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This technical note describes a direct injection LC-MS/MS 

method for the quantitation of ultrashort- and short-chain per- 

and polyfluoroalkyl substances (PFAS) in beverages. The 

sensitivity of the SCIEX 7500 system enabled a simple direct 

injection approach and the use of dilution and smaller injection 

volumes to reduce matrix effects. Application of the method to 

24 beverage samples revealed the presence of several 

ultrashort- and short-chain PFAAs, where trifluoroacetic acid 

(TFA) dominated in detection frequency and concentration 

(Figure 1). TFA concentrations were at least an order of 

magnitude higher than the sum of all other PFAAs detected, 

with the highest levels observed in fruit- and vegetable-based 

juice and wine. 

Key benefits of the SCIEX 7500 system for 
analyzing PFAS in beverages 

• Leveraging sensitivity for direct injection: The SCIEX 7500 

system enabled direct injection and the use of dilution and 

smaller injection volumes to counter matrix effects 

• Good quantitative performance in matrix spikes: Recoveries 

of 80–120% and precision %CV <20% for most of the target 

PFAS were achieved in bottled water, tea, apple juice, sake and 

wine spiked at different concentrations. 

• Detection in real-world beverages: Sub-to-100s of µg/L of 

TFA and ng/L levels of other PFAAs were detected in drinking 

water, juice, alcoholic beverages and other assorted drinks. 

• Interlaboratory corroboration of TFA levels: Independent 

analysis showed good corroboration (<31% difference) of TFA 

levels between 2 different detection techniques. 

Quantitation of ultrashort- and short-chain PFAS in beverages by 
a direct injection LC-MS/MS method 

Figure 1. Detection of ultrashort- and short-chain PFAAs in beverages using a simple direct injection LC-MS/MS method on the SCIEX 7500 system. 
Representative extracted ion chromatograms (XICs) of TFA, PFBA and PFMS demonstrate their presence in assorted beverage matrices at concentrations ranging 
from ng/L to µg/L levels. The values in brackets represent the dilution factors required to dilute the sample prior to injection. 



 

Introduction 

While PFAS detection in beverages has received far less 

attention than food matrices,1 emerging data indicate the 

prevalence of ultrashort- and short-chain perfluoroalkyl acids 

(PFAAs) in beverages.2-5 Ultrashort- and short-chain PFAAs 

represent a subset of PFAS that are characterized by a chain 

length of 1–6 perfluorinated carbons (CF) (Figure 2). Given their 

water solubility and documented phytoaccumulation6, these 

chemicals presumably accumulate in aquatic environments and 

terrestrial plant tissues, resulting in exposure through drinking 

water and plant-derived beverages. In particular, trifluoroacetic 

acid (TFA) has been reported at concentrations of 10s–100s 

µg/L in fruit juices3 and wine4, compared to the ng/L levels 

typically observed for other PFAAs. This discrepancy is primarily 

due to multiple sources, such as the atmospheric degradation 

of fluorinated refrigerants, pharmaceuticals and pesticides,7,8 

contributing to the increased presence of TFA in the 

environment.  

Previously, we demonstrated a direct injection LC-MS/MS 

method with robust retention and quantitation of ultrashort-, 

short- and long-chain PFAAs in aqueous matrices.9 Here, 

further optimization enabled a similar direct injection approach, 

with the addition of dilution and a smaller injection volume to 

counter the matrix effects in more complex beverage matrices. 

Methods 

Chemical standards and samples: Native and isotopically-

labeled standards were purchased from Wellington Laboratories 

and Cambridge Isotope Laboratories. Assorted water and 

beverages were sourced from Toronto, Ontario, Canada.  

Sample preparation: MilliQ, bottled and tap water samples were 

spiked with isotopically-labeled internal standards at an in-vial 

concentration of 10 ng/L and directly injected without dilution. 

Pre-screened water with the lowest background levels of PFAS 

was used for the subsequent preparation of calibration 

standards and samples. For all other beverages, 10 mL of each 

sample was centrifuged at 4,000 rpm for 10 minutes, followed 

by diluting 1 mL of the supernatant with varying volumes of 

water, depending on the sample. Further in-vial dilution was 

performed with only water to maintain a 100% aqueous vial 

composition. 

A subset of these samples was independently analyzed at York 

University by direct injection on an ion chromatograph coupled 

to a quadrupole mass spectrometer (IC-MS). Experimental 

details of the IC-MS method are described elsewhere.10  

 

 

 

Figure 2. A structural overview of ultrashort-, short- and long-chain PFAAs. The varying chain length of perfluoroalkyl carboxylic acids (PFCAs, top) and 
perfluoroalkane sulfonic acids (PFSAs, bottom) is demonstrated by the number of CF in their structures. The water solubility of the PFAA is inversely correlated with 
the number of CF in the fluorinated chain. 



 

Chromatography: Chromatographic separation was performed 

on a Shimadzu Prominence LC system using a Luna Omega PS 

C18 as the analytical column (150 x 2.1 mm, 3 µm, Phenomenex 

P/N: 00F-4758-AN) and a combination of a Luna Omega PS C18 

(50 x 3 mm, 3 µm, Phenomenex P/N: 00B-4758-Y0) and a 

Biozen Glycan (100 x 2.1 mm, 2.6 µm, Phenomenex P/N: 00D-

4773-AN) as the delay columns. A flow rate of 0.4 mL/min, an 

injection volume of 10 µL and a column temperature of 45oC 

were used. The LC gradient used is shown in Table 1. 

Table 1: Chromatographic gradient for the analysis of ultrashort- and short-
chain PFAS in beverages. 

