LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110123\
Data File : BF136077.D

Acqg On : 01 Nov 2023 15:27
Operator : CG\JU

Sample : 05138-01

Misc :

ALS Vvial : 11 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: BF136077.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.116 3 5 10 rVB 509649 500396 16.59% 1.851%
2 3.916 307 311 318 rVB 40284 54318 1.80% 0.201%
3 5.057 497 505 511 rVB 85121 101557 3.37% 0.376%
4 5.422 564 567 568 rBV 63240 50411 1.67% 0.186%
5 5.457 568 573 576 rVB 2700051 2643847 87.66% 9.777%
6 5.675 603 610 614 rBV2 68717 83399 2.77% 0.308%
7 6.457 735 743 746 rBV 2615069 2627682 87.13% 9.718%
8 6.651 772 776 782 rBvV2 107549 121392 4.02% 0.449%
9 6.822 801 805 808 rBV 1104865 855325 28.36% 3.163%
106 7.081 845 849 855 rVB2 55353 60604 2.01% 0.224%
11 7.386 896 901 904 rVB 1967856 1704896 56.53% 6.305%
12 8.104 1019 1023 1025 rBV 1417072 1214358 40.26% 4.491%
13 8.122 1025 1026 1030 rVB 747845 479307 15.89% 1.773%
14  8.692 1120 1123 1126 rVB2 34229 33287 1.10% 0.123%
15 8.816 1141 1144 1147 rVB 222754 161603 5.36% 0.598%
16 8.916 1157 1161 1165 rVB 111261 89449 2.97% 0.331%
17 9.180 1202 1206 1210 rBV 3330620 3015982 100.00% 11.154%
18 9.298 1224 1226 1229 rVB 43141 35404 1.17% 0.131%
19 9.445 1248 1251 1255 rVB2 33159 40091 1.33% 0.148%
20 9.516 1261 1263 1266 rBV 37346 41763 1.38% 0.154%
21  9.551 1266 1269 1273 rVV2 140888 149695 4.96%  ©.554%
22 9.722 1293 1298 1302 rVB4 49941 59639 1.98% 0.221%
23 9.863 1318 1322 1325 rVB 1529727 1186108 39.33% 4.386%
24 10.069 1353 1357 1360 rBV3 89988 88869 2.95% ©.329%
25 10.104 1360 1363 1366 rVB 45406 34237 1.14% 0.127%
26 10.398 1408 1413 1416 rBV3 54176 61434 2.04% 0.227%
27 10.651 1452 1456 1460 rBV 2093796 1799729 59.67% 6.656%
28 10.780 1474 1478 1485 rBV5 35830 47961 1.59% 0.177%
29 10.880 1492 1495 1499 rBV 28303 32207 1.07% 0.119%
30 10.945 1503 1506 1507 rBV 41737 38788 1.29% 0.143%
31 10.980 1510 1512 1516 rVvB3 28192 33398 1.11% 0.124%
32 11.251 1556 1558 1565 rVB3 20089 34522 1.14% 0.128%
33 11.351 1572 1575 1578 rBV 1178419 1112035 36.87% 4.112%
34 11.374 1578 1579 1583 rVV 243823 163829 5.43% 0.606%
35 11.427 1586 1588 1591 rVB 49705 37534 1.24% 0.139%
36 11.857 1658 1661 1663 rBV 85843 72879  2.42% 0.270%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110123\
Data File : BF136077.D

Acqg On : 01 Nov 2023 15:27
Operator : CG\JU

Sample : 05138-01

Misc :

