LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@091924\
Data File : BM@47577.D

Acq On : 19 Sep 2024 19:12
Operator : RC/JU

Sample : P4103-13

Misc :

ALS Vial : 13 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_M\Methods\8270-BM@91424.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@47577.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 3.122 3 6 13 rVB 126047 170890 1.05% 0.110%
2 3.793 115 120 126 rBV 164045 229668 1.41% 0.148%
3 3.893 132 137 141 rBV 222655 319708 1.96% 0.207%
4 3.940 141 145 153 rVB2 124436 226520 1.39% 0.146%
5 4.040 154 162 173 rVB2 154992 286150 1.76% 0.185%
6 4.952 312 317 322 rBV 341186 471070 2.89% 0.304%
7 5.416 389 396 405 rBV 6293948 8875251 54.50% 5.734%
8 6.846 629 639 644 rBV3 104157 274353 1.68% 0.177%
9 7.004 659 666 675 rBV 6071804 9234589 56.71% 5.967%
10 7.840 801 808 814 rVB 1206420 1902326 11.68% 1.229%
11 8.140 851 859 866 rVB4 70986 173062 1.06% 0.112%
12 8.992 988 1004 1011 rBV 3384051 5840273 35.86% 3.773%
13 9.334 1047 1062 1068 rBv7 103881 381755 2.34% 0.247%
14 9.439 1068 1080 1083 rVvVv7 60162 170365 1.05% 0.110%
15 9.498 1083 1090 1096 rVVv3 133723 281579 1.73% 0.182%
16 9.563 1096 1101 1107 rVB4 185531 356327 2.19% 0.230%
17 9.734 1122 1130 1133 rBVe 112294 215390 1.32% 0.139%
18 9.775 1133 1137 1141 rVV2 124531 199630 1.23% 0.129%
19 9.828 1141 1146 1153 rVB5 184013 311294 1.91% 0.201%
20 10.234 1210 1215 1226 rVB7 74976 210535 1.29% 0.136%
21 10.634 1274 1283 1290 rBV 1462114 2706120 16.62% 1.748%
22 10.763 1301 1305 1309 rVB3 136397 214616 1.32% 0.139%
23 10.816 1309 1314 1319 rVB 741610 1129928 6.94% 0.730%
24 10.875 1320 1324 1331 rBV5 108695 226475 1.39% 0.146%
25 10.939 1332 1335 1340 rVB3 140913 221326 1.36% 0.143%
26 11.045 1346 1353 1359 rBV6 85053 270267 1.66% 0.175%
27 11.139 1366 1369 1377 rVB3 150207 272306 1.67% 0.176%
28 11.216 1377 1382 1387 rBV5 90687 163178 1.00% 0.105%
29 11.316 1393 1399 1400 rBV4 162087 283967 1.74% 0.183%
30 11.351 1401 1405 1411 rVB2 333946 588130 3.61% 0.380%
31 11.422 1412 1417 1423 rBV3 118157 236465 1.45% 0.153%
32 11.481 1423 1427 1434 rBV6 96628 197217 1.21% 0.127%
33 11.557 1434 1440 1443 rBV3 152985 318105 1.95% 0.206%
34 11.680 1455 1461 1469 rBV 1172370 2249916 13.82% 1.454%
35 11.939 1501 1505 1508 rBV2 171835 264638 1.63% 0.171%
36 12.057 1521 1525 1527 rBV 146816 220812 1.36% 0.143%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@091924\
Data File : BM@47577.D

Acq On : 19 Sep 2024 19:12
Operator : RC/JU

Sample : P4103-13

Misc :

