LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91124\
Data File : BF139330.D

Acqg On : 11 Sep 2024 17:17

Operator : RC/JU

Sample : P3906-01

Misc . SU-701-COMP-01

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-BF090424 .M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF139330.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.187 9 16 27 rVB 1125890 1707140 59.79% 6.446%
2 5.104 503 512 525 rVB 116015 182311 6.39% 0.688%
3 5.498 573 579 585 rBV 1718590 2393546 83.83% 9.037%
4 6.510 744 751 756 rBV 1805476 2546378 89.19% 9.614%
5 6.881 809 814 820 rBV 570697 713376 24.99%  2.693%

6 7.445 902 910 915 rBV 1253168 1657762 58.06% 6

7 7.698 948 953 960 rVB 48676 63163 2.21% ©0.238%

8 8.163 1023 1032 1045 rVB 742773 927395 32.48% 3

9 9
9

502%

.239 1209 1215 1220 rBV 2321686 2855157 100.00% 10.780%

10 .916 1325 1330 1335 rBV 746808 920906 32.25% 3.477%
11 10.627 1447 1451 1456 rBV 214228 269716  9.45% 1.018%
12 10.704 1456 1464 1469 rVV 1083019 1379188 48.31% 5.207%
13 10.833 1481 1486 1491 rBV3 65851 94550  3.31% 0.357%
14 10.886 1491 1495 1498 rVV 144038 201698 7.06% ©.762%
15 10.921 1498 1501 1504 rVVv2 174586 265834 9.31% 1.004%
16 10.951 1504 1506 1509 rVV 157385 210666  7.38% ©.795%
17 11.027 1513 1519 1522 rVV2 69416 177826 6.23% ©0.671%
18 11.063 1522 1525 1529 rVV2 148520 237243  8.31% 0.896%
19 11.104 1529 1532 1536 rVV 153968 236753 8.29% 0.894%
20 11.145 1536 1539 1547 rVB2 88306 129544  4.54%  0.489%
21 11.404 1577 1583 1591 rBvV2 592173 924589 32.38% 3.491%
22 11.633 1616 1622 1627 rBV 18001 36506 1.28% 0.138%
23 11.857 1656 1660 1663 rBV 75839 113623 3.98% 0.429%
24 11.898 1663 1667 1669 rVV3 87411 150680 5.28% ©.569%
25 11.933 1669 1673 1683 rVV 538145 797366 27.93%  3.011%
26 12.016 1683 1687 1696 rVB3 60452 122689 4.30% 0.463%
27 12.104 1697 1702 1705 rBV2 20772 31839 1.12% ©0.120%
28 12.204 1714 1719 1720 rBV 26708 38237 1.34% 0.144%
29 12.451 1757 1761 1765 rBV 38330 53264 1.87% 0.201%
30 12.539 1773 1776 1783 rVB4 26380 35856 1.26% ©.135%

31 12.615 1784 1789 1793 rBV 412952 539316 18.89%
32 12.715 1802 1806 1812 rBV2 99857 153767 5.39%
33 12.845 1821 1828 1831 rBV 353200 572974 20.07%
34 12.868 1831 1832 1841 rVB2 183880 230378 8.07%
35 12.992 1847 1853 1859 rVB 1424224 1883973 65.98%

NoNMNOeON
=
[o)]
w
B

36 13.063 1860 1865 1872 rBv4 41870 88533 3.10% 0.334%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91124\
Data File : BF139330.D

Acqg On : 11 Sep 2024 17:17

Operator : RC/JU

Sample : P3906-01

Misc . SU-701-COMP-01

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-BF090424 .M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 13.168 1877 1883 1887 rVB 51612 105764 3.70%  0.399%
38 13.274 1898 1901 1905 rBV2 42890 54458 1.91% 0.206%
39 13.368 1914 1917 1919 rBv2 28842 30190 1.06% 0.114%
40 13.674 1966 1969 1974 rVB 42289 55469 1.94% 0.209%
41 13.792 1984 1989 1992 rBV3 51447 95970 3.36% 0.362%
42 13.892 2002 2006 2015 rVB2 112127 208263 7.29% 0.786%
43 14.039 2025 2031 2035 rBV 570507 1013582 35.50% 3.827%
44 15.086 2204 2209 2218 rBV 203910 439046 15.38% 1.658%
45 15.168 2219 2223 2231 rVWW3 74741 127701 4.47% 0.482%
46 15.386 2256 2260 2266 rVB 111508 177203 6.21% 0.669%
47 15.451 2267 2271 2277 rBV 125405 182484 6.39% 0.689%
48 15.515 2277 2282 2286 rBV 253632 383746 13.44% 1.449%
49 15.998 2360 2364 2369 rVB 64763 102866 3.60% 0.388%
50 16.809 2497 2502 2515 rVB3 73133 166703 5.84% 0.629%
51 16.986 2527 2532 2541 rVB2 59943 128153 4.49% 0.484%
52 17.356 2591 2595 2602 rVB2 66402 133580 4.68% 0.504%

