LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90624\
Data File : BF139274.D

Acqg On : 06 Sep 2024 13:33
Operator : RC/JU

Sample : P3852-02

Misc :

ALS vial : 9 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF090424 .M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF139274.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  2.163 4 12 19 rVB 1659282 2584402 100.00% 14.602%
2 5.087 500 509 515 rBv2 33639 52805 2.04% 0.298%
3 5.493 572 578 583 rBV 385091 487190 18.85% 2.753%
4 6.498 744 749 755 rBV 410214 515604 19.95%  2.913%
5 6.887 809 815 820 rVB 567116 699489 27.07%  3.952%
6 7.440 904 909 918 rvVB 257083 327195 12.66% 1.849%
7 8.169 1027 1033 1041 rBV 711865 880711 34.08% 4.976%
8 8.869 1145 1152 1159 rBV2 24629 34228 1.32% 0.193%
9 9.239 1210 1215 1225 rBV 483568 619955 23.99% 3.503%
10 9.581 1266 1273 1276 rBV 19450 26302 1.02% 0.149%
11 9.786 1303 1308 1312 rBV 34111 43517 1.68% 0.246%
12 9.922 1325 1331 1335 rBV 750700 938837 36.33% 5.305%
13 9.957 1335 1337 1341 rW 26411 26807 1.04% 0.151%
14 10.022 1342 1348 1361 rVV 959967 1495629 57.87%  8.450%
15 10.128 1361 1366 1369 rVV 27008 38472 1.49% 0.217%
16 10.328 1395 1400 1407 rBV3 27923 48946 1.89% 0.277%
17 10.469 1420 1424 1430 rVB3 38030 53670 2.08% 0.303%
18 10.633 1447 1452 1460 rVB 159444 203134 7.86% 1.148%
19 10.710 1460 1465 1470 rBV 257642 335630 12.99% 1.896%
20 10.833 1482 1486 1491 rVB3 27886 42481 1.64% 0.240%
21 11.016 1512 1517 1520 rBV3 21633 37136 1.44% 0.210%
22 11.210 1547 1550 1554 rVB 22691 27875 1.08% 0.157%
23 11.304 1563 1566 1572 rVB 41225 56923 2.20% 0.322%
24 11.410 1579 1584 1586 rBV 662065 854751 33.07% 4.829%
25 11.433 1586 1588 1593 rVV 419541 457820 17.71%  2.587%
26 11.480 1593 1596 1600 rVB 37045 47418 1.83% 0.268%
27 11.639 1619 1623 1630 rBV3 22950 53783 2.08% 0.304%
28 11.704 1631 1634 1637 rVV 24645 36137 1.40% 0.204%
29 11.739 1637 1640 1646 rVB2 29122 42007 1.63% 0.237%
30 11.939 1670 1674 1678 rVB2 198287 274914 10.64% 1.553%
31 12.022 1684 1688 1691 rBV2 115320 174669 6.76% 0.987%
32 12.210 1716 1720 1721 rBV 33657 42641 1.65% 0.241%
33 12.386 1747 1750 1757 rVB3 24276 42711 1.65% 0.241%
34 12.463 1759 1763 1766 rBV 63582 82591 3.20% 0.467%
35 12.498 1766 1769 1774 rVV2 38394 64599  2.50% 0.365%
36 12.545 1774 1777 1783 rVB3 47237 65541 2.54% 0.370%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90624\
Data File : BF139274.D

Acqg On : 06 Sep 2024 13:33
Operator : RC/JU

Sample : P3852-02

Misc :