ALS Vial : 13 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_M\Methods\8270-BM@91424.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 12.439 1587 1590 1593 rBV5 136216 216957 1.33% 0.140%
38 12.510 1599 1602 1605 rBV5 154311 233743 1.44% 0.151%
39 12.551 1605 1609 1614 rVV3 499182 764488 4.69% 0.494%
40 12.598 1614 1617 1621 rVB4 173811 212843 1.31% 0.138%
41 12.769 1642 1646 1650 rVB3 360209 482357 2.96% 0.312%
42 12.992 1677 1684 1685 rBV5 262409 511592 3.14% 0.331%
43 13.027 1685 1690 1695 rVV 2385296 3331742 20.46%  2.153%
44 13.098 1695 1702 1709 rVV 7894901 11266544 69.18% 7.280%
45 13.275 1728 1732 1733 rBV3 308319 401694 2.47% 0.260%
46 13.339 1739 1743 1746 rVB2 354694 459685 2.82% 0.297%
47 13.416 1751 1756 1762 rBV2 521559 1070639 6.57% 0.692%
48 13.474 1763 1766 1771 rVB3 453369 590617 3.63% 0.382%
49 13.533 1773 1776 1787 rVB7 311706 824055 5.06% ©.532%
50 13.633 1789 1793 1797 rBV4 249472 443674 2.72% ©.287%
51 13.698 1802 1804 1809 rVB4 304825 498682 3.06% ©.322%
52 13.751 1810 1813 1816 rBV5 271708 476782  2.93% ©.308%
53 13.904 1835 1839 1843 rBV 844914 1120613 6.88% 0.724%
54 13.974 1846 1851 1855 rVV2 3536989 4656753 28.60%  3.009%
55 14.186 1883 1887 1891 rBV3 526310 959133 5.89% 0.620%
56 14.316 1905 1909 1916 rVB4 962323 1649613 10.13% 1.066%
57 14.386 1916 1921 1925 rBV5 335901 680489 4.18% 0.440%
58 14.469 1929 1935 1944 rVV2 2362245 4376070 26.87% 2.827%
59 14.892 2004 2007 2011 rVB 658121 805798  4.95% ©.521%
60 14.945 2013 2016 2021 rVB 859727 1156857 7.10% 0.747%
61 15.010 2022 2027 2036 rVB4 1271032 2033499 12.49% 1.314%
62 15.092 2036 2041 2045 rBV 985692 1807089 11.10% 1.168%
63 15.204 2056 2060 2062 rBv4 396895 629628 3.87% 0.407%
64 15.239 2063 2066 2069 rVv2 439955 595793 3.66% 0.385%
65 15.516 2109 2113 2116 rVB3 603015 804587 4.94% 0.520%
66 15.557 2116 2120 2126 rBv4 552141 967231 5.94% 0.625%
67 15.639 2131 2134 2138 rVB4 825547 1045214 6.42% 0.675%
68 15.739 2146 2151 2157 rVB 3842130 5960463 36.60% 3.851%
69 15.892 2174 2177 2180 rBV5 263131 462687 2.84% 0.299%
70 15.951 2181 2187 2196 rVB2 6335124 9672936 59.40% 6.250%
71 16.033 2197 2201 2206 rVV3 579877 966234 5.93% 0.624%
72 16.121 2213 2216 2218 rBV3 361283 482479 2.96% 0.312%
73 16.221 2225 2233 2242 rBV 8148760 12228970 75.09% 7.901%
74 16.327 2248 2251 2255 rVB2 510848 650411 3.99% 0.420%
75 16.363 2255 2257 2260 rBvV2 272868 301949 1.85% 0.195%

76 16.568 2289 2292 2303 rVB6 941696 2377024 14.60% 1.536%

8270-BM091424 .M Fri Sep 20 18:45:39 2024 Pa 2



LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@091924\
Data File : BM@47577.D

Acq On : 19 Sep 2024 19:12
Operator : RC/JU

Sample : P4103-13

Misc :

ALS Vial : 13 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_M\Methods\8270-BM@91424 .M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

77 17.039 2367 2372 2379 rVB 4208630 6479684 39.79% 4.187%
78 17.204 2396 2400 2406 rBV 2047810 3226896 19.82% 2.085%
79 17.639 2471 2474 2480 rVB 1069770 1532161 9.41% 0.990%
80 18.268 2578 2581 2585 rVB2 520020 670629 4.12% ©0.433%

81 18.874 2680 2684 2687 rBV2 491195 712102 4.37% 0.460%
82 18.998 2701 2705 2709 rVB 673385 911687 5.60% ©.589%
83 19.821 2841 2845 2857 rVB 13251849 16284727 100.00% 10.522%
84 21.115 3062 3065 3076 rVB 474964 874094 5.37% ©.565%
85 21.433 3114 3119 3126 rVB2 2152997 3211279 19.72%  2.075%

86 24.450 3626 3632 3641 rVB 1247463 2995684 18.40% 1.936%

Sum of corrected areas: 154770758
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91924\
Data File : BM@47577.D

Acqg On : 19 Sep 2024 19:12
Operator : RC/JU

Sample : P4103-13

Misc :