53 17.433 2603 2608 2619 rVB 56572 136384 4.78% ©.515%

Sum of corrected areas: 26485304
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 11 Sep 2024 17:17
: RC/JU
: P3906-01

17

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091124\
BF139330.D

SU-701-COMP-01

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF090424 .M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

2000000

1500000

1000000

500000

0

TIC: BF139330.D\data.ms

6.510
5.498

7.445
2.187

6.881

5.104 76

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

2000000

1500000

1000000

500000

TIC: BF139330.D\data.ms
9.239

12.992

10.704

8.163 9.916

11.404 11.933

0
Time-->

11,6331
ME s S
11.50

\ —
9.50 10.00 10.50 11.00

—
12.00 12.50 13.00

Abundance

2000000

1500000

1000000

500000

TIC: BF139330.D\data.ms

14.039

16.808.986 17333
NN NN~

Time-->

T ‘ T T ‘ T T ’ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91124\

Data File : BF139330.D

Acqg On : 11 Sep 2024 17:17

Operator : RC/JU

Sample : P3906-01

Misc SU-701-COMP-01

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF090424 .M
: 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.
2.187 47.86 ng 1707146  1,4-Dichlorobenzene-d4 6.881
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 Borane, dimethoxy- 74 C2H7BO2 004542-61-4 9
Abundance  Scan 16 (2.187 min): BF139330.D\data.ms (-9) (-) m/z 73.10 100.00%
73.1
87.1
B RRaNEAEAS e R
‘ L 1 2.202.302.402.502.60
0“H‘w‘H‘ﬂ»‘Mumju‘W‘M‘M‘H‘HH‘H‘W‘H‘_‘HM‘H m/z 43.05 48.36%
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 T[T T[T 1T
43.0 2.202.302.402.502.60
' 87.0 m/z 55.10 32.18%
29.0
M‘ \‘\“ LQO ‘\
O\‘H\\‘HH‘f\f\‘\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 L —
2.202.302.402.502.60
5000 41.0 55.0 m/z 87.10 26.48%
27.0
bbb 1120 1290
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2307: 1,3-Dioxolane, 2-methyl- R Eaa e aaaEERE S
73.0 2.202.302.402.502.60
m/z 41.05 16.20%
5000 43.0
58.0
29.0 ‘ 87.0
Obrprrthbirrrepter e S —
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\BF091124\
Data File : BF139330.D

Acqg On : 11 Sep 2024 17:17

Operator : RC/JU

Sample : P3906-01

Misc . SU-701-COMP-01

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF090424 .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 13
R.T. EstConc Area Relative to ISTD R.T.
5.104 5.11 ng 182311 1,4-Dichlorobenzene-d4 6.881

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 5-Oxohexanenitrile 111 C6HSONO 010412-98-3 9
Abundance Scan 512 (5.104 min): BF139330.D\data.ms (-503) (-) m/z 43.05 100.00%
43.0
5000 59.1
‘ 83.0 101.1 4.80 5.00 5.20 5.40
) SN Y .« Y m/z 59.10  51.29%
miz--> 20 40 60 80 100 120 140
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LU B L A LR R |
59.0 4.80 5.00 5.20 5.40
m/z 101.10 16.10%
0 27\\\ Ll | 830 10‘10
\\\’\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
R AR
4.80 5.00 5.20 5.40
5000 2410 m/z 58.10 14 .59%
byl L 128020
m/iz--> 20 40 60 80 100 120 140
Abundance #4156: 1-Propen-2-ol, acetate A EmmERERE
43.0 4.80 5.00 5.20 5.40
m/z 41.05 9.28%
5000
58.0
15.0 100.0
L
m/z--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091124\
Data File : BF139330.D

Acqg On : 11 Sep 2024 17:17

Operator : RC/JU

Sample : P3906-01

Misc . SU-701-COMP-01

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF090424 .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 Benzophenone Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.627 5.86 ng 269716  Acenaphthene-die 9.916
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzeneacetic acid, .alpha.-oxo-... 164 C9H803 015206-55-0 46
3 Benzoylformic acid 150 C8H603 000611-73-4 46
4 1-Propanone, 3-chloro-1-phenyl- 168 C9HSC1O0 000936-59-4 43
5 1,4-Benzenediol, monobenzoate 214 C13H1003 002444-19-1 43
Abundance Scan 1451 (10.627 min): BF139330.D\data.ms (-1447) (- m/z 105.05 100.00%
105.1
77.0
182.1
5000
51.1
1050 1100
152.1
O bbb 220 s 77,05 70.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000
10.50 11.00
51.0 m/z 182.10  53.97%
o2z 4 | 120
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #40427: Benzeneacetic acid, .alpha.-oxo-, methyl ester
105.0
—r— —
10.50 11.00
5000 77.0 m/z 51.10 34.03%
51.0
0 15.0 | | 136.0 164.0
A e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #28214: Benzoylformic acid
105.0 1050 1100
77.0 m/z 50.10 11.09%
5000
51.0
0 6r0 u‘ ull | 150.0
rrr e e e e e e e e —— =y
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091124\
Data File : BF139330.D

