LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101124\
Data File : BF139773.D

Acqg On : 11 Oct 2024 14:20
Operator : RC/JU

Sample : P4364-11

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-BF100124.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF139773.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.152 3 10 22 rVB 1730510 2838227 100.00% 12.234%
2 5.087 504 509 521 rVB 115349 172024 6.06% 0.742%
3 5.498 574 579 600 rBV 1358129 2040181 71.88% 8.794%
4 6.510 745 751 777 rBV 1275152 1946830 68.59%  8.392%
5 6.869 807 812 817 rBV 334808 424614 14.96%  1.830%
6 7.428 901 907 917 rBvV 935369 1220005 42.98% 5.259%
7 7.681 945 950 954 rBV 38819 50310 1.77% 0.217%
8 7.728 954 958 972 rVB 33875 57096 2.01% 0.246%
9 8.145 1022 1029 1038 rBV2 365337 720536 25.39% 3.106%
10 8.363 1062 1066 1072 rBV 32777 43562 1.53% 0.188%
11  8.422 1072 1076 1085 rVB 25205 35374 1.25% 0.152%
12 9.222 1207 1212 1217 rBV 1415851 1738356 61.25% 7.493%
13 9.898 1319 1327 1332 rBV 327907 440823 15.53% 1.900%
14 10.316 1392 1398 1403 rVB2 26389 50644 1.78% 0.218%
15 10.616 1444 1449 1455 rVB 250435 317132 11.17% 1.367%
16 10.692 1456 1462 1469 rVV 767485 994058 35.02%  4.285%
17 10.751 1469 1472 1477 rW 21239 38195 1.35% 0.165%
18 10.804 1477 1481 1489 rVB2 29476 52936 1.87% 0.228%
19 11.280 1559 1562 1568 rVB2 25412 38421 1.35% 0.166%
20 11.386 1575 1580 1583 rBV 339809 495161 17.45% 2.134%
21 11.463 1589 1593 1597 rBV 39526 46254 1.63% ©0.199%
22 11.622 1616 1620 1625 rBV2 25600 42071 1.48% 0.181%
23 11.845 1653 1658 1661 rBV2 39536 75324  2.65% ©.325%
24 11.916 1663 1670 1672 rVV2 359138 524748 18.49%  2.262%
25 11.951 1672 1676 1681 rVV 1077522 1391066 49.01% 5.996%
26 12.004 1681 1685 1693 rVB2 60727 126430 4.45%  0.545%
27 12.439 1756 1759 1762 rBV 27645 38747 1.37% 0.167%
28 12.527 1771 1774 1779 rVB 28025 34930 1.23% 0.151%
29 12.604 1782 1787 1791 rBV 366549 484361 17.07% 2.088%
30 12.698 1799 1803 1810 rBV 81719 118790 4.19% 0.512%
31 12.833 1819 1826 1830 rBV 333362 510001 17.97%  2.198%
32 12.974 1844 1850 1857 rVB 1299596 1676403 59.07% 7.226%
33 13.051 1859 1863 1867 rBV3 32249 53979 1.90% 0.233%
34 13.263 1896 1899 1906 rvB3 37143 51531 1.82% 0.222%
35 13.645 1960 1964 1967 rBV 161952 228838 8.06% 0.986%

36 13.680 1967 1970 1975 rVB3 128931 190461 6.71% 0.821%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101124\
Data File : BF139773.D

Acqg On : 11 Oct 2024 14:20
Operator : RC/JU

Sample : P4364-11

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-BF100124.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 13.786 1984 1988 1994 rBV4 40774 97102 3.42% 0.419%
38 13.880 2000 2004 2008 rBv4 88939 149820 5.28% 0.646%
39 14.010 2021 2026 2033 rBV3 1038989 2196674 77.40% 9.469%
40 14.415 2091 2095 2099 rBvV2 114777 143242 5.05% 0.617%
41 14.621 2126 2130 2136 rVB 119715 181554 6.40% 0.783%
42 15.074 2203 2207 2215 rVB 162092 323020 11.38% 1.392%
43 15.380 2256 2259 2265 rVB 90120 137113 4.83% 0.591%
44 15.445 2266 2270 2275 rVV 122513 192871 6.80% 0.831%
45 15.509 2276 2281 2298 rVB2 230529 468910 16.52% 2.021%

Sum of corrected areas: 23198725
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 11 Oct 2024 14:20
: RC/JU
: P4364-11

