LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061523\
Data File : BF133781.D

Acqg On : 15 Jun 2023 18:28
Operator : CG\JU

Sample : 03221-02

Misc :

ALS Vvial : 17 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-BF060923.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF133781.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.21e 17 21 29 rVB 19986 26861 1.10% 0.129%
2 5.045 498 503 515 rVB 85057 112055 4.58% 0.538%
3 5.445 567 571 575 rBV 1990924 2031782 82.97% 9.754%
4 6.463 738 744 754 rBV 1928338 2044352 83.49%  9.814%
5 6.828 803 806 810 rBV 651885 551933 22.54% 2.650%

6 7.392 898 902 905 rBV 1500881 1270144 51.87% 6.097%
7 8.110 1021 1024 1027 rBV 750535 682047 27.85%  3.274%
8 9.192 1204 1208 1211 rBV 2540249 2341970 95.64% 11.243%
9 9.727 1296 1299 1303 rBV 45510 36067 1.47% 0.173%

9.869 1319 1323 1326 rBV 846808 677808 27.68%  3.254%

11 9.898 1326 1328 1332 rVB 32694 26917 1.10%
12 10.580 1440 1444 1452 rVB 172347 141610 5.78%
13 10.657 1453 1457 1466 rVV 1701526 1467248 59.92%
14 10.786 1474 1479 1485 rVB3 21162 26509 1.08%
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15 11.357 1572 1576 1578 rBV ~ 875557 710157 29.00% 409%
16 11.380 1578 1580 1583 rVV 205156 162977 6.66% ©.782%
17 11.433 1587 1589 1592 rVB 54896 45408 1.85% 0.218%
18 11.586 1609 1615 1622 rBV 26060 41202 1.68% ©.198%
19 11.857 1656 1661 1663 rBV 53210 54260 2.22% 0.260%
20 11.880 1663 1665 1671 rVB2 266281 260609 10.64%  1.251%
21 11.969 1677 1680 1683 rBV 78209 83478 3.41% 0.401%
22 12.180 1714 1716 1720 rVB 49431 42279 1.73% 0.203%
23 12.410 1752 1755 1758 rBV 48244 50392 2.06% 0.242%
24 12.445 1758 1761 1763 rVV3 33275 34296  1.40% 0.165%
25 12.492 1767 1769 1774 rVB2 53008 57368 2.34% 0.275%

26 12.568 1779 1782 1786 rBV 486130 452382 18.47%
27 12.668 1796 1799 1863 rBv2 115137 113622  4.64%
28 12.798 1813 1821 1827 rVV 469005 533340 21.78%
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29 12.851 1827 1830 1834 rVB4 30092 41375 1.69% 199%
30 12.945 1842 1846 1850 rVB 2578686 2448754 100.00% 11.756%
31 13.016 1853 1858 1862 rBV4 54040 84163 3.44%  ©.404%
32 13.127 1875 1877 1880 rVB2 98735 91337 3.73% 0.438%
33 13.174 1880 1885 1886 rBvV2 33914 38733 1.58% ©.186%
34 13.198 1886 1889 1891 rVB 51837 50174 2.05% 0.241%
35 13.233 1891 1895 1898 rBV2 65642 69908 2.85% ©.336%
36 13.327 1907 1911 1913 rBV2 62397 64369 2.63% ©0.309%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061523\
Data File : BF133781.D

Acqg On : 15 Jun 2023 18:28
Operator : CG\JU

Sample : 03221-02

Misc :