Acqg On : 11 Sep 2024 17:17

Operator : RC/JU

Sample : P3906-01

Misc . SU-701-COMP-01

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF090424 .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 Phenol, 4-(1,1,3,3-tetramet... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.886 4.36 ng 201698  Phenanthrene-di10 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 4-(1,1,3,3-tetramethylbu... 206 C14H220 000140-66-9 86
2 Phenol, 2-(1,1,3,3-tetramethylbu... 206 C14H220 003884-95-5 86
3 Phenol, 4-(1,1-dimethylpropyl)- 164 C11H160 000080-46-6 78
4 4-tert-Butylphenyl acetate 192 C12H1602 003056-64-2 64

5 N-(3-Ethylphenyl)-3-methoxybenza... 351 C18H16F3NO3 1000492-37-6 64

Abundance Scan 1495 (10.886 min): BF139330.D\data.ms (-1491) (- m/z 135.05 100.00%
135.1
5000
a0 o 10‘7-1 vo0p | 1050 11.00
Obrrr b i ko bbb 205L A98LEE0E 7 107,10 14.70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #82769: Phenol, 4-(1,1,3,3-tetramethylbutyl)-
135.0
5000 = —
10.50 11.00
co 107.0 m/z 41.05 10.18%
0,290, "800, | | 1750 2060
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #82770: Phenol, 2-(1,1,3,3-tetramethylbutyl)-
135.0
— —r
10.50 11.00
5000 ITI/Z 136.00 10.00%
107.0
57.0
0 29.0 | 800, - 175.0 206.0
e e EEaR
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #39631: Phenol, 4-(1,1-dimethylpropyl)- — — 1
135.0 10.50 11.00
m/z 121.10 6.67%
5000 107.0
410 770 164.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91124\

Data File : BF139330.D

Acqg On : 11 Sep 2024 17:17

Operator : RC/JU

Sample : P3906-01

Misc . SU-701-COMP-01

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF090424 .M
: 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 4-(7-Methyloctyl)phenol Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
10.922 5.75 ng 265834  Phenanthrene-di10 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 4-(7-Methyloctyl)phenol

2 Phenol, m-tert-butyl-

220 C15H240
150 C10H140

3 Phenol, 2-(1,1-dimethylethyl)- 150 C1@H140
4 Acetamide, N-(3-methylphenyl)- 149 C9H11NO
5 Benzene, 1l-methoxy-4-(1-methylet... 150 C1@H140

024518-48-7 95
000585-34-2 49
000088-18-6 49
000537-92-8 38
004132-48-3 38

Abundance Scan 1501 (10.921 min): BF139330.D\data.ms (-1498) (- m/z 135.05 100.00%
135.1
107.1
5000
191.2
41.1
|77 220.2 11.00
O b bl bl 2651 LT 7 167,10 65.45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #99209: 4-(7-Methyloctyl)phenol
135.0
o 107.0 10s
m/z 149.05 62.79%
41.0 77.0 191.0 220.0
0 \\\‘\‘\‘\\““\\\“\“\‘H\“-‘\\‘\‘\‘N\‘\‘i‘\\\“!‘\\q—ﬁ]—\.g\‘HH"HH“\.\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #27477: Phenol, m-tert-butyl-
135.0
—
11.00
5000 ITI/Z 121.10 41.92%
107.0
41.0
77.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #27544: Phenol, 2-(1,1-dimethylethyl)- ——
107.0 135.0 11.00
m/z 191.20  19.82%
5000
39.0 77.0 A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091124\
Data File : BF139330.D

Acqg On : 11 Sep 2024 17:17

Operator : RC/JU

Sample : P3906-01

Misc SU-701-COMP-01

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF090424 .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 Phenol, p-tert-butyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.951 4.56 ng 210666  Phenanthrene-di10 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-(7-Methyloctyl)phenol 220 C15H240 024518-48-7 97
2 Phenol, p-tert-butyl- 150 C1eH140 000098-54-4 53
3 Phenol, 4-(1,1-dimethylpropyl)- 164 C11H160 000080-46-6 50
4 Phenol, m-tert-butyl- 150 C10H140 000585-34-2 49
5 Thymol 150 C10H140 000089-83-8 43
Abundance Scan 1506 (10.951 min): BF139330.D\data.ms (-1504) (- m/z 135.05 100.00%
135.1
107.1
5000
41.1 9 0
77.0 191.1 5502 11.
[ — H\‘u e b Ll L3872 121010 72.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #99209: 4-(7-Methyloctyl)phenol
135.0
o 1070 100
m/z 149.05 65.76%
40 770 191.0 220.0
0 \\\‘\‘\‘\\““\\\“\“ \‘\H“.‘H‘\‘\ “H\‘\‘i‘\\\“!‘\\’:!_\6‘1\.\0\ \‘\\‘\;‘\H\i\.\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #27474: Phenol, p-tert-butyl-
135.0
—
11.00
5000 m/z 107.10 58.16%
107.0
41.0 77.0 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #39630: Phenol, 4-(1,1-dimethylpropyl)- ™
135.0 11.00
m/z 41.10 18.63%
5000 107.0
410 770 164.0
o SNV Y SOVPRO SO A -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091124\
Data File : BF139330.D