ALS Vvial : 13 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@91424 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM047577.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91924\
Data File : BM@47577.D

Acqg On : 19 Sep 2024 19:12
Operator : RC/JU

Sample : P4103-13

Misc :

ALS Vvial : 13 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@91424 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
4,952 4.95 ng 471070 1,4-Dichlorobenzene-d4 7.840

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 45
3 t-Butyl nitrite 103 C4H9NO2 000540-80-7 38
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 27
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
Abundance Scan 317 (4.952 min): BM047577.D\data.ms (-312) (-) m/z 43.10 100.00%
43.1
5000
R S REEREEEEEEE
. 101.1 4.60 4.80 5.00 5.20
ol 3930 Ty 59.05  46.12%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L L L B O
4.60 4.80 5.00 5.20
101.0 m/z 58.10 16.81%
O T30
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
43.0
\‘\\\\‘\\\\‘\\\\‘\\\\‘\
4.60 4.80 5.00 5.20
5000 m/z 101.10 15.34%
\\\\\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\
m/z-->
Abundance #5107: t-BUtyI nitrite L L L B
m/z 41.05 7.74%
Ll \‘M H ‘
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\\\\\\\\\ I
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91924\
Data File : BM@47577.D

Acqg On : 19 Sep 2024 19:12
Operator : RC/JU

Sample : P4103-13

Misc :

ALS Vvial : 13 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@91424 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 2 Undecane, 2,6-dimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.816 8.35 ng 1129930 Naphthalene-d8 10.634
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Undecane, 2,6-dimethyl- 184 (C13H28 017301-23-4 94
2 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 83
3 Dodecane, 6-methyl- 184 C13H28 006044-71-9 78
4 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 72
5 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 64
Abundance Scan 1314 (10.816 min): BM047577.D\data.ms (-1309) (- m/z 57.10 100.00%
57.1
- /J’\N\/\/
= —=
‘ 85.1 1131 1410 10.50 11.00
ol 38 L L LT 140 169.2  207.0 0y n 7110 47.08%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59076: Undecane, 2,6-dimethyl-
57.0
5000 P A
10.50 11.00
m/z 43.10 46.69%
29.0‘ 98.0
O 1410 1690
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0
‘\ \‘\
10.50 11.00
5000 m/z 41.10 26.86%
\\‘\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ TTTT LI
m/z-->
Abundance #59041: Dodecane, 6-methyl- ‘ I
m/z 56.10 14.28%
\‘ i H\ N ul 1 | J\M
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ TTTT TTTT TTTT LI
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91924\
Data File : BM@47577.D

Acqg On : 19 Sep 2024 19:12
Operator : RC/JU

Sample : P4103-13

Misc :

ALS Vvial : 13 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@91424 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 3 Octane, 3,6-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.681 16.63 ng 2249920 Naphthalene-d8 10.634
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octane, 3,6-dimethyl- 142 C1OH22 015869-94-0 78
2 3-(Octyloxy)-1,2-propanediol 204 C11H2403 010438-94-5 72
3 Oxalic acid, 2-ethylhexyl ethyl ... 230 C12H2204 1000309-38-4 64
4 2-Bromo-6-methylheptane 192 C8H17Br 004730-24-9 59
5 Oxalic acid, isobutyl pentyl ester 216 C11H2004 1000309-37-0 59

Abundance Scan 1461 (11.680 min): BM047577.D\data.ms (-1455) (+  m/z 57.10 100.00%

57.1
5000

= .
“ 851 1131 11.50 12.00
b A, 1450 18322079 m/z 71.10 87.04%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22108: Octane, 3,6-dimethyl-
57.0

o

5000 e 5
11.50 12.00
29.0 1130 m/z 43.106  61.13%
Lm0
o+t
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0
T ‘ T T ‘ T
11.50 12.00
5000 m/z 41.10 32.93%
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z-->
Abundance #111171: Oxalic acid, 2-ethylhexyl ethyl ester ‘ ‘

m/z 56.10 21.56%

m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91924\
Data File : BM@47577.D

Acqg On : 19 Sep 2024 19:12
Operator : RC/JU

Sample : P4103-13

Misc :