ALS vial : 9 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF090424 .M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 12.622 1785 1790 1795 rBV 540450 673998 26.08%  3.808%
38 12.716 1803 1806 1809 rBV 40316 49014 1.90% 0.277%
39 12.851 1823 1829 1834 rBV 485560 679264 26.28% 3.838%
40 12.898 1835 1837 1843 rVB3 51243 70060 2.71% 0.396%
41 12.992 1849 1853 1861 rVB 330169 457811 17.71%  2.587%
42 13.069 1862 1866 1873 rBv4 56348 108064 4.18% 0.611%
43 13.175 1878 1884 1889 rVB 78329 164254 6.36% 0.928%
44 13.280 1899 1902 1910 rVB 70173 103686 4.01% 0.586%
45 13.404 1921 1923 1926 rVB 31469 29183 1.13% 0.165%
46 13.539 1942 1946 1949 rBV 55302 82869 3.21% 0.468%
47 13.686 1967 1971 1979 rVB2 59224 88336  3.42% 0.499%
48 13.798 1985 1990 1993 rBV2 58665 115322 4.46% 0.652%
49 14.045 2027 2032 2036 rBvV2 587742 1032529 39.95% 5.834%
50 14.686 2137 2141 2145 rBV 129663 181439 7.02% 1.025%
51 15.098 2206 2211 2219 rVB 256832 622494 24.09%  3.517%
52 15.398 2258 2262 2268 rvV 133760 200267 7.75% 1.132%
53 15.463 2268 2273 2278 rVW 183653 284653 11.01% 1.608%
54 15.527 2279 2284 2297 rVB2 374970 675176 26.13%  3.815%
55 16.998 2529 2534 2544 rVB2 64529 153376 5.93% 0.867%

56 17.445 2605 2610 2621 rVB 46226 110542 4.28% 0.625%

Sum of corrected areas: 17698857
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF090624\

BF139274.D
: 06 Sep 2024 13:33
: RC/JU
: P3852-02
: 9 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
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R e B B e e e
10.00 10.50 11.00

9.5819.788.
S
9.50

0161141804
— -

\ — — 7
11.50 12.00 12.50 13.00

Abundance
1600000

1400000

1200000

1000000

800000

600000

400000

200000

0

TIC: BF139274.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF090624\
Data File : BF139274.D

Acqg On : 06 Sep 2024 13:33
Operator : RC/JU

Sample : P3852-02

Misc

ALS vial : 9 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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.163 73.89 ng 2584400 1,4-Dichlorobenzene-d4 6.887

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 3-Pentanol, 3-methyl- 102 C6H140 000077-74-7 38
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
Abundance  Scan 12 (2.163 min): BF139274.D\data.ms (-4) (-) m/z 73.10 100.00%
73.1
5000 43.0 /\
R RmR AR R
‘ J 881 2.202.302.402.502.60
O L BB I 881 o/ azes 48.83%
miz--> 0 20 40 60 80 100 120
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 RN RN R RN B R

2.202.302.402.502.60

43.0
‘ m/z 55.10 32.77%
27.0 88.0
0\‘\\\\‘\“1\\“\\\\’\\\‘\’\\\\\\\\\\\\
miz--> 0 20 80 100 120
Abundance #15764 2 2,4- Tnmethyl -3-pentanol
73.0
N R RRRRRTRES
2.202.302.402.502.60
5000 55.0 m/z 87.10 26.51%
39
0 L ‘ Al | 880 1150 1200
“““““ “““ ““,‘ L e
miz--> 0 20 40 80 100 120
Abundance #2245.Suane,teUanKthL R aREmEmAEECESAEL
73.0 2.202.302.402.502.60

m/z 41.10 16.11%

5000
430

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\BF090624\
Data File : BF139274.D

