LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100924\
Data File : BF139735.D

Acqg On : 09 Oct 2024 21:21

Operator : RC/JU

Sample : P4353-01

Misc . CF-400-COMP-43

ALS Vvial : 25 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: BF139735.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.146 3 9 17 rVB 1755651 2764945 100.00% 15.007%
2 2.481 57 66 74 rVB 16247 39689 1.44% 0.215%
3 5.081 503 508 517 rVB 86820 129102 4.67% 0.701%
4 5.487 568 577 597 rBV 1275070 1746253 63.16% 9.478%
5 6.498 743 749 764 rBV 1315543 1781331 64.43% 9.668%
6 6.869 807 812 817 rVB 388948 488521 17.67% 2.652%
7 7.428 898 907 912 rBV 885764 1134342 41.03% 6.157%
8 7.681 945 950 955 rBV 39227 51629 1.87% ©0.280%
9 8.145 1024 1029 1041 rVB 471773 618612 22.37% 3.358%
10 9.222 1207 1212 1217 rBV 1563656 1911401 69.13% 10.374%
11  9.628 1276 1281 1286 rVB 18706 29239 1.06% 0.159%
12 9.763 1300 1304 1310 rBV 72730 88593 3.20% 0.481%
13 9.904 1321 1328 1333 rBvV 453792 592559 21.43% 3.216%
14 10.616 1443 1449 1456 rBV 146341 192254  6.95% 1.043%
15 10.692 1456 1462 1477 rVW 689456 902260 32.63% 4.897%

16 11.386 1575 1580 15960 rBV 402335 589868 21.33%
17 11.463 1590 1593 1596 rBV 24628 28220 1.02%
18 11.916 1661 1670 1676 rBv2 257235 445890 16.13%

OO NOW
I
N
[
R

19 12.004 1681 1685 1693 rVB 63589 141712 5.13% 769%
20 12.186 1709 1716 1718 rBv4 22850 42226 1.53% 229%
21 12.333 1735 1741 1744 rBV3 15647 34326 1.24% ©.186%
22 12.439 1754 1759 1762 rBV 73311 107929 3.90% 0.586%
23 12.474 1762 1765 1771 rVW2 43008 83025 3.00% 0.451%
24 12.527 1771 1774 1778 rVV2 32167 43483 1.57% ©.236%
25 12.604 1782 1787 1791 rBV 130532 170635 6.17% ©.926%
26 12.698 1799 1803 1807 rBV 81128 102009 3.69% ©.554%
27 12.833 1821 1826 1832 rBV 189449 274977  9.95%  1.492%
28 12.886 1832 1835 1839 rVB2 29868 38289 1.38% ©.208%
29 12.974 1845 1850 1857 rVB 1213468 1556790 56.30%  8.450%
30 13.051 1859 1863 1869 rBv4 54946 100170 3.62% 0.544%
31 13.145 1874 1879 1885 rVB2 59937 135479 4.90% ©.735%
32 13.204 1886 1889 1891 rBV3 20562 29483 1.07% 0.160%
33 13.263 1896 1899 1903 rVB2 57884 73347 2.65% 0.398%
34 13.357 1911 1915 1918 rBV 61701 79015 2.86% ©.429%
35 13.386 1918 1920 1924 rVB2 51257 55893 2.02% ©.303%

36 13.880 2000 2004 2013 rVB2 84540 174734 6.32%  0.948%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100924\
Data File : BF139735.D

Acqg On : 09 Oct 2024 21:21

Operator : RC/JU

Sample : P4353-01

Misc . CF-400-COMP-43

ALS Vvial : 25 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 14.033 2024 2030 2041 rVB3 438956 805448 29.13% 4.372%
38 14.416 2092 2095 2099 rBV 57793 74847  2.71%  0.406%
39 14.786 2154 2158 2164 rVB 175969 244158 8.83% 1.325%
40 15.074 2204 2207 2214 rVB 78901 141003 5.10% 0.765%

41 15.510 2276 2281 2293 rVB 218749 380454 13.76%  2.065%

Sum of corrected areas: 18424140
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 09 Oct 2024 21:21
: RC/JU
: P4353-01

. 25

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100924\
BF139735.D

CF-400-COMP-43

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\BF100924\
Data File : BF139735.D