Time  
(min) 

Mobile phase A (%) Mobile phase B (%) 

0.0 98 2 
0.5 98 2 
3.0 70 30 
7.0 30 70 
7.5 4 96 
7.6 98 2 
11 98 2 

Mobile phase A: Water with 0.1% (v/v) acetic acid 
Mobile phase B: 90:10 (v/v) acetonitrile/water with 10mM ammonium acetate 

Mass spectrometry: Analysis was performed using negative 

electrospray ionization on the SCIEX 7500 system. Data was 

acquired by scheduled multiple reaction monitoring (sMRM) with 

optimized source and gas conditions (Table 2) and compound-

dependent parameters, which are reported elsewhere.9 

Table 2: Source and gas parameters for the analysis of ultrashort- and 
short-chain PFAS on the SCIEX 7500 system. 

Parameter Value 
Polarity Negative 

Ion source gas 1 40 psi 
Ion source gas 2 70 psi 

Curtain gas 40 psi 
Source temperature 380°C 

Ion spray voltage -2000 V 
CAD gas 9 psi 

Data processing: Data acquisition and processing were 

performed using SCIEX OS software (version 3.4). 

 

Gradient optimization for different analyte panels 

The mixed-mode selectivity from the Luna Omega PS C18 

column previously enabled the development of a 20-minute 

gradient for the simultaneous analysis of ultrashort-, short- and 

long-chain PFAAs.9 The current method focused on a smaller 

subset of the ultrashort- and short-chain PFAAs due to their 

expected higher prevalence in beverages as compared to their 

longer-chain analogues. Gradient optimization resulted in 

shorter LC runs for different target PFAS based on the assay 

needs (Figure 3). The final gradient was reduced by almost half 

to focus on the ultrashort- and short-chain PFAAs in beverages. 

Despite the shorter runtime, the gradient still retained the 

analytes (>4 min), had excellent separation and reproducible 

retention times (RTs, <1 %CV) for the early eluting TFA and 

perfluoromethane sulfonic acid (PFMS) from the interference-

prone void region. 

Figure 3. Chromatographic optimization for different PFAS panels. Gradient 
modifications resulted in different runtimes (20 min, 15 min and 11 min) catered 
for the analysis of different PFAS, while still maintaining robust retention (RT %CV 
<1%) of the earliest eluting TFA and PFMS. The RT %CV was calculated from all 
standards and spiked quality control (QC) samples, as indicated by the injection 
count in brackets for each batch. 

https://www.phenomenex.com/products/luna-omega-hplc-column/luna-omega-ps-c18?state=eyJwaGFzZUlkIjoxMDQzLCJmaWx0ZXIiOiIyMzgsMjc5LDI4MCIsInZhbHVlIjoiMTUwLDMsMi4xIiwicGFydElkIjo5NjczNH0%3D#order
https://www.phenomenex.com/products/luna-omega-hplc-column/luna-omega-ps-c18?state=eyJwaGFzZUlkIjoxMDQzLCJmaWx0ZXIiOiIyMzgsMjc5LDI4MCIsInZhbHVlIjoiMTUwLDMsMi4xIiwicGFydElkIjo5NjczNH0%3D#order
https://www.phenomenex.com/products/luna-omega-hplc-column/luna-omega-ps-c18?state=eyJwaGFzZUlkIjoxMDQzLCJmaWx0ZXIiOiIyNzksMjM4LDI4MCIsInZhbHVlIjoiMyw1MCwzIiwicGFydElkIjoxMDUxMjN9#order
https://www.phenomenex.com/products/biozenlc-hplc-column/biozen-glycan?state=eyJwaGFzZUlkIjoyMzQ4LCJmaWx0ZXIiOiIyMzgsMjgwLDI3OSIsInZhbHVlIjoiMTAwLDIuMSwyLjYiLCJwYXJ0SWQiOjEwNjc3MX0%3D#order
https://www.phenomenex.com/products/biozenlc-hplc-column/biozen-glycan?state=eyJwaGFzZUlkIjoyMzQ4LCJmaWx0ZXIiOiIyMzgsMjgwLDI3OSIsInZhbHVlIjoiMTAwLDIuMSwyLjYiLCJwYXJ0SWQiOjEwNjc3MX0%3D#order
https://sciex.com/products/mass-spectrometers/triple-quad-systems/triple-quad-7500-plus-system
https://sciex.com/products/software/sciex-os-software


 

 

Figure 4. Impact of dilution on the chromatography of TFA, PFMS and PFBA injected at 45 µL in orange juice and red wine. The top panel shows representative 
XICs of TFA in orange juice injected directly, at varying in-vial dilutions (2x, 5x and 10x) and in-sample dilutions (1 mL of juice diluted to 10 mL (10x) and 25 mL 
(25x)), while the middle panel shows the same for PFMS in red wine. Similar data is shown for PFBA detected in juice and red wine. A 100 ng/L standard is included 
to provide reference RTs and peak shapes for TFA, PFMS and PFBA in water. 

Figure 5. Impact of injection volume on the chromatography of TFA in orange juice and PFMS in red wine. The left panel shows XICs of TFA injected at varying 
injection volumes (45, 10 and 5 µL) in orange juice, while the right panel shows similar data for PFMS in red wine.  



