LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022125\
Data File : BF141727.D

Acqg On : 21 Feb 2025 18:44
Operator : RC/JU

Sample : Q1397-01

Misc :

ALS Vvial : 20 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-BF020625.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF141727.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.352 379 384 391 rBV 24469 41989 2.10% ©0.221%
2 4,987 487 492 508 rVB 41227 71933 3.59% 0.379%
3 5.399 557 562 591 rBV 1165447 1689726 84.41% 8.897%
4 6.416 730 735 764 rBV 1180616 1763399 88.09%  9.285%
5 6.775 791 796 805 rBV 420998 551316 27.54% 2.903%

6 7.340 887 892 904 rBV 795461 1124932 56.19% 5

7 7.610 933 938 958 rVB2 16651 44706 2.23% 0.235%

8 8.063 1009 1015 1032 rBV 497184 736346 36.78% 3

9 9.134 1192 1197 1207 rBV 1573415 2001893 100.00% 10.541%
9.210 1207 1210 1222 rVB3 11037 22780 1.14%

o
=
N
(o]
B

11 9.675 1284 1289 1294 rBV 16078 21395 1.07%
12 9.810 1307 1312 1327 rBV 565539 750558 37.49%
13 10.522 1428 1433 1441 rBV 151768 202340 10.11%

OUVIkr WO
[
o))
Ul
B

14 10.598 1441 1446 1462 rVV 696226 985272 49.22% 188%
15 10.722 1462 1467 1474 rVB4 12361 27772 1.39% 146%
16 11.192 1544 1547 1554 rVB 17526 24728 1.24% 0.130%
17 11.298 1560 1565 1567 rBV 442956 639169 31.93%  3.365%
18 11.375 1574 1578 1582 rVB 31042 39583 1.98% ©.208%
19 11.533 1601 1605 1611 rBV2 27519 49073 2.45% 0.258%
20 11.798 1646 1650 1651 rBV 39294 43782 2.19% 0.231%
21 11.828 1651 1655 1665 rvv2 342352 567850 28.37%  2.990%
22 11.910 1665 1669 1678 rVB2 85319 169283 8.46%  0.891%
23 12.092 1697 1700 1703 rBV 23459 30954 1.55% 0.163%
24 12.122 1703 1705 1710 rVB 36209 45557 2.28%  ©.240%
25 12.345 1739 1743 1746 rBV 34048 47687 2.38% ©0.251%
26 12.380 1746 1749 1755 rVB3 26530 43293 2.16% 228%
27 12.433 1755 1758 1765 rVB 39211 60602 3.03% 319%

28 12.510 1765 1771 1776 rBV 588340 766883 38.31%

PO POO
[
w
©
R

29 12.610 1784 1788 1793 rBV2 99950 162675 8.13% 857%
30 12.739 1803 1810 1815 rBV 514650 766064 38.27% 034%
31 12.786 1815 1818 1823 rVB2 28974 44172 2.21% ©0.233%
32 12.880 1827 1834 1842 rBV 1149058 1533537 76.60% 8.075%
33 12.957 1842 1847 1851 rBV3 44839 78464  3.92% 0.413%
34 13.063 1858 1865 1869 rVB 75222 150948 7.54% ©.795%
35 13.133 1873 1877 1879 rW 40412 53826 2.69% ©.283%

36 13.169 1879 1883 1890 rVB2 61682 100257 5.01% ©.528%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022125\
Data File : BF141727.D

Acqg On : 21 Feb 2025 18:44
Operator : RC/JU

Sample : Q1397-01

Misc :

ALS Vvial : 20 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-BF020625.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 13.263 1895 1899 1901 rvVv 31515 36785 1.84% 0.194%
38 13.292 1901 1904 1912 rVvB2 33140 51053 2.55% 0.269%
39 13.574 1949 1952 1958 rVB 51726 71810 3.59% 0.378%
40 13.686 1966 1971 1973 rBV 61802 93355 4.66% 0.492%
41 13.786 1984 1988 1991 rBV 36935 46187 2.31% ©0.243%
42 13.933 2006 2013 2016 rBV2 575844 1065757 53.24% 5.612%
43 14.086 2036 2039 2043 rBv4 23244 39463 1.97% 0.208%
44 14.133 2043 2047 2051 rVWW2 64732 87607 4.38% 0.461%
45 14.286 2069 2073 2076 rBV2 51760 82180 4.11% 0.433%
46 14.404 2090 2093 2097 rVB3 26033 39705 1.98% 0.209%
47 14.445 2098 2100 2102 rBV 20671 25051 1.25% 0.132%
48 14.963 2182 2188 2196 rBV 275674 620226 30.98%  3.266%
49 15.068 2202 2206 2210 rBV 31713 40916 2.04% 0.215%
50 15.251 2233 2237 2243 rVB 120297 188865 9.43% 0.994%
51 15.316 2243 2248 2253 rVV 185363 272304 13.60% 1.434%
52 15.374 2253 2258 2273 rVB2 255128 490574 24.51% 2.583%
53 16.804 2495 2501 2509 rVvB2 78203 164908 8.24% 0.868%
54 17.233 2568 2574 2583 rBV 54933 120613 6.02% 0.635%