Acqg On : 09 Oct 2024 21:21

Operator : RC/JU

Sample : P4353-01

Misc CF-400-COMP-43

ALS vial : 25 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.
2.146 113.20 ng 2764950 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 Silane, tetramethyl- 88 C4H12Si 000075-76-3 38
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9
Abundance Scan 9 (2.146 min): BF139735.D\data.ms (-3) (-) m/z 73.10 100.00%
73.1
5000 43.1 /\
A
‘ J 881 2.202.302.402.502.60
O WL B8 UL 88 7 4310 47.36%
miz--> 0 20 40 60 80 100 120
Abundance #5054: Butane, 2- methoxy -2-methyl-
73.0
5000 TT T T T[T T T T[T T[T 7T
43.0 2.202.302.402.502.60
‘ m/z 55.10  31.92%
27.0 8%.0
0\‘\\\\‘\“1\\“\\\\’\\\‘\’\\\\‘\\\\‘\\\\
miz--> 0 20 80 100 120
Abundance #15764 2 2,4- Tnmethyl -3-pentanol
73.0
A
2.202.302.402.502.60
5000 55.0 m/z 87.10 26.64%
39
0 L ‘ L L 880 11201200
“‘,“
m/iz--> 0 20 40 80 100 120
Abundance #2245: S|Iane, tetramethyl- A
73.0 2.202.302.402.502.60
m/z 41.10 15.60%
5000
43.0
T Ao o AT
m/z--> 0 20 40 60 80 100 120 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100924\
Data File : BF139735.D

Acqg On : 09 Oct 2024 21:21

Operator : RC/JU

Sample : P4353-01

Misc CF-400-COMP-43

ALS vial : 25 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 5
R.T. EstConc Area Relative to ISTD R.T.
5.081 5.29 ng 129102 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 50
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
Abundance Scan 508 (5.081 min): BF139735.D\data.ms (-503) (-) m/z 43.10 100.00%
59.1
5000
‘Y_Y_Y—TY_Y_Y_Y—TY_Y_Y_Y—’_Y_Y_Y_Y—TY_Y_Y_F
‘ 83.1 10‘1'1 4.80 5.00 5.20 5.40
Ol ettt e e M/z 59.18 0 56.31%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LN L B L LN L
59.0 4.80 5.00 5.20 5.40
m/z 101.10  16.02%
O\\‘\\\\‘\\\?‘T“\.(\)\\“ui\\‘\\}\‘\\\\‘\\\\?%;9\‘\\\]-21\“\0\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
AR AAAREERE R
4.80 5.00 5.20 5.40
5000 m/z 58.10 14.62%
41.0
29.0 101.0
ol errrreyrr bbbyl 730, 880 L
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9477: 3-Hexanol, 4-methyl- P e
59.0 4.80 5.00 5.20 5.40
m/z 41.10 8.53%
5000 41.0
29.
‘ ‘ 87.0
o150 |l 7o el

m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100924\
Data File : BF139735.D

Acqg On : 09 Oct 2024 21:21

Operator : RC/JU

Sample : P4353-01

Misc . CF-400-COMP-43

ALS vial : 25 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 Benzophenone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.616 6.49 ng 192254  Acenaphthene-die 9.904
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Phenyl 4-pyridyl ketone 183 C12HO9NO 014548-46-0 53
3 Benzeneacetic acid, .alpha.-oxo-... 164 C9H803 015206-55-0 47
4 Methyl 2-benzoyl-4-cyanobutanoate 231 C13H13NO3 1010486-83-8 47
5 N-Methylbenzamide, N-trifluoroac... 231 C10H8F3NO2 1000446-91-5 47
Abundance Scan 1449 (10.616 min): BF139735.D\data.ms (-1443) (-} | m/z 105.10 100.00%
105.1
77.0
182.1
5000
511
—— —
10.50 11.00
152.1
b il 2280 20T miz 77.05  68.62%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
77.0 182.0
5000 — —
10.50 11.00
510 m/z 182.10  56.07%
RECH 1260 1520 |
‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #57931: Phenyl 4-pyridyl ketone
105.0
o .
77.0 183.0 10.50 11.00
5000 51.0 m/z 51.10  30.69%
0 I A 1270 1540 |
e e e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #40424: Benzeneacetic acid, .alpha.-oxo-, methyl ester et 7=
105.0 10.50 11.00
m/z 181.10 9.49%
77.0
5000
51.0
0 290 | ‘ il | 1360 1640 A /\/\WA/\M
e e A ALALA
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\BF100924\
Data File : BF139735.D

