LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF103123\
Data File : BF136058.D

Acqg On : 31 Oct 2023 18:36
Operator : CG\JU

Sample : 04974-01

Misc :

ALS Vvial : 16 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-BF103023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF136058.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.157 3 12 17 rVB 1050246 1568973 34.38% 3.480%
2 2.987 147 153 159 rVB 40483 66284 1.45% 0.147%
3  4.463 397 404 407 rBV 2625253 3186658 69.82% 7.067%
4 5.087 497 510 513 rBV 2666622 4564213 100.00% 10.122%
5 5.469 569 575 578 rBV 4014352 4053735 88.82% 8.990%
6 5.851 636 640 644 rVB 259756 206174  4.52%  0.457%
7 6.463 738 744 747 rBV 3452877 3808315 83.44%  8.446%
8 6.657 773 777 783 rBV 43169 53800 1.18% 0.119%
9 6.822 802 805 809 rBvV 945245 783965 17.18% 1.739%
106 7.386 896 901 904 rBV 2527348 2425949 53.15% 5.380%
11 8.104 1019 1023 1026 rBV 1215868 936266 20.51% 2.076%
12 9.186 1203 1207 1210 rBV 4652512 3840177 84.14% 8.517%
13 9.863 1318 1322 1325 rBV 1108463 873355 19.13%  1.937%
14  9.892 1325 1327 1331 rVB 148026 112949 2.47%  0.250%
15 10.069 1353 1357 1360 rBV 65590 59064 1.29% 0.131%
16 10.410 1411 1415 1418 rBV 113311 86888 1.90% 0.193%
17 10.657 1452 1457 1460 rBV 2477721 2312709 50.67% 5.129%
18 11.251 1555 1558 1565 rVB 63717 61186 1.34% 0.136%
19 11.357 1572 1576 1578 rBV 1000194 943737 20.68% 2.093%
20 11.380 1578 1580 1583 rVV 1160672 883299 19.35%  1.959%
21 11.427 1585 1588 1591 rVB 269597 223033 4.89% 0.495%
22 11.586 1609 1615 1618 rBV 107950 105866 2.32% 0.235%
23 11.857 1656 1661 1664 rBV 104045 103187 2.26% 0.229%
24 11.892 1664 1667 1671 rVV2 343832 343664 7.53% 0.762%
25 11.933 1671 1674 1677 rVV2 65145 71238 1.56% ©.158%
26 11.968 1677 1680 1683 rVV 187570 211493 4.63% 0.469%
27 11.992 1683 1684 1689 rVB 83230 57954 1.27% 0.129%
28 12.157 1709 1712 1714 rBV 100831 89725 1.97% 0.199%
29 12.180 1714 1716 1720 rVB 87150 73358 1.61% 0.163%
30 12.416 1752 1756 1758 rBV 65863 72047 1.58% 0.160%
31 12.498 1767 1770 1775 rVB4 58528 68222 1.49% 0.151%
32 12.574 1779 1783 1787 rVV 1595967 1353746 29.66% 3.002%
33 12.686 1799 1802 1807 rBV4 60719 78503 1.72% 0.174%
34 12.727 1807 1809 1816 rVB 49814 53282 1.17% 0.118%
35 12.804 1816 1822 1826 rBV 1277190 1350963 29.60% 2.996%

36 12.857 1828 1831 1835 rVB2 53087 72969  1.60%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF103123\
Data File : BF136058.D

Acqg On : 31 Oct 2023 18:36
Operator : CG\JU

Sample : 04974-01

Misc :

