LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080123\
Data File : BF134557.D

Acqg On : 01 Aug 2023 19:56
Operator : CG\JU

Sample : 03645-02

Misc :

ALS Vvial : 12 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-BF080123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF134557.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.040 492 502 508 rVB2 35743 58451 1.11% 0.145%
2 5.422 561 567 570 rBV 4364823 4711196 89.43% 11.723%
3 6.422 730 737 740 rBV 4240654 4913175 93.27% 12.226%
4 6.792 796 800 803 rBV 1535480 1259039 23.90% 3.133%
5 7.351 889 895 898 rBV 3306868 3095447 58.76% 7.703%
6 8.069 1012 1017 1020 rBV 2024862 1723832 32.72% 4.290%
7 9.145 1195 1200 1204 rBV 5253313 5267764 100.00% 13.108%
8 9.269 1217 1221 1224 rVB 374966 331116 6.29% 0.824%
9 9.539 1263 1267 1272 rBV 343162 277128 5.26% 0.690%
10 9.822 1309 1315 1318 rBvV 2177014 1849638 35.11% 4.603%
11 10.610 1444 1449 1452 rBV 3601570 3367983 63.94%  8.381%
12 10.739 1467 1471 1480 rVB3 59322 88503 1.68% 0.220%
13 10.910 1495 1500 1504 rBv4 42237 56070 1.06% 0.140%
14 11.186 1545 1547 1551 rBV2 98351 97976 1.86%  0.244%
15 11.310 1564 1568 1570 rBV 2147518 1814792 34.45% 4.516%
16 11.333 1570 1572 1575 rVV 359838 273194 5.19% 0.680%
17 11.380 1575 1580 1583 rVB2 132052 130966 2.49% 0.326%
18 11.616 1617 1620 1623 rBV2 75504 68456 1.30% 0.170%
19 11.851 1655 1660 1664 rBV2 497438 495549 9.41% 1.233%
20 11.880 1664 1665 1669 rVB 76771 63420 1.20% ©.158%
21 11.921 1669 1672 1674 rBV 61960 61921 1.18% 0.154%
22 12.027 1686 1690 1695 rVB2 54054 54191 1.03% 0.135%
23 12.521 1770 1774 1777 rBV 468100 395021 7.50% 0.983%
24 12.639 1791 1794 1799 rBV3 119574 138321 2.63% 0.344%
25 12.751 1807 1813 1816 rBV2 339957 375166 7.12% 0.934%
26 12.792 1817 1820 1823 rBV2 65746 60069 1.14% 0.149%
27 12.904 1835 1839 1843 rBV 4873066 4754154 90.25% 11.830%
28 13.151 1878 1881 1883 rBV 103865 89240 1.69% 0.222%
29 13.492 1936 1939 1942 rVB 90211 76438 1.45% 0.190%
30 13.815 1991 1994 2001 rVB2 367888 426392 8.09% 1.061%
31 13.951 2012 2017 2020 rBV 1366275 1335085 25.34%  3.322%
32 13.974 2020 2021 2024 rVB 169918 95222 1.81% 0.237%
33 14.139 2047 2049 2052 rBV 88151 72512 1.38% 0.180%
34 14.451 2099 2102 2106 rVB 107847 98405 1.87% 0.245%
35 14.733 2147 2150 2152 rBV2 60166 64723 1.23% 0.161%
36 14.757 2152 2154 2159 rVB2 72298 70725 1.34% 0.176%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080123\
Data File : BF134557.D

Acqg On : 01 Aug 2023 19:56

Operator : CG\JU

Sample : 03645-02

Misc

ALS Vvial : 12 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-BF080123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 14.986 2189 2193 2196 rBV 151280 234087 4.44%  0.582%
38 15.098 2208 2212 2214 rBV2 83436 105756 2.91% 0.263%
39 15.280 2240 2243 2250 rVB 91847 122625 2.33% 0.305%
40 15.345 2250 2254 2259 rVB 126111 154814 2.94% 0.385%
41 15.409 2260 2265 2269 rBV 971382 1185493 22.50% 2.950%
42 15.939 2351 2355 2359 rBV 52253 79166 1.50% 0.197%
43 15.980 2359 2362 2368 rvVB2 57871 95759 1.82% ©.238%
44 16.868 2509 2513 2522 rVB2 46754 97875 1.86% 0.244%
Sum of corrected areas: 40186855
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 01 Aug 2023 19:56
¢ CG\JU
. 03645-02