Sum of corrected areas: 18992103
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 21 Feb 2025 18:44
: RC/JU
1 Q1397-01

. 20

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022125\
BF141727.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF020625.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

1400000

1200000

1000000

800000

600000

400000

200000

0

TIC: BF141727.D\data.ms

5.399 6.416

7.340

6.775

4.352 4.987 7.610

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

1400000

1200000

1000000

800000

600000

400000

200000

TIC: BF141727.D\data.ms
9.134

10.598

9.810
8.063

11.298

10.5

I

12.880

12.510
12.739

2.61
12\7

ikias

0
Time-->

0.722
— T
10.00 10.50 11.00

e
11.50

— — 7
12.00 12.50 13.00

Abundance

1400000

1200000

1000000

800000

600000

400000

200000

0

Time-->

TIC: BF141727.D\data.ms

13.933

16.804

17.233

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
14.00 14.50 15.00 15.50 16.00 16.50

T ‘ T
17.00

T ‘ T T ‘ T
17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022125\
Data File : BF141727.D

Acqg On : 21 Feb 2025 18:44
Operator : RC/JU

Sample : Q1397-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF020625.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
4.987 2.61 ng 71933 1,4-Dichlorobenzene-d4 6.781
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
Abundance Scan 492 (4.987 min): BF141727.D\data.ms (-487) (-) m/z 43.00 100.00%
3.0
59.1
5000
101.1 BAARREEEEEEEEEE R R
83.0 ‘ 4.60 4.80 5.00 5.20 5.40
O e e M/z 59.18 60.84%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 DL B RN B
4.60 4.80 5.00 5.20 5.40
101.0 m/z 101.10 18.58%
0 31‘.0 L ‘ 83.0
\\‘\\\\‘\\\‘\“\\\\‘\\\\‘\\‘\‘\‘\\\\‘\\\\‘\‘\\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9492: 2-Hexanol, 2-methyl-
59.0
s RRE
4.60 4.80 5.00 5.20 5.40
5000 m/z 58.10 15.66%
43.0
31.0 ‘ 830 101.0
s Ll Wl me®e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4153: 1-Propen-2-ol, acetate e
43.0 4.60 4.80 5.00 5.20 5.40
m/z 41.00 8.72%
5000
58.0
15.0 27.0 72.0 100.0
0H‘m‘u‘HHWm“‘lm‘Hm‘\m‘\m‘mwm}mw ‘\H\n‘\n\u‘uu’uu‘\n\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022125\
Data File : BF141727.D

Acqg On : 21 Feb 2025 18:44
Operator : RC/JU

Sample : Q1397-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF020625.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 Benzophenone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.522 5.39 ng 202340  Acenaphthene-di10 9.810
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 2-(2-0xo0-2-phenyl-ethyl)-malonon... 184 C11H8N20 1000296-76-9 53
3 Phenyl 4-pyridyl ketone 183 C12H9NO 014548-46-0 49
4 acetic acid, 2-bromo-, 2-oxo0-2-p... 256 C10H9BroO3 1000401-50-0 47
5 Pentafluoroethyl phenyl ketone 224 C9H5F50 000394-52-5 47
Abundance Scan 1433 (10.522 min): BF141727.D\data.ms (-1428) (-} | m/z 105.00 100.00%
105.0
77.0
182.1
5000
51.0
— =
10.50
152.0
Ol ) 1260 EE L hjz 77.00  63.85%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000
1050
51.0 m/z 182. 55.25%
J270 || 160 1520 |
‘\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\
miz--> 20 40 60 80 100 120 140 160 180
Abundance #58785: 2-(2-Ox0-2-phenyl-ethyl)-malononitrile
105.0
77.0 10.50
5000 m/z 51.00 29.64%
51.0
Oy oy 1280, 1580 VD
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #57931: Phenyl 4-pyridyl ketone e ]
105.0 10.50
183.0 m/z 181.10  11.99%
77.0 ’
5000 51.0
0 ‘\ H\‘ ‘ 1270 1540 \‘ }\/\\ n I\M
A e e e e — et
m/z--> 20 40 60 80 100 120 140 160 180 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022125\
Data File : BF141727.D