Acqg On : 09 Oct 2024 21:21

Operator : RC/JU

Sample : P4353-01

Misc . CF-400-COMP-43

ALS vial : 25 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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.916 15.12 ng 445890  Phenanthrene-d10 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Anthracene, 1-methyl- 192 C15H12 000610-48-0 90
3 Anthracene, 2-methyl- 192 C15H12 000613-12-7 86
4 Tridecanoic acid 214 C13H2602 000638-53-9 78
5 Pentadecanoic acid 242 C15H3002 001002-84-2 64

Abundance Scan 1670 (11.916 min): BF139735.D\data.ms (-1661) (- m/z 43.05 100.00%

43.0 73.1
1921
5000
129.1

\
T O ) O
Olrerrrrer bl ”wu”uhw mum‘w“‘wWm_wwwh m/z 73.10  92.93%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 RN

12.00
m/z 60.00 87.76%

157.01850 213.0 256.0
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #67021: Anthracene, 1-methyl-
192.0
e
12.00
5000 ITI/Z 41.05 75.60%
83.0 165.0
o 390 juso [ |
reprre e e S e e ey
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #67023: Anthracene, 2-methyl- —
192.0 12.00
m/z 57.10 74.55%
5000
96.0 165.0 ‘
m/z--> 20 40 60 80 100120140160 180200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100924\
Data File : BF139735.D

Acqg On : 09 Oct 2024 21:21

Operator : RC/JU

Sample : P4353-01

Misc . CF-400-COMP-43

ALS vial : 25 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 Phenanthrene, 4-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.004 4.80 ng 141712  Phenanthrene-di10 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 60
2 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 60
3 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 60
4 Anthracene, 1-methyl- 192 C15H12 000610-48-0 55
5 Naphtho[1,2-b]norbornadiene 192 C15H12 1000210-14-8 53

Abundance Scan 1685 (12.004 min): BF139735.D\data.ms (-1681) (- m/z 192.10 100.00%
1

5000

‘ 7 ‘
12.00

m/z 189.10  64.23%

39.0 63.0 218.1243.2

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67041: Phenanthrene, 4-methyl-
192.0
5000 \

—
12.00
m/z 191.10 64.00%

95.0 165.0
0 M 6%0 st J 1250“ R A
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ \‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67019: 1H-Indene, 2-phenyl-
192.0
T
12.00
5000 m/z 190.10 52.70%
165.0
. 630 89.0 11501300 | w
R R R e T L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67043: Phenanthrene, 1-methyl- = ¥ !
192.0 12.00
m/z 165.10 21.70%
5000
95.0 165.0
390 630 | | 139.0 ‘
O A S A R T ——
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\BF100924\
Data File : BF139735.D

Acqg On : 09 Oct 2024 21:21

Operator : RC/JU

Sample : P4353-01

Misc CF-400-COMP-43

ALS vial : 25 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 Phenanthrene, 2,5-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.439 3.66 ng 107929  Phenanthrene-di10 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2,5-dimethyl- 206 C16H14 003674-66-6 97
2 9,10-Dimethylanthracene 206 Cl6H14 000781-43-1 95
3 Anthracene, 1,4-dimethyl- 206 Cl6H14 000781-92-0 93
4 3,4-Dimethylphenanthrene 206 Cl6H14 1000452-24-5 91
5 Phenanthrene, 1,7-dimethyl- 206 C16H14 000483-87-4 90
Abundance Scan 1759 (12.439 min): BF139735.D\data.ms (-1754) (- m/z 206.10 100.00%
206.1
89.0 iZEd
. 178. :
.0 63.0 126.0 152.0 4 mm
0 H‘_‘gapu‘w‘WpWHNWH‘_§9‘HWWNHNywhw;;‘_“ m/z 191.05 47.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #82944: Phenanthrene, 2,5-dimethyl-
206.0
5000 R
12.50
101.0 m/z 189.05 27.06%
Ot \‘2\7\.\0\ “\5\1\.9‘ T \7\61’0\ 1‘ \“\ ih‘\ T \1\3\‘9\91%‘6\5\\01”‘ T i‘h{ ‘\ T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #82932: 9,10-Dimethylanthracene
206.0
——
12.50
5000 m/z 205.10 24 .05%
127.0152.0 178
0,
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #82936: Anthracene, 1,4-dimethyl- e —
206.0 12.50
m/z 207.10 16.97%
5000
89.0
0 39.0 630 | 1150 152017&qm
R B R A Baams n s ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100924\