12

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101124\
BF139773.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF100124.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101124\
Data File : BF139773.D

Acqg On : 11 Oct 2024 14:20
Operator : RC/JU

Sample : P4364-11

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF100124.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
2.152 133.69 ng 2838230 1,4-Dichlorobenzene-d4 6.869
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
Abundance  Scan 10 (2.152 min): BF139773.D\data.ms (-3) (-) m/z 73.10 100.00%
73.1
5000 43.0
87.1
R RRARRAANEA
‘ Lg 1 2.202.302.402.502.60
Ol B2 L2001 njz 43.e5  46.88%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T T T T T[T I T [T T T T[T TT 7T
43.0 2.202.302.402.502.60
' 87.0 m/z 55.05 31.30%
29.0
M‘ \‘\“ LQO ‘ |
O\‘H\\‘HH‘f\!\‘\!\‘f“HH‘\H\’\H\‘HH‘\H\‘\H\‘HH‘\H\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 A
2.202.302.402.502.60
5000 41.0 55.0 m/z 87.10 25.98%
27.0
0 H\ ‘m \“ I 112.0 129.0
e e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2307: 1,3-Dioxolane, 2-methyl- A RRARREAEEE
73.0 2.202.302.402.502.60
m/z 41.05 15.36%
5000 43.0
58.0
29.0 ‘ 87.0
Obrprrthbirrrepter e L —
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101124\
Data File : BF139773.D

Acqg On : 11 Oct 2024 14:20
Operator : RC/JU

Sample : P4364-11

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF100124.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.087 8.10 ng 172024  1,4-Dichlorobenzene-d4 6.869

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 37
3 3-Octanol 130 C8H180 000589-98-0 33
4 3-Hexanol, 4-ethyl- 130 C8H180 019780-44-0 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32
Abundance Scan 509 (5.087 min): BF139773.D\data.ms (-504) (-) m/z 43.10 100.00%
43.1
59.1
5000
‘ 83.1 101.1 4.80 5.00 5.20 5.40
Oberprrrrprrrrprredbier el e m/z 59,180 55.90%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 L L L L L BN LR
4.80 5.00 5.20 5.40
101.0 m/z 101.10 16.19%
0 29'\0 L m‘ 837'0
H‘\H\‘\\H‘HH‘\H\‘\\H‘HH‘\H\‘\H\‘HH‘HH’HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9479: 2-Hexanol, 2-methyl-
59.0
AmmmEa E
4.80 5.00 5.20 5.40
5000 m/z 58.10 14 .69%
410 101.0
27.0 m 83.0
e .
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15660: 3-Octanol R R SRR
59.0 4.80 5.00 5.20 5.40
m/z 41.10 9.01%
5000
27.0 41.0 83.0
101.0
SR O N SO Y. 1 (OO VA sy
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101124\
Data File : BF139773.D

Acqg On : 11 Oct 2024 14:20
Operator : RC/JU

Sample : P4364-11

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF100124.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 Phthalic acid, monoamide, N... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.316 2.30 ng 50644  Acenaphthene-d10 9.904
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diethyl Phthalate 222 C12H1404 000084-66-2 80
2 Phthalic acid, monoamide, N-ethy... 311 C19H21NO3 1000309-85-4 64
3 Phthalic acid, ethyl 2-(2-nitrop... 343 C18H17NO6 1000377-99-1 59
4 2-Acetylbenzoic acid 164 C9H803 000577-56-0 50
5 Benzoic acid, 2-(1-oxopropyl)- 178 C10H1003 002360-45-4 50

Abundance Scan 1398 (10.316 mln) BF139773.D\data.ms (-1392) (- m/z 149.00 100.00%

49.0
5000
57.1

1000 1050
o m— h‘\ \‘\h\\‘u‘“““uh\“ “h\‘u‘w m“ \! \\‘ T m/z 57.10 .61%
miz--> 50 100 150 200 250 300
Abundance #101093: Diethyl Phthalate
149.0
5000
1000 1050
m/z 177.00 23.68%
290 89 0| 1 ez
0\\“\\"‘\\“\\“\\“\‘\ \\‘\\‘\\‘\\’\\\\‘\\
miz--> 50 100 150 200 250 300
Abundance #213179: Phthalic acid, monoamide, N-ethyl-N-(3-methyl
149.0
— L —
10.00 1050
5000 ITI z 43.10 . %

o

200 650
290 %90 a0 | sso 200
m/z--> 50 100 150 200 250 300

Abundance #251932: Phthalic acid, ethyl 2-(2-nitrophenyl)ethyl ester
149.0 1000 1050

m/z 150.00  13.40%

5000

0l 290 620 190 | | aes0 2970 A (\

m/z--> 50 100 150 200 250 300 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101124\
Data File : BF139773.D