Acqg On : 11 Sep 2024 17:17

Operator : RC/JU

Sample : P3906-01

Misc SU-701-COMP-01

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF090424 .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 5(6H)-Quinazolinone, 2-amin... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.027 3.85 ng 177826  Phenanthrene-di10 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5(6H)-Quinazolinone, 2-amino-7,8... 163 C8HIN30 1000338-03-0 72
2 Phenol, 4-(1,1-dimethylpropyl)- 164 C11H160 000080-46-6 64
3 3-ethoxy-4-hydroxybenzonitrile 163 C9HINO2 1000440-34-7 59
4 ((1,2-Diethylethylene)bis(p-phen... 354 C22H2604 004547-76-6 53
5 Imidazo[1,2-c]pyrimidin-5-0l 135 C6H5N30 055662-66-3 53
Abundance Scan 1519 (11.027 min): BF139330.D\data.ms (-1513) (- m/z 135.05 100.00%
135.1
5000
107.1 163.2
41.1
Come |1
O R I B Ry m/z 163.15  31.34%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance  #38982: 5(6H)-Quinazolinone, 2-amino-7,8-dihydro-
135.0
163.0
5000 T
11.00
530 g5 107.0 m/z 107.10  28.12%
34, L ull . ‘
Ofﬁfvg'um“l‘\MM‘H\J‘HH‘\M\‘H\MHHMH\‘HH‘\
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #39630: Phenol, 4-(1,1-dimethylpropyl)-
135.0
T
11.00
m/z 121.10 16.22%
5000 107.0
41.0 77.0 164.0
) TSROt NS 1 S WO ISR E—
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #39072: 3-ethoxy-4-hydroxybenzonitrile —— ‘
135.0 11.00
m/z 41.10 13.46%
5000
163.0
O e 60 .
m/z--> 40 60 80 100 120 140 160 180 200 11.00

8270-BF090424.M Thu Sep 12 11:37:42 2024 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091124\
Data File : BF139330.D

Acqg On : 11 Sep 2024 17:17

Operator : RC/JU

Sample : P3906-01

Misc SU-701-COMP-01

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF090424 .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 8 Acetamide, N-(3-methylphenyl)- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
11.063 5.13 ng 237243  Phenanthrene-di10 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetamide, N-(3-methylphenyl)- 149 C9H11INO 000537-92-8 64
2 Acetamide, N-(2-methylphenyl)- 149 C9H11NO 000120-66-1 59
3 Acetamide, N-(4-methylphenyl)- 149 C9H11NO 000103-89-9 47
4 1,3-Cyclopentadiene, 5,5-dimethy... 178 C13H22 1000163-88-0 47
5 1-(benzo[d][1,3]dioxol-4-yl)prop... 178 C10H1003 1000456-65-5 35

Abundance Scan 1525 (11.063 min): BF139330.D\data.ms (-1522) (- m/z 149.05 100.00%
149.1
107.1
5000
55.1 177.1 T T
TR PURC L0 N NI O '
bbbl ey 22 Tz 107,018 79.50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #27370: Acetamide, N-(3-methylphenyl)-
107.0
5000 — ‘
149.0 11.00
430 770 m/z 121.10  43.99%
O ?‘\5\.?\\\\“‘\\“}‘\"\‘\\\“‘i\1‘\\‘}1\\‘\\\\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #27374: Acetamide, N-(2-methylphenyl)-
107.0
T T !
11.00
5000 m/z 55.10 22.04%
149.0
43.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #27375: Acetamide, N-(4-methylphenyl)- —— ‘
10[7.0 11.00
m/z 41.10 16.55%
5000 149.0
43.0 77.0
o150 Ll -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.00

8270-BF090424.M Thu Sep 12 11:37:43 2024 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091124\
Data File : BF139330.D

Acqg On : 11 Sep 2024 17:17

Operator : RC/JU

Sample : P3906-01

Misc . SU-701-COMP-01

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF090424 .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 4-tert-Butylphenyl acetate Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.104 5.12 ng 236753  Phenanthrene-di10 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-tert-Butylphenyl acetate 192 C12H1602 003056-64-2 78
2 Pentanoic acid, 5-hydroxy-, p-t-... 250 C15H2203 166273-37-6 78
3 Phenol, 4-(1,1,3,3-tetramethylbu... 206 C14H220 000140-66-9 78
4 Phenol, 2-(1,1,3,3-tetramethylbu... 206 C14H220 003884-95-5 78
5 Benzamide, 2-methoxy-N-(2-phenyl... 479 C32H49N02 1000451-47-2 64
Abundance Scan 1532 (11.104 min): BF139330.D\data.ms (-1529) (- m/z 135.05 100.00%
135.1
- M
—r —
a1, 1071 11.00 11.50
Obrorprrrreen et by 2611 10122201 09 10 12 08y
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #66596: 4-tert-Butylphenyl acetate
135.0
5000 — o
11.00 11.50
m/z 136.05 9.93%
o180 O 7o B | | 1020
\H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘\\H‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #135794: Pentanoic acid, 5-hydroxy-, p-t-butylphenyl este
135.0 /\
—r5 .
11.00 11.50
5000 m/z 41.10 8.79%
41.0 107.0
ob k77O ||| 177.0  219.0 250
e e e e e e e e e e
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #82772: Phenol, 4-(1,1,3,3-tetramethylbutyl)- — ——
135.0 11.00 11.50
m/z 95.10 4.94%
5000
41.0 107.0
ols0, | | TR0 1 1es0 2990 e
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 11.00 11.50