Data File : BF139735.D

Acqg On : 09 Oct 2024 21:21

Operator : RC/JU

Sample : P4353-01

Misc : CF-400-COMP-43

ALS vial : 25 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 : 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 wunknownl2.475 Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
12.475  2.82ng 83025 Phenanthrene-dio 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyrene, 4,5,9,10-tetrahydro- 206 Cl6H14 000781-17-9 42

004165-81-5 38
000538-81-8 30
001576-67-6 30
000483-87-4 30

2 Benzene, 1,1'-(1,3-butadienylide... 206 Cl6H14
3 1,3-Butadiene, 1,4-diphenyl-, (E... 206 Cl6H14
4 Phenanthrene, 3,6-dimethyl- 206 C1l6H14
5 Phenanthrene, 1,7-dimethyl- 206 C16H14

Abundance Scan1765(12474nﬂm:BF139735INdmarns(1762)0 m/z 206.10 100.00%
20

5000

s

101.0

123.0 151.0174.0 12.50
‘H“m‘mhwuu‘qﬂ‘w‘w‘H‘HW‘meHJuw i m/z 204.10
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #82959: Pyrene, 4,5,9,10- tetrahydro-

o

=

5000 T
12.50
101.0 m/z 189.10 83.21%
165
390 760 139.0,
T ‘ TT

m/z--> 20 40 60 80 100 120 140 160 180 200 220
#82979: Benzene, 1,1'-(1,3-butadienylidene)bis-
206.

o

Abundance

¥

12.50
m/z 202.10

5000

0,
m/z--> 20 40 60 80 100 120 140 160 180 200 220

i.

Abundance #82978: 1,3-Butadiene, 1,4-diphenyl-, (E,E)-

20 12.50
m/z 205.10 38.08%
91.0
5000
128.0
‘ 165.0

oo d b L Tl | A Y
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100924\
Data File : BF139735.D

Acqg On : 09 Oct 2024 21:21

Operator : RC/JU

Sample : P4353-01

Misc . CF-400-COMP-43

ALS vial : 25 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 4,4'-Bis(tetrahydrothiopyran) Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
12.608  3.46ng 162009 Phenanthrene-d16 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4,4’ -Bis(tetranydrothiopyran) 22 Clemiss2 116196-83-9 93
2 Pyrene 202 C1l6H10 000129-00-0 50

3 L-Tryptophan, 1-(trimethylsilyl)... 348 C17H28N202Si2 1033331-59-7 47
4 L-Abrine, N-trimethylsilyl-, tri... 362 C18H30N202Si2 1000451-96-1 47
5 Fluoranthene 202 C1l6H10 000206-44-0 46

Abundance Scan 1803 (12.698 min): BF139735.D\data.ms (-1799) (- m/z 202.10 100.00%

202.1
5000{ 43.1
51 129.0
166,0
100 150 2

41.2 5843 12.50 13.00
0+ m/z 43.10 44.06%

|
m/z--> 50 00 250 300 350
Abundance #77411: 4,4"-Bis(tetrahydrothiopyran)
45.0 202.0
99.0

5000 155.