Acqg On : 06 Sep 2024 13:33
Operator : RC/JU

Sample : P3852-02

Misc

ALS vial : 9 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 unknownl1©.022 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.022 31.86 ng 1495630  Acenaphthene-d10 9.922
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-5-Isopropyl-6,7-epoxy-8-hy... 228 C13H2403 058002-07-6 25
2 2-Piperidinone, N-[4-bromo-n-but... 233 C9H16BrNO 195194-80-0 14
3 (1S,2R,4R,7R)-4-Isopropyl-7-meth... 168 C10H1602 001619-26-7 10
4 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 10
5 10-Nonadecanone 282 C19H380 000504-57-4 10
Abundance Scan 1348 (10.022 min): BF139274.D\data.ms (-1342) (- m/z 43.05 100.00%
3.0
5000
97.0 1372
70.1 idod
197.2 :
S _”‘H [ “‘1702{,“ m/z 57.05 49.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #109018: trans-5-sopropyl-6,7-epoxy-8-hydroxy-8-methy
43.0
5000 112.0 10,00 |
71.0 m/z 59.10 36.42%
139.0
Orr T \‘i“l‘\ \“1““ T ‘\“h \“HN\ \‘U’ \‘\“\‘\ ‘H\“\ T \‘u T \‘}\62\0‘ \1\9\\5’(\)\ T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #115232: 2-Piperidinone, N-[4-bromo-n-butyl]-
43.0
T \
10.00
5000 m/z 97.05 33.84%
69.0
970
0 L |, ,125.0 154.0178.0 205.0 233.0
H‘H‘W‘H‘_‘H"‘W‘H‘_‘H‘H‘W‘H‘_‘H,H‘W‘H‘_
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #43250: (1S,2R,4R,7R)-4-Isopropyl-7-methyl-3,8-dioxatri ——= ‘
43.0 10.00
m/z 101.10 33.46%
5000 97.0
71.0
125.0
P e - S e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF090624\
Data File : BF139274.D

Acqg On : 06 Sep 2024 13:33
Operator : RC/JU

Sample : P3852-02

Misc

ALS vial : 9 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 6
R.T. EstConc Area Relative to ISTD R.T.
10.634 4.33 ng 203134  Acenaphthene-di10 9.922
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 97
2 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 62
3 Benzoylformic acid 150 C8H603 000611-73-4 58
4 Ethanedione, diphenyl- 210 C14H1002 000134-81-6 50
5 Benzoic acid, (4-pyridylmethylen... 225 C13H11N30 001507-93-3 50
Abundance Scan 1452 (10.633 min): BF139274.D\data.ms (-1447) (- m/z 105.00 100.00%
105.0
77.0
182.1
5000
51.0
—— —
10.50 11.00
152.1
Ok e gl b A28 0T Tz 77.05 73.20%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56927: Benzophenone
105.0
77.0 182.0
5000 —— —
10.50 11.00
51.0 m/z 182.10  58.18%
O\‘\\\\‘\\‘\\’\\\MM‘\\\\‘\‘\\\112\6\.\0\‘\]_\5%.\()‘\\\\‘“\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #30107: Benzenecarbothioic acid, S-methyl ester
105.0
Pt —
77.0 10.50 11.00
5000 m/z 51.05 34.64%
51.0
0 270 | ul 1520
e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28215: Benzoylformic acid =t =
105.0 10.50 11.00
77.0 m/z 181.10  14.76%
5000
51.0
0“2‘7‘"9““1N“H,HHMH‘““‘H,Hu‘l‘s‘qp‘uu‘u‘ ey "‘\/‘M
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\BF090624\
Data File : BF139274.D

Acqg On : 06 Sep 2024 13:33
Operator : RC/JU

Sample : P3852-02

Misc

ALS vial : 9 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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.939 6.43 ng 274914  Phenanthrene-di10 11.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Anthracene, 2-methyl- 192 C15H12 000613-12-7 86
3 Tetradecanoic acid 228 C14H2802 000544-63-8 70
4 Pentadecanoic acid 242 C15H3002 001002-84-2 55
5 n-Decanoic acid 172 C10H2002 000334-48-5 46
Abundance Scan 1674 (11.939 min): BF139274. D\data ms (-1670) (- 43.10 100.00%
43.1 2.1
73.1
5000
129.1
| H ‘ g1y | 172 ‘ 5712561 12.00
0 m_m‘;“x““‘x‘l“ el H:‘wwuw‘m‘u}“Hwuewm_HM m/z 192.10  94.94%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
2 3
43.0 73.0 256.0
5000 R
129.0 12 00
213.0 m/z 73.1 84.67%
‘ H (ﬂ 157.0185.0 ‘
0]\-5.‘0\\‘1\ HH\H\M\‘\‘HH\\\““\\H‘”h “\H\‘H‘HH‘H‘H‘\‘H‘N‘HH‘\‘H\‘HH“\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #67023: Anthracene, 2-methyl-
192.0
12 00
5000 83.02%
96.0 165.0 ‘
m/z--> 20 40 60 80 100120140160 180200 220 240260
Abundance #109279: Tetradecanoic acid T
73.0 12 00
43.0 m/z 60.0 82.07%
5000 129.0
185.0
H 228.0
0;ﬁﬂdHWMM“WhNk%_ﬂwMM‘_H‘_A‘_H‘_H‘_M‘_H‘_
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\BF090624\
Data File : BF139274.D