ALS Vvial : 13 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@91424 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 4 Dodecane, 2,7,10-trimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.028 15.23 ng 3331740  Acenaphthene-d10 14.469
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 87
2 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 78
3 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 64
4 Undecane, 6-ethyl- 184 C13H28 017312-60-6 59
5 Sulfurous acid, 2-ethylhexyl non... 320 C17H3603S 1010309-19-2 59
Abundance Scan 1690 (13.027 min): BM047577.D\data.ms (-1685) (- m/z 57.10 100.00%
57.1
5000
85.1
T ‘
H 131.1 160.1 13.00
0b el b BO7 4L 16011832 2121 51 1 g7 58y
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #90204: Dodecane, 2,7,10-trimethyl-
57.0
5000 S :
13.00
29.0 85.0 m/z 43.10 56.33%
o 1% 0 a0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57.0
T \
13.00
5000 m/z 85.10 35.31%
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ TT
m/z-->
Abundance #90206: Dodecane, 2,6,10-trimethyl- I I
m/z 41.10 34.70%
\‘ 1li H\ \‘\ L VR | "J\/\M
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\\\\\\\
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91924\
Data File : BM@47577.D

Acqg On : 19 Sep 2024 19:12
Operator : RC/JU

Sample : P4103-13

Misc :

ALS Vvial : 13 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@91424 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 5 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
13.416 4.89 ng 1070640  Acenaphthene-d10 14.469
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 020027-77-4 93
2 Benzene, 1-(2-butenyl)-2,3-dimet... 160 C12H16 054340-85-1 91
3 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 001076-61-5 90
4 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 021693-54-9 90
5 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16 014679-13-1 81

Abundance Scan 1756 (13.416 min): BM047577.D\data.ms (-1751) (+ | m/z 145.05 100.00%

145.1
5000 57.1
115.1 —
W
R S ! M L) ‘H‘ il Al 16811902 0 5710 43.24%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36290: Naphthalene, 1,2,3,4-tetrahydro-5,6-dimethyl-
145.0
5000 T
13.50
m/z 160.05 42.49%
39.0 650 oro 170
oliso 320,650 90 W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
145.0
T ‘ T
13.50
5000 m/z 71.10 31.24%
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z-->
Abundance #36302: Naphthalene, 1,2,3,4-tetrahydro-6,7-dimethyl- ‘
m/z 43.10 27.31%
PR TR R TN TR N ‘\M “AJ hh‘ I LWV\/\/W
\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ \‘\\\\‘\\\\\\\\\\\\

m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91924\
Data File : BM@47577.D

Acqg On : 19 Sep 2024 19:12
Operator : RC/JU

Sample : P4103-13

Misc :

ALS Vvial : 13 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@91424 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 6 unknownl3.904 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.904 5.12 ng 1120610  Acenaphthene-d10 14.469
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Borinic acid, diethyl-, 3,3,5-tr... 208 C13H25BO 057387-76-5 37
2 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260 313253-65-5 35
3 4H-1,3,2-Dioxaborin, 4-ethenyl-2... 208 C12H21B02 074630-04-9 25
4 2-Anthracenamine 193 C14H11N 000613-13-8 14
5 3-Phenylindole 193 C14H11N 001504-16-1 14
Abundance Scan 1839 (13.904 min): BM047577.D\data.ms (-1835) (- | m/z 193.20 100.00%
198.2
69.1
123.1
5000
=
391 ‘ ‘ h ‘ 14.00
. (
0 WHM‘_!H‘ H‘H_WH‘Ww\wmwﬁ?‘?:‘?‘w_??Rv m/z 69.10  67.27%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #85189: Borinic acid, diethyl-, 3,3,5-trimethyl-1-cyclohexe
123.0 198.0
41.0
5000 T
83.0 14.00
m/z 123.10  53.78%
0 WH}‘H“h‘_‘uH“‘:“wm“Hmm‘s‘%Qmw‘W‘!m_m‘www
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
193.0
T ‘ T
14.00
5000 m/z 83.10 48.78%
\‘HH‘H\\’\\\\‘H\\‘\H\‘\\H‘\\\\‘\\\\‘H\\‘HH‘HH‘HH‘HH‘H
m/z-->
Abundance #85015: 4H-1,3,2-Dioxaborin, 4-ethenyl-2-ethyl-4-methyl ‘
“ \“‘ WL, 1l \ H ‘ ‘
\‘\\H‘\\H’\\H‘HH‘HH‘HH‘HH‘HH‘H \‘HH TTTT[TTTT I TTTI[TT
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91924\
Data File : BM@47577.D