 

Leveraging sensitivity for reducing matrix load 

Preliminary direct injections of beverage samples revealed poor 

chromatography and retention time (RT) shifts for certain PFAAs 

due to significant matrix effects (Figures 4 and 5). The high 

sensitivity of the SCIEX 7500 system enabled the use of 

dilutions and smaller injection volumes to reduce the matrix 

load on the column. Figures 4 and 5 demonstrate how in-

sample and in-vial dilutions and smaller injection volumes were 

able to recover the peak shapes and RT shifts for TFA and PFMS 

in orange juice and red wine. Based on their reported 

occurrences in beverages,2-4 subsequent method development 

prioritized these two compounds, resulting in sample-specific 

dilutions to stay within the calibration range. An injection 

volume of 10 µL was selected to balance between sensitivity 

and peak quality. These optimizations may not be necessary for 

all PFAAs, as demonstrated for PFBA, which retained good peak 

shape even with 45 µL injections of both the undiluted and 

diluted beverage samples (Figure 4). This suggests the need to 

optimize sample preparation based on the different sensitivity 

limits and matrix responses of the analytical method across the 

target PFAS panel, which may result in running separate 

injections.    

Quantitative performance in aqueous standards 

Table 3 summarizes the quantitative performance of the 

aqueous calibration standards. Linearity with r2 ≥0.99 was 

achieved for all analytes, with 2–3 orders of dynamic range. The 

LOQ selection was based on the lowest standard achieving a 

signal-to-noise (S/N) ratio ≥10, accuracy within ±30% and %CV 

of <30%. The in-vial LOQs ranged from 0.5 ng/L to 50 ng/L. 

Endogenous levels in the filtered tap water used as the diluent 

resulted in higher LOQs of 50 ng/L for TFA and 25 ng/L for PFBA. 

Overall, acceptable accuracies within ±30% and %CV <30% were 

achieved at the LOQ level, while accuracies within ±25% and 

%CV <20% were achieved at all other levels for most analytes. 

Replicate injections of a mid-level standard also exhibited good 

accuracy (±15%) and precision (%CV <10%) for most analytes 

(Table 3). 

Figure 6 shows example XICs of the quantifier and qualifier 

transitions of TFA at the LOQ and in various beverage matrices. 

Despite its lower sensitivity, the qualifier transition based on the 

F- fragment (m/z 19) can be used to confirm TFA detection, 

especially in beverages with mid-to-high µg/L levels.  

Figure 6. Representative XICs of the quantifier (top) and qualifier (bottom) transitions of TFA in various beverage matrices. The XICs represent the levels of TFA 
observed in an air injection from an empty vial, a solvent blank comprised of filtered tap water, the LOQ standard, unfiltered tap water, orange juice and white wine. All 
water samples were directly injected on the instrument, while the beverage samples were diluted (dilution factor in brackets) prior to injection.  



 

 

 

 

 

 

 

 

 

 

Table 3: Quantitative performance of the aqueous calibration standards at the in-vial LOQ and a mid-level concentration. All analytes are listed with their in-
vial calibration range, linear regression coefficient (r2), accuracy and precision from replicate injections of the LOQ and a mid-level standard. Quantifier transitions 
are listed first for each analyte, followed by the qualifier transitions. Additional qualifier transitions were included for analytes prone to matrix interferences. 

Analyte m/z 
In-vial range  

(ng/L) 
r2 

LOQ (In-vial) Mid-level standard (In-vial)  

Conc (ng/L) 
Accuracy (%CV) 

(n = 3) 
Conc (ng/L) 

Accuracy (%CV)  
(n = 8) 

TFA 1 112.9 > 68.9 50 - 10000 0.9938 50 105 (12) 250 105 (9.4) 
TFA 2 112.9 > 19.0 100 - 10000 0.9944 100 114 (7.3) 250 107 (10) 

PFPrA 1 163.0 > 118.9 10 - 10000 0.9973 10 85 (12) 250 108 (3.5) 
PFPrA 2 163.0 > 68.9 10 - 10000 0.9983 10 105 (23) 250 103 (6.3) 
PFPrA 3 163.03 > 19.1 10 - 10000 0.9990 10 97 (13) 250 105 (3.8) 
PFBA 1 213.0 > 169.0 25 - 5000 0.9930 25 81 (11) 250 109 (2.6) 
PFBA 2 213.0 > 19.0 25 - 10000 0.9981 25 94 (4.9) 250 101 (3.5) 
PFPeA 1 263.0 > 219.0 5 - 5000 0.9960 5 87 (3) 250 109 (5.8) 
PFPeA 2 263.0 > 19.0 1 - 10000 0.9996 1 101 (29) 250 102 (5.1) 
PFHxA 1 313.0 > 269.0 10 - 5000 0.9930 10 80 (15) 250 109 (4.2) 
PFHxA 2 313.0 > 118.9 5 - 10000 0.9992 5 101 (14) 250 101 (4.7) 
PFHpA 1 363.0 > 319.0 5 - 5000 0.9973 5 116 (9.5) 250 109 (3.3) 
PFHpA 2 363.0 > 169.0 5 - 10000 0.9988 5 120 (15) 250 106 (4.4) 
PFOA 1 413.0 > 369.0 2.5 - 5000 0.9989 2.5 98 (21) 250 109 (3.4) 
PFOA 2 413.0 > 169.0 5 - 10000 0.9986 5 98 (11) 250 106 (3.8) 
PFNA 1 463.0 > 419.0 5 - 10000 0.9950 5 97 (19) 250 106 (2.3) 
PFNA 2 463.0 > 219.0 5 - 10000 0.9982 5 130 (3.2) 250 104 (4.0) 
PFMS 1 149.0 > 80.0 0.5 - 10000 0.9919 0.5 85 (7.1) 25 103 (4.5) 
PFMS 2 149.0 > 99.0 0.5 - 10000 0.9950 0.5 105 (13) 25 101 (3.8) 
PFMS 3 149.0 > 83.0 5 - 10000 0.9940 5 91 (4.6) 25 103 (3.5) 
PFEtS 1 199.0 > 79.9  0.5 - 5000 0.9969 0.5 104 (2.3) 25 102 (6.4) 
PFEtS 2 199.0 > 99.0 2.5 - 10000 0.9949 2.5 71 (31) 25 102 (8.0) 
PFEtS 3 199.0 > 82.9 5 - 10000 0.9948 5 102 (22) 25 96 (25) 
PFPrS 1 249.0 > 79.9 2.5 - 5000 0.9962 2.5 91 (11) 25 103 (4.8) 
PFPrS 2 249.0 > 99.0 2.5 - 10000 0.9939 2.5 97 (8.3) 25 106 (5.4) 
PFPrS 3 249.0 > 119.0 2.5 - 10000 0.9934 2.5 85 (21) 25 104 (6.1) 
PFPrS 4 249.0 > 169.0 5 - 10000 0.9933 5 102 (12) 25 107 (9.9) 
PFBS 1 298.7 > 79.9 5 - 5000 0.9968 5 87 (12) 25 99 (5.6) 
PFBS 2 298.7 > 98.8 5 - 10000 0.9941 5 66 (23) 25 99 (9.5) 
PFPeS 1 349.0 > 79.9 2.5 - 10000 0.9922 2.5 116 (9.4) 25 109 (6.6) 
PFPeS 2 349.0 > 98.8 2.5 - 10000 0.9957 2.5 89 (17) 25 104 (5.5) 
PFHxS 1 398.7 > 79.9 0.5 - 10000 0.9924 0.5 105 (2.8) 25 102 (5.2) 
PFHxS 2 398.7 > 98.8 2.5 - 5000 0.9914 2.5 116 (7.6) 25 100 (8.6) 
PFHpS 1 449.0 > 79.9 1 - 10000 0.9904 1 86 (23) 25 101 (7.0) 
PFHpS 2 449.0 > 98.8 2.5 - 5000 0.9935 2.5 124 (7.5) 25 107 (6.8) 