Acqg On : 06 Sep 2024 13:33
Operator : RC/JU

Sample : P3852-02

Misc

ALS vial : 9 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 5 Benzaldehyde, 3,5-dichloro-... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.022 4.09 ng 174669  Phenanthrene-die 11.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzaldehyde, 3,5-dichloro-2-hyd... 190 C7H4C1202 000090-60-8 72
2 4-Bromothiophene-2-aldehyde 190 C5H3Bros 018791-75-8 58
3 4H-Cyclopenta[def]phenanthrene 190 C15H1e 000203-64-5 52
4 6H-Cyclobuta[jk]phenanthrene 190 C15H10 083469-43-6 49
5 SH-Dibenzo[a,d]cycloheptene 192 C15H12 000256-81-5 42

Abundance Scan 1688 (12.022 min): BF139274.D\data.ms (-1684) (- m/z 189.10 100.00%
189.1

5000
94.6 mf\/\
165.1 iﬁod T
39,0 630 ‘ 139.0 :

oHH_‘H,‘m‘w‘MH1,‘Mwwww“‘m_ 2181 h/7 100,05  98.18%
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #65125: Benzaldehyde, 3,5-dichloro-2-hydroxy-

190.0

5000

[uy
n
o
o

m/z 192.10  93.04%

O,

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64990: 4-Bromothiophene-2-aldehyde
191.0

S

U \
820 12.00

5000 m/z 191.10 67.08%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 fﬂJ\_AA]V\ﬁN
Abundance #64923: 4H-Cyclopenta[deflphenanthrene

0
190.0 1200
m/z 94.60  25.54%

5000
94.0

39.0 630 | | 137.0 163.0 UM
A

Ol el

m/z--> 20 40 60 80 100 120 140 160 180 200 220 1200
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF090624\
Data File : BF139274.D

Acqg On : 06 Sep 2024 13:33
Operator : RC/JU

Sample : P3852-02

Misc

ALS vial : 9 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 Pyrene, 1-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.069 2.09 ng 108064  Chrysene-di12 14.051
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 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 87
4 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 83
5 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 81

Abundance Scan 1866 (13.069 min): BF139274.D\data.ms (-1862) (- m/z 216.10 100.00%
216.1

=

5000
T T [
106.7 189.1 13.00
55.1 163.1 :
0 8L 135.1 m/z 215.10  92.49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94565: Pyrene, 1-methyl-
216.0
5000 T T

13.00
m/z 213.10  22.96%

95.0 189.0
270 630 | j1220 1630 | |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘1\\\’\1\\‘\\\ ‘\\\\‘\\
miz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94578: Fluoranthene, 2-methyl-
216.0 F»VA
—

o

13.00
5000 m/z 217.05 20.29%
108.0
) o0 510] | g0t |
e el e e T ST el e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94572: 11H-Benzo[b]fluorene —
216.0 13.00
m/z 189.10 12.55%
h bmAA/AJ\A\ﬁ\/KﬂAVﬂKJ\W
107.0
0 50.0 81.0 | 137.0163.0189.0 H‘
P e e e e e e e e e e —r
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF090624\
Data File : BF139274.D