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080123\
BF134557.D

: 12 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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\BF080123\
Data File : BF134557.D

Acqg On : 01 Aug 2023 19:56
Operator : CG\JU

Sample : 03645-02

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.269 3.58 ng 331116  Acenaphthene-d10 9.822

Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 91
2 Diacetamate 193 C1OH11NO3 002623-33-8 53
3 3-Pyridinol, 4-methyl-, acetate ... 151 C8H9NO2 001006-96-8 53
4 Metacetamol 151 C8HINO2 000621-42-1 53
5 Pyridine, 2-butyl-, 1-oxide 151 CSH13NO 031396-32-4 53
Abundance Scan 1221 (9.269 min): BF134557.D\data.ms (-1217) ()| m/z 43.00 100.00%
3.0
109.1
5000 151.0
U | E—
‘ 69"0 | 9.00 9.20 9.40 9.60
Ob bbbt L L1931 100 65 69.98%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #106944: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
151.0
5000 L B R B L L B
9.00 9.20 9.40 9.60
69.0 m/z 151.00 41.34%
0 ;\5\.9\ ‘\‘\ \"‘ i ‘\“\‘H‘ \“‘\“\ \H“‘\‘ T ‘\H\ T \“\H‘\‘\ “\ N \“ T 1 T \‘\ T ‘J\'?\Z\?\ T
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109.0
A AEEmaREE R
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5000 151.0 m/z 41.10 22.54%
43.0
80.0
0 15.0 193.0
T e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28881: 3-Pyridinol, 4-methyl-, acetate (ester) ST TR
109.0 9.00 9.20 9.40 9.60
43.0
m/z 69.05 15.73%
5000
80.0
‘ 151.0
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080123\
Data File : BF134557.D

Acqg On : 01 Aug 2023 19:56
Operator : CG\JU

Sample : 03645-02

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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 2
R.T. EstConc Area Relative to ISTD R.T.
11.851 5.46 ng 495549  Phenanthrene-d10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 91
3 Octadecanoic acid 284 C18H3602 000057-11-4 90
4 Pentadecanoic acid 242 C15H3002 001002-84-2 90
5 Tridecanoic acid 214 C13H2602 000638-53-9 87

Abundance Scan 1660 (11.851 min): BF134557.D\data.ms (-1655) (- m/z 43.05 100.00%
43.0
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31 1290
213.2 T T 7
‘ 171.1 ‘ 256.1 11.50 12.00
ob— Al LT LT s g0 65 es.19%
0

—

mi/z--> 5 100 150 200 250 300
Abundance #143510: n-Hexadecanoic acid
5000 129.0 I

T :
11.50 12.00
m/z 59.95 88.35%

60.0

171.0 213.0 256.0
[ m— ‘M \\h“‘\ ;‘H‘\‘n} ‘\“‘ “ “‘ \‘ ““\‘ . “\‘ A mam e
miz--> 50 100 150 200 250 300
Abundance
73.0
— P
11.50 12.00
5000 129.0 m/z 57.10 77.63%
185.0
299 228.0
ol Ml g oy
miz--> 50 100 150 200 250 300
Abundance #179089: Octadecanoic acid — ]
73.0 11.50 12.00
m/z 41.10 75.90%
5000 129.0
29. 185.0 541 2840
0! il J“‘J‘L‘\ B ﬂu R — —
m/z--> 50 100 150 200 250 300 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080123\
Data File : BF134557.D

Acqg On : 01 Aug 2023 19:56
Operator : CG\JU

Sample : 03645-02

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.639 2.07 ng 138321  Chrysene-di2 13.951
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 n-Decanoic acid 172 C10H2002 000334-48-5 64

Abundance Scan 1794 (12.639 min): BF134557.D\data.ms (-1791) (- m/z 43.05 100.00%

43.0 73.0
5000

T T
12.50 13.00

0 m/z 72.95 89.03%

i
m/z--> 50 100 150 200 250
Abundance #179089: Octadecanoic acid
73.0
43.0

5000 129.0 T 1
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— \“ \“\’\ h!‘ “H“‘ M”‘L ‘M‘ Ly | - ‘\ ety “‘ e ““
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O Ty
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oL AWl b L b
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Abundance #126199: Pentadecanoic acid —— —