HFPO-DA 1 284.9 > 168.9 2.5 - 1000 0.9948 2.5 98 (17) 25 109 (8.2) 
HFPO-DA 2 284.9 > 184.9 5 - 1000 0.9962 5 91 (8.4) 25 104 (5.5) 

ADONA 1 376.9 > 250.9 0.5 - 2500 0.9963 0.5 89 (6.3) 25 114 (6.8) 
ADONA 2 376.9 > 84.8 1 - 5000 0.9979 1 110 (19) 25 104 (6.0) 



 

Quantitative performance in beverages 

Table 4 summarizes the quantitative performance in bottled 

water. Replicates of bottled water spiked at 1–10x the in-vial 

solvent LOQs were used to calculate the method detection limit 

(MDL). The MDL is defined as the lowest measured 

concentration of an analyte that can be measured with 99% 

confidence as distinguishable from the method blanks.11 The 

MDL was calculated by multiplying the standard deviation from 

8 replicates by the Student’s t-value at the 99% confidence level 

based on this equation: MDL = s x t(n-1, 1-α=0.99) 

Overall, recoveries within ±30% of the nominally spiked 

concentration and %CV <25% were achieved in the MDL spikes. 

The calculated MDLs ranged from 0.7 ng/L to 60 ng/L for most 

analytes, except for TFA with a higher MDL of 130 ng/L (Table 4). 

For aqueous beverages with less matrix effects, opting for a 

higher injection volume can improve method range limits, as 

shown by the lower MDLs previously achieved in 45 µL injections 

of tap water spikes (Table 4).9 

Table 4: Quantitative performance of bottled water spikes at the MDL based 
on a 10 µL injection. All analytes are listed with their in-vial LOQ and MDL 
spike levels prepared at 1–10x of the LOQ. The recovery and precision 
achieved at the resulting in-sample MDLs are included. Tap water MDLs from 
a previous study9 based on a 45 µL injection are included for comparison. 

Analyte 
In-vial 

In-sample 
10 µL 45 µL 

LOQ 
(ng/L) 

Spike level 
(ng/L) 

MDL 
(ng/L) 

Rec 
(%CV) 

MDL 
(ng/L) 

TFA 50 100 130 80 (5.6) 190 
PFPrA 10 50 21 96 (7.2) 3.9 
PFBA 25 100 60 89 (11) 63 

PFPeA 5 10 3.6 80 (7.5) 0.6 
PFHxA 10 10 5.5 92 (10) 1.0 
PFHpA 5 50 14 78 (6.0) 0.4 
PFMS 0.5 2 0.7 108 (5.2) - 
PFEtS 0.5 2 1.0 106 (8.2) 0.7 
PFPrS 2.5 2 1.6 91 (15) 0.4 
PFBS 5 10 3.8 86 (7.3) 0.9 

PFPeS 2.5 10 11 76 (24) 2.5 
PFHxS 0.5 2 1.5 96 (13) 0.6 
PFHpS 1 2 1.3 70 (16) 0.8 

HFPO-DA 2.5 10 5.1 94 (9.1) 0.3 
ADONA 0.5 2 0.7 90 (6.6) 0.1 

 

 

Drinking water matrices were directly injected onto the LC-

MS/MS. However, as demonstrated in Figures 4 and 5, other 

beverages exhibit significantly different matrix effects and 

concentration ranges, depending on the PFAAs. While TFA 

typically requires higher dilution, this may not be needed for 

other PFAAs. This complicates back-calculation of their in-

sample MDLs, as the dilution factor can vary significantly for 

different PFAAs from sample to sample. Table 5 lists the in-vial 

MDLs calculated for 4 representative PFAAs from various 

beverages that were spiked at 2–5x the in-vial LOQ and their 

corresponding recoveries and precision. In-vial MDLs were 

presented to demonstrate the quantitative performance in 

matrix spiked at near-LOQ levels.   

