm2
	-
	18,000 for adult

	Permeability coefficient (Kp)
	Cm/h
	-
	0.004

	Exposure time (ET)
	Hour/d
	-
	1.5

	Exposure frequency (EF)
	Day/years
	365
	350

	Exposure duration (ED)
	Year
	24 for adult
	30

	Conversion factor (CF)
	L/cm3
	-
	0.001

	Body weight (BW)
	Kg
	70 for adult
	70

	ABS
	All
	0.001
	0.001

	Average Time (AT)
	Days
	25,550 for adult
	25,550 for adult

	RFD0
	µg/kg per day
	3.5E-2
	

	ABSGI
	1
	1
	

	SF0
	µg/kg day
	2.3E-1
	











Table S4  Water quality parameters of the sites sampled between the year 2020 and 2021.
	
	
	
	
	
	
	
	
	
	

	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	

	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	

	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	

	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	

	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	

	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	

	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	

	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	

	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	

	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	

	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	

	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	

	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	

	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	

	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	

	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	

	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	

	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	

	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	

	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	

	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	


                      *PSU = practical salinity unit
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	Sampling area
	
	
	
	Parameters
	

	Site number identification
	Site characteristics
	Site location
	Campaigns
	Salinity
(PSU)
	Dissolved Oxygen (mg/L)
	Temperature (°C)

	
	
	
	
	
	
	

	
1
(River water)
	
Sele River mouth
	
40°28′55”N 14°56′33″E
	November (2020)
	32.0
	7.88
	14.1

	
	
	
	February (2021)
	30.0
	6.82
	12.1

	
	
	
	April (2021)
	32.1
	10.9
	21.2

	
	
	
	July (2021)
	38.1
	11.2
	22.8

	
	
	
	
	
	
	

	
2
(Sea water)
	
River mouth
500m north
	
40°29′04”N 14°56′14″E
	November (2020)
	33.5
	7.90
	17.5

	
	
	
	February (2021)
	31.0
	7.01
	14.3

	
	
	
	April (2021)
	32.5
	10.0
	22.3

	
	
	
	July (2021)
	37.5
	10.8
	23.9

	
	
	
	
	
	
	

	
3
(Sea water)
	
River mouth 1000m north
	
40°29′12”N 14°55′56″E
	November (2020)
	33.6
	8.01
	18.0

	
	
	
	February (2021)
	30.6
	7.89
	15.5

	
	
	
	April (2021)
	34.2
	10.5
	20.7

	
	
	
	July (2021)
	37.1
	10.0
	23.5

	
	
	
	
	
	
	

	
4
(Sea water)
	
River mouth 1500m north
	
40°29′20”N 14°55′38″E
	November (2020)
	30.5
	8.55
	18.2

	
	
	
	February (2021)
	29.8
	8.00
	16.0

	
	
	
	April (2021)
	31.2
	10.9
	20.0

	
	
	
	July (2021)
	37.0
	9.88
	24.3

	
	
	
	
	
	
	

	
5
(Sea water)
	
River mouth
500m west
	
40°28′55”N 14°56′12″E
	November (2020)
	33.1
	7.56
	18.3

	
	
	
	February (2021)
	30.0
	7.50
	15.2

	
	
	
	April (2021)
	30.3
	9.90
	21.6

	
	
	
	July (2021)
	38.2
	9.70
	22.5

	
	
	
	
	
	
	

	
6
(Sea water)
	
River mouth 1000m west
	
40°28′55”N 14°55′50″E
	November (2020)
	31.4
	8.22
	19.0

	
	
	
	February (2021)
	28.9
	8.21
	15.5

	
	
	
	April (2021)
	29.9
	10.0
	20.3

	
	
	
	July (2021)
	38.0
	10.5
	24.8

	
	
	
	
	
	
	

	
7
(Sea water)
	
River mouth 1500m west
	
40°28′55”N 14°55′28″E
	November (2020)
	32.5
	8.80
	19.5

	
	
	
	February (2021)
	30.0
	8.56
	16.1

	
	
	
	April (2021)
	33.5
	11.1
	22.1

	
	
	
	July (2021)
	37.3
	9.60
	22.9

	
	
	
	
	
	
	

	
8
(Sea water)
	
River mouth
500m south
	
40°28′47”N 14°56′16″E
	November (2020)
	30.9
	8.30
	18.3

	
	
	
	February (2021)
	30.0
	8.01
	14.2

	
	
	
	April (2021)
	33.8
	10.5
	21.7

	
	
	
	July (2021)
	37.1
	9.66
	25.6

	
	
	
	
	
	
	

	
9
(Sea water)
	
River mouth 1000m south
	
40°28′39”N 14°55′56″E
	November (2020)
	30.9
	9.16
	19.2

	
	
	
	February (2021)
	31.4
	8.89
	15.1

	
	
	
	April (2021)
	33.4
	10.7
	22.4

	
	
	
	July (2021)
	37.5
	10.3
	24.5

	
	
	
	
	
	
	

	
10
(Sea water)
	
River mouth 1500m south
	
40°28′30”N 14°55′38″E
	November (2020)
	30.0
	9.33
	19.5

	
	
	
	February (2021)
	29.7
	9.02
	15.7

	
	
	
	April (2021)
	34.6
	11.0
	22.6

	
	
	
	July (2021)
	37.0
	10.0
	23.7


                      *PSU = practical salinity unit









	Table S5: Species and PNEC values used in this study

	PNEC 
	MOLLUSCS
	FISH

	ATR
	1,19
	4,77

	HA
	14,5
	58,2

	DEA
	0,66
	2,65

	DIA
	0,99
	3,97



Table S6: LOD and LOQ of each individual compounds in water, SPM and sediment phases
	
	WATER AND SPM
	SEDIMENT

	
	LOD (ng/L)
	LOQ (ng/L)
	LOD (ng/g)
	LOQ (ng/g)

	ATR
	4.95E-04
	1.65E-03
	1.11E-03
	3.71E-03

	HA
	1.23E-03
	4.08E-03
	1.35E-03
	4.51E-03

	DEA
	5.54E-04
	1.85E-03
	1.01E-03
	3.37E-03

	DIA
	4.78E-04
	1.59E-03
	1.14E-03
	3.81E-03

	DEHA
	5.98E-04
	1.99E-03
	1.04E-03
	3.47E-03

	DIHA
	6.72E-04
	2.24E-03
	1.23E-03
	4.10E-03



