LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91423\
Data File : BF135267.D

Acqg On : 14 Sep 2023 22:14
Operator : CG\JU

Sample : 04399-05

Misc :

ALS Vvial : 15 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF091123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF135267.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.175 10 15 25 rVvB2 24719 48892 1.52% ©0.221%
2 5.016 494 498 506 rVB 34481 50727 1.57% 0.229%
3 5.404 559 564 567 rBV 3123090 2970793 92.18% 13.412%
4 6.410 729 735 738 rBV 2895127 2978322 92.41% 13.446%
5 6.763 791 795 798 rBV 958485 804449 24.96% 3.632%

6 7.328 885 891 894 rBV 1985799 1902933 59.04% 8.591%
7 8.039 1008 1012 1015 rBV 1250105 1003109 31.12% 4.529%
8 9.122 1190 1196 1199 rBV 3672662 3222990 100.00% 14.551%
9 9.798 1307 1311 1314 rBV 1243060 1011553 31.39% 4.567%

10 10.592 1441 1446 1449 rBV 1625024 1489138 46.20% 6.723%
11 11.286 1561 1564 1567 rBV ~ 932223 863328 26.79%  3.898%
12 11.310 1567 1568 1573 rVB 88067 70568 2.19% 0.319%
13 11.822 1652 1655 1667 rBV 173091 201459 6.25% 0.910%
14 12.51@ 1768 1772 1775 rBV 211008 194990 6.05% ©.880%
15 12.616 1787 1790 1794 rBV3 37531 43993 1.36% ©.199%
16 12.739 1805 1811 1814 rBV 172029 166806 5.18% ©.753%
17 12.886 1832 1836 1839 rBV 2493191 2253681 69.93% 10.175%
18 13.068 1860 1867 1870 rVB2 24829 40613 1.26% ©.183%
19 13.133 1870 1878 1881 rBV3 24061 48241 1.50% 0.218%
20 13.810 1988 1993 2001 rBVS5 82678 181319 5.63% ©.819%
21 13.945 2011 2016 2019 rBV 812850 794337 24.65%  3.586%
22 13.968 2019 2020 2026 rVB 100785 77075 2.39% 0.348%
23 14.045 2031 2033 2036 rVB2 36836 35480 1.10% ©.160%
24 14.457 2100 2103 2106 rBV2 59226 62957 1.95% ©.284%
25 14.586 2121 2125 2128 rBV 161431 176435 5.47% ©.797%
26 14.715 2143 2147 2153 rVB2 62566 138781 4.31% 0.627%
27 14.768 2153 2156 2158 rBV3 35434 39892 1.24% ©.180%
28 14.874 2172 2174 2178 rVB 49877 44871 1.39% ©0.203%
29 14.986 2189 2193 2203 rVB 105870 194576 6.04%  0.878%
30 15.068 2204 2207 2210 rVB2 51950 48979 1.52% 0.221%
31 15.286 2241 2244 2251 rVB 59599 73083 2.27% ©.330%
32 15.351 2251 2255 2261 rBV 67405 95559 2.96% 0.431%
33 15.415 2261 2266 2270 rBV 530163 656325 20.36% 2.963%
34 15.651 2303 2306 2311 rVB5 33768 46974  1.46% 0.212%
35 15.892 2343 2347 2351 rVB2 54152 79196 2.46%  ©.358%
36 16.886 2514 2516 2522 rVB3 25387 37300 1.16% ©.168%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91423\
Data File : BF135267.D

Acqg On : 14 Sep 2023 22:14
Operator : CG\JU

Sample : 04399-05

Misc

ALS Vvial : 15 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Sum of corrected areas: 22149724
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 14 Sep 2023 22:14
¢ CG\JU
: 04399-05

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091423\
BF135267.D

: 15  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91423\
Data File : BF135267.D

Acqg On : 14 Sep 2023 22:14
Operator : CG\JU

Sample : 04399-05

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.822 4.67 ng 201459  Phenanthrene-die 11.286
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 86
3 Pentadecanoic acid 242 C15H3002 001002-84-2 68
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Undecanoic acid 186 C11H2202 000112-37-8 64
Abundance Scan 1655 (11.822 min): BF135267.D\data.ms (-1652) (- m/z 43.05 100.00%
43.0 (73.0
5000
129.0 192.1
- —
‘ ‘ ‘ 11.50 12.00
oww“l‘mh ; m/z 60.00  94.15%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 [ IR
11.50 12.00
97.0 157015502130 2560 m/z 73.00 89.61%
O \H‘HH“}‘HH!H \H‘H‘H\‘\\‘}h“‘\\”‘M\“\‘H‘\H\‘\\H‘\‘H\‘\H‘\‘HH‘\H!‘\
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance
43.0 730
T ey
11.50 12.00
5000 129.0 m/z 55.05 85.21%
171.0
101.0 214.0
015.0
R an e e e e
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #126202: Pentadecanoic acid _— —
43.0 73.0 11.50 12.00
m/z 57.05 85.01%
5000
129.0 242.0
199.0
L | e
O ool bl L L = e
m/z--> 20 40 60 80 100120140160 180200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91423\
Data File : BF135267.D