43.0 73.0 12.50 13.00

m/z 57.05 73.53%
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199.0 2420
L‘ m il “HM\‘H \\h\‘\‘ M‘ ul “‘ ‘167\-0‘ ‘ ‘

0t L o e o o e ‘ —
m/z--> 50 100 150 200 250 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080123\
Data File : BF134557.D

Acqg On : 01 Aug 2023 19:56
Operator : CG\JU

Sample : 03645-02

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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 4 5-Eicosene, (E)- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.816 6.39 ng 426392  Chrysene-d12 13.951
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 95
2 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
3 1-Heneicosyl formate 340 C22H4402 077899-03-7 94
4 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 91

5 Pentadecafluorooctanoic acid, pe... 624 C23H31F1502 1000406-04-5 91

Abundance Scan 1994 (13.815 min): BF134557.D\data.ms (-1991) (- m/z 57.10 100.00%
57.1
5000
11.1
P e
\‘ b || 1681 2482 3009 13:50 14.00
0yl “H““'emw_m"‘m‘u”_m_m m/z 43.18  85.44%
miz--> 50 100 150 200 250 300 350 400
Abundance #173729: 5-Eicosene, (E)-
55.0
5000 — ——
13.50 14.00
11.0 m/z 55.10  81.94%
0\\“\‘\“\\\“”\“““‘ “l\16\7\\()\‘2\2\3\\0‘\2\8\0\0‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
P e
13.50 14.00
5000 ITI/Z 83.10 75.48%
111.0
169.0
0 238.0283.0 434.1
T e et
m/z--> 50 100 150 200 250 300 350 400
Abundance #248981: 1-Heneicosyl formate o —
57.0 13.50 14.00
m/z 97.10 65.66%
o \\ | ‘\ 1070 2220 2193400
— “H“ R A — ——
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\BF080123\
Data File : BF134557.D

Acqg On : 01 Aug 2023 19:56
Operator : CG\JU

Sample : 03645-02

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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 5
R.T. EstConc Area Relative to ISTD R.T.
15.280 2.07 ng 122625 Perylene-di2 15.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 98
2 Benzo[b]fluoranthene 252 C20H12 000205-99-2 97
3 Benzo[k]fluoranthene 252 C20H12 000207-08-9 97
4 Benzo[a]pyrene 252 C20H12 000050-32-8 95
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 95
Abundance Scan 2243 (15.280 min): BF134557.D\data.ms (-2240) (- m/z 252.10 100.00%
25p.1
5000
431 810 12‘5-0 15.00 15.50
o431 BLO || 17002111 | 31613872 ., 256 65  29.35%
m/z--> 50 100 150 200 250 300 350
Abundance #138554: Benzo[e]pyrene
252.0
5000 S N
15.00 15.50
m/z 253.10 23.26%
125.0
0390 830 | 2000 |
\\‘\\\\‘\\\\‘\\\\’\\\\\\\\‘\\\\’\\\
miz--> 50 100 150 200 250 300 350
Abundance
252.0
— —
15.00 15.50
5000 m/z 125.00 14.19%
126.0
039.0 87.0 163.0200.0
e e A e e e
m/z--> 50 100 150 200 250 300 350
Abundance #138563: Benzo[Kk]fluoranthene T —
252.0 15.00 15.50
m/z 126.05 12.55%
5000
126.0
ooyl oo |k Ul
m/z--> 50 100 150 200 250 300 350 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080123\
Data File : BF134557.D

Acqg On : 01 Aug 2023 19:56
Operator : CG\JU

Sample : 03645-02

Misc

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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|
2,4,7,9-Tetrame... 9.269 3.6 ng 331116 3 9.822 1849640 20.0
n-Hexadecanoic ... 11.851 5.5 ng 495549 4 11.310 1814790 20.0
Octadecanoic acid 12.639 2.1 ng 138321 5 13.951 1335090 20.0
5-Eicosene, (E)- 13.816 6.4 ng 426392 5 13.951 1335090 20.0
Benzo[e]pyrene 15.280 2.1 ng 122625 6 15.410 1185490 20.0
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