Beverage spikes were performed at two spike levels (2–100 ng/L 

and 10–500 ng/L) in green tea, apple juice, sake and white wine. 

Figure 7 shows the violin plot distribution of the recoveries 

obtained in each beverage matrix. Overall, most of the target 

PFAS compounds showed excellent recovery (80–120%) and 

precision (%CV <20%). Recoveries were impacted at the lower 

spiking level for some analytes in white wine due to matrix 

effects and/or endogenous background levels. No recoveries 

were reported for TFA in white wine, because its concentration 

in the unspiked sample was too high (~100 µg/L) to allow for 

over-spiking. 

Table 5: Quantitative performance of TFA, PFBA, PFMS and PFBS in beverage 
spikes at the in-vial MDL. Example in-vial MDLs and their corresponding 
recovery and precision are listed for TFA, PFBA and PFMS. 

Analyte 

In-vial MDL 
Green tea Apple juice Sake  

MDL 
(ng/L) 

Rec 
(%CV) 

MDL 
(ng/L) 

Rec 
(%CV) 

MDL 
(ng/L) 

Rec 
(%CV) 

TFA 18 74 (8.4) 39 100 (13) 28 98 (4.9) 
PFBA 45 114 (2.6) 19 82 (16) 21 78 (9.1) 
PFMS 0.5 110 (7.1) 0.5 120 (7.2) - - 
PFBS 2.9 92 (10) 4.2 91 (15) 2.1 88 (8.0) 



 

 

Quantitation in real-world beverages 

The method applicability was tested in assorted beverages from 

Toronto, Ontario. Overall, TFA accounted for the majority of the 

PFAS detected in the samples (Figures 1 and 8). Concentrations 

of TFA spanned several orders of magnitude depending on the 

matrix, ranging from ng/L levels in drinking water to tens and 

hundreds of µg/L levels in juice and wine, respectively. PFMS 

was the second most prevalent PFAA, primarily detected in 

juice, followed by PFBA. PFPrS and PFHxS were also observed in 

2 wine samples and an unfiltered tap water, but their detection 

could not be confirmed due to the absence of their qualifier 

transitions at the low levels measured. No other PFAAs were 

detected in the beverage samples. Detections of TFA, PFBA and 

PFMS were confirmed using their qualifier transitions, as shown 

in Figures 6 and 9. Optimization on the SCIEX 7500 system 

enabled the use of the F- fragment (m/z 19) as the qualifier 

transition of TFA, PFPrA, PFBA and PFPeA. Given the historical 

precedence of monitoring PFBA and PFPeA with only the M-44  

transition (loss of CO2), the ability to use this second qualifier 

transition greatly simplifies their detection by removing the 

need for orthogonal confirmation using high-resolution mass 

spectrometry or a second chromatographic gradient.  

The TFA concentrations in juice (0.8–47 µg/L) and wine (39–227 

µg/L) are consistent with the levels previously reported in 

similar matrices.3,4 PFMS was detected as the predominant 

perfluoroalkane sulfonic acid (PFSA), with concentrations 

ranging from 16 ng/L in unfiltered tap water to 13–79 ng/L in 

juice, with the highest concentration observed at 164 ng/L in a 

red wine sample.  

For the PFAAs detected, the recoveries of the labeled internal 

standards spiked into the beverages were calculated against 

those in the aqueous standards to assess matrix effects. The 

recoveries of 13C2-TFA, 13C4-PFBA, 13C3-PFBS and 13C3-PFHxS 

were in the ranges of 59–109%, 93–106%, 90–114%, 111–114% 

and 98%, respectively. The lower recoveries of 13C2-TFA (59–

68%) typically occurred in the juice samples at 20x dilution, but 

improved to 78–85% at 100x dilution with water. 

Figure 7. Violin plots of recovery distribution of the target PFAS spiked in green tea, apple juice, sake and white wine. The blue and green data represent the 
recoveries obtained at in-vial spike levels of 2–100 ng/L and 10–500 ng/L, respectively. The dotted black lines represent ±30% tolerance on recovery. The %CVmean 
at the top represents the average %CV calculated across the target PFAS panel based on 8 replicate spikes of each beverage matrix. 



 

 

Interlaboratory comparison of TFA levels 

Table 6 demonstrates the interlaboratory comparison of TFA 

concentrations measured in 4 samples by the LC-MS/MS 

method developed here and by an IC-MS method developed at 

York University.10 Both methods used the 13C2-TFA internal 

standard for quantitation. The concentration differences ranged 

from 8% to 31%, providing a relatively good corroboration of the 

TFA levels in these 4 beverage samples that were measured by 

2 independent techniques.  

 
Table 6: Comparison of TFA concentrations (µg/L) in 4 samples 
analyzed by SCIEX and York University. The samples were prepared by 
direct injection in both laboratories, but analyzed by different detection 
methods, with SCIEX using LC-MS/MS and York University using IC-MS. 

Sample 
Concentration (µg/L) 

% 
difference 

LC-MS/MS IC-MS 
SCIEX York 

Unfiltered tap water 0.53 0.43 21 
White wine 1 104 121 15 
Red wine 2 101 110 8 
Red wine 3 39 54 31 

Figure 8. The concentration profiles of 5 PFAAs detected at µg/L levels in assorted beverages. Detection was confirmed by the qualifier transition, except when 
its sensitivity is impacted by the low levels observed in that sample, as was observed for PFPrS and PFHxS in wine and unfiltered tap water. The inset shows an 
enlarged version of the ng/L concentrations observed in 4 drinking water samples. 