ALS Vvial : 16 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-BF103023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 12.927 1839 1843 1844 rBV 81454 72072 1.58% 0.160%
38 12.957 1844 1848 1852 rVV 4124806 4057204 88.89%  8.998%
39 13.027 1855 1860 1863 rBv3 64175 113834 2.49% 0.252%
40 13.110 1871 1874 1876 rBV2 48349 56555 1.24% 0.125%
41 13.139 1876 1879 1882 rVB 148812 144767 3.17% 0.321%
42 13.204 1886 1890 1892 rBV2 124326 104397 2.29% 0.232%
43 13.239 1892 1896 1899 rBV 113170 106704 2.34% 0.237%
44 13.363 1915 1917 1921 rBV2 59494 55839 1.22% 0.124%
45 13.545 1941 1948 1950 rBV5 43114 71513 1.57% 0.159%
46 13.645 1962 1965 1970 rVB 94108 97771 2.14% 0.217%
47 13.757 1980 1984 1987 rBV2 97199 126380 2.77% ©0.280%
48 13.786 1987 1989 1991 rVwV 89706 79052 1.73% 0.175%
49 13.810 1991 1993 1997 rVWV3 86090 111625 2.45% 0.248%
50 13.851 1998 2000 2003 rvVv 88205 80724 1.77% ©0.179%
51 13.904 2005 2009 2019 rVB4 60635 187925 4.12% 0.417%
52 14.010 2022 2027 2030 rBV2 1201632 1613393 35.35% 3.578%
53 14.039 2030 2032 2034 rVB 577743 407949 8.94% 0.905%
54 14.115 2043 2045 2048 rVB 134598 110891 2.43% 0.246%
55 14.404 2091 2094 2096 rvVv 72916 63564 1.39% 0.141%
56 14.433 2097 2099 2102 rVB2 51970 46240 1.01% 0.103%
57 14.498 2107 2110 2113 rBV5 59296 85473 1.87% 0.190%
58 15.062 2202 2206 2210 rBV 360804 591209 12.95% 1.311%
59 15.174 2222 2225 2229 rVB2 81095 84271 1.85% 0.187%
60 15.374 2256 2259 2265 rVB 196377 236815 5.19% 0.525%
61 15.439 2266 2270 2276 rVB 284565 329648 7.22% 0.731%
62 15.504 2277 2281 2285 rBV 547521 682790 14.96% 1.514%

63 17.009 2533 2537 2548 rVB3 93637 214339 4.70% ©.475%

Sum of corrected areas: 45089890
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 31 Oct 2023 18:36
¢ CG\JU
. 04974-01

. 16

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF103123\
BF136058.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

4000000

3000000

2000000

1000000

0

TIC: BF136058.D\data.ms

5.469

6.463

4.463 5.087

7.386

157

6.822

5.851

2.987 6.657

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

4000000

3000000

2000000

1000000

TIC: BF136058.D\data.ms

9.186
12.957

10.657

8.104 0.863

9189%.069 10.410

0
Time-->

10.00 10.50 11.00 11.50

Abundance

4000000

3000000

2000000

1000000

TIC: BF136058.D\data.ms

Time-->

14.00 14.50

15.00

T ‘ T T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
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\BF103123\
Data File : BF136058.D

Acqg On : 31 Oct 2023 18:36
Operator : CG\JU

Sample : 04974-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.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 3
R.T. EstConc Area Relative to ISTD R.T.
2.157 40.03 ng 1568970  1,4-Dichlorobenzene-d4 6.822

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 12
Abundance  Scan 12 (2.157 min): BF136058.D\data.ms (-3) (-) m/z 73.10 100.00%
73.1
5000 431
87.1
R ERER e
9.0 2.202.302.402.502.60
Ob et 220 U507 4310 37.91%
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
43.0 2.202.302.402.502.60
' 87.0 m/z 55.10  28.69%
29.0
\‘ \‘\“ Lgo ‘\
O\‘H\HHH‘\H\‘HH“HH‘\H\’\H\‘HH‘\H\‘\H\‘HH‘\H\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73.0
87.0 S S
2.202.302.402.502.60
5000 41.0 55.0 m/z 87.10 26.23%
27.0
0 112.0 129.0
T T T e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2307: 1,3-Dioxolane, 2-methyl- s RAARR AR
73.0 2.202.302.402.502.60
m/z 41.05 12.10%
5000 43.0
58.0
29.0 ‘ 87.0
Obrprrthbirrrepter e L \————
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF103123\
Data File : BF136058.D