ALS Vvial : 11 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 11.892 1663 1667 1671 rVV2 509294 543500 18.02% 2.010%
38 11.969 1676 1680 1682 rVV 135147 150970 5.01% ©.558%
39 11.992 1682 1684 1689 rVB 92715 76268 2.53% 0.282%
40 12.157 1709 1712 1714 rBV 52652 48865 1.62% 0.181%
41 12.41@ 1752 1755 1758 rBV 92598 89391 2.96% 0.331%
42 12.445 1758 1761 1763 rVVv2 47886 53675 1.78% 0.198%
43 12.492 1767 1769 1774 rBvV3 60340 71360 2.37% 0.264%
44 12.574 1779 1783 1786 rBV 338446 309125 10.25% 1.143%
45 12.686 1798 1802 1807 rBV3 201339 223554  7.41% 0.827%
46 12.804 1816 1822 1824 rBV 411402 404292 13.40% 1.495%
47 12.957 1843 1848 1851 rBV 2527218 2316121 76.79%  8.565%
48 13.021 1856 1859 1862 rBV 62922 82851 2.75% 0.306%
49 13.115 1872 1875 1876 rBv3 30868 36867 1.22% 0.136%
50 13.198 1886 1889 1892 rVB2 55494 56512 1.87% 0.209%
51 13.239 1892 1896 1899 rBV2 90604 85179 2.82% 0.315%
52 13.333 1909 1912 1914 rVB 67160 58222 1.93% 0.215%
53 13.363 1914 1917 1921 rVB 72516 58760 1.95% 0.217%
54 13.539 1945 1947 1950 rVB3 51039 47938 1.59% 0.177%
55 13.639 1962 1964 1973 rVB 52245 58938 1.95% 0.218%
56 13.751 1980 1983 1987 rBV2 57385 92163 3.06% 0.341%
57 13.786 1987 1989 1991 rwV 61576 56664 1.88% 0.210%
58 13.810 1991 1993 1997 rVV3 55898 61251 2.03% 0.227%
59 13.874 2001 2004 2011 rVB2 134260 187735 6.22% 0.694%
60 14.010 2022 2027 2030 rBV3 1079082 1176793 39.02% 4.352%
61 14.033 2030 2031 2037 rVB 216628 196257 6.51% 0.726%
62 14.192 2056 2058 2061 rVB2 48559 39335 1.30% 0.145%
63 14.398 2091 2093 2097 rVB 65209 62575 2.07% 0.231%
64 14.433 2097 2099 2103 rVB 56355 48360 1.60% ©0.179%
65 14.498 2108 2110 2112 rBV2 42047 34185 1.13% 0.126%
66 14.657 2135 2137 2142 rVB2 45479 52471 1.74% 0.194%
67 14.815 2162 2164 2171 rVB2 45247 62358 2.07% 0.231%
68 15.062 2202 2206 2209 rBV2 141245 209373 6.94% 0.774%
69 15.168 2222 2224 2228 rVB 63796 73041 2.42% 0.270%
70 15.374 2255 2259 2265 rVB 102883 119550 3.96% 0.442%
71 15.433 2266 2269 2276 rBV 114109 144629 4.80% 0.535%

72 15.504 2276 2281 2285 rBV 688343 783540 25.98% 2.898%

Sum of corrected areas: 27040603
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110123\
Data File : BF136077.D

Acqg On : 01 Nov 2023 15:27
Operator : CG\JU

Sample : 05138-01

Misc

ALS vial : 11 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

Abundance TIC: BF136077.D\data.ms

3000000

5.457 6.457

2500000
2000000 7.386
1500000

6.822
1000000

500000 116

3.916 5.057 5_43 5.675 L 6.651 7.081
0\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
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 TIC: BF136077.D\data.ms

9.180

3000000
12.957
2500000
10.651
2000000

9.863
1500000 8.104

11.351

1000000

500000

8.8
86 81.§16 92980409722 1060854 10.398

0l S-S W e i ==
Time--> 8.00 8.50 9.00 9.50 10.00 1050 11.00 11.50

Abundance TIC: BF136077.D\data.ms

3000000

2500000

2000000

1500000

14.010

1000000

500000

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T T T T T T T ‘ T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110123\
Data File : BF136077.D

Acqg On : 01 Nov 2023 15:27

Operator : CG\JU

Sample : 05138-01

Misc

ALS vial : 11 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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
2.116 11.70 ng 500396 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 Octanal, 7-methoxy-3,7-dimethyl- 186 C11H2202 003613-30-7 25
3 3-Pentanol, 3-methyl- 102 C6H140 000077-74-7 25
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9
Abundance Scan 5 (2.116 min): BF136077.D\data.ms (-3) (-) m/z 73.10 100.00%
73.1
5000
43.1
RN ER R RRRRa RS
‘ 2.202.302.402.50
bl e b BL0  njz 43.10 31.50%
m/z--> 20 40 60 80 100 120 140 160
Abundance #5060: Butane, 2-methoxy-2-methyl-
73.0
5000 TTT [T T T[T T T[T Trrr]
55.0 2.202.30 2.40 2.50
m/z 87.10 28.04%
27.0 ‘ ‘
O\\\‘\m‘\\“\‘\\\‘\\“\‘\‘\\\1\0‘1\(\)\\‘\\\\‘\\\\‘\\\\
miz--> 80 100 120 140 160
Abundance
73.0

2.202.302.40 2.50
5000 m/z 55.10 26.59%

41.0
0 95.0 171.0
T R T B L B B e e R
m/z--> 20 40 60 80 100 120 140 160

Abundance #5032: 3-Pentanol, 3-methyl- R RRE e manaE
73.0 2.202.302.40 2.50

m/z 41.05 12.81%

m/z-->

5000
55.0
290 ‘ ‘
0 1, \\‘ Ll ‘

20 60 80 100 120 140 160

2.202.302.40 2.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110123\
Data File : BF136077.D