T
12.50 13.00
m/z 57.05 36.47%

0 u“\w\\‘“,‘\w i ‘h‘ —
miz--> 50 100 150 200 250 300 350
Abundance #78084: Pyrene
202.0

T
12.50 13.00
5000 m/z 73.00 35.18%

101.0
oo, | oo |
m/z--> 50 100 150 200 250 300 350

Abundance #257302: L-Tryptophan, 1-(trimethylsilyl)-, trimethylsilyl e T
202.0 12.50 13.00

m/z 60.00  34.59%

5000
73.0
ol20 | 1300 | 24302850 348C . .

m/z--> 50 100 150 200 250 300 350 12.50 13.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100924\
Data File : BF139735.D

Acqg On : 09 Oct 2024 21:21

Operator : RC/JU

Sample : P4353-01

Misc CF-400-COMP-43

ALS vial : 25 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 9 11H-Benzo[b]fluorene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.051 2.49 ng 100170  Chrysene-di12 14.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 93
2 Pyrene, 1-methyl- 216 C17H12 002381-21-7 90
3 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 86
4 Pyrene, 2-methyl- 216 C17H12 003442-78-2 86
5 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 76
Abundance Scan 1863 (13.051 min): BF139735.D\data.ms (-1859) (- m/z 216.10 100.00%
216.1
94.5 T I
41.1 126.0 163 1189'1 47.1 1300
, -LeN ' ' T m/z 215.10  92.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94572: 11H-Benzol[b]fluorene
216.0
5000 = :
13.00
m/z 213.10  22.09%
107.0
0 50.0 810, | 137.0163.01890 |
\H‘HH‘HH‘HH‘HH’HH‘HH‘HH‘HH‘HH‘H\ ‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94565: Pyrene, 1-methyl-
216.0
RN
13.00
5000 ITI/Z 217.10 21.84%
95.0 189.0
0l.270 630 | 1220 1630 | 1
e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94573: 11H-Benzol[a]fluorene 7 ‘
216.0 13.00
m/z 94.50 17.78%
h WM\/W\M'WLW
107.0
oll4.0 440 810, | 137.0163.0189.0 ‘\‘
L R T e L ERAR R S e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13.00

8270-BF100124.M Thu Oct 10 11:55:20 2024 Page: 12



Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\
Data File : BF139735.D

Acqg On : 09 Oct 2024 21:21

Operator : RC/JU

Sample : P4353-01

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

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

Library Search Compound Report

BF100924\

CF-400-COMP-43

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

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
Concentration Rank 10

Peak Number 10 Pyrene, 1-methyl-

R.T. EstConc Area Relative to ISTD R.T.
13.145 3.36 ng 135479  Chrysene-di12 14.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyrene, 1-methyl- 216 C17H12 002381-21-7 93
2 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 90
3 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 87
4 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 81
5 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 81

Abundance Scan 1879 (13.145 min): BF139735.D\data.ms (-1874) (| m/z 216.10 100.00%
216.
94.7 T N
13.00 13.50
63.0 . 186.0 .
R mwl“‘ [1270 18890, | 2491281- /7 215.10  90.11%
miz-> 50 100 150 200 250
Abundance #94565: Pyrene, 1-methyl-
216.0
5000 = —
13.00 13.50
95.0 m/z 213.10  23.05%
0 27.0 63.0 \‘ \H 134-0163‘0 h“ . hH
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #94578: Fluoranthene, 2-methyl-
216.0
—— —
13.00 13.50
5000 ITI/Z 217.10 17.17%
108.0
om0 [l amo |
miz--> 50 100 150 200 250
Abundance #94571: 7TH-Benzol[c]fluorene 7 —
216.0 13.00 13.50
m/z 94.70 16.42%
5000
108.0
ok — H e “‘M“H‘ Co — —
m/z--> 50 100 150 200 250 13.00 13.50

8270-BF100124.M Thu Oct 10 11:55:21 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100924\
Data File : BF139735.D