Acqg On : 06 Sep 2024 13:33
Operator : RC/JU

Sample : P3852-02

Misc

ALS vial : 9 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 11H-Benzo[b]fluorene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.175 3.18 ng 164254  Chrysene-di12 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 90
2 Pyrene, 1-methyl- 216 C17H12 002381-21-7 83
3 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 81
4 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 81
5 Pyrene, 2-methyl- 216 C17H12 003442-78-2 80
Abundance Scan 1884 (13.175 min): BF139274.D\data.ms (-1878) (- m/z 216.10 100.00%
216.1
5000 M
107.6 u 1200 1250
189.1 13.00 13.50
163.1
Obrry 200 801, | 1381168315 I ) J1s.1e 80.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94576: 11H-Benzo[b]fluorene
216.0
5000 — L
13.00 13.50
108.0 ITI/Z 213.10 23.02%
0 570 I \“ . 16?'018\\\9.0 h“ I
H\‘\H\‘HH‘\H\‘HH‘\\H‘\H\‘H\\‘HH’\H\‘H\ ‘\H\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94565: Pyrene, 1-methyl-
216.0 /J\
e =4
13.00 13.50
5000 m/z 217.10 17.28%
95.0 189.0
0,270 630 | 11220 1630 | [l
A LR o e e e A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94577: 11H-Benzol[a]fluorene T —
216.0 13.00 13.50
m/z 107.60  13.66%
5000
108.0
. 630 16301890 | [
A B Ra B AR R R — — 4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF090624\
Data File : BF139274.D

Acqg On : 06 Sep 2024 13:33
Operator : RC/JU

Sample : P3852-02

Misc

ALS vial : 9 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 8 Pyrene, 4-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.280 2.01 ng 103686  Chrysene-di2 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyrene, 1-methyl- 216 C17H12 002381-21-7 94
2 Pyrene, 4-methyl- 216 C17H12 003353-12-6 93
3 Pyrene, 2-methyl- 216 C17H12 003442-78-2 90
4 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 70
5 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 70
Abundance Scan 1902 (13.280 min): BF139274.D\data.ms (-1899) (- m/z 216.10 100.00%
216.1
94.8 189.1 LI - T T
50.0 ‘ 1202 1620 | || | 1300 1350
Obrrrprrrepimr prreeprrtep st e proe ool m/z 215,10 59.14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94565: Pyrene, 1-methyl-
216.0
5000 — L
13.00 13.50
m/z 232.10  30.01%
95.0 189.0
oL 270 63.0 | 1220 1630 | hw
H\‘\H\‘HH‘\H\‘H\\‘HH‘\\H’\H\‘HH‘\H\’\H ‘HH‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94563: Pyrene, 4-methyl-
216.0
T —
13.00 13.50
5000 m/z 94.80 22.62%
80 186.0 W
0. 390 740 ""13401630 | Il
R e R LR e AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94567: Pyrene, 2-methyl- T —
216.0 13.00 13.50
m/z 217.10  17.85%
5000 95.0
189.0
0 530 | 1220 163.0 | w
e e e i e Ce P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF090624\
Data File : BF139274.D

Acqg On : 06 Sep 2024 13:33
Operator : RC/JU

Sample : P3852-02

Misc

ALS vial : 9 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 Anthra(2,3-b)thiophene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.798 2.23 ng 115322  Chrysene-di12 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Anthra(2,3-b)thiophene 234 Cl16H1es 022108-55-0 93
2 Benzo[b]naphtho[2,1-d]thiophene 234 C16H1eS 000239-35-0 91
3 Benzo[b]naphtho[2,3-d]thiophene 234 CléH1es 000243-46-9 81
4 Phenanthro(2,1-b)thiophene 234 Clé6H1es 000219-25-0 76
5 Benzo[b]naphtho[1,2-d]thiophene 234 C16H1es 000205-43-6 76
Abundance Scan 1990 (13.798 min): BF139274.D\data.ms (-1985) (- m/z 234.10 100.00%
234.1
202.1 U T T
431 851 1171 jeag | H 208, 13.50 14.00
o‘mw_WJMNHu,w,ww_w”}‘”lew,”Hw‘:: m/z 230.10  21.45%
m/z--> 40 60 80 100120140160180200220240260280300
Abundance #116285: Anthra(2,3- b)thlophene
34.0
5000 - L
117.0 13.50 14.00
189.0 m/z 235.10  19.55%
0\Hﬁ?\‘\\‘\\\ﬁ?‘\‘\o\“!H\’\\\\]’_\5\(\)\9\\H‘\H“H“HH‘\\1‘1‘\\\\’\\\\‘\\\\‘\\
m/z--> 40 60 80 100120140160180200220240260280300
Abundance #116290: Benzo[b]naphtho[2,1-d]thiophene
234.0
T e
13.50 14.00
5000 m/z 202.10 17.78%
020,630 M01s00 Y
P e e
m/z--> 40 60 80 100120140160180200220240260280300
Abundance #116291: Benzo[b]naphtho[2,3-d]thiophene —— ——
234.0 13.50 14.00
m/z 232.10 11.83%
5000
117.0
189.0
Obrrrrpafiprrogiabrbrerrrrr bbb || NI
m/z--> 40 60 80 100120140160180200220240260280300 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF090624\
Data File : BF139274.D