Acqg On : 11 Oct 2024 14:20
Operator : RC/JU

Sample : P4364-11

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF100124.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 Benzophenone Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.616 14.39 ng 317132  Acenaphthene-d10 9.904
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 50
3 Benzenepropanenitrile, .beta.-oxo- 145 C9H7NO 000614-16-4 47
4 1-Butanone, 1-phenyl- 148 C10H120 000495-40-9 47
5 2,5-Pyrrolidinedione, 1-(benzoyl... 219 C11H9NO4 023405-15-4 47
Abundance Scan 1449 (10.616 min): BF139773.D\data.ms (-1444) (- m/z 105.05 100.00%
105.1
77.0
182.1
5000
51.0
— —
10.50 11.00
152.0
b b 2280 28T myz 77.05  67.44%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 —— ——
10.50 11.00
510 m/z 182.10  53.52%
JLo2mo 1260 1520 |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #30104: Benzenecarbothioic acid, S-methyl ester
105.0
77.0 T ‘ T T ‘ T
10.50 11.00
5000 51.0 m/z 51.05 30.32%
15.0 152.0
ol i e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #24907: Benzenepropanenitrile, .beta.-oxo- — A
105.0 10.50 11.00
m/z 181.10 9.49%
77.0
5000
51.0
145.
0H“‘H“‘“1“H“‘1“H‘“HH‘HH“‘S‘(‘)WHH‘H‘ “‘/‘\ L
m/z--> 20 40 60 80 100 120 140 160 180 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101124\
Data File : BF139773.D

Acqg On : 11 Oct 2024 14:20
Operator : RC/JU

Sample : P4364-11

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF100124.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 Dodecane, 3-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.804 2.14 ng 52936  Phenanthrene-d10 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 3-methyl- 184 C13H28 017312-57-1 81
2 Octacosane 394 C28H58 000630-02-4 74
3 Heneicosane 296 C21H44 000629-94-7 74
4 Tridecane 184 C13H28 000629-50-5 74
5 Hexacosane 366 C26H54 000630-01-3 72

Abundance Scan 1481 (10.804 min): BF139773.D\data.ms (-1477) (-] ' m/z 57.05 100.00%
57.0

2

5000
‘ %91 169.1 10.50 11.00
0 M ! “H‘““ T — m/z 43.05 69.15%
m/z--> 0 50 100 150 200 250 300 350
Abundance #59046: Dodecane, 3-methyl-
57.0
5000 — e
10.50 11.00
155.0 m/z 71.10  65.00%
‘ 9.0
O\\‘\‘w‘ “\M\“‘\“\“\{“\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
— ——
10.50 11.00
5000 m/Z 85.05 34.79%

ol h“ H | 141018302250 281.0 337.0 394.
e e e

e

m/z--> 0 50 100 150 200 250 300 350
Abundance #194588: Heneicosane
57.0 10.50 11.00
m/z 41.10 34.36%
5000 AAAIJLw#ﬁJ\fo/VN\ﬂX
9.0
0 15@1 il H I h‘ | 141 01783 0225.0 296.0
e e T e — —
m/z--> 0 50 100 150 200 250 300 350 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101124\
Data File : BF139773.D

Acqg On : 11 Oct 2024 14:20
Operator : RC/JU

Sample : P4364-11

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF100124.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 Palmitoleic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.845 3.04 ng 75324  Phenanthrene-d1e 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Palmitoleic acid 254 C16H3002 000373-49-9 81
2 (E)-Hexadec-9-enoic acid 254 C16H3002 010030-73-6 76
3 cis-7-Hexadecenoic acid 254 C16H3002 002416-19-5 70
4 7Z-7-Tetradecenoic acid 226 C14H2602 1000130-98-4 64
5 Myristoleic acid 226 C14H2602 000544-64-9 58
Abundance Scan 1658 (11.845 min): BF139773.D\data.ms (-1653) (- m/z 55.10 100.00%
55.1
2000 vg\/ﬂvﬂj“ﬂ\“AAJ_
— ——
11.50 12.00
0! m/z 41.10 78.70%
m/z--> 20 40 60 80 100120 140 160180 200 220240
Abundance #140797: Palmitoleic acid
558.0
83.0
5000 = —
11.50 12.00
111.0 m/z 69.10 58.22%
LAk L pposesorszo 2%
0 H\‘HHHH “\‘H\
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #140810: (E)-Hexadec-9-enoic acid
55.0
— ——
11.50 12.00
5000 83.0 m/z 43.10 52.87%
7o) | || 2 mssosssoisz0 a0
0 m‘\‘um‘u & ‘u‘”u” ”‘\\““H“‘U“m”“ et e
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #140807: cis-7-Hexadecenoic acid T ——
55.0 11.50 12.00
m/z 83.10 41.37%
5000 83.0 A/L
‘HM‘HM“_‘H — ——
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101124\
Data File : BF139773.D