8270-BF090424.M Thu Sep 12 11:37:45 2024 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091124\
Data File : BF139330.D

Acqg On : 11 Sep 2024 17:17

Operator : RC/JU

Sample : P3906-01

Misc . SU-701-COMP-01

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF090424 .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@ 5H-Pyrrolo(3,2-d)pyrimidine... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.

11.145 2.80 ng 129544  Phenanthrene-di10 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5H-Pyrrolo(3,2-d)pyrimidine-2,4-... 149 C6H7N5 1000244-21-4 72
2 4-benzoxazolol, 2-methyl-, aceta... 191 C10H9NO3 1000395-96-6 56
3 Phenol, 4-(1,1-dimethylethyl)-2-... 164 C11H160 000098-27-1 45
4 Phenol, 2-methyl-4-(1,1,3,3-tetr... 220 C15H240 002219-84-3 45
5 Phthalic acid, monoamide, N-ethy... 423 C27H37NO3 1000309-86-4 42

Abundance Scan 1539 (11.145 min): BF139330.D\data.ms (-1536) (- m/z 149.05 100.00%

149.1
5000
107.1

55.0 11.00 11.50

77.1 196.1
Ol e e ek 2280 L 196 107.10  36.23%

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #27174: 5H-Pyrrolo(3,2-d)pyrimidine-2,4-diamine
149.0
5000

107.0 11.00 11.50

55.05 12.59%

\\\‘2\8\\()\“\5\3”‘\0‘\\\‘8\(‘1\()\\\‘\“!\\‘\\!\‘\\‘\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #65511: 4-benzoxazolol, 2-methyl-, acetate (ester)
149.0

o

11 00 11 50
5000 m/z 150.05 10.67%
43.0
107.0

[} ™0 | 191.0

(MBS BSOS ESDVAIREN AN SMSINIBNS NSt nii

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #39658: Phenol, 4-(1,1-dimethylethyl)-2-methyl- L— Mo [
149.0 11.00 11.50

43.10 5.79%

5000
121.0
410 g5 910

180
o180, i O e e b e

7 7
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00 11.50

8270-BF090424.M Thu Sep 12 11:37:46 2024 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091124\
Data File : BF139330.D

Acqg On : 11 Sep 2024 17:17

Operator : RC/JU

Sample : P3906-01

Misc . SU-701-COMP-01

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF090424 .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 11 Anthracene, 9-methyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.

11.898 3.26 ng 150680  Phenanthrene-di10 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Anthracene, 9-methyl- 192 C15H12 000779-02-2 90
2 Anthracene, 2-methyl- 192 C15H12 000613-12-7 90
3 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 89
4 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 89
5 Phenanthrene, 9-methyl- 192 C15H12 000883-20-5 81

Abundance Scan 1667 (11.898 min): BF139330.D\data.ms (-1663) (- m/z 192.10 100.00%
1

)

1111 1411 1150 12.00
0 m/z 191.16  55.71%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67026: Anthracene, 9-methyl-
192.0

5000
1150 1200
m/z 55.10 38.11%

165.0
39.0 6%0 ”‘ 139.0 | M
‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67023: Anthracene, 2-methyl-
192.0

5000

165.1

o

1150 1200
5000 ITI/Z 189.05 27 .86%
96.0 165.0
0 630 | | 1390 |
e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 JWwA¥
Abundance #67039: Phenanthrene, 2-methyl- — e
192.0 11.50 12.00
m/z 193.10  16.52%
5000
165.0
0 39.0 63.0 | M 139.0 h‘ L il H/Y\
R R RN R N R RN A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.50 12.00

8270-BF090424.M Thu Sep 12 11:37:47 2024 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091124\
Data File : BF139330.D

Acqg On : 11 Sep 2024 17:17

Operator : RC/JU

Sample : P3906-01

Misc SU-701-COMP-01

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF090424 .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 12 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.933 17.25 ng 797366  Phenanthrene-di10 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 76
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 55

Abundance Scan 1673 (11.933 min): BF139330.D\data.ms (-1669) (- m/z 43.10 100.00%

43.1 730
5000
129.1

213.2 T
‘ H 157.2185.2 ‘ 256.3 12.00
0 WWH:“N!M” | wah mw“_“”Mm_m_hwm‘_ m/z 60.05 86.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 U

12.00
m/z 73.05 86.46%

157.01850 213.0 256.0
0,
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #92063: Tridecanoic acid
73.
43.0 0
— =
12.00
5000 129.0 m/z 41.10 78.03%
171.0
214.0
0150?
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126199: Pentadecanoic acid —
43.0 73.0 12.00

m/z 55.10  75.77%

5000 129.0
199.0
i wuME
150‘\ L \‘ il 4l ‘ Hu \H ‘\H i ‘ | ‘ . .