ALS Vvial : 17 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-BF060923.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 13.357 1913 1916 1919 rVB 43109 40524 1.65% ©.195%
38 13.521 1939 1944 1948 rBV8 27222 57195 2.34% 0.275%
39 13.639 1961 1964 1968 rVB 61969 61738 2.52% 0.296%
40 13.751 1978 1983 1986 rBV3 56402 90669 3.70% ©.435%
41 13.804 1989 1992 1996 rvv2 54406 76561 3.13% ©.368%
42 13.845 1996 1999 2010 rVB2 137990 176933 7.23% 0.849%
43 14.004 2018 2026 2028 rBV2 671376 950523 38.82% 4.563%
44 14.027 2028 2030 2036 rVB 305295 267811 10.94%  1.286%
45 14.104 2041 2043 2045 rBV2 61743 48358 1.97% 0.232%
46 14.421 2095 2097 2100 rBV2 45062 44271 1.81% 0.213%
47 14.627 2129 2132 2136 rBV 149215 179186 7.32% ©.860%
48 14.727 2146 2149 2151 rBV3 49004 52147 2.13% 0.250%
49 14.921 2180 2182 2185 rVB2 45030 32676 1.33% 0.157%
50 15.039 2198 2202 2205 rBV 287126 392368 16.02% 1.884%
51 15.115 2212 2215 2217 rWwV 65709 62794 2.56% ©0.301%
52 15.145 2217 2220 2226 rVB2 86639 94656 3.87% 0.454%
53 15.339 2249 2253 2258 rBV 172758 203777 8.32% 0.978%
54 15.398 2260 2263 2269 rVB 178205 225550 9.21% 1.083%
55 15.462 2270 2274 2278 rBV 366740 477259 19.49% 2.291%
56 15.927 2350 2353 2359 rVB 48703 73453 3.00% ©.353%
57 16.921 2517 2522 2529 rBV2 74714 159255 6.50% ©.765%
58 17.362 2593 2597 2602 rVB 62088 95025 3.88% 0.456%
Sum of corrected areas: 20830615
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061523\
Data File : BF133781.D

Acqg On : 15 Jun 2023 18:28
Operator : CG\JU

Sample : 03221-02

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF133781.D\data.ms
2500000

5.445

2000000 6.463

1500000 7.392

1000000

6.828
500000

5.045
210 R
T ‘ LI ‘ TTTT ’ TTTT ‘ TTTT ‘ TTTT ’ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ rrTT ‘ TTTT ‘ T ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ [ ‘ TTTT ‘ T ‘ TTTT ‘ TTTT ‘

Time--> 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60

Abundance TIC: BF133781.D\data.ms
2500000 9.192 12945

o

2000000
10.657

1500000

1000000 0.869 11.357

8.110
500000
10,580 11380 11.880
0 9.729,898 10.786 4BB58611.85
A P
9.50

\ e e R
Time--> 8.00 8.50 9.00

12.5682.798

‘ e
10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BF133781.D\data.ms

2500000

2000000
1500000
1000000

500000 141027

1333088
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‘ ‘ T T ‘ T T ‘ T T ‘ T T T T T T T T T T ‘ T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50

15.927 16.921 17.362
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061523\
Data File : BF133781.D

Acqg On : 15 Jun 2023 18:28
Operator : CG\JU

Sample : 03221-02

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.045 4.06 ng 112055 1,4-Dichlorobenzene-d4 6.828

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 Acetamide, N-(aminocarbonyl)- 102 C3H6EN202 000591-07-1 9

Abundance Scan 503 (5.045 min): BF133781.D\data.ms (-498) (-) m/z 43.00 100.00%

3.0
59.0
5000
101.0
‘ 83.1 4.80 5.00 5.20 5.40
om,mw‘WM“muwwwHH_‘:H,W‘_HW m/z 59.00 52.00%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 L L L LI IR B
4.80 5.00 5.20 5.40
101.0 m/z 101.00 17.29%
31.0 0 ‘ 83.0
O\\\’\\\\‘\\\‘\“\\\\‘\\\\‘\\‘\‘\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4156: 1-Propen-2-ol, acetate
43.0
R A REEEEREE
4.80 5.00 5.20 5.40
5000 m/z 58.00 13.47%
58.0
15.0 579 | 72‘-0 100.0
O bttt e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4528: 2,3-Butanedione, monooxime R ERmmEEEE
43.0 4.80 5.00 5.20 5.40
m/z 41.00 10.94%
5000
101.0
ol 120 310 | °80 700 86,0
R AL SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061523\
Data File : BF133781.D