 

 

 

Conclusions 

• Robust retention and separation of ultrashort-chain 
PFAAs: Gradient optimization enabled the development of 

an 11-minute LC run with good retention (>4 min) and RT 

reproducibility (<1 %CV) for the early-eluting TFA and PFMS. 

• Simple direct injection method: The wide dynamic range of 

the SCIEX 7500 system enabled a simple direct injection 

approach for the quantitation of ultrashort- and short-

chain PFAAs in beverages. 

• Good quantitative performance: Average accuracy (±30%) 

and precision (%CV <25%) were achieved in solvent 

standards and beverage spikes prepared at near-LOQ and 

higher levels for most of the target PFAS.  

• Detection in real-world beverage samples: Sub-ng/L to 

µg/L concentrations were detected in a variety of beverage 

samples, including drinking water, juice, wine and other 

alcoholic drinks, with TFA present as the dominant PFAA. 

References 

1. Genauldi, S. et al. Analyte and matrix method extension of 

per- and polyfluoroalkyl substances in food and feed. Anal. 

Bioanal. Chem. 2024, 416, 627-633. 

2. Scheurer, M. et al. Ultrashort-chain perfluoroalkyl substance 

trifluoroacetate (TFA) in beer and tea – An unintended 

aqueous extraction. Food Chem. 2021, 351, 129304. 

3. Van Hees, P. et al. Trifluoroacetic acid (TFA) and 

trifluoromethane sulphonic acid (TFMS) in juice and 

fruit/vegetable purees. White paper. Eurofins, 2024. 

4. Burtscher-Schaden, H. et al. Message from the bottle – The 

rapid rise of TFA contamination across the EU. Report. Global 

2000 and Pesticide Action Network Europe, 2025. 

5. Redmon, J.H. et al. Hold My Beer: The Linkage between 

Municipal Water and Brewing Location on PFAS in Popular 

Beverages. Environ. Sci. Technol. 2025, 59, 8368-8379. 

6. Benesch, J.A. et al. Uptake of trifluoroacetate by Pinus 

ponderosa via atmospheric pathway. Atmos. Environ. 2002, 

36, 1233-1235.

Figure 9. Confirmation of PFBA and PFMS detection using both MRM 
transitions. The detections of PFBA in cola and red wine and PFMS in orange 
juice and red wine were confirmed by ion ratio and the qualifier peaks. Similar 
concentrations (shown in red) were reported between the quantifier and 
qualifier transitions. 

https://link.springer.com/article/10.1007/s00216-023-04833-1
https://link.springer.com/article/10.1007/s00216-023-04833-1
https://www.sciencedirect.com/science/article/abs/pii/S0308814621003095?via%3Dihub
https://cdnmedia.eurofins.com/european-east/media/uxcnaa2c/eurofins_tfa_tfms_juice_24_final.pdf
https://www.pan-europe.info/sites/pan-europe.info/files/public/resources/reports/Message%20from%20the%20bottle_TFA%20in%20wine%20_23042025.pdf
https://www.pan-europe.info/sites/pan-europe.info/files/public/resources/reports/Message%20from%20the%20bottle_TFA%20in%20wine%20_23042025.pdf
https://pubs.acs.org/doi/10.1021/acs.est.4c11265
https://www.sciencedirect.com/science/article/abs/pii/S1352231001005623
https://www.sciencedirect.com/science/article/abs/pii/S1352231001005623


 

The SCIEX clinical diagnostic portfolio is For In Vitro Diagnostic Use. Rx Only. Product(s) not available in all countries. For information on availability, please contact 
your local sales representative or refer to https://sciex.com/diagnostics. All other products are For Research Use Only. Not for use in Diagnostic Procedures. 
 
Trademarks and/or registered trademarks mentioned herein, including associated logos, are the property of AB Sciex Pte. Ltd. or their respective owners in the United 
States and/or certain other countries (see www.sciex.com/trademarks). 
 
© 2025 DH Tech. Dev. Pte. Ltd.   MKT-35579-A 

 

 

Headquarters 
500 Old Connecticut Path | Framingham, MA 01701 
USA 
Phone 508-383-7700 
sciex.com 

International Sales 
For our office locations please call the division 
headquarters or refer to our website at 
sciex.com/offices 

 

7. Joudan, S.; De Silva, A.O.; Young, C.J. Insufficient evidence for 

the existence of natural trifluoroacetic acid. Environ. Sci.: 

Processes Impacts. 2021, 23, 1641-1649. 

8. Joerrs, H.; Freeling, F.; van Leeuwen, S.; Hollender, J.; Liu, X.; 

Nödler, K.; Wang, Z.; Yu, B.; Zahn, D.; Sigmund, G. Pesticides 

can be a substantial source of trifluoroacetate (TFA) to water 

resources. Environ. Int. 2024, 193, 109061. 

9. Lee, H. et al. Simultaneous quantitation of ultrashort-, short- 

and long-chain PFAS in water by a single direct injection LC-

MS/MS method. SCIEX technical note. MKT-34163-A. 

10.  Vanhauwaert, E. et al. Selective ultra-trace atmospheric 

passive sampling of gaseous perfluoroalkyl carboxylic acids. 

ChemRxiv. 2025. doi:10.26434/chemrxiv-2025-jdn2x 

11. US Geological Survey. New Reporting Procedures Based on 

Long-Term Method Detection Levels and Some 

Considerations for Interpretations of Water-Quality Data 

Provided by the U.S. Geological Survey National Water Quality 

Laboratory. Open-File Report 99-193, 1999. 