Acqg On : 31 Oct 2023 18:36
Operator : CG\JU

Sample : 04974-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.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 3-Hexen-2-one Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
4.463 81.30 ng 3186660 1,4-Dichlorobenzene-d4 6.822

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Hexen-2-one 98 C6H100 000763-93-9 91
2 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 91
3 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 90
4 2-Pentene, 3,4-dimethyl-, (Z)- 98 C7H14 004914-91-4 86
5 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 80
Abundance Scan 404 (4.463 min): BF136058.D\data.ms (-397) (-) m/z 83.10 100.00%
55.1 83.1
5000
43.0 98.1
A mm B
‘ ‘ 671 4.20 4.40 4.60 4.80
OFrrrprrrrprrerr e e e e m/z 55.10 94.17%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3553: 3-Hexen-2-one
55.0
83.0
29.0 43.0
5000 L L R B L BN R
98.0 4.20 4.40 4.60 4.80
15.0 m/z 98.10 36.61%
O.”’
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
55.0 83.0
A mm B
43.0 4.20 4.40 4.60 4.80
5000 m/z 43.00 35.22%
29.0 98.0
15.0
67.0
Ot e e A e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3817: 2-Pentene, 3,4-dimethyl-, (E)- o RAREEEEEEE S
55.0 83.0 4.20 4.40 4.60 4.80
m/z 39.05 25.27%
41.0
5000
27.0 98.0
15.0 ‘ 69.0
oH“H“wHH“Hm;1‘HMMH““;Hu,ulu,um,uu NSNS § S —
m/z--> 10 20 30 40 50 60 70 80 90 100 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF103123\
Data File : BF136058.D

Acqg On : 31 Oct 2023 18:36

Operator : CG\JU

Sample : 04974-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
5.087 116.44 ng 4564210 1,4-Dichlorobenzene-d4 6.822
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 53
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
4 Acetone 58 C3H60 000067-64-1 9
5 Butane, 1-ethoxy- 102 C6H140 000628-81-9 9
Abundance Scan 510 (5.087 min): BF136058.D\data.ms (-497) (-) m/z 43.10 100.00%
43.1
5000
101.1 e ERRREEEESE T
‘ ‘ 4.80 5.00 5.20 5.40
Ol l®0 2068 /7 50.10 64.65%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L L L B L
4.80 5.00 5.20 5.40
m/z 101.10 22.74%
15.0 ‘ 101.0
O\\\‘\‘\‘M\\“h\\\\‘\\\\’\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59.0
A mmm e
4.80 5.00 5.20 5.40
5000 m/z 58.00 19.12%
0 37.0 126.0
R R BA AR o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4156: 1-Propen-2-ol, acetate H“‘H“‘H“‘H“‘H‘
43.0 4.80 5.00 5.20 5.40
m/z 41.10 9.10%
5000
15.0 | ‘ 72‘-0 100.0
0 |

m/z-->

20 40 60 80 100 120 140 160 180 200

4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF103123\
Data File : BF136058.D

Acqg On : 31 Oct 2023 18:36
Operator : CG\JU

Sample : 04974-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.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 2-Pentanone, 4-methoxy-4-me... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
5.851 5.26 ng 206174 1,4-Dichlorobenzene-d4 6.822