Acqg On : 01 Nov 2023 15:27
Operator : CG\JU

Sample : 05138-01

Misc

ALS vial : 11 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
5.057 2.37 ng 101557 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 56
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
3 1,2-Butanediol 90 C4H1e02 000584-03-2 23
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10
5 5-Hexen-2-one 98 C6H100 000109-49-9 9
Abundance Scan 505 (5.057 min): BF136077.D\data.ms (-497) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0 R R A NREAREEES
| 830 4.80 5.00 5.20 5.40 .
O g e b b o m/z 59.10 61.62%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L L L I L B
59.0 4.80 5.00 5.20 5.40
m/z 101.00 19.91%
O\\\‘\\\\‘\\\?‘T‘-\.\O\\“w\\\‘\\}\‘\\\\‘\\\\8‘%\‘\0\‘\\}\()“1\“\0\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
S RARRMEEE
4.80 5.00 5.20 5.40
5000 m/z 58.00 17.48%
101.0
oL 180 310 *80 700 86.0
T T e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #2577: 1,2-Butanediol T A RREEEEE S
31.0 59.0 4.80 5.00 5.20 5.40
m/z 41.05 9.15%
5000
43.0
15.0
O ool TR0, 890
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\BF110123\
Data File : BF136077.D

Acqg On : 01 Nov 2023 15:27
Operator : CG\JU

Sample : 05138-01

Misc

ALS vial : 11 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 3 unknown6.651 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
6.651 2.84 ng 121392 1,4-Dichlorobenzene-d4 6.822

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 46
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 46
3 Benzene, 1-ethyl-2-methyl- 120 CO9H12 000611-14-3 42
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 42
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 41
Abundance Scan 776 (6.651 min): BF136077.D\data.ms (-772) (-) m/z 105.10 100.00%
106.1
45.0
5000
77.0 6.40 6.60 6.80 7.00
oY SN 1 T 1 it Wl 2989 as s 52.15%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10692: Mesitylene
105.0
5000 H\;\\/‘\HH’HH‘HH‘H\
6.40 6.60 6.80 7.00
m/z 120.10  45.87%
51.0 77.0
O\\\‘2\7\.9\“\\“{‘\”“\‘\\\‘H‘\\‘\\“}‘\\‘\““\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance

105.0 A AA A /\ ﬂ

6.40 6.60 6.80 7.00

5000 ITI/Z 59.05 22.53%
39.0 77.0
015.()
R A e A A m o
m/z--> 20 40 60 80 100 120 140 160 180 200 ﬂ
Abundance #10724: Benzene, 1-ethyl-2-methyl- H“‘H“,H‘A%H‘MWHM
105.0 6.40 6.60 6.80 7.00

m/z 117.10  19.37%

5000

77.0 ‘

270 510 H |
Y B O 5 | Y N
miz--> 20 40 60 80 100 120 140 160 180 200 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110123\
Data File : BF136077.D

Acqg On : 01 Nov 2023 15:27
Operator : CG\JU

Sample : 05138-01

Misc

ALS vial : 11 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 1H-Indene-1,2-diol, 2,3-dih... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
9.551 2.52 ng 149695  Acenaphthene-di10 9.863

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene-1,2-diol, 2,3-dihydro- 150 C9H1e02 004370-02-9 93
2 1H-Indene-1,2-diol, 2,3-dihydro-... 150 C9H1002 004647-43-2 90
3 2H-Inden-2-one, 1,3-dihydro- 132 C9H80 000615-13-4 55
4 1H-Inden-1-one, 2,3-dihydro- 132 C9H80 000083-33-0 53
5 Indan, epoxide 132 C9H80 000768-22-9 49
Abundance Scan 1269 (9.551 min): BF136077.D\data.ms (-1266) (-) m/z 104.05 100.00%
104.1
5000
51.0 e \
‘ 150.1 9.50
" ‘h il 82T 167,00 60.52%
miz--> 100 150 200 250 300
Abundance #28369:lHJndene—lQ—dkﬂ,23—mhydro—
104.0
5000 el :
0 9.50
5L ‘ 150.0 m/z 132.00  52.26%
O T ‘\ ‘\ ‘L‘ ‘\‘H\H“\ \H‘ “h \ T “ T L T ‘ T T T T ‘ T T L ‘ L T
miz--> 100 150 200 250 300
Abundance
104.0 ﬂ
‘ —r
9.50
m/z 77.05 43.81%
5000 150.0
51.0
ol Al d W L A Y
m/iz--> 50 100 150 200 250 300
Abundance #16679: 2H-Inden-2-one, 1,3-dihydro-
104.0 950
m/z 103.00 42.32%
5000
51.0
om‘““w‘wu N ——
m/z--> 50 100 150 200 250 300 9.50