T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.00

8270-BF090424.M Thu Sep 12 11:37:48 2024 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091124\
Data File : BF139330.D

Acqg On : 11 Sep 2024 17:17

Operator : RC/JU

Sample : P3906-01

Misc . SU-701-COMP-01

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF090424 .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 13 Octadecanoic acid Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
12.716 3.33 ng 153767  Phenanthrene-di10 11.404
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 86
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 74
4 Dodecanoic acid 200 C12H2402 000143-07-7 58
5 Tridecanoic acid 214 C13H2602 000638-53-9 52
Abundance Scan 1806 (12.715 min): BF139330.D\data.ms (-1802) (- m/z 43.10 100.00%
43.1
3.1 129.0 202.1
—— —
241.2 284 3 12.50 13.00
OHH‘ M\mm‘ \“u‘w‘\‘\h\ il “ L H“‘HH“H m/z 55.10 77.08%
m/z--> 50 100 150 200 250 300 350
Abundance #179089: Octadecanoic acid
73.0
5000 129.0 R T
12.50 13.00
m/z 57.10 75.10%
= 185.0 541 o 284.0
O' ‘“M‘ m \“‘\ \‘\‘\ ‘ T \‘\ \“\\\‘\ ‘ T T T ‘ 1T
miz--> 50 100 150 200 250 300 350
Abundance #143511: n-Hexadecanoic acid
73.0
—— —
129.0 256.0 12.50 13.00
m/z 59.95 74.77%
5000 213.0
24 LT
0‘\“\ HuMHHHM‘\HM A HH HH“HH‘HH“H
m/z--> 50 lOO 150 200 250 300 350
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl e G =5
43.0 12.50 13.00
m/z 73.05 73.68%
5000 284.0
3.0 1290
1850 2410
ol NM ”h” Jv‘wH‘M JM {0 PRI S 12 —— —
m/z--> 50 100 150 200 250 300 350 12.50 13.00

8270-BF090424.M Thu Sep 12 11:37:49 2024 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091124\
Data File : BF139330.D

Acqg On : 11 Sep 2024 17:17

Operator : RC/JU

Sample : P3906-01

Misc . SU-701-COMP-01

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF090424 .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 14 Z-5-Nonadecene Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.892 4.11 ng 208263  Chrysene-di2 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Z-5-Nonadecene 266 C19H38 1000131-11-8 93
2 1-Nonadecene 266 C19H38 018435-45-5 92
3 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 90
4 Heneicosyl heptafluorobutyrate 508 C25H43F702 1000351-83-8 81
5 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 81

Abundance Scan 2006 (13.892 min): BF139330.D\data.ms (-2002) (] | m/z 57.10 100.00%
57.1
230.1
5000
111.1
P P
H 13.50 14.00
oL b LAY 209y |, 2870 h/z 43.18  89.06%
m/z--> 50 100 150 200 250 300 350 400
Abundance #155962: Z-5-Nonadecene
55.0
5000 111.0 - —T—
13.50 14.00
266.0 m/z 55.10 79.40%
O]Jl’
m/z--> 50 100 150 200 250 300 350 400
Abundance #155961: 1-Nonadecene
43.0 97.0
P P
13.50 14.00
5000 ITI/Z 83.10 56.58%
ol Ll 180 200 2000 J&W
m/z--> 50 100 150 200 250 300 350 400
Abundance #326112: Heptadecy! heptafluorobutyrate — ——
57.0 13.50 14.00
m/z 41.10 54.54%
5000
11.0
0 1,\ oo P8O0 sz
m/z--> 50 100 150 200 250 300 350 400 13.50 14.00

8270-BF090424.M Thu Sep 12 11:37:50 2024 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091124\
Data File : BF139330.D

Acqg On : 11 Sep 2024 17:17

Operator : RC/JU

Sample : P3906-01

Misc SU-701-COMP-01

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF090424 .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 15 Eicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.168 6.66 ng 127701  Perylene-di2 15.515
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 98
2 Octadecane 254 C18H38 000593-45-3 95
3 Nonadecane 268 C19H40 000629-92-5 94
4 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 87
5 Octacosane 394 (C28H58 000630-02-4 87

Abundance Scan 2223 (15.168 min): BF139330.D\data.ms (-2219) (- m/z 57.10 100.00%

57.1
5000

oo E—
1 1500 1550

141.0 .
“M $‘”vJs‘; fssiarz L 3180z 4310 66.28%

‘ \
m/z--> 50 100 150 200 250 300
Abundance #176386: Eicosane
57.0

5000 — e
15.00 15.50

m/z 71.10 55.31%

99.0
25JO “h‘\ ‘H‘ H‘ ”‘ i \J\-4\1‘0\ :\1_8\3\0‘ \22\5\0\ T \2\8\2.\0| T
miz-> 50 100 150 200 250 300
Abundance #141058: Octadecane