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-methoxy-4-methyl- 130 C7H1402 000107-70-0 83
2 N-.alpha.-Acetylglycinamide 116 C4H8N202 002620-63-5 25
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
4 2-Pentanone, 3-methyl- 100 C6H120 000565-61-7 10
5 Acetamide, N-methyl- 73 C3H7NO 000079-16-3 9
Abundance Scan 640 (5.851 min): BF136058.D\data.ms (-636) (-) m/z 73.10 100.00%
43.0 731
5000
Hrr e
1151 5.60 5.80 6.00 6.20
Ol b 2970 7 43,00 95.37%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15504: 2-Pentanone, 4-methoxy-4-methyl-
73.0
43.0
5000 L B L I LA B
5.60 5.80 6.00 6.20
115.0 m/z 115.10  13.21%
O\\\\‘\m\\“h\‘\\”\‘\\H\‘\\\\l\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
73.
30.0 30
R R R A
5.60 5.80 6.00 6.20
5000 m/z 41.00 10.57%
0 117.0
B e e S R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4155: 1-Propen-2-ol, acetate
43.0 5.60 5.80 6.00 6.20
m/z 39.05 7.28%
5000
150 | ‘ 72"0 100.0 )
0\H‘\‘w‘;‘m“;H\“HH‘HH}\H\‘\m‘\m‘\m‘\m‘m\ { b par g s e
m/z--> 20 40 60 80 100 120 140 160 180 200 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF103123\
Data File : BF136058.D

Acqg On : 31 Oct 2023 18:36

Operator : CG\JU

Sample : 04974-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.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 Phenanthrene, 2-methyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
11.857 2.19 ng 103187  Phenanthrene-di10 11.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 94
2 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 93
3 Anthracene, 1-methyl- 192 C15H12 000610-48-0 93
4 Anthracene, 9-methyl- 192 C15H12 000779-02-2 93
5 Anthracene, 2-methyl- 192 C15H12 000613-12-7 91

Abundance Scan 1661 (11.857 min): BF136058[ndMarns(1656)( m/z 192.10 100.00%
192.
5000
JU 1150 12,00
94.6 . .
150
ol 830l 1904 | 826 o is1.e5  s51.88%
miz--> 50 100 150 200 250 300
Abundance #67038: Phenanthrene, 2-methyl-
192.0
5000 = W
11.50 12.00
m/z 189.00  29.28%
(270 630 960 1390 | |
T T ‘ L ‘ L ‘ T ‘ L ‘ L ‘ T T T
miz--> 50 100 150 200 250 300
Abundance
192.0
— e
11.50 12.00
5000 m/z 193.05 16.26%
027.0 63.0 96.0 139.0
——— T
miz--> 50 100 150 200 250 300
Abundance #67030: Anthracene, 1-methyl- wﬂM“
192.0 1150 1200
m/z 190.00  15.66%
5000
0270 630 %60 1520 I
e e
m/z--> 50 100 150 200 250 300 1150 1200
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF103123\
Data File : BF136058.D

Acqg On : 31 Oct 2023 18:36
Operator : CG\JU

Sample : 04974-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.892 7.28 ng 343664  Phenanthrene-d10 11.357
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 95
3 Anthracene, 1-methyl- 192 C15H12 000610-48-0 94
4 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 94
5 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 94

Abundance Scan 1667 (11.892 min): BF136058.D\data.ms (-1664) (- m/z 192.10 100.00%

192.1
73.0
5000
129.0

256.1 11. 50 12 00
o3 WMN:WVMMWM‘\w‘M‘ Lo 3200 sz 73.00 77.23%
mi/z--> 50 100 150 200 250 300
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 ‘
1150 1200
43.10 72.75%

o

1710 213.0 256.0
S ‘M‘ m\h”w ﬂ‘\ it \ ‘ | “‘ \‘ ““ - “\‘ T
m/z--> 50 100 150 200 250 300
Abundance
192.0

11. 50 12 00
5000 m/z 60.00 70.95%
96.0
139.0
bbb
miz--> 50 100 150 200 250 300
Abundance #67021: Anthracene, 1-methyl- — =
192.0 11 50 12.00

57.05 60.75%

5000
83.0
o 390 n L 1820

m/z--> 50 100 150 200 250 300 1150 1200
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF103123\
Data File : BF136058.D