8270-BF103023.M Thu Nov 02 ©2:08:29 2023 Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110123\
Data File : BF136077.D

Acqg On : 01 Nov 2023 15:27
Operator : CG\JU

Sample : 05138-01

Misc

ALS vial : 11 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 5 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.892 9.77 ng 543500 Phenanthrene-d10 11.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tridecanoic acid 214 C13H2602 000638-53-9 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 8-Methylnonanoic acid 172 C10H2002 005963-14-4 60
Abundance Scan 1667 (11.892 min): BF136077.D\data.ms (-1663) (- m/z 72.95 100.00%
43.1 73.0
5000
129.0
192.1
— =
| 157.1 “ ‘227 52561 1150 12.00
O e AL L “M”w‘w‘: ek M 02T myz 59095 89.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 7 T
11.50 12.00
97.0 157.01g5 02130 256.0 m/z 43.10 89.72%
O \H‘HH“}‘HH\H \H\\‘H\‘\\‘}h““\\”‘1‘\“\‘\\‘\H\‘\H\‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance
43.0 73.0
= —
11.50 12.00
5000 129.0 m/z 57.10 75.43%
199.0
101.0 157.0 242.0
015.0
T T T e e
m/z--> 20 40 60 80 100120140160 180200 220 240260
Abundance #92069: Tridecanoic acid = —
73.0 11.50 12.00
43.0 m/z 55.05 73.12%
5000 129.0
171.0
‘ 214.0
o? = e
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\BF110123\
Data File : BF136077.D

Acqg On : 01 Nov 2023 15:27
Operator : CG\JU

Sample : 05138-01

Misc

ALS vial : 11 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 Naphtho[1,2-b]norbornadiene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.969 2.72 ng 150970  Phenanthrene-di10 11.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphtho[1,2-b]norbornadiene 192 C15H12 1000210-14-8 64
2 Anthracene, 2-methyl- 192 C15H12 000613-12-7 60
3 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 60
4 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 60
5 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 58
Abundance Scan 1680 (11.969 min): BF136077.D\data.ms (-1676) (- m/z 192.05 100.00%
192.1
5000
94.8 165.1 P
12.00
63.0 ‘ c
Ol 2 b A0 W‘ 2825 m/z 191,05 63.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67046: Naphtho[1,2-b]norbornadiene
192.0
5000 165.0 T
12.00
m/z 189.05 60.77%
60 850 1390 |
0 H\‘\H\“\H\“\H”\“‘\‘\‘\‘HH\‘\‘HH“\‘M‘\‘HH\W ARERRERRERRRRE]
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
192.0
e
12.00
5000 m/z 190.10 54.98%
165.0
o390 59 14301300
AR R E e AARARRARasEzasaE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 M\j\ﬂ
Abundance #67019: 1H-Indene, 2-phenyl- s e
192.0 12.00
m/z 165.10  21.02%
5000
165.0
. 63.0 go.0 1150 | M
e e e e e e e —
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\BF110123\
Data File : BF136077.D

Acqg On : 01 Nov 2023 15:27
Operator : CG\JU

Sample : 05138-01

Misc

ALS vial : 11 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 7 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

12.686 3.80 ng 223554  Chrysene-di12 14.010
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 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 87
5 Tridecanoic acid 214 C13H2602 000638-53-9 83

Abundance Scan 1802 (12.686 min): BF136077.D\data.ms (-1798) (- m/z 43.10 100.00%

43.1 73.0
5000 129.0

185.1 241.2 T T

‘ ‘ 284.1 12.50 13.00
ol h“p bbby ol L m/z 72.95 89.15%
miz-—> 50 100 150 200 250
Abundance #179093: Octadecanoic acid
73.0
43.0
129.0
5000 284.C et Ao
185.0 241.0 12.50 13.00

m/z 60.00 80.94%

. H! w b H“‘ ey ‘L L “ A “ 1 | L “‘
m/z--> 50 100 150 200 250
Abundance
43.0 73.0 256.0

Pt Py
12.50 13.00

o

5000 m/z 55.05 79.25%
129.0
213.0
171.0
oM MLl syl L

miz--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid —— —

43.0 73.0 12.50 13.00

m/z 57.10  77.55%

5000 129.0
199.0 2420
L‘ | o ||

oL “H‘n h\“u“H“ uh\‘\‘ M‘u; ““1‘61- e — —
miz--> 50 100 150 200 250 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110123\
Data File : BF136077.D