Acqg On : 06 Sep 2024 13:33
Operator : RC/JU

Sample : P3852-02

Misc

ALS vial : 9 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 10 1,4-Benzenedicarboxylic aci... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

14.686 3.51ng 181439 Chrysene-d12 14.051

Hit# of 5 Tentative ID MW MolForm CASH# Qual

,4-Benzenedicarboxylic acid, bi... 390 C24H3804 006422-86-2 64
»3-Benzenedicarboxylic acid, bi... 390 C24H3804 000137-89-3 38
is(2-ethylhexyl) phthalate 390 C24H3804 000117-81-7 35
erephthalic acid, 3-hexyl octyl... 362 C22H3404 1000356-23-1 22
hthalic acid, 5-ethyl-1,3-dioxa... 406 C23H3406 1010415-48-4 14

VA wWwN R
T —H W R

Abundance Scan 2141 (14.686 min): BF139274.D\data.ms (-2137) (- m/z 70.10 100.00%

70.1
149.0
261.1
5000

| e 150
\“m ‘ I 204.0 \L L

. m/z 149.00  79.46%

m/z--> 0 50 100 150 200 250 300 350
Abundance #295782: 1,4-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0
112.0

5000 — —
67.0 14.50 15.00

261.0
m/z 57.10 58.61%

=411
T “\ ‘\‘ o ‘“ L\‘ T ““\ \‘ \‘ T “ e ‘2:!-7\\0\ T = ‘\ ™7 \3\3\3\9 T
miz—> 0 50 100 150 200 250 300 350

Abundance #295780: 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl)

o

o

70.0
112.0 14.50 15.00
5000 261.0 m/z 261.15 56.71%
167.0
29.
0 ﬁﬂ ‘ I h “‘ | ‘ 218.0 | |304.0347.0
e e A B = Ea e St S e
m/z--> 0 50 100 150 200 250 300 350
Abundance #295612: Bis(2-ethylhexyl) phthalate e T
149.0 14.50 15.00

m/z 112.10  43.85%

5000
57.0
279.0
14,0 | h‘ | 040 207.0 390.(

oL ‘ —

\ T
m/z--> 0 50 100 150 200 250 300 350 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF090624\
Data File : BF139274.D