Acqg On : 31 Oct 2023 18:36
Operator : CG\JU

Sample : 04974-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 7 4H-Cyclopenta[def]phenanthrene Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
11.969 4.48 ng 211493  Phenanthrene-di10 11.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 196 C15H10 000203-64-5 92
2 Benzaldehyde, 3,5-dichloro-2-hyd... 190 C7H4C1202 000090-60-8 72
3 5H-Dibenzo[a,d]cycloheptene 192 C15H12 000256-81-5 25
4 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 25
5 Propyne, 1,3-diphenyl- 192 C15H12 004980-70-5 25

Abundance Scan 1680 (11.968 min): BF136058.D\data.ms (-1677) (- m/z 189.05 100.00%
189.1
5000
94.6 YNIA
]
50.0 139.1 12.00
ol 200 ol 1391 L2230 8270 .5 106,05 99.19%
miz--> 50 100 150 200 250 300
Abundance #64923: 4H-Cyclopenta[def]phenanthrene
190.0
5000 T
94.0 12.00
4. m/z 192.05 61.91%
oL 390 \‘\ 1370 |
T T T ‘ \ LI T T T ’ \ T ‘ L ’ T T T ‘ LI
miz--> 50 100 150 200 250 300
Abundance
190.0
e
12.00
5000 m/z 191.10 48.73%
63.0 133.0
28.0 97.0
ol dedlfhdply g bl b b b
m/iz--> 50 100 150 200 250 300
Abundance #67048: 5H-Dibenzo[a,d]cycloheptene P
192.0 12.00
94.60 26.37%
5000
o 28.0 62,0 96"0 152.0 |
\\\\‘\‘\\\‘\‘\\‘\ "\‘\\“ ‘\\\\’\\\\‘\\\
m/z--> 50 100 150 200 250 300 1200
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF103123\
Data File : BF136058.D

Acqg On : 31 Oct 2023 18:36
Operator : CG\JU

Sample : 04974-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.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 1-Hexacosene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.904 2.33 ng 187925  Chrysene-di12 14.015
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexacosene 364 C26H52 018835-33-1 64
2 1-Heptadecene 238 C17H34 006765-39-5 59
3 1,7-Dimethyl-4-(1-methylethyl)cy... 210 C15H30 000645-10-3 50
4 3-Heptene, 4-propyl- 140 C10H20 004485-13-6 43
5 6-Bromo-2,2-dimethylcyclohexanone 204 C8H13BroO 021690-26-6 35
Abundance Scan 2009 (13.904 min): BF136058.D\data.ms (-2005) (- m/z 83.10 100.00%
3.1
234.0
5000
414 wwhWWWWJ\VWWWWMMM
178.0 LION
” 24.1 3771 14.00
oL—- \‘\ Al \“’M \‘HH\‘\‘HN\‘H \’\“\UHL m/z 69.10 99.29%
miz--> 50 100 150 200 250 300 350
Abundance #273800: 1-Hexacosene
57.0
5000 11.0 —
14.00
m/z 55.00 81.29%
o b 153010500380 2020 3640
miz--> 50 100 150 200 250 300 350
Abundance
57.0
——
14.00
5000 m/z 57.10 79.51%
111.0
o150 154.0196.0238.0
e e e e T e
m/z--> 50 100 150 200 250 300 350
Abundance  #87665: 1,7-Dimethyl-4-(1-methylethyl)cyclodecane ——
55.0 14.00
9.0 m/z 97.10 76.68%
5000
167.0
0 A —
m/z--> 50 100 150 200 250 300 350 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF103123\
Data File : BF136058.D

Acqg On : 31 Oct 2023 18:36
Operator : CG\JU

Sample : 04974-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.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 Benzo[e]pyrene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.174 2.47 ng 84271  Perylene-di12 15.504
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[b]fluoranthene 252 C20H12 000205-99-2 95
2 Benzo[a]pyrene 252 C20H12 000050-32-8 94
3 Benzo[e]pyrene 252 C20H12 000192-97-2 94
4 1,1'-Binaphthalene, 2,2'-dibromo- 410 C20H12Br2 074866-28-7 91
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 89