Acqg On : 15 Jun 2023 18:28
Operator : CG\JU

Sample : 03221-02

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 Benzophenone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.580 4.18 ng 141610  Acenaphthene-di10 9.869
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 1,2,4-Trioxolane, 3,3,5-triphenyl- 384 C20H1603 023246-12-0 72
3 Azobenzene 182 C12H16N2 000103-33-3 52
4 N-Methylbenzamide, N-pentafluoro... 281 C11H8F5NO2 1000446-98-1 50
5 N-Methylbenzamide, N-chlorodiflu... 247 C10H8C1F2NO2  1000446-98-2 50
Abundance Scan 1444 (10.580 min): BF133781.D\data.ms (-1440) (- m/z 105.00 100.00%
105.0
77.0
5000 182.1
1050 |
39.0 152.0 : 5
bbb b e b M/z 77.00 61.07%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #56922: Benzophenone
105.0
77.0
5000 et ‘
182.0 10.50
m/z 182.10  48.71%
o270 | 4 ) 1520
H\‘HH‘HH‘HH‘\H\‘HH‘H\\‘HH‘HH‘HH‘\\H‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #204781: 1,2,4-Trioxolane, 3,3,5-triphenyl-
105.0
77.0
T T
10.50
m/z 51.00 30.71%
5000 182.0
28.0
0 Y T P M‘ “ ‘ 15%0 Il 272(
A R o Rmaaseaassasases et
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #56777: Azobenzene gl ——
77.0 10.50
m/z 50.00 9.50%
182.0
5000
105.0
m/z--> 20 40 60 80 100120140160180200220240260 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061523\
Data File : BF133781.D

Acqg On : 15 Jun 2023 18:28
Operator : CG\JU

Sample : 03221-02

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.880 7.34 ng 260609  Phenanthrene-di10 11.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tetradecanoic acid 228 C14H2802 000544-63-8 68
3 Tridecanoic acid 214 C13H2602 000638-53-9 68
4 Pentadecanoic acid 242 C15H3002 001002-84-2 64
5 Dodecanoic acid 200 C12H2402 000143-07-7 50
Abundance Scan 1665 (11.880 min): BF133781.D\data.ms (-1663) (- m/z 43.10 100.00%
43.1 73.0
5000
129.0 192.1
= —
| H‘ 010 157 H y7 02561 | 1150 12.00
0“wu‘w“u WM‘N‘NublNMwuHMJﬂwAMMMHM_H‘_HJM m/z 73.00 87.78%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 - T
11.50 12.00
m/z 60.00 82.77%
157.0 185.0213'0 256.0 /
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #109279: Tetradecanoic acid
73.0
43.0 T T
11.50 12.00
5000 129.0 m/z 41.10  79.44%
185.0
|
o??RWﬂ‘”“W”kﬁhMumwumwﬂwum_uwwwuu_
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #92068: Tridecanoic acid 5 —
43.0 73.0 11.50 12.00
' m/z 57.10 71.55%
5000
129.0
Lo |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061523\
Data File : BF133781.D

Acqg On : 15 Jun 2023 18:28
Operator : CG\JU

Sample : 03221-02

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 4 4H-Cyclopenta[def]phenanthrene Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
11.969 2.35 ng 83478  Phenanthrene-d1e 11.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 196 C15H10 000203-64-5 70
2 Benzaldehyde, 3,5-dichloro-2-hyd... 190 C7H4C1202 000090-60-8 64
3 6H-Cyclobuta[jk]phenanthrene 190 C15H1e 083469-43-6 53
4 SH-Dibenzo[a,d]cycloheptene 192 C15H12 000256-81-5 35
5 Benzene, 1,1'-(2-cyclopropen-1-y... 192 C15H12 022825-21-4 22

Abundance Scan 1680 (11.969 min): BF133781.D\data.ms (-1677) (- m/z 190.10 100.00%
19p.1

5000
W e gl
12.00
0 m/z 189.05 98.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64923: 4H-Cyclopenta[deflphenanthrene
190.0
5000 T M\M
12.00
94.0 m/z 192.05  71.21%
O 390030 | | 701630 [
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #65125: Benzaldehyde, 3,5-dichloro-2-hydroxy-
190.0
e P
12.00
5000 ITI/Z 191.10 56.59%
63.0
0,
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64922: 6H-Cyclobuta[jk]phenanthrene T
189.0 12.00

m/z 94.60  27.27%

5000
94.0

163.0 M
T

1 S N I
miz--> 20 40 60 80 100 120 140 160 180 200 220 12.00
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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\BF061523\