Acqg On : 19 Sep 2024 19:12
Operator : RC/JU

Sample : P4103-13

Misc :

ALS Vvial : 13 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@91424 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 7 Tetradecane, 1-iodo- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.975 21.28 ng 4656750  Acenaphthene-dle 14.469
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 72
2 Undecane, 2,6-dimethyl- 184 (C13H28 017301-23-4 72
3 Nonane, 4-methyl-5-propyl- 184 C13H28 062185-55-1 60
4 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 60
5 Hexadecane 226 Cl6H34 000544-76-3 59

Abundance Scan 1851 (13.974 min): BM047577.D\data.ms (-1846) (+  m/z 57.10 100.00%
57.1

5000 85.1

-

113.2941.2 14.00
wH\‘:m!w“‘lw“lm“H1“"uHf‘m_“1‘5‘;?;%‘2‘1”1;‘2”“,“‘2‘95‘:3_‘ m/z 71.18 95.38%

0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #228591: Tetradecane, 1-iodo-
57.0
5000 T
85.0 14.00
m/z 43.10 82.93%
29.0
‘ 113.0 1550 197.0
owﬂuqh‘hﬂmpmuk‘hwhwuuMu‘WHHHHH_‘HMH‘_HW‘
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
57.0
T ‘ T
14.00
5000 m/z 85.10 44 .86%
\‘HH \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘HH‘HH‘HH‘HH‘HH TTTTTT
m/z-->
Abundance #59106: Nonane, 4-methyl-5-propyl- I
i:ij\iﬁjj/:%
T
\‘\\\\‘HH‘HH‘HH‘HH‘HH TTTT[ T T T T[T T T[T T[T T T TTTT[TTTTI[TT
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91924\
Data File : BM@47577.D

Acqg On : 19 Sep 2024 19:12
Operator : RC/JU

Sample : P4103-13

Misc :

ALS Vvial : 13 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@91424 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 8 unknownl4.316 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.316 7.54 ng 1649610  Acenaphthene-d10 14.469
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclododecanone, 2-methylene- 194 C13H220 003045-76-9 41
2 1,2-Dodecanediol 202 C12H2602 001119-87-5 35
3 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 22
4 Cyclohexane, 1-(cyclohexylmethyl... 194 C14H26 054823-96-0 18
5 Oxiranecarboxaldehyde, 3-methyl-... 168 C10H1602 016996-12-6 18
Abundance Scan 1909 (14.316 min): BM047577.D\data.ms (-1905) (- m/z 69.10 100.00%
69.1 97.1 193.2
41.1
123.1
5000
‘ ‘ 14‘0(5 ‘14‘50‘
152.1 . .
om_m“m ‘m:‘m_‘hmuw!uwmH“‘_?‘l‘?‘?‘ m/z 193.20  93.70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #69266: Cyclododecanone, 2-methylene-
0
67.0 950
5000 = s
123.0 14.00 14.50
' 194.0 m/z 97.10  89.34%
‘ 151.0 ‘
o130 e b
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
69.0 97.0
‘ T T ‘ T
43.0 14.00 14.50
5000 m/z 55.10 83.71%
\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\ M
m/z-->
Abundance #67695: 1-(p-Fluorophenyl)-4-piperidone ‘ I
M%
| . Il | ‘\ I
\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\\\\
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91924\
Data File : BM@47577.D

Acqg On : 19 Sep 2024 19:12
Operator : RC/JU

Sample : P4103-13

Misc :

ALS Vvial : 13 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@91424 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

5k 5k 3 5k ok 3 5k 5k 5k 3k 5k ok 5 5k 5k 3 3k 5k %k 3k 5k 5k 5k 5k 5k 3k 5k 5k ok 3k 5k 5k 3k 3k 5k 5k 5k 5k ok 5k 5k 5k 5k 3k 5k ok 3k 5k ok 5k 5k 5k %k 5k ok ok 5k 5k ok %k %k >k ok k kK Kk k
Peak Number 9 Naphthalene, 1,4,6-trimethyl- Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
14.945 5.29 ng 1156860  Acenaphthene-d10 14.469
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 95
2 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 95
3 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 95
4 Naphthalene, 1,4,5-trimethyl- 170 C13H14 002131-41-1 93
5 4,6,8-Trimethylazulene 170 C13H14 000941-81-1 93