Acqg On : 01 Nov 2023 15:27
Operator : CG\JU

Sample : 05138-01

Misc

ALS vial : 11 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 3-Eicosene, (E)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.874 3.19 ng 187735  Chrysene-di12 14.010
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Eicosene, (E)- 280 C20H40 074685-33-9 92
2 Oxalic acid, pentadecyl propyl e... 342 C20H3804 1000309-26-8 91
3 Ethanol, 2-(hexadecyloxy)- 286 C18H3802 002136-71-2 91
4 Oxalic acid, isobutyl hexadecyl ... 370 C22H4204 1000309-38-1 91
5 Dotriacontyl heptafluorobutyrate 662 C36H65F702 1000351-84-2 91
Abundance Scan 2004 (13.874 min): BF136077.D\data.ms (-2001) (| m/z 57.10 100.00%
57.1
5000 p7o M
‘ ‘ 13.50 14.00
154.0 195.1 . . ! !
0l “M“h w““”‘ b 291 2001 S1813%5. 0 43.10  71.73%
miz--> 50 100 150 200 250 300 350
Abundance #173731: 3-Eicosene, (E)-
57.0
97.0
5000 — ——
13.50 14.00
m/z 71.05 57.65%
0 ‘ “ \‘“‘ \:}“\3?‘0\]78\2\0‘ 2\2\4\0\ T \2\89\0‘ L B
miz--> 50 100 150 200 250 300 350
Abundance
43.0
— ——
13.50 14.00
5000 m/z 83.05 49.,09%
83.0 255.0
0 125.0 182.0 298.0
T T e e
m/z--> 50 100 150 200 250 300 350
Abundance #181800: Ethanol, 2-(hexadecyloxy)- “ —
57.0 13.50 14.00
m/z 55.10 47.60%
5000
i /MMWMMWWﬂ&ANMJWMW
H HH 1410 1960 2550
0 L B — — —
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110123\
Data File : BF136077.D

Acqg On : 01 Nov 2023 15:27
Operator : CG\JU

Sample : 05138-01

Misc

ALS vial : 11 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 Perylene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.374 3.05 ng 119550  Perylene-di2 15.504
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Perylene 252 C20H12 000198-55-0 96
2 Benzo[e]pyrene 252 C20H12 000192-97-2 93
3 Benzo[a]pyrene 252 C20H12 000050-32-8 93
4 Benzo[b]fluoranthene 252 C20H12 000205-99-2 93
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 93
Abundance Scan 2259 (15.374 min): BF136077.D\data.ms (-2255) (| m/z 252.10 100.00%
252.1
- M
~ e
12‘5'1 2001 ses gig | 1500 15.50
Ol 780l 2008, 4 3001 3653 418. ./, 55e.05  28.25%
m/z--> 50 100 150 200 250 300 350 400
Abundance #138551: Perylene
252.0
5000 — AR
15.00 15.50
125.0 m/z 253.10  20.41%
ol7.0 740 \H 2000 |
\\\\’\\\\’\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance
252.0
— —
15.00 15.50
5000 m/z 125.05 14.72%
125.0
0 74.0 200.0
i B e  a I
m/z--> 50 100 150 200 250 300 350 400
Abundance #138555: Benzo[a]pyrene “ —
252.0 15.00 15.50
m/z 126.05 11.46%
5000
126.0
o740 | 2000 |
— e Fo e
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\BF110123\
Data File : BF136077.D

Acqg On : 01 Nov 2023 15:27
Operator : CG\JU

Sample : 05138-01

Misc

ALS Vvial : 11 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... 2.116 11.7 ng 500396 1 6.822 855325 20.0
2-Pentanone, 4-... 5.057 2.4 ng 101557 1 6.822 855325 20.0
unknown6.651 6.651 2.8 ng 121392 1 6.822 855325 20.0
1H-Indene-1,2-d... 9.551 2.5 ng 149695 3  9.863 1186110 20.0
n-Hexadecanoic ... 11.892 9.8 ng 543500 4 11.351 1112040 20.0
Naphtho[1,2-b]n... 11.969 2.7 ng 150970 4 11.351 1112040 20.0
Octadecanoic acid 12.686 3.8 ng 223554 5 14.010 1176790 20.0
3-Eicosene, (E)- 13.874 3.2 ng 187735 5 14.010 1176790 20.0
Perylene 15.374 3.0 ng 119550 6 15.504 783540 20.0
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