LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011024\
Data File : BF137018.D

Acqg On : 10 Jan 2024 14:12
Operator : CG\JU

Sample : Pl1073-01

Misc :

ALS vial : 9 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-BF122023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF137018.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.158 8 12 17 rVB 12078 16307 1.46% ©0.183%
2 5.016 494 498 506 rBvV 58924 67659 6.06% 0.761%
3 5.428 565 568 583 rBV 1044409 980491 87.79% 11.029%
4 6.434 735 739 754 rBV 1082943 983273 88.04% 11.060%
5 6.781 795 798 802 rBV 396974 313527 28.07% 3.527%

6 7.345 890 894 897 rBV 742408 610343 54.65% 6.865%
7 8.057 1011 1015 1028 rVB 490366 405260 36.28% 4.558%
8 9.134 1194 1198 1201 rBV 1328863 1116897 100.00% 12.563%
9 9.816 1310 1314 1318 rBV 556425 433219 38.79% 4.873%
10 10.610 1446 1449 1461 rBV 661945 650131 58.21% 7.313%

11 11.310 1564 1568 1571 rBV 506953 428967 38.41% 4.825%
12 11.333 1571 1572 1576 rVV 105522 62649 5.61% ©.705%
13 11.386 1577 1581 1585 rVB 28499 28773 2.58% 0.324%
14 11.845 1656 1659 1666 rBV 122613 132949 11.90%  1.495%
15 11.927 1670 1673 1680 rVB3 23232 28102 2.52% ©0.316%

16 12.533 1772 1776 1779 rBV 159178 134826 12.07%
17 12.633 1790 1793 1800 rBV2 28440 37205 3.33%
18 12.763 1810 1815 1820 rBV 126305 123619 11.07%

OR R OR
w
O
®
R

19 12.904 1835 1839 1843 rBV 1083100 982908 88.00% 11.056%
20 13.092 1864 1871 1875 rBV2 18439 24592 2.20% 277%
21 13.163 1880 1883 1885 rVB 16135 13472 1.21% ©.152%
22 13.286 1901 1904 1968 rVB4 15279 16912 1.51% ©0.190%
23 13.480 1932 1937 1939 rBV2 20513 19354 1.73% 0.218%
24 13.774 1984 1987 1991 rBV4 8646 13371 1.20% ©.150%
25 13.810 1991 1993 2001 rVB3 22957 26739 2.39% 0.301%
26 13.904 2002 2009 2010 rBV3 21455 34996 3.13% 0.394%
27 13.969 2016 2020 2023 rBV2 333724 352540 31.56% 3.965%
28 13.998 2023 2025 2029 rVB 50276 44814 4.01%  0.504%
29 14.074 2033 2038 2041 rVB2 14864 19500 1.75% 0.219%
30 14.127 2044 2047 2054 rBV 21625 22716 2.03% 0.256%
31 14.433 2096 2099 2103 rBV 22392 27935 2.50% ©0.314%
32 14.674 2137 2140 2144 rBV6 10320 13280 1.19% 0.149%
33 14.745 2149 2152 2155 rVB2 16285 16378 1.47% 0.184%
34 14.821 2161 2165 2170 rVB 26520 27575 2.47% ©.310%
35 15.021 2195 2199 2203 rBV 50136 82956  7.43% 0.933%
36 15.086 2208 2210 2215 rVB5 15350 19344 1.73% 0.218%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011024\
Data File : BF137018.D

Acqg On : 10 Jan 2024 14:12

Operator : CG\JU

Sample : Pl1073-01

Misc

ALS vial : 9 Sample Multiplier: 1
Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON

Sampling : 1

Start Thrs: 0.2

Stop Thrs : ©

Filtering: 5
Min Area: 3 % of largest Peak
Max Peaks: 100

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-BF122023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 15.333 2248 2252 2259 rVB 28926 43343 3.88% 0.488%
38 15.398 2259 2263 2268 rBV 44412 60074 5.38% 0.676%
39 15.457 2269 2273 2286 rVB 260298 377696 33.82%  4.248%
40 16.986 2527 2533 2539 rVB2 21774 41120 3.68% 0.463%
41 17.445 2607 2611 2619 rVB2 17753 35729 3.20% 0.402%
42 17.704 2651 2655 2663 rBV2 7106 18933 1.70% 0.213%

Sum of corrected areas: 8890474
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011024\

BF137018.D
: 10 Jan 2024 14:12
: CG\JU
: Ple73-01
: 9 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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\BF011024\
Data File : BF137018.D

Acqg On : 10 Jan 2024 14:12
Operator : CG\JU

Sample : P1e73-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 2
R.T. EstConc Area Relative to ISTD R.T.
5.016 4.32 ng 67659 1,4-Dichlorobenzene-d4 6.781