Acqg On : 09 Oct 2024 21:21

Operator : RC/JU

Sample : P4353-01

Misc CF-400-COMP-43

ALS vial : 25 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 11 5-Eicosene, (E)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.880 4.34 ng 174734  Chrysene-di12 14.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 93
2 1-Octadecene 252 C18H36 000112-88-9 93
3 1-Heneicosyl formate 340 C22H4402 077899-03-7 84
4 Cycloeicosane 280 C20H40 000296-56-0 72
5 11H-Benzo[a]fluoren-11-one 230 C17H100 000479-79-8 60
Abundance Scan 2004 (13.880 min): BF139735.D\data.ms (-2000) (- m/z 230.10 100.00%
230.1
57.1
5000 97.1
50 100
ol— \;‘MMMH H‘d ‘H‘ uNw H v “““m H \\\ ‘ ‘\\\‘2\“6‘6‘%?"0’2“1‘ — ITI/.Z 57.10 : 73.45%
m/z--> 50 100 150 200 250 300
Abundance #173729: 5-Eicosene, (E)-
55.0
5000 97.0 — —
13.50 14.00
m/z 55.16  70.47%
o LI L) 3550 se20 250 a0
miz--> 50 100 150 200 250 300
Abundance #138521: 1-Octadecene
57.0
— ——
970 13.50 14.00
5000 ITI/Z 43.10 70.25%
39.0
0 ‘ \‘ H \ } % H ‘\\\:‘]\-8\2\0 T wa5‘2.\0\ LA B /\/\\rj\\/\ﬂ\h
miz--> 50 100 150 200 250 300
Abundance #248981: 1-Heneicosyl formate “ ——
57.0 13.50 14.00
97.0 m/z 83.10 59.51%
o ‘\‘ \\ L1 ; %829 2220 2910 349,
: A P —
m/z--> 50 100 150 200 250 300 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100924\
Data File : BF139735.D

Acqg On : 09 Oct 2024 21:21

Operator : RC/JU

Sample : P4353-01

Misc CF-400-COMP-43

ALS vial : 25 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 12 9-Octadecenamide, (Z)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.786 12.84 ng 244158  Perylene-di2 15.510
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 91
2 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 91
3 Hexadecanamide 255 C16H33NO 000629-54-9 78
4 9-Octadecenamide 281 C18H35NO 003322-62-1 78
5 Palmitoleamide 253 C16H31NO 106010-22-4 72
Abundance Scan 2158 (14.786 min): BF139735.D\data.ms (-2154) (- m/z 59.05 100.00%
59.0
5000 jk
— —
‘ 01 ‘ 1450  15.00
0 ‘”“ ! “‘“ AL 19312351276.1 320.2 366. 1/, 75,65  60.28%
miz--> 50 100 150 200 250 300 350
Abundance #174773: 9-Octadecenamide, (Z)-
59.0
5000 et ——
14.50 15.00
m/z 55.10 51.83%
281.0
- \\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #245085: 13-Docosenamide, (2)-
59.0
—— —
14.50 15.00
5000 m/z 41.10 36.68%
126.0
ol i g700 20002780 B[O /J\J\W“
m/z--> 50 100 150 200 250 300 350
Abundance #142059: Hexadecanamide —— —
59.0 14.50 15.00
m/z 43.10 33.57%
- J\Mj\w/\k
ol | ) 1140 170021202550
e P o
m/z--> 50 100 150 200 250 300 350 14.50 15.00

8270-BF100124.M Thu Oct 10 11:55:24 2024 Page: 15



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100924\
Data File : BF139735.D

Acqg On : 09 Oct 2024 21:21

Operator : RC/JU

Sample : P4353-01

Misc . CF-400-COMP-43

ALS Vvial : 25 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... 2.146 113.2 ng 2764950 1 6.869 488521 20.0
2-Pentanone, 4-... 5.081 5.3 ng 129102 1 6.869 488521 20.0
Benzophenone 10.616 6.5 ng 192254 3 9.904 592559 20.0
n-Hexadecanoic ... 11.916 15.1 ng 445890 4 11.386 589868 20.0
Phenanthrene, 4... 12.004 4.8 ng 141712 4 11.386 589868 20.0
Phenanthrene, 2... 12.439 3.7 ng 107929 4 11.386 589868 20.0
unknown12.475 12.475 2.8 ng 83025 4 11.386 589868 20.0
4,4'-Bis(tetrah... 12.698 3.5 ng 102009 4 11.386 589868 20.0
11H-Benzo[b]flu... 13.051 2.5 ng 100170 5 14.033 805448 20.0
Pyrene, 1-methyl- 13.145 3.4 ng 135479 5 14.033 805448 20.0
5-Eicosene, (E)- 13.880 4.3 ng 174734 5 14.033 805448 20.0
9-Octadecenamid... 14.786 12.8 ng 244158 6 15.510 380454 20.0
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