 

 

https://pubs.rsc.org/en/content/articlelanding/2021/em/d1em00306b
https://pubs.rsc.org/en/content/articlelanding/2021/em/d1em00306b
https://www.sciencedirect.com/science/article/pii/S0160412024006470?via%3Dihub
https://sciex.com/tech-notes/environmental-industrial/water-and-soil/Simultaneous-quantitation-of-ultrashort-,-short--and-long-chain-PFAS-in-water-by-a-single-direct-injection-LC-MS-MS-method?kui=E_S1E3kCiWeCAXymIo1H3A
https://chemrxiv.org/engage/chemrxiv/article-details/67f97d5b81d2151a02099e51
https://water.usgs.gov/owq/OFR_99-193/index.html

	Key benefits of the SCIEX 7500 system for analyzing PFAS in beverages
	Introduction
	Methods
	Gradient optimization for different analyte panels
	Leveraging sensitivity for reducing matrix load
	Quantitative performance in aqueous standards
	Quantitative performance in beverages
	Quantitation in real-world beverages
	Interlaboratory comparison of TFA levels
	Conclusions
	References


<<

  /ASCII85EncodePages false

  /AllowTransparency false

  /AutoPositionEPSFiles true

  /AutoRotatePages /None

  /Binding /Left

  /CalGrayProfile (Dot Gain 20%)

  /CalRGBProfile (sRGB IEC61966-2.1)

  /CalCMYKProfile (U.S. Web Coated \050SWOP\051 v2)

  /sRGBProfile (sRGB IEC61966-2.1)

  /CannotEmbedFontPolicy /Error

  /CompatibilityLevel 1.4

  /CompressObjects /Tags

  /CompressPages true

  /ConvertImagesToIndexed true

  /PassThroughJPEGImages true

  /CreateJobTicket false

  /DefaultRenderingIntent /Default

  /DetectBlends true

  /DetectCurves 0.0000

  /ColorConversionStrategy /CMYK

  /DoThumbnails false

  /EmbedAllFonts true

  /EmbedOpenType false

  /ParseICCProfilesInComments true

  /EmbedJobOptions true

  /DSCReportingLevel 0

  /EmitDSCWarnings false

  /EndPage -1

  /ImageMemory 1048576

  /LockDistillerParams false

  /MaxSubsetPct 100

  /Optimize true

  /OPM 1

  /ParseDSCComments true

  /ParseDSCCommentsForDocInfo true

  /PreserveCopyPage true

  /PreserveDICMYKValues true

  /PreserveEPSInfo true

  /PreserveFlatness true

  /PreserveHalftoneInfo false

  /PreserveOPIComments true

  /PreserveOverprintSettings true

  /StartPage 1

  /SubsetFonts true

  /TransferFunctionInfo /Apply

  /UCRandBGInfo /Preserve

  /UsePrologue false

  /ColorSettingsFile ()

  /AlwaysEmbed [ true

  ]

  /NeverEmbed [ true

  ]

  /AntiAliasColorImages false

  /CropColorImages true

  /ColorImageMinResolution 300

  /ColorImageMinResolutionPolicy /OK

  /DownsampleColorImages true

  /ColorImageDownsampleType /Bicubic

  /ColorImageResolution 300

  /ColorImageDepth -1

  /ColorImageMinDownsampleDepth 1

  /ColorImageDownsampleThreshold 1.50000

  /EncodeColorImages true

  /ColorImageFilter /DCTEncode

  /AutoFilterColorImages true

  /ColorImageAutoFilterStrategy /JPEG

  /ColorACSImageDict <<

    /QFactor 0.15

    /HSamples [1 1 1 1] /VSamples [1 1 1 1]

  >>

  /ColorImageDict <<

    /QFactor 0.15

    /HSamples [1 1 1 1] /VSamples [1 1 1 1]

  >>

  /JPEG2000ColorACSImageDict <<

    /TileWidth 256

    /TileHeight 256

    /Quality 30

  >>

  /JPEG2000ColorImageDict <<

    /TileWidth 256

    /TileHeight 256

    /Quality 30

  >>

  /AntiAliasGrayImages false

  /CropGrayImages true

  /GrayImageMinResolution 300

  /GrayImageMinResolutionPolicy /OK

  /DownsampleGrayImages true

  /GrayImageDownsampleType /Bicubic

  /GrayImageResolution 300

  /GrayImageDepth -1

  /GrayImageMinDownsampleDepth 2

  /GrayImageDownsampleThreshold 1.50000

  /EncodeGrayImages true

  /GrayImageFilter /DCTEncode

  /AutoFilterGrayImages true

  /GrayImageAutoFilterStrategy /JPEG

  /GrayACSImageDict <<

    /QFactor 0.15

    /HSamples [1 1 1 1] /VSamples [1 1 1 1]

  >>

  /GrayImageDict <<

    /QFactor 0.15

    /HSamples [1 1 1 1] /VSamples [1 1 1 1]

  >>

  /JPEG2000GrayACSImageDict <<

    /TileWidth 256

    /TileHeight 256

    /Quality 30

  >>

  /JPEG2000GrayImageDict <<

    /TileWidth 256

    /TileHeight 256

    /Quality 30

  >>

  /AntiAliasMonoImages false

  /CropMonoImages true

  /MonoImageMinResolution 1200

  /MonoImageMinResolutionPolicy /OK

  /DownsampleMonoImages true

  /MonoImageDownsampleType /Bicubic

  /MonoImageResolution 1200

  /MonoImageDepth -1

  /MonoImageDownsampleThreshold 1.50000

  /EncodeMonoImages true

  /MonoImageFilter /CCITTFaxEncode

  /MonoImageDict <<

    /K -1

  >>

  /AllowPSXObjects false

  /CheckCompliance [

    /None

  ]

  /PDFX1aCheck false

  /PDFX3Check false

  /PDFXCompliantPDFOnly false

  /PDFXNoTrimBoxError true

  /PDFXTrimBoxToMediaBoxOffset [

    0.00000

    0.00000

    0.00000

    0.00000

  ]