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
Abundance Scan 498 (5.016 min): BF137018.D\data.ms (-494) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 P
83.0 4.60 4.80 5.00 5.20 5.40
0 "‘_"‘_"‘_"m“u"_u!u‘_"ww‘:”wmw‘ m/z 59.18  56.64%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 I L L B R
59.0 4.60 4.80 5.00 5.20 5.40
150 1010 m/z 101.10 19.79%
O \\\‘\!‘f.!‘\\f‘?‘ﬁ\.\o\\“H{\\‘\\}\‘\\\\‘\\\\8‘3\.(\)\‘\\\}“\.\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
43.0
Raaas e RRARARRRT
57.0 4.60 4.80 5.00 5.20 5.40
5000 m/z 58.10 12.51%
20.0 101.0
O o el 730,850
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4528: 2,3-Butanedione, monooxime Rmaas e RRRRC AR
43.0 4.60 4.80 5.00 5.20 5.40
m/z 41.00 9.41%
5000
101.0
oL 180 310 | %89 790 gso n ;
R Ea T L R e AARARRmm R R ERRRRLE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011024\
Data File : BF137018.D

Acqg On : 10 Jan 2024 14:12
Operator : CG\JU

Sample : P1e73-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.845 6.20 ng 132949  Phenanthrene-di10 11.310
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 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 n-Decanoic acid 172 C10H2002 000334-48-5 76
5 Tetradecanoic acid 228 C14H2802 000544-63-8 72
Abundance Scan 1659 (11.845 min): BF137018.D\data.ms (-1656) (- m/z 72.95 100.00%
43.1 73.0
5000
— e
11.50 12.00
(o] m/z 43.10 93.74%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
2 3
43.0 73.0 256.0
5000 s ot
129.0 11.50 12.00
213.0 m/z 59.95 85.38%
H (ﬂ 157.0185.0 ‘
O:I\-ﬁl‘o\\‘l\ HH\H\M\‘\‘HH\H““Huwl“\H\‘H‘HH‘HH‘H\‘H‘HH‘\‘\H‘HH‘\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #92069: Tridecanoic acid
73.0
— Fsqen
43.0 11.50 12.00
5000 129.0 m/z 55.05 70.55%
171.0
‘ 214.0
m/z--> 20 40 6 80 100 120 140 160 180 200 220 240 260
Abundance #126203: Pentadecanoic acid S aaly —
43.0 73.0 11.50 12.00
m/z 41.05 68.52%
5000 129.0
199.0 2420
TN e aanu
oHW‘WUJHM“1“‘“‘HHU‘H“N‘E‘M‘H‘HH“H‘H_‘mwhwww b s S
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\BF011024\
Data File : BF137018.D

Acqg On : 10 Jan 2024 14:12
Operator : CG\JU

Sample : P1e73-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 Benzo[e]pyrene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.333 2.30 ng 43343  Perylene-d12 15.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 91
2 Benzo[a]pyrene 252 C20H12 000050-32-8 90
3 Perylene 252 C20H12 000198-55-0 90
4 Benzo[k]fluoranthene 252 C20H12 000207-08-9 87
5 Benzo[b]fluoranthene 252 C20H12 000205-99-2 83
Abundance Scan 2252 (15.333 min): BF137018.D\data.ms (-2248) (| m/z 252.85 100.00%
252.1
5000 J\J\A
125.0 N LI
15.00 15.50
57.0 . 222.1 M .
o O S0 ) 1190 221 | 221 e 15 27,07
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #138554: Benzo[e]pyrene
252.0
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15.00 15.50
m/z 253.05  21.25%
125.0
ol 500 830 I 1740 2230 |
‘HH‘HH‘HH‘HH‘HH‘HH‘\\H‘HH‘HH‘HH’HH‘H \‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #138557: Benzo[a]pyrene
252.0
15.00 15.50
5000 ITI/Z 124.95 15.53%
126.0
o 510 830 | \H 1740 2230 |
Raaa e R e RMAX=anasaN S
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #138552: Perylene “ ——
252.0 15.00 15.50
m/z 126.00 11.01%
5000
126.0
o500 w0 | o zmo | SAELIA T
m/z--> 20 40 60 80 100120140160180200220240260280 15.00 15.50

8270-BF122023.M Thu Jan 11 10:41:15 2024 Page: 6



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011024\
Data File : BF137018.D

Acqg On : 10 Jan 2024 14:12
Operator : CG\JU

Sample : P1e73-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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-... 5.016 4.3 ng 67659 1 6.781 313527 20.0
n-Hexadecanoic ... 11.845 6.2 ng 132949 4 11.310 428967 20.0
Benzo[e]pyrene 15.333 2.3 ng 43343 6 15.463 377696 20.0
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