Acqg On : 06 Sep 2024 13:33
Operator : RC/JU

Sample : P3852-02

Misc

ALS vial : 9 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 Benzo[e]pyrene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.398 5.93 ng 200267 Perylene-di2 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[b]fluoranthene 252 C20H12 000205-99-2 90
2 Benzo[a]pyrene 252 C20H12 000050-32-8 90
3 Benzo[e]pyrene 252 C20H12 000192-97-2 90
4 Benzo[k]fluoranthene 252 C20H12 000207-08-9 89
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 81
Abundance Scan 2262 (15.398 min): BF139274.D\data.ms (-2258) (| m/z 252.10 100.00%
252.1
w M
— e
12?-1 1660 . 15.00 15.50
081 740 | 16111980 , | 2891 8651y 2se.10  29.57%
m/z--> 50 100 150 200 250 300 350
Abundance #138568: Benzol[b]fluoranthene
252.0
5000 — LA MAN
15.00 15.50
126.0 m/z 253.10  21.32%
O\\‘\\8\3.\Oi\“\‘“‘\\‘\\\2\0‘().\0\‘\\““\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #138555: Benzo[a]pyrene
252.0
— —
15.00 15.50
5000 m/z 125.10 13.52%
126.0
0. 50.0 87.0 , | 163.0200.0 |
e
m/z--> 50 100 150 200 250 300 350
Abundance #138554: Benzo[e]pyrene “ T
252.0 15.00 15.50
m/z 251.10 9.95%
5000
125.0
0390 830 | 2000 |
— . P
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\BF090624\
Data File : BF139274.D

Acqg On : 06 Sep 2024 13:33
Operator : RC/JU

Sample : P3852-02

Misc

ALS vial : 9 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 Dibenzo[def,mno]chrysene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.998 4.54 ng 153376  Perylene-di2 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dibenzo[def,mno]chrysene 276 C22H12 000191-26-4 96
2 Benzo[ghi]perylene 276 C22H12 000191-24-2 96
3 Indeno[1,2,3-cd]fluoranthene 276 C22H12 000193-43-1 95
4 Indeno[1,2,3-cd]pyrene 276 C22H12 000193-39-5 93
5 1H-Indol-6-ylamine, 2TMS derivative 276 C14H24N2Si2 1000484-86-0 47
Abundance Scan 2534 (16.998 min): BF139274.D\data.ms (-2529) (- m/z 276.10 100.00%
276.1
138.1
69.1 98.1 H 187.0 224.1 1700
0400,,,Mm m/z 277.10  23.63%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #168943: Dibenzo[def,mno]chrysene
276.0
5000 T
17.00
138.0 m/z 274.10  22.27%
0 63.0 1050, \H 170.0201.0  246.0
‘\H\‘\\H‘H\\’\\H‘HH‘\H\’\\H‘HH‘HH‘HH‘HH’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #168932: Benzo[ghi]perylene
276.0
TAWaTI M SNV AL VY
17.00
5000 m/z 138.05 19.15%
138.0
0280 620910 \H 170.0 2220 |
LA e e e A RRdARRRRIAY
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #168944: Indeno[1,2,3-cd]fluoranthene ——
276.0 17.00
m/z 278.10 15.00%
5000 138.0 M
0 57.0 h I H\ \‘ 198.0 2460
_H‘_HWH‘WHHM‘H_HW‘HWHH‘HHMH‘_HWH‘WH P
m/z--> 20 40 60 80 100120140160180200220240260280 17.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF090624\
Data File : BF139274.D

Acqg On : 06 Sep 2024 13:33
Operator : RC/JU

Sample : P3852-02

Misc

ALS vial : 9 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... 2.163 73.9 ng 2584400 1 6.887 699489 20.0
unknownl10.022 10.022 31.9 ng 1495630 3 9.922 938837 20.0
Benzophenone 10.634 4.3 ng 203134 3 9.922 938837 20.0
n-Hexadecanoic ... 11.939 6.4 ng 274914 4 11.410 854751 20.0
Benzaldehyde, 3... 12.022 4.1 ng 174669 4 11.410 854751 20.0
Pyrene, 1-methyl- 13.069 2.1 ng 108064 5 14.051 1032530 20.0
11H-Benzo[b]flu... 13.175 3.2 ng 164254 5 14.051 1032530 20.0
Pyrene, 4-methyl- 13.280 2.0 ng 103686 5 14.051 1032530 20.0
Anthra(2,3-b)th... 13.798 2.2 ng 115322 5 14.051 1032530 20.0
1,4-Benzenedica... 14.686 3.5 ng 181439 5 14.051 1032530 20.0
Benzo[e]pyrene 15.398 5.9 ng 200267 6 15.527 675176 20.0
Dibenzo[def,mno... 16.998 4.5 ng 153376 6 15.527 675176 20.0
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