Abundance Scan 2016 (14.945 min): BM047577.D\data.ms (-2013) (- m/z 170.10 100.00%
170.1
5000
128.1
15.00
63.0 gg90 m .
0brry 380,207,890 | Lyl : A951 2381 n/7 155.10  82.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45532: Naphthalene, 1,4,6-trimethyl-
155.0
5000 R
15.00
128.0 m/z 153.05 24.01%
o 63.0 89.0 A
T ‘\‘H\‘\H\‘HH‘\H\‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
170.0
T ‘ T
15.00
5000 m/z 169.10 20.32%
H\\H\‘HH‘\H\‘HH‘\\H‘\H\‘HH‘\H\‘\H\‘HH‘\H\H
m/z-->
Abundance #45538: Naphthalene, 2,3,6-trimethyl- ‘
m/z 152.05 18.20%
TR N I T ‘ \‘\ L. Jm L ‘
H\\H\HH‘\H\‘HH‘\\H‘\H\‘H ‘\H\‘\H\HH\H\H
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91924\
Data File : BM@47577.D

Acqg On : 19 Sep 2024 19:12
Operator : RC/JU

Sample : P4103-13

Misc :

ALS Vvial : 13 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@91424 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 10 unknownl5.010 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.010 9.29 ng 2033500  Acenaphthene-d10 14.469
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phosphorous acid, tris(decyl) ester 502 C30H6303P 002929-86-4 49
2 Undecane, 4-cyclohexyl- 238 C17H34 013151-79-6 46
3 Dodecane 170 C12H26 000112-40-3 38
4 Nonadecane 268 C19H40 000629-92-5 30
5 Decane, 2,3,5-trimethyl- 184 (C13H28 062238-11-3 27
Abundance Scan 2027 (15.010 min): BM047577.D\data.ms (-2022) (- m/z 57.10 100.00%
57.1
5000 97.1 \AA/\/‘JU\MJM
155.1 —— :
‘ 204.2 15.00
ob— H‘w Mgl 07 2809 ns, g3.10  94.45%
m/z--> 50 100 150 200 250 300 350
Abundance #338407: Phosphorous acid, tris(decyl) ester
83.0
141.0
5000 43. ‘15\06
223.0 :
m/z 71.10 91.06%
ol ] ‘ L a7 277.0 319.0 363.
B B e AL S e
m/z--> 50 100 150 200 250 300 350
Abundance
83.0
T ‘ T
43.0 15.00
5000 m/z 55.10 85.96%
\\\\\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\\\ J\/\/\M\/\M
m/z-->
Abundance #45478: Dodecane I I
\‘ “\ \‘\ L1 |
\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\\\\\\\
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91924\
Data File : BM@47577.D

Acqg On : 19 Sep 2024 19:12
Operator : RC/JU

Sample : P4103-13

Misc :

ALS Vvial : 13 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@91424 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

5k 5k 3 5k ok 3 5k 5k 5k 3k 5k ok 5 5k 5k 3 3k 5k %k 3k 5k 5k 5k 5k 5k 3k 5k 5k ok 3k 5k 5k 3k 3k 5k 5k 5k 5k ok 5k 5k 5k 5k 3k 5k ok 3k 5k ok 5k 5k 5k %k 5k ok ok 5k 5k ok %k %k >k ok k kK Kk k
Peak Number 11 Naphthalene, 1,6,7-trimethyl- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
15.092 8.26 ng 1807090  Acenaphthene-d10 14.469
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 98
2 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 97
3 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 97
4 4,6,8-Trimethylazulene 170 C13H14 000941-81-1 95
5 Naphthalene, 1,4,5-trimethyl- 170 C13H14 002131-41-1 93

Abundance Scan 2041 (15.092 min): BM047577.D\data.ms (-2036) (- | m/z 155.10 100.00%
155.1
128.1 7 ‘
0 7049051 ‘ m ‘ 186.1 15.00
0\\w\uﬂpﬂwﬂHWNHMWh\MJMJM\‘pﬂuwuh‘%;ﬁ%\w\\ m/z 170.10  96.58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45535: Naphthalene, 1,6,7-trimethyl-
155.0
5000
15.00
m/z 153.05 27.35%
115.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
170.0
T \
15.00
5000 m/z 128.05 21.47%
H\HH‘HH‘\H\‘HH‘\H\‘HH‘\H\‘HH‘\H\‘\H\‘HH\\ \/\/\/JJ\I\/&/J\/\/\/\A/\
m/z-->
Abundance #45532: Naphthalene, 1,4,6-trimethyl- ‘ I
m%
‘\“\“H‘\H\\H\HH\\
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91924\
Data File : BM@47577.D