  /PDFXSetBleedBoxToMediaBox true

  /PDFXBleedBoxToTrimBoxOffset [

    0.00000

    0.00000

    0.00000

    0.00000

  ]

  /PDFXOutputIntentProfile ()

  /PDFXOutputConditionIdentifier ()

  /PDFXOutputCondition ()

  /PDFXRegistryName ()

  /PDFXTrapped /False



  /CreateJDFFile false

  /Description <<



    /BGR <>

    /CHS <FEFF4f7f75288fd94e9b8bbe5b9a521b5efa7684002000410064006f006200650020005000440046002065876863900275284e8e9ad88d2891cf76845370524d53705237300260a853ef4ee54f7f75280020004100630072006f0062006100740020548c002000410064006f00620065002000520065006100640065007200200035002e003000204ee553ca66f49ad87248672c676562535f00521b5efa768400200050004400460020658768633002>

    /CHT <FEFF4f7f752890194e9b8a2d7f6e5efa7acb7684002000410064006f006200650020005000440046002065874ef69069752865bc9ad854c18cea76845370524d5370523786557406300260a853ef4ee54f7f75280020004100630072006f0062006100740020548c002000410064006f00620065002000520065006100640065007200200035002e003000204ee553ca66f49ad87248672c4f86958b555f5df25efa7acb76840020005000440046002065874ef63002>

    /CZE <>

    /DAN <>

    /DEU <>

    /ESP <>

    /ETI <>

    /FRA <>

    /GRE <>



    /HRV (Za stvaranje Adobe PDF dokumenata najpogodnijih za visokokvalitetni ispis prije tiskanja koristite ove postavke.  Stvoreni PDF dokumenti mogu se otvoriti Acrobat i Adobe Reader 5.0 i kasnijim verzijama.)

    /HUN <>

    /ITA <>

    /JPN <FEFF9ad854c18cea306a30d730ea30d730ec30b951fa529b7528002000410064006f0062006500200050004400460020658766f8306e4f5c6210306b4f7f75283057307e305930023053306e8a2d5b9a30674f5c62103055308c305f0020005000440046002030d530a130a430eb306f3001004100630072006f0062006100740020304a30883073002000410064006f00620065002000520065006100640065007200200035002e003000204ee5964d3067958b304f30533068304c3067304d307e305930023053306e8a2d5b9a306b306f30d530a930f330c8306e57cb30818fbc307f304c5fc59808306730593002>

    /KOR <FEFFc7740020c124c815c7440020c0acc6a9d558c5ec0020ace0d488c9c80020c2dcd5d80020c778c1c4c5d00020ac00c7a50020c801d569d55c002000410064006f0062006500200050004400460020bb38c11cb97c0020c791c131d569b2c8b2e4002e0020c774b807ac8c0020c791c131b41c00200050004400460020bb38c11cb2940020004100630072006f0062006100740020bc0f002000410064006f00620065002000520065006100640065007200200035002e00300020c774c0c1c5d0c11c0020c5f40020c2180020c788c2b5b2c8b2e4002e>

    /LTH <>

    /LVI <>

    /NLD (Gebruik deze instellingen om Adobe PDF-documenten te maken die zijn geoptimaliseerd voor prepress-afdrukken van hoge kwaliteit. De gemaakte PDF-documenten kunnen worden geopend met Acrobat en Adobe Reader 5.0 en hoger.)

    /NOR <>

    /POL <>

    /PTB <>

    /RUM <>

    /RUS <>

    /SKY <>

    /SLV <>

    /SUO <>

    /SVE <>

    /TUR <>

    /UKR <>

    /ENU (Use these settings to create Adobe PDF documents best suited for high-quality prepress printing.  Created PDF documents can be opened with Acrobat and Adobe Reader 5.0 and later.)

  >>

  /Namespace [

    (Adobe)

    (Common)

    (1.0)

  ]

  /OtherNamespaces [

    <<

      /AsReaderSpreads false

      /CropImagesToFrames true

      /ErrorControl /WarnAndContinue

      /FlattenerIgnoreSpreadOverrides false

      /IncludeGuidesGrids false

      /IncludeNonPrinting false

      /IncludeSlug false

      /Namespace [

        (Adobe)

        (InDesign)

        (4.0)

      ]

      /OmitPlacedBitmaps false

      /OmitPlacedEPS false

      /OmitPlacedPDF false

      /SimulateOverprint /Legacy

    >>

    <<

      /AddBleedMarks false

      /AddColorBars false

      /AddCropMarks false

      /AddPageInfo false

      /AddRegMarks false

      /ConvertColors /ConvertToCMYK

      /DestinationProfileName ()

      /DestinationProfileSelector /DocumentCMYK

      /Downsample16BitImages true

      /FlattenerPreset <<

        /PresetSelector /MediumResolution

      >>

      /FormElements false

      /GenerateStructure false

      /IncludeBookmarks false

      /IncludeHyperlinks false

      /IncludeInteractive false

      /IncludeLayers false

      /IncludeProfiles false

      /MultimediaHandling /UseObjectSettings

      /Namespace [

        (Adobe)

        (CreativeSuite)

        (2.0)

      ]

      /PDFXOutputIntentProfileSelector /DocumentCMYK

      /PreserveEditing true

      /UntaggedCMYKHandling /LeaveUntagged

      /UntaggedRGBHandling /UseDocumentProfile

      /UseDocumentBleed false

    >>

  ]

>> setdistillerparams

<<

  /HWResolution [2400 2400]

  /PageSize [612.000 792.000]

>> setpagedevice