Acqg On : 14 Sep 2023 22:14
Operator : CG\JU

Sample : 04399-05

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 Heptafluorobutyric acid, n-... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.810 4.57 ng 181319  Chrysene-di12 13.945
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 94
2 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 94
3 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 94
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
5 Pentafluoropropionic acid, tetra... 360 C17H29F502 006222-06-6 94
Abundance Scan 1993 (13.810 min): BF135267.D\data.ms (-1988) (- m/z 57.00 100.00%
1.0
5000
111
— ——
13.50 14.00
54.1199.0 249.0 298.1
o — ‘m \H\NH “\]Mm g H\‘\‘\u‘\"u‘g?““““““ m/z 43.05 89.74%
m/z--> 50 100 150 200 250 300 350 400
Abundance  #307572: Heptafluorobutyric acid, n-tetradecyl ester
57.0
5000 — e
13.50 14.00
1690 m/z 55.05 89.73%
0\\“\‘\““\‘\\"“““‘\\\\’\\2\4\]_‘0\\\\‘\\\\‘\\3\9\2‘.(?\
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
— ——
13.50 14.00
m/z 83.10 72.98%
5000 1110 /
169.0
0 212.0255.0 406.(
e e e e e T
m/z--> 50 100 150 200 250 300 350 400
Abundance #282680: Pentafluoropropionic acid, pentadecyl ester “ —
57.0 13.50 14.00
m/z 97.10 68.18%
5000 11.0 VVMMWMWMJ\MNMKNMMW
210.0
ol LLLLL) 100 2100250 seg el ML
m/z--> 50 100 150 200 250 300 350 400 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91423\
Data File : BF135267.D

Acqg On : 14 Sep 2023 22:14
Operator : CG\JU

Sample : 04399-05

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 1,4-Benzenedicarboxylic aci... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.586 4.44 ng 176435  Chrysene-di12 13.945
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Benzenedicarboxylic acid, bi... 390 C24H3804 006422-86-2 70
2 Terephthalic acid, di(4-octyl) e... 390 C24H3804 1000323-74-2 58
3 1,3-Benzenedicarboxylic acid, bi... 390 C24H3804 000137-89-3 49
4 Terephthalic acid, 2-ethylhexyl ... 390 C24H3804 1000324-00-5 38
5 Bis(2-ethylhexyl) phthalate 390 C24H3804 000117-81-7 38

Abundance Scan 2125 (14.586 min): BF135267.D\data.ms (-2121) (- m/z 70.05 100.00%

7Q.0 149.0
261.1
5000

A
14.50
‘ “ A Bl 280 | | 8041 m/z 149.00 93.93%

i
miz--> 50 100 150 200 250 300 350
Abundance #295782: 1,4-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0
112.0

5000 T
67.0 14.50

250

[ L

o

261.0
m/z 261.15 67.23%

0 LI _205.0 . 3330
\\\‘\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 50 100 150 200 250 300 350
Abundance
261.0
T ‘A T ‘
167.0 1450
5000 ' m/z 112.05 50.99%
112.0
029.0 70.0
A B e T B
miz--> 50 100 150 200 250 300 350 k
Abundance #295780: 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl) e —
70.0 14.50

m/z 57.10  48.55%

112.0
5000 261.0
67.0
29.
(M h ‘“L‘ | ‘ 207.0 | 1304.0347.0

L R L LA —
miz--> 50 100 150 200 250 300 350 14.50
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integrat

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091423\
BF135267.D

: 14 Sep 2023 22:14

: CG\JU

: 04399-05

: 15  Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-

BF091123.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
ion Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number

4 Phthalic acid, 3-fluorophen...

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
14.715 4.23 ng 138781 Perylene-di2 15.415
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phthalic acid, 3-fluorophenyl he... 498 C31H43F04 1000356-66-2 59
2 Phthalic acid, nonyl 2,4,5-trich... 470 C23H25C1304 1010357-04-9 59
3 Phthalic acid, isohexyl 2-propyl... 368 C23H2804 1000357-02-1 50
4 Phthalic acid, hexyl trans-hex-3... 332 C20H2804 1010360-48-4 50
5 Phthalic acid, 2,4-dimethylpent-... 446 C28H4604 1000356-85-2 47