Acqg On : 19 Sep 2024 19:12
Operator : RC/JU

Sample : P4103-13

Misc :

ALS Vvial : 13 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@91424 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 12 1,1'-Biphenyl, 4-methyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
15.639 4.78 ng 1045210  Acenaphthene-d10 14.469
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1,1'-Biphenyl, 4-methyl- 168 C13H12 000644-08-6 64
2 1,1'-Biphenyl, 3-methyl- 168 C13H12 000643-93-6 58
3 Naphthalene, 1-(2-propenyl)- 168 C13H12 002489-86-3 53
4 1,1'-Biphenyl, 2-methyl- 168 C13H12 000643-58-3 49
5 N-Nitrosodiphenylamine 198 C12H10N20 000086-30-6 35

Abundance Scan 2134 (15.639 min): BM047577.D\data.ms (-2131) (- m/z 168.10 100.00%

168.1
5000

57.1 = ==
115.1

o2 15.50 16.00
ol W g021 2461 2820 1.5 153,05  69.96%

m/z--> 50 100 150 200 250
Abundance #43638: 1,1'-Biphenyl, 4-methyl-
168.0

5000 T
15.50 16.00
m/z 167.10 62.76%

oo moouso |
m/z--> 50 100 150 200 250
Abundance
168.0

T ‘ T
15.50 16.00

5000 m/z 165.10 48.04%
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z-->
Abundance #43643: Naphthalene, 1-(2-propenyl)- ‘ I
m/z 152.05 39.06%
‘ e VJJ&’AJVJAAAfXﬂﬂV\/
m/z-->

8270-BM@91424.M Fri Sep 20 18:45:51 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91924\
Data File : BM@47577.D

Acqg On : 19 Sep 2024 19:12
Operator : RC/JU

Sample : P4103-13

Misc :

ALS Vvial : 13 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@91424 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 13 3-Methyl-4-(methoxycarbonyl... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.739  27.24 ng 5960460 Acenaphthene-d10 14.469
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3-Methyl-4-(methoxycarbonyl)hexa... 184 C9H1204 1010104-10-8 93
2 Heptacosane 380 C27H56 000593-49-7 80
3 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 80
4 Decane, 3,6-dimethyl- 170 C12H26 017312-53-7 68
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 64
Abundance Scan 2151 (15.739 min): BM047577.D\data.ms (-2146) (- m/z 57.10 100.00%
57.1
— T
‘ | Fa1 169.1 15.50 16.00
ob bl L 23932800 71010 57.64%
m/z--> 50 100 150 200 250 300 350
Abundance #59577: 3-Methyl-4-(methoxycarbonyl)hexa-2,4-dienoic &
57.0
97.0
184.0
5000 P e
15.50 16.00
39_% m/z 43.10 48.42%
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
T ‘ T T ‘ T
15.50 16.00
5000 m/z 85.10 26.57%
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z-->
Abundance #141076: Pentadecane, 2,6,10-trimethyl- ‘ ‘
m/z 41.10 24.58%
“ ‘ “\ “ \“ \‘ l | | I Md
\\\‘\\\\‘\\\\‘\\\\\\\\\\\\\\\\\\\\
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91924\
Data File : BM@47577.D

Acqg On : 19 Sep 2024 19:12
Operator : RC/JU

Sample : P4103-13

Misc :