Acqg On : 11 Oct 2024 14:20
Operator : RC/JU

Sample : P4364-11

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF100124.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 7 4H-Cyclopenta[def]phenanthrene Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
12.004 5.11 ng 126430  Phenanthrene-di10 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 196 C15H10 000203-64-5 64
2 Benzaldehyde, 3,5-dichloro-2-hyd... 190 C7H4C1202 000090-60-8 47
3 5H-Dibenzo[a,d]cycloheptene 192 C15H12 000256-81-5 38
4 Naphtho[1,2-b]norbornadiene 192 C15H12 1000210-14-8 38
5 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 30

Abundance Scan 1685 (12.004 min): BF139773.D\data.ms (-1681) (- m/z 189.10 100.00%
189.1

-

5000
T
12.00
0! m/z 190.10 95.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #64923: 4H-Cyclopenta[deflphenanthrene
190.0
5000 T /\T/\A}/\/\‘
940 12.00
4. m/z 192.10  60.25%
ol 310 630 | 13701630 |
\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #65125: Benzaldehyde, 3,5-dichloro-2-hydroxy-
190.0
T
12.00
5000 ITI/Z 191.10 47.16%
63.0

=

0,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67048: 5H-Dibenzo[a,d]cycloheptene 7
192.0 12.00
m/z 94.70 27.36%
o AN//M
165.0
o, 280 630 96"0 1390 | |
T R e e e e —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101124\
Data File : BF139773.D

Acqg On : 11 Oct 2024 14:20
Operator : RC/JU

Sample : P4364-11

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF100124.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 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.698 4.80 ng 118790  Phenanthrene-di10 11.386
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 90
3 Heneicosanoic acid 326 C21H4202 002363-71-5 86
4 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 68
5 Dodecanoic acid 200 C12H2402 000143-07-7 64

Abundance Scan 1803 (12.698 min): BF139773.D\data.ms (-1799) (- m/z 43.10 100.00%

43.1
5000

T
12.50 13.00
0 m/z 57.10  82.24%

m/z--> 50 100 150 200 250 300
Abundance #179089: Octadecanoic acid
5000 129.0 T R
12.50 13.00
185.0 Jaro 2840 m/z 73.05 75.74%
0 \H‘H“ M ‘ ‘\‘ “ “\‘ \‘ - ‘L‘ — “\‘ P
m/z--> 100 150 200 250 300
Abundance #143510: n-Hexadecanoic acid

T [
12.50 13.00
5000 129.0 m/Z 60.00 73.97%
4 1710 213.0 256.0
ol— “‘ ﬂ‘\ ‘H‘\ ul ‘ | “‘ “ “‘ \‘ ““\‘ . “\‘ I
miz--> 50 100 150 200 250 300

Abundance #232199: Heneicosanoic acid 1 —

43.0 326.( 12.50 13.00
m/z 55.10 71.06%
129.0
5000
283.0
1850 227.0

miz--> 50 150 200 250 300 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101124\
Data File : BF139773.D

Acqg On : 11 Oct 2024 14:20

Operator : RC/JU

Sample : P4364-11

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF100124.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 9 Triphenyl phosphate Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
13.645 2.08 ng 228838  Chrysene-di2 14.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Triphenyl phosphate
2 1-Cyano-N-phenylmethanecarbohydr..

3 (1-Allyl-2-oxo-1,2-dihydro-indol...
4 2-Methyl-3,8-diphenyl-3H-imidazo...