57.0

—
15.00 15.50

o

o

5000 m/z 85.10 42 .65%
99.0
L e e s
0h iy M“‘“‘”‘ ‘M N“ e
m/z--> 50 100 150 200 250 300
Abundance #158597: Nonadecane T —
57.0 15.00 15.50

m/z 55.10  30.28%

5000 ‘fV“A”A“/\A/\Vx\MAANv
[

99.0
07‘54‘0“\ ‘h“ LAy 1410 1830 2250 2680

T \
m/z--> 50 100 150 200 250 300 15.00 15.50

8270-BF090424.M Thu Sep 12 11:37:51 2024 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91124\

Data File : BF139330.D

Acqg On : 11 Sep 2024 17:17

Operator : RC/JU

Sample : P3906-01

Misc SU-701-COMP-01

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF090424 .M
: 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 16 Benzo[e]pyrene Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
15.386 9.24 ng 177203  Perylene-di2 15.515
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 94
2 Benzo[a]pyrene 252 C20H12 000050-32-8 93
3 Benzo[k]fluoranthene 252 C20H12 000207-08-9 91
4 Benzo[b]fluoranthene 252 C20H12 000205-99-2 91
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 90

Abundance Scan 2260 (15.386 min): BF139330.D\data.ms (-2256) (- m/z 252.10 100.00%
252.1
5000
1251 15.00 15.50
O 740 | 16412001, | 3021  365: .. 5501  28.30%
m/z--> 50 100 150 200 250 300 350
Abundance #138554: Benzo[e]pyrene
252.0
5000 — tat
15.00 15.50
m/z 253.15 20.52%
125.0
0390 830 | 2000
T ‘ T T T ‘ T T T ‘ L ‘ L L ‘ L ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #138555: Benzo[a]pyrene
252.0
o s
15.00 15.50
5000 m/Z 125.10 12.88%
126.0
0l.50.0 87.0 | 163.0200.0 h\‘
P A e e e e
m/z--> 50 100 150 200 250 300 350
Abundance #138565: Benzo[K]fluoranthene — —
252.0 15.00 15.50
m/z 251.10 10.30%
5000
126.0
00 |
T - —
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\BF091124\
Data File : BF139330.D

Acqg On : 11 Sep 2024 17:17

Operator : RC/JU

Sample : P3906-01

Misc . SU-701-COMP-01

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF090424 .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 17 Octadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.998 5.36 ng 102866  Perylene-di2 15.515
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 90
2 Tetracosane 338 (C24H50 000646-31-1 81
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 81
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 76
5 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 74
Abundance Scan 2364 (15.998 min): BF139330.D\data.ms (-2360) (- m/z 57.10 100.00%
57.1
w0 MJL
99.1 L
266.1 16.00
41.1 182.1 224.0
ob \L‘ AL “L i A821 2240 ([0 3092 L. 43.10  62.24%
miz--> 50 100 150 200 250 300 350
Abundance #141056: Octadecane
57.0
5000 R
16.00
‘ 99.0 m/z 71.10 53.02%
0 \“\ ‘\““\ “H‘ \‘“‘\ H“ \“‘ \:‘!-\41‘1.‘0‘\ :!\_8\3\0‘ T \\25‘4\0\ L L B
miz--> 50 100 150 200 250 300 350
Abundance #246481: Tetracosane
57.0
——
16.00
5000 m/z 85.10 42.83%
.0
0 \‘ o “ M\ ‘h\ h‘ | }4\19 1830 225.0 267.0 338.0
Al e
m/z--> 50 100 150 200 250 300 350
Abundance #262017: Heptadecane, 9-octyl- —
57.0 16.00
m/z 55.10 23.92%
99.0
oL ULl 14101830 2% 510 3250
e e e e S —
m/z--> 50 100 150 200 250 300 350 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091124\
Data File : BF139330.D

Acqg On : 11 Sep 2024 17:17

Operator : RC/JU

Sample : P3906-01

Misc . SU-701-COMP-01

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF090424 .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 18 Benzo[b]triphenylene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.809 8.69 ng 166703  Perylene-di2 15.515
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[b]triphenylene 278 C22H14 000215-58-7 56
2 1,19-Eicosadiene 278 C20H38 014811-95-1 53
3 Bicyclo[10.8.0]eicosane, cis- 278 C20H38 1000155-82-2 52
4 Eicosanal- 296 C20H400 002400-66-0 50
5 Docosanal 324 C22H440 057402-36-5 50

Abundance Scan 2502 (16.809 min): BF139330.D\data.ms (-2497) (- m/z 57.10 100.00%

57.1
278.1
5000
— ——
3111 16.50 17.00
0 m/z 43.10 92.26%
miz--> 50 100 150 200 250 300
Abundance #171330: Benzolb]triphenylene
278.0
5000 — ——
16.50 17.00
139.0 m/z 278.10  73.96%
027.0 630 1000 | 1740 2240 M
T T ‘ T T T T T T T T T T T ‘ T T T ‘ L ‘ T T
miz--> 50 100 150 200 250 300
Abundance #171303: 1,19-Eicosadiene
55.0
— ——
16.50 17.00
5000 m/Z 82.05 65.05%