Acqg On : 21 Feb 2025 18:44
Operator : RC/JU

Sample : Q1397-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF020625.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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.828 17.77 ng 567850  Phenanthrene-d10 11.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 91
4 Pentadecanoic acid 242 C15H3002 001002-84-2 89
5 n-Decanoic acid 172 C10H2002 000334-48-5 60
Abundance Scan 1655 (11.828 min): BF141727.D\data.ms (-1651) (- m/z 43.10 100.00%
43.1 ,73.0
5000 A_’J\\/\
— ——
11.50 12.00
0“W‘H“JH m/z 73.00 99.37%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 - T
11.50 12.00
167.01g5 02130  256.0 m/z 60.00 93.03%
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #109279: Tetradecanoic acid
73.0
43.0 T T
11.50 12.00
5000 129.0 m/z 57.05 80.28%
185.0
|
o??RWﬂ‘”“W”kﬁhMumwumwﬂwum_uwwwuu_
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #92069: Tridecanoic acid o ——
73.0 11.50 12.00
43.0 m/z 55.05 79.87%
5000 129.0
171.0
‘ 214.0
o? — —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022125\
Data File : BF141727.D

Acqg On : 21 Feb 2025 18:44
Operator : RC/JU

Sample : Q1397-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF020625.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 4 4H-Cyclopenta[def]phenanthrene Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
11.910 5.30 ng 169283  Phenanthrene-di10 11.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 196 C15H10 000203-64-5 76
2 6H-Cyclobuta[jk]phenanthrene 190 C15H10 083469-43-6 53
3 Cyclohexanone, 2-(2-furanylmethy... 190 C12H1402 056053-07-7 27
4 2,4(1H,3H)-Pyrimidinedione, 5-br... 190 C4H3BrN202 000051-20-7 25
5 2-Amino-4,6-dichloropyrimidine-5... 191 C5H3C12N30 005604-46-6 25

Abundance Scan 1669 (11.910 min): BF141727.D\data.ms (-1665) (- m/z 189.05 100.00%
189.1
5000 MJ\
945 ANSSVNL
12.00
63.0 139.0 165.1
ol 320 20 ML 2182243 ) 190,10 99.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #64923: 4H-Cyclopenta[deflphenanthrene
190.0
5000 I \M\‘/\/T
94.0 12.00
4. m/z 192.10  47.94%
0..39.0 630 | 137.0 163.0 UM
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ \\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #64922: 6H-Cyclobuta[jk]phenanthrene
189.0
P
12.00
5000 m/z 191.10 40.52%
94.0
163.0
0 _m‘w_m_H“_ww_m“uH_MWWHW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #64678: Cyclohexanone, 2-(2-furanylmethylene)-6-methy T
190.0 12.00
107.0 162.0 .
m/z 94.45 22.25%
o WAJVLMAM
0, T T 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\BF022125\
Data File : BF141727.D

Acqg On : 21 Feb 2025 18:44

Operator : RC/JU

Sample : Q1397-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF020625.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 5 Octadecanoic acid Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
12.610 5.09 ng 162675  Phenanthrene-die 11.298
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 76
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 72
4 Tetradecanoic acid 228 C14H2802 000544-63-8 68
5 Undecanoic acid 186 C11H2202 000112-37-8 60

Abundance Scan 1788 (12.610 min): BF141727.D\data.ms (-1784) (-} | m/z 43.10 100.00%

43.1

5000
1291

202.1

241.2
‘ 284.3 12.50 13.00
I Il

J\HL uhu‘ ‘Mh il w“‘m“ e ‘L‘ . m/z 73.00 86.20%
100 150 200 250 300 350

#179090: Octadecanoic acid

5000
1 29 0 12.50 13.00
3 0 284.0 m/z 57.10 82.29%
‘ 1850 2410
0 T ““ Hhh M‘ L } \‘ ‘ ‘\ \‘ \‘ T “ 1 T ‘\ \‘ ‘ T 17T ‘ T ’ L ‘ T T T

%

o —
m/z--> 0 5
Abundance

%

\
m/z--> 0 100 150 200 250 300 350
Abundance #143510: n-Hexadecanoic acid

%

12.50 13.00
129.0 m/z 60.00 78.39%

5000

171.0 213.0 256.0

o ML T
mz-> O 50 100 150 200 250 300 350

Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl e f
43.0 12.50 13.00

m/z 55.05 75.05%

—

5000 284.0
3.0 129.0

%

1850 2410

‘ 372.