BF133781.D

: 15 Jun 2023 18:28
¢ CG\JU
: 03221-02

: 17  Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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

5 Octadecanoic acid

Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
12.669 3.20 ng 113622  Phenanthrene-di10 11.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 94
2 Undecanoic acid 186 C11H2202 000112-37-8 55
3 Pentadecanoic acid 242 C15H3002 001002-84-2 49
4 n-Decanoic acid 172 C10H2002 000334-48-5 46
5 Tetradecanoic acid 228 C14H2802 000544-63-8 46

Abundance Scan 1799 (12.668 min): BF133781.D\data.ms (-1796) (- m/z 43.05 100.00%
43.0
2000 wmwmmﬁww/wkwmﬂk”“%wvj
—— —
‘ 12.50 13.00
0 “wh m/z 59.95 91.52%
miz--> 50 100 150 200 250 300 350
Abundance #179091: Octadecanoic acid
43.0
5000 129.0
3.0 12.50 13.00
1850 41 o 20H0 m/z 73.00  85.60%
oL ““ H‘ ‘}M‘\‘H w“‘ ‘ L ‘L “\‘ " o \‘ “\ ‘\‘ . e
miz--> 50 100 150 200 250 300 350
Abundance #60690: Undecanoic acid
60.0
— T
12.50 13.00
5000 m/z 202.05 80.62%
129.0
186.0
m/z--> 50 100 150 200 250 300 350
Abundance #126199: Pentadecanoic acid — T
73.0 12.50 13.00
m/z 41.00 78.30%
5000 129.0
29.0
‘ 199.0 242.0
SERE T T A
m/z--> 50 100 150 200 250 300 350 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061523\
Data File : BF133781.D

Acqg On : 15 Jun 2023 18:28
Operator : CG\JU

Sample : 03221-02

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 Cycloeicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.845 3.72 ng 176933  Chrysene-di12 14.004
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cycloeicosane 280 C20H40 000296-56-0 66
2 1-Hexadecanesulfonyl chloride 324 C16H33Cl02S 038775-38-1 55
3 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 55
4 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 50

5 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 49

Abundance Scan 1999 (13.845 min): BF133781.D\data.ms (-1996) (- m/z 230.10 100.00%

&1 230.1
5000 71
A wAE
H 13.50 14.00
oLl dJmemeweuw‘ﬂ“ b SO ST 5710 83.88%
/2> 50 100 150 200 250 300 350

Abundance #173728: Cycloeicosane

9]
13:1
o

5000
13.50 14.00
m/z 43.10  75.97%
O T \‘\ ‘\“ “ \“\ " “L \‘\ h ‘(“)\]-\8\2\0‘2\2\4\0\‘ \2\89\0‘ UL ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #228815: 1-Hexadecanesulfonyl chloride
57.0
— ——
13.50 14.00
5000 m/z 55.08  66.32%
2240
ol L. w\ ] i L 18L0°FT 2710 3230 W
m/z--> 50 100 150 200 250 300 350
Abundance #146039: Ethanol, 2-(tetradecyloxy)- — —
57.0 13.50 14.00
m/z 83.10 52.18%
B NM%W&NMuVWhKWMMAMMMW
390 6.0
RN H 00 1900 g e
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061523\
Data File : BF133781.D

Acqg On : 15 Jun 2023 18:28
Operator : CG\JU

Sample : 03221-02

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 7 1,4-Benzenedicarboxylic aci... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.627 3.77 ng 179186  Chrysene-d12 14.004
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Benzenedicarboxylic acid, bi... 390 C24H3804 006422-86-2 72
2 1,3-Benzenedicarboxylic acid, bi... 390 C24H3804 000137-89-3 52
3 Bis(2-ethylhexyl) phthalate 390 C24H3804 000117-81-7 38
4 Phthalic acid, but-3-yn-2-yl 3,5... 330 C18H12F204 1000315-75-6 27
5 Phthalic acid, 6-ethyloct-3-yl 2... 418 C26H4204 1000315-53-8 27
Abundance Scan 2132 (14.627 min): BF133781.D\data.ms (-2129) (| m/z 70.05 100.00%
70.0 1490
5000 261.1
e e
‘ \ \ 314.1 384.1 ' 1450 1599
oL hplid Ly 11,2070 | (8141 3841 504 . 149.00  85.79%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #295782: 1,4-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0
149.0
5000 14 50 15‘00
261.0 : :
m/z 57.10 47 .25%
o J“ Il “ 2040 || 3330
\\\‘\ \f‘\!\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 100 150 200 250 300 350 400 450 500
Abundance #295780: 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0
e e
149.0 14.50 15.00
5000 ’ 261.0 m/z 261.10 44 .78%
0 M\IH‘ “"2‘979‘_“w“37“‘7_9”_”‘_“_‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #295609: Bis(2-ethylhexyl) phthalate e =
149.0 14.50 15.00
m/z 112.05 43.97%
57.0
5000
279.0
LU | 390.0
“‘_““‘H‘ A N O
m/z--> 50 100 150 200 250 300 350 400 450 500 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061523\
Data File : BF133781.D