I ‘ \h 1380 180.0 2360 278.0

o

:

Miz--> 50 100 150 200 250 300
Abundance #171306: Bicyclo[10.8.0]eicosane, cis-
55.0 16.50 17.00
m/z 55.10 55.36%
96.0
5000 278.0 ”WJ\WVJ
ol “\_ AP w0 2220 |
m/z--> 100 150 200 250 300 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091124\
Data File : BF139330.D

Acqg On : 11 Sep 2024 17:17

Operator : RC/JU

Sample : P3906-01

Misc SU-701-COMP-01

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF090424 .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 20 unknownl7.356 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.356 6.96 ng 133580  Perylene-di2 15.515
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4,4a,5,6,8a-0... 204 C15H24 000473-13-2 47
2 1,3a-Ethano-3aH-indene, 1,2,3,6,... 204 C15H24 004545-68-0 46
3 4a,8-Dimethyl-2-(prop-1-en-2-yl)... 204 C15H24 103827-22-1 45
4 2-Acetyl-3,7-dimethylbenzo(b)thi... 204 C12H120S 006179-06-2 43
5 Naphthalene, 2,3,4,4a,5,6-hexahy... 204 C15H24 000473-14-3 43
Abundance Scan 2595 (17.356 min): BF139330.D\data.ms (-2591) (- m/z 189.20 100.00%
189.2
5000
41.1 - —
‘ ‘ H M } %451 304.1 4255 17.00 17.50
0 L \‘ \\‘\H‘M\ \uw]“uu H‘H'H“u“\‘\u‘ oLl H\HH‘HH‘H“}’ m/z 204.20 70.19%
mlz--> 100 150 200 250 300 350 400
Abundance #80522. Naphthalene, 1,2,3,4,4a,5,6,8a-octahydro-4a,8-c
189.0
5000 m?/v\”’v\\ \m/"‘”\m iy
17.00 17.50
m/z 177.15 66.45%
()H l’f\ “\\\\‘\\\\‘\\\\‘\\\\‘\\\\’
m/z--> 100 150 200 250 300 350 400
Abundance #80499. 1,3a-Ethano-3aH-indene, 1,2,3,6,7,7a-hexahydr
189.0
— ——
17.00 17.50
5000 105.0 m/z 95.10  46.14%
41.0
0k ‘\‘ ‘JM‘\"‘\ \"}l\ | ‘%l\ R
m/z--> 50 100 150 200 250 300 350 400
Abundance #80362: 4a,8-Dimethyl-2-(prop-1-en-2-yl)-1,2,3,4,4a,5,6,7 P ——
189.0 17.00 17.50
m/z 190.20 33.41%
133.0
5000
41.0
AT T | e vV
m/z--> 50 100 150 200 250 300 350 400 17.00 17.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91124\
Data File : BF139330.D

Acqg On : 11 Sep 2024 17:17

Operator : RC/JU

Sample : P3906-01

Misc . SU-701-COMP-01

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF090424 .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... 2.187 47.9 ng 1707140 1 6.881 713376 20.0
2-Pentanone, 4-... 5.104 5.1 ng 182311 1 6.881 713376 20.0
Benzophenone 10.627 5.9 ng 269716 3 9.916 920906 20.0
Phenol, 4-(1,1,... 10.886 4.4 ng 201698 4 11.404 924589 20.0
4-(7-Methylocty... 10.922 5.8 ng 265834 4 11.404 924589 20.0
Phenol, p-tert-... 10.951 4.6 ng 210666 4 11.404 924589 20.0
5(6H)-Quinazoli... 11.027 3.9 ng 177826 4 11.404 924589 20.0
Acetamide, N-(3... 11.063 5.1 ng 237243 4 11.404 924589 20.0
4-tert-Butylphe... 11.104 5.1 ng 236753 4 11.404 924589 20.0
5H-Pyrrolo(3,2-... 11.145 2.8 ng 129544 4 11.404 924589 20.0
Anthracene, 9-m... 11.898 3.3 ng 150680 4 11.404 924589 20.0
n-Hexadecanoic ... 11.933 17.3 ng 797366 4 11.404 924589 20.0
Octadecanoic acid 12.716 3.3 ng 153767 4 11.404 924589 20.0
Z-5-Nonadecene 13.892 4.1 ng 208263 5 14.039 1013580 20.0
Eicosane 15.168 6.7 ng 127701 6 15.515 383746 20.0
Benzo[e]pyrene 15.386 9.2 ng 177203 6 15.515 383746 20.0
Octadecane 15.998 5.4 ng 102866 6 15.515 383746 20.0
Benzo[b]triphen... 16.809 8.7 ng 166703 6 15.515 383746 20.0
unknownl7.356 17.356 7.9 ng 133580 6 15.515 383746 20.0
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