m/z--> 0 50 100 150 200 250 300 350 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022125\
Data File : BF141727.D

Acqg On : 21 Feb 2025 18:44
Operator : RC/JU

Sample : Q1397-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF020625.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 11H-Benzo[b]fluorene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.063 2.83 ng 150948  Chrysene-di2 13.933
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 94
2 Pyrene, 1-methyl- 216 C17H12 002381-21-7 94
3 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 91
4 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 91
5 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 74
Abundance Scan 1865 (13.063 min): BF141727.D\data.ms (-1858) (- m/z 216.10 100.00%
216.1
w MWL
107.6 5.3‘06 |
’ 189.1 .
63.0 163.1 ‘
b 329,830 L, 1341 10 Hc““ L2441 n/z 215.10  83.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94572: 11H-Benzol[b]fluorene
216.0
5000 s :
13.00
m/z 213.05 21.36%
107.0
0 500 810 | 137.0163.0189.0 | \
\H‘\\\\‘\\\\‘HH‘\\H‘\\\\‘\H\‘\\\\‘H\\‘\\\\‘\H ‘\\\\‘H\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94565: Pyrene, 1-methyl-
216.0
i L
13.00
5000 m/z 217.10 16.91%
95.0 189.0
0l.27.0 630 | 1220 1630 | |
T A A o o e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94578: Fluoranthene, 2-methyl- XA‘ ——
216.0 13.00
m/z 107.60 11.49%
5000
108.0
o 510 910 | saso1630190 | _
R a8 RARAs=a s o e P i
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\BF022125\
Data File : BF141727.D

Acqg On : 21 Feb 2025 18:44

Operator : RC/JU

Sample : Q1397-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF020625.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters:

LSCINT.P

sk ok 5k K ok 3 ok oK oK ok 3 oK 3 ok 3 ok ok K ok 3 oK 3 ok K oK ok K ok K oK oK K oK K Kk K ok kK

Peak Number 7 Benzo[e]pyrene

sk 3k 3K 5k 3k 3K 5k 3 3k 5K 3 3k ok 3k 5k >k %k 5k ok %k >k ok kK k%
Concentration Rank 2

o

R.T. EstConc Area Relative to ISTD R.T.
15.251 7.70 ng 188865 Perylene-di2 15.374
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 98
2 Perylene 252 C20H12 000198-55-0 96
3 Benzo[k]fluoranthene 252 C20H12 000207-08-9 95
4 Benzo[b]fluoranthene 252 C20H12 000205-99-2 94
5 Benzo[a]pyrene 252 C20H12 000050-32-8 93

Abundance Scan 2237 (15.251 min): BF141727.D\data.ms (-2233) (| m/z 252.10 100.00%
252.1
w M
e .
70 12‘5'1 2220 ' 15.00 15.50
ol 431740 g | 1739 2230 || 285. ./, y5e.05 29.42%
miz--> 50 100 150 200 250
Abundance #138554: Benzo[e]pyrene
252.0
5000 o SR
15.00 15.50
m/z 253.10 20.27%
125.0
0 50.0 830 , | 1740 2220 |
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 #138551: Perylene
252.0
— —
15.00 15.50
5000 m/z 125.10 14.35%
125.0
17.0 50.0 830 | \H 1740 2220 ||
il

miz-> 50 100 150 200 250

Abundance #138565: Benzo[Kk]fluoranthene

5000
126.0

252.0 1500 1550

F

m/z 126.10  11.70%

miz--> 50 150 200 250 15.00 15.50

.
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022125\
Data File : BF141727.D

Acqg On : 21 Feb 2025 18:44
Operator : RC/JU

Sample : Q1397-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF020625.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
2-Pentanone, 4-... 4.987 2.6 ng 71933 1 6.781 551316 20.0
Benzophenone 10.522 5.4 ng 202340 3 9.810 750558 20.0
n-Hexadecanoic ... 11.828 17.8 ng 567850 4 11.298 639169 20.0
4H-Cyclopenta[d... 11.910 5.3 ng 169283 4 11.298 639169 20.0
Octadecanoic acid 12.610 5.1 ng 162675 4 11.298 639169 20.0
11H-Benzo[b]flu... 13.063 2.8 ng 150948 5 13.933 1065760 20.0
Benzo[e]pyrene 15.251 7.7 ng 188865 6 15.374 490574 20.0
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