5 Benzene, (ethylsulfonyl)-

326 C18H1504P
. 170 C9H6N4

326 C20H14N40
325 C21H15N30

170 C8H1002S

000115-86-6 96
000306-18-3 38
1000296-28-1 14
089174-96-9 14
000599-70-2 11

Abundance Scan 1964 (13.645 min): BF139773.D\data.ms (-1960) (- m/z 77.05 100.00%
71.0 326.1
215.1
5000 170.1
39.
o o
1151 ML 13.50 14.00
bbb L | n ‘ o b RSP0 2891 1y 306,10 93.73%
miz--> 50 100 150 200 250 300
Abundance #231445: Triphenyl phosphate
326.(
5000 P ——
77.0 13.50 14.00
39.0 1700 2330 m/z 325.10  83.94%
O T T ‘\ H" \ \“J-]\-F’\O\ M‘ “ T ‘H‘ T \“\ “‘\“ \‘ T \2\8\9.‘0\ T ‘\
miz--> 50 100 150 200 250 300
Abundance #46285: 1- Cyano N-phenylmethanecarbohydrazonoyl cy
770
P o
13.50 14.00
5000 170.0 m/z 65.05 63.88%
39.0
ol by “ 5 I
miz-> 50 100 150 200 250 300
Abundance #231876: (1-Allyl-2-oxo-1,2-dihydro-indol-3-ylidene)-(1H- P —
325.C 13.50 14.00
m/z 215.10 47.33%
5000
41.0
90.0 1,g o 167.0 205.0 244.0 ‘
(o R A ‘\“ m‘m\‘hh‘x‘w\‘\““\““‘\ \“ \‘ \‘ ‘ ‘M A . e
m/z--> 50 100 150 200 250 300 13.50 14.00

8270-BF100124.M Mon Oct 14 12:50:57 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101124\
Data File : BF139773.D

Acqg On : 11 Oct 2024 14:20

Operator : RC/JU

Sample : P4364-11

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF100124.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 4

R.T. EstConc Area Relative to ISTD R.T.
15.380 5.85 ng 137113  Perylene-di2 15.504
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 98
2 Benzo[a]pyrene 252 C20H12 000050-32-8 96
3 Benzo[k]fluoranthene 252 C20H12 000207-08-9 96
4 Perylene 252 C20H12 000198-55-0 95
5 Benzo[b]fluoranthene 252 C20H12 000205-99-2 95

Abundance Scan 2259 (15.380 min): BF139773.D\data.ms (-2256) (- m/z 252.10 100.00%
252.1
w M
=~ -
1 1251 15.00 15.50
o571 4| 16111981, || 3041 3581 .., 25910  29.24%
m/z--> 50 100 150 200 250 300 350
Abundance #138554: Benzo[e]pyrene
252.0
5000 = A
15.00 15.50
m/z 253.10 23.45%
125.0
0390 830 | 2000 |
\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\
miz--> 50 100 150 200 250 300 350
Abundance #138555: Benzo[a]pyrene
252.0
— —
15.00 15.50
5000 m/z 125.10 12.38%
126.0
o 500870, | 1ss02000 |
m/z--> 50 100 150 200 250 300 350
Abundance #138563: Benzo[Kk]fluoranthene “ —
252.0 15.00 15.50
m/z 126.00 10.48%
5000
126.0
o moy ) awo | UL
m/z--> 50 100 150 200 250 300 350 15.00 15.50

8270-BF100124.M Mon Oct 14 12:50:58 2024
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101124\
Data File : BF139773.D

Acqg On : 11 Oct 2024 14:20
Operator : RC/JU

Sample . P4364-11

Misc

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF100124.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|
Butane, 2-metho... 2.152 133.7 ng 2838230 1 6.869 424614 20.0
2-Pentanone, 4-... 5.087 8.1 ng 172024 1 6.869 424614 20.0
Phthalic acid, ... 10.316 2.3 ng 50644 3 9.904 440823 20.0
Benzophenone 10.616 14.4 ng 317132 3 9.904 440823 20.0
Dodecane, 3-met... 10.804 2.1 ng 52936 4 11.386 495161 20.0
Palmitoleic acid 11.845 3.0 ng 75324 4 11.386 495161 20.0
4H-Cyclopenta[d... 12.004 5.1 ng 126430 4 11.386 495161 20.0
Octadecanoic acid 12.698 4.8 ng 118790 4 11.386 495161 20.0
Triphenyl phosp... 13.645 2.1 ng 228838 5 14.033 2196670 20.0
Benzo[e]pyrene 15.380 5.8 ng 137113 6 15.504 468910 20.0
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