Acqg On : 15 Jun 2023 18:28
Operator : CG\JU

Sample : 03221-02

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 8 Nonadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.115 2.63 ng 62794  Perylene-di12 15.462
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 87
2 Heptacosane 380 C27H56 000593-49-7 83
3 Docosane 310 C22H46 000629-97-0 83
4 Octadecane 254 C18H38 000593-45-3 83
5 Tridecane, 1-iodo- 310 C13H271 035599-77-0 58

Abundance Scan 2215 (15.115 min): BF133781.D\data.ms (-2212) (-} | m/z 57.10 100.00%
57.1

-

5000
268.1
—— —
113.1 15.00 15.50
Ofrrrdih L [ B L 30113992 4931 21 10 69.05%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #158599: Nonadecane
57.0
5000 — ——
15.00 15.50
268.0 m/z 43.10 61.92%
‘ 1‘1‘3.0 166.0
O \\J\g"‘\”!”\“Y‘\A\A“\\‘g\1\1‘\‘“\1‘\g\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #287976: Heptacosane
57.0
—— —
15.00 15.50
5000 ITI/Z 85.05 45 .88%
113.0
ol LT 189022500810 3800
A e e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #212282: Docosane T ——
57.0 15.00 15.50
m/z 268.05 35.15%
5000
113.0
0 s9ozsso 5100
L —— —
m/z--> 0 50 100 150 200 250 300 350 400 450 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061523\
Data File : BF133781.D

Acqg On : 15 Jun 2023 18:28
Operator : CG\JU

Sample : 03221-02

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 9 Benzo[j]fluoranthene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.145 3.97 ng 94656  Perylene-di12 15.462
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[k]fluoranthene 252 C20H12 000207-08-9 94
2 Benzo[b]fluoranthene 252 C20H12 000205-99-2 90
3 Benzo[a]pyrene 252 C20H12 000050-32-8 89
4 Benzo[j]fluoranthene 252 C20H12 000205-82-3 89
5 Perylene 252 C20H12 000198-55-0 89
Abundance Scan 2220 (15.145 min): BF133781.D\data.ms (-2217) (-} | m/z 252.10 100.00%
252.1
5000
55.1 125.1
‘ ‘ ‘ ‘ 15.00 15.50
ol lbhbbi], 1811, 811236224070 . oc3 10 26.07%
m/z--> 50 100 150 200 250 300 350 400
Abundance #138563: BenzolK]fluoranthene
252.0
5000 =L o
15.00 15.50
126.0 m/z 250.10  25.26%
OH‘\7\4.\0\‘1\‘“\‘“\\‘\\\2\0‘0.\0\‘“\\“\H\‘H\\‘HH‘\H\
m/z--> 50 100 150 200 250 300 350 400
Abundance #138568: Benzol[b]fluoranthene
252.0
= =
15.00 15.50
5000 m/z 55.10 19.19%
20 %
o0l weo |
m/z--> 50 100 150 200 250 300 350 400
Abundance #138557: Benzo[a]pyrene T —
252.0 15.00 15.50
m/z 125.10  18.23%
5000
126.0
o 750, || 200 o UL
m/z--> 50 100 150 200 250 300 350 400 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061523\
Data File : BF133781.D