Abundance Scan 2147 (14.715 min): BF135267.D\data.ms (-2143) (- m/z 149.00 100.00%
149.0
43.1
5000
T | 2551 W e
218.1 341.1 : '
ok \‘1 | m‘H\“Wm\‘u\h il M\M“‘H’ o R T m/z 43.10 53.68%
miz--> 100 150 200 250 300 350
Abundance #337738.Phthak:add,SJHKNOphenyIhemadecyleﬁer
149.0
5000 —r— ——
14.50 15.00
570 m/z 71.10 36.08%
| “ }O 2430 387.(
O\\\“‘\‘\\\‘\\\\ \\\\’\\\\‘\\\\‘\\\\‘\\\‘\’
miz--> 100 150 200 250 300 350
Abundance
149.0
—— —
14.50 15.00
5000 ITI/Z 57.10 28.74%
43.0 850 1960 2750 327.0
1 O TR A M
m/z--> 50 100 150 200 250 300 350
Abundance #277364: Phthalic acid, isohexyl 2-propylphenyl ester P ——
149.0 14.50 15.00
m/z 55.05 25.68%
5000
43.0
‘ ‘ | 267.0
ottt e e
m/z--> 50 100 150 200 250 300 350 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91423\
Data File : BF135267.D

Acqg On : 14 Sep 2023 22:14
Operator : CG\JU

Sample : 04399-05

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 Benzo[e]pyrene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.286 2.23 ng 73083  Perylene-di12 15.415
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 97
2 Benzo[k]fluoranthene 252 C20H12 000207-08-9 96
3 Perylene 252 C20H12 000198-55-0 94
4 Benzo[j]fluoranthene 252 C20H12 000205-82-3 93
5 Benzo[b]fluoranthene 252 C20H12 000205-99-2 90
Abundance Scan 2244 (15.286 min): BF135267.D\data.ms (-2241) (|  m/z 252.10 100.00%
252.1 ﬁ
5000
56.1 126.0 2000 15.00 15.50
b2t o - 36322000 fl 2889 3851y 2se.05  28.72%
m/z--> 50 100 150 200 250 300 350
Abundance #138554: Benzo[e]pyrene
252.0
5000 e = ,/\‘ s
15.00 15.50
m/z 253.10  21.42%
125.0
0390 830 | 2000 |
\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance
252.0
15.00 15.50
5000 m/z 126.00 10.30%
126.0
0 87.0 200.0
T T e
m/z--> 50 100 150 200 250 300 350
Abundance #138552: Perylene e e
252.0 15.00 15.50
m/z 125.00 10.27%
5000
126.0
ol 50.0 87.0 \H 162.0198.0 |
A e e e e e
m/z--> 50 100 150 200 250 300 350 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91423\
Data File : BF135267.D

Acqg On : 14 Sep 2023 22:14
Operator : CG\JU

Sample : 04399-05

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 Heneicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.892 2.41 ng 79196  Perylene-di12 15.415
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 98
2 Hexadecane 226 C1l6H34 000544-76-3 94
3 Eicosane 282 C20H42 000112-95-8 91
4 Hexacosane 366 C26H54 000630-01-3 90
5 Octacosane 394 (C28H58 000630-02-4 90
Abundance Scan 2347 (15.892 min): BF135267.D\data.ms (-2343) (- m/z 57.05 100.00%
57.0
5000 JL/\/\JL‘M
1550  16.00
- “‘ ““ L M ‘“‘ 11101622 22522660 3229 L, 43.10 57.95%
miz--> 50 lOO 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
5000 — ——
15.50 16.00
9.0 m/z 71.10 53.77%
o501 1010250 200
miz--> 50 100 150 200 250 300 350
Abundance
57.0
— ——
15.50 16.00
5000 m/z 85.10 43.84%
o 990 1410 183.0 226.0
T T e T
m/z--> 50 100 150 200 250 300 350
Abundance #176386: Eicosane — —
57.0 15.50 16.00
m/z 55.00 19.60%
9.0
0 h l F u\ | 141.0183.0 225.0 282.0
““‘ - et — ——
m/z--> 50 100 150 200 250 300 350 15.50 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91423\
Data File : BF135267.D

Acqg On : 14 Sep 2023 22:14
Operator : CG\JU

Sample : 04399-05

Misc

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
n-Hexadecanoic ... 11.822 4.7 ng 201459 4 11.286 863328 20.0
Heptafluorobuty... 13.810 4.6 ng 181319 5 13.945 794337 20.0
1,4-Benzenedica... 14.586 4.4 ng 176435 5 13.945 794337 20.0
Phthalic acid, ... 14.715 4.2 ng 138781 6 15.415 656325 20.0
Benzo[e]pyrene 15.286 2.2 ng 73083 6 15.415 656325 20.0
Heneicosane 15.892 2.4 ng 79196 6 15.415 656325 20.0
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