Abundance Scan 2225 (15.174 min): BF136058.D\data.ms (-2222) (-] | m/z 252.10 100.00%

252.1
5000

57.1 —
126.0 15.00 15.50

160.6
‘N‘Lﬂw‘wﬁwuuv;»w‘,‘w‘wh“?9?9‘9§%¥‘494?“ m/z 250.05  30.42%

m/z--> 50 100 150 200 250 300 350 400
Abundance #138562: Benzo[b]fluoranthene
252.0

o

5000 P e
15.00 15.50
126.0 m/z 253.10 22.86%
OBQO 83.0 “ﬂ 200.0 |
\\‘\\\\‘\\\\‘\\\\’\\\\\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance
252.0
= —
15.00 15.50
5000 m/z 57.10 17.30%
126.0
0 74.0 200.0
I T N B e e IR I I B o e I
m/z--> 50 100 150 200 250 300 350 400
Abundance #138554: Benzo[e]pyrene 7 —
252.0 15.00 15.50

m/z 125.95  13.26%

5000
125.0
ol 740 ] 200.0

\\‘\\\\‘\\\\‘\\\\’\\“\\h“\\\\‘\\\\‘\\\\‘\\\\ ‘\

T \
m/z--> 50 100 150 200 250 300 350 400 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF103123\
Data File : BF136058.D

Acqg On : 31 Oct 2023 18:36
Operator : CG\JU

Sample : 04974-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.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 Perylene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.374 6.94 ng 236815 Perylene-di2 15.504
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 98
2 Benzo[a]pyrene 252 C20H12 000050-32-8 98
3 Benzo[b]fluoranthene 252 C20H12 000205-99-2 95
4 Benzo[k]fluoranthene 252 C20H12 000207-08-9 95
5 Perylene 252 C20H12 000198-55-0 93
Abundance Scan 2259 (15.374 min): BF136058.D\data.ms (-2256) (- m/z 252.10 100.00%
25p.1
5000
12‘5-0 15.00 15.50
o440 il 20010, § 337.138424311 ., 350,05  27.02%
m/z--> 50 100 150 200 250 300 350 400
Abundance #138554: Benzo|[e]pyrene
252.0
5000 e LSS
15.00 15.50
m/z 253.10 22.33%
125.0
ol 740 | 200.0
\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance
252.0
- =
15.00 15.50
5000 m/z 125.00 13.64%
126.0
0 74.0 200.0
T s e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #138568: Benzo[b]fluoranthene T —
252.0 15.00 15.50
m/z 126.00 10.52%
5000
126.0
ol 740 | | 2000 |
e e . P
m/z--> 50 100 150 200 250 300 350 400 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF103123\
Data File : BF136058.D

Acqg On : 31 Oct 2023 18:36
Operator : CG\JU

Sample : 04974-01

Misc

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.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... 2.157 40.0 ng 1568970 1 6.822 783965 20.0
3-Hexen-2-one 4.463 81.3 ng 3186660 1 6.822 783965 20.0
2-Pentanone, 4-... 5.087 116.4 ng 4564210 1  6.822 783965 20.0
2-Pentanone, 4-... 5.851 5.3 ng 206174 1 6.822 783965 20.0
Phenanthrene, 2... 11.857 2.2 ng 103187 4 11.357 943737 20.0
n-Hexadecanoic ... 11.892 7.3 ng 343664 4 11.357 943737 20.0
4H-Cyclopenta[d... 11.969 4.5 ng 211493 4 11.357 943737 20.0
1-Hexacosene 13.904 2.3 ng 187925 5 14.015 1613390 20.0
Benzo[e]pyrene 15.174 2.5 ng 84271 6 15.504 6827990 20.0
Perylene 15.374 6.9 ng 236815 6 15.504 682790 20.0
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