Acqg On : 15 Jun 2023 18:28
Operator : CG\JU

Sample : 03221-02

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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@ Benzo[e]pyrene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.339 8.54 ng 203777  Perylene-di2 15.462
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 99
2 Benzo[k]fluoranthene 252 C20H12 000207-08-9 97
3 Benzo[b]fluoranthene 252 C20H12 000205-99-2 95
4 Benzo[j]fluoranthene 252 C20H12 000205-82-3 94
5 Perylene 252 C20H12 000198-55-0 93
Abundance Scan 2253 (15.339 min): BF133781.D\data.ms (-2249) (- m/z 252.10 100.00%
252.1 “
5000
12‘5-1 15.00 15.50
ob 881 il 1981, | 29713461 4142 ., 350,05  30.42%
m/z--> 50 100 150 200 250 300 350 400
Abundance #138554: Benzo[e]pyrene
252.0
5000 = Sk
15.00 15.50
m/z 253.10 20.81%
125.0
ol 740 ] 2000 |
\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\’\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #138563: BenzolKk]fluoranthene
252.0
— s
15.00 15.50
5000 m/z 125.05 13.71%
126.0
oo 0 meo |
m/z--> 50 100 150 200 250 300 350 400
Abundance #138568: Benzo[b]fluoranthene “ —
252.0 15.00 15.50
m/z 126.00 10.41%
5000
126.0
0 830\ “ ‘“\ 2000\ Wl
A B o e e o i e
m/z--> 50 100 150 200 250 300 350 400 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061523\
Data File : BF133781.D

Acqg On : 15 Jun 2023 18:28

Operator : CG\JU

Sample : 03221-02

Misc

ALS vial : 17

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 11 Docosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.927 3.08 ng 73453  Perylene-di12 15.462
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosane 310 C22H46 000629-97-0 96
2 Tricosane 324 (C23H48 000638-67-5 93
3 Heneicosane 296 C21H44 000629-94-7 93
4 Tetracosane 338 C24H50 000646-31-1 93
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 2353 (15.927 min): BF133781.D\data.ms (-2350) (- m/z 57.10 100.00%
57.1
5000 MJ\N\W
113.1 16.00
| h \ ]}, 1691 2551 306.1353.9 410.3 16.00
ol ‘”\h M\\‘““u\w‘\\“”\\wML \‘m‘ I \“h\‘m ot iy Ty m/z 71.05 70.07%
miz--> 50 100 150 200 250 300 350 400
Abundance #212282: Docosane
57.0
5000 R
16.00
m/z 43.05 60.53%
LT 1m0 290 3100
O\\\\“ \h\h‘\“\\““‘\‘\\‘\‘\\\\‘\\\\“\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #229644: Tricosane
57.0
——
16.00
5000 m/z 85.05 46.86%
324.0
h ] \ \ 2670
(- “‘H‘Jm‘wH_m_mw
m/z--> 50 100 150 200 250 300 350 400
Abundance #194590: Heneicosane —
57.0 16.00
m/z 55.10 24.50%
5000 WWW\MM
oL LUl 1890 2250 a0 o
m/z--> 50 100 150 200 250 300 350 400 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@61523\
Data File : BF133781.D

Acqg On : 15 Jun 2023 18:28
Operator : CG\JU

Sample : 03221-02

Misc

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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|
2-Pentanone, 4-... 5.045 4.1 ng 112055 1 6.828 551933 20.0
Benzophenone 10.580 4.2 ng 141610 3 9.869 677808 20.0
n-Hexadecanoic ... 11.880 7.3 ng 260609 4 11.357 710157 20.0
4H-Cyclopenta[d... 11.969 2.4 ng 83478 4 11.357 710157 20.0
Octadecanoic acid 12.669 3.2 ng 113622 4 11.357 710157 20.0
Cycloeicosane 13.845 3.7 ng 176933 5 14.004 950523 20.0
1,4-Benzenedica... 14.627 3.8 ng 179186 5 14.004 950523 20.0
Nonadecane 15.115 2.6 ng 62794 6 15.462 477259 20.0
Benzo[j]fluoran... 15.145 4.0 ng 94656 6 15.462 477259 20.0
Benzo[e]pyrene 15.339 8.5 ng 203777 6 15.462 477259 20.0
Docosane 15.927 3.1 ng 73453 6 15.462 477259 20.0
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