ALS Vvial : 13 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@91424 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 14 Naphthalene, 1-methyl-7-(1-... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.033 5.99 ng 966234  Phenanthrene-d10 17.204
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 1-methyl-7-(1-methy... 184 C14H16 000490-65-3 90
2 Chamazulene 184 C14H1i6 000529-05-5 83
3 1,6-Dimethyl- 3-ethylnaphthalene 184 C14H1i6 1000383-71-8 68
4 2-Isopropyl-7-methylnaphthalene 184 C14H1e 1000383-71-3 62
5 3-Isopropyl- 1-methylnaphthalene 184 C14H16 1000383-71-4 62
Abundance Scan 2201 (16.033 min): BM047577.D\data.ms (-2197) (- m/z 169.10 100.00%
169.1
57.1 119.1 ‘16‘00‘ I
ol m\»U ﬂ?ﬁ"lw““w b pH‘w dd 822522 u/; 18410 51.71%
m/z--> 50 100 150 200 250
Abundance #59142: Naphthalene, 1-methyl-7-(1-methylethyl)-
169.0
5000 - :
16.00
m/z 119.05  24.40%
270 770 1150 | ‘ |
0 ‘\‘ L‘ It ‘\ ey ‘\‘\‘H — “‘ \‘\‘ H‘ ‘\H\‘H\‘ “‘ o o .
m/z--> 50 100 150 200 250
Abundance
169.0
T 7 \
16.00
5000 m/z 153.05 18.91%
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z-->
Abundance #59131: 1,6-Dimethyl- 3-ethylnaphthalene ‘ ‘
m/z 57.10 17.54%
T T T T “ \‘ T \H‘\h \‘ “‘ \‘\ ‘h\ ‘\“ “M \‘\ ‘ T T T T T T T T lM//L
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91924\
Data File : BM@47577.D

Acqg On : 19 Sep 2024 19:12
Operator : RC/JU

Sample : P4103-13

Misc :

ALS Vvial : 13 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@91424 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 15 Decane, 2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
16.221 75.79 ng 12229000 Phenanthrene-d10 17.204
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Decane, 2-methyl- 156 C11H24 006975-98-0 90
2 Hexadecane, 2,6,11,15-tetramethyl- 282 C20H42 000504-44-9 90
3 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 90
4 2,6,10-Trimethyltridecane 226 C16H34 003891-99-4 90
5 Tridecane, 5-propyl- 226 Cl6H34 055045-11-9 86

Abundance Scan 2233 (16.221 min): BM047577.D\data.ms (-2225) (-  m/z 57.10 100.00%

57.1
5000

s =
H | 1131 1832 16.00 16.50
ol b b L) 12450 TPP22150 2532y p 7116 85.03%
miz--> 50 100 150 200 250
Abundance #33088: Decane, 2-methyl-
43.0
5000 U =
16.00 16.50
m/z 43.10 58.11%

85.0
S N T R
m/z--> 50 100 150 200 250
Abundance
57.0

T ‘ T T ‘ T
16.00 16.50

5000 m/z 85.10 31.91%
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z-->
Abundance #176407: Hexadecane, 2,6,10,14-tetramethyl- ‘ I
m/z 41.10 27.33%
L‘ \ H\ i \‘ L, L Lh
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T T T T T
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91924\
Data File : BM@47577.D

Acqg On : 19 Sep 2024 19:12
Operator : RC/JU

Sample : P4103-13

Misc :

ALS Vvial : 13 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@91424 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 16 9H-Fluorene, 2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.568 14.73 ng 2377020 Phenanthrene-die 17.204
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 9H-Fluorene, 2-methyl- 180 C14H12 001430-97-3 64
2 9H-Fluorene, 3-methyl- 180 C14H12 002523-39-9 55
3 4,4'-Dimethylbiphenyl 182 C14H14 000613-33-2 49
4 Benzenethiol, 4-(1,1-dimethyleth... 180 C11H16S 015570-10-2 49
5 9H-Fluorene, 9-methyl- 180 C14H12 002523-37-7 45

Abundance Scan 2292 (16.568 min): BM047577.D\data.ms (-2289) (+  m/z 165.10 100.00%
165.1

5000

%

16.50

210.138.2266.3

o} T T e m/z 182.10 57.96%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #55055: 9H-Fluorene, 2-methyl-
165.0
5000 T ‘
16.50
89.0 m/z 167.10 57.08%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
165.0
T 7 1
16.50
5000 m/z 180.10 48.14%

‘HH H\\‘\\H‘\H\‘HH‘\H\‘HH‘\\H‘HH‘HH‘HH‘HH TTTTTTT
m/z-->
Abundance #57008: 4,4'-Dimethylbiphenyl

m/z 181.10  24.56%

N M\W\W

m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91924\
Data File : BM@47577.D

Acqg On : 19 Sep 2024 19:12
Operator : RC/JU

Sample : P4103-13

Misc :

ALS Vvial : 13 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@91424 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 17 Tridecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
17.039 40.16 ng 6479680  Phenanthrene-di10 17.204
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tridecane 184 (C13H28 000629-50-5 91
2 Tridecane, 4-methyl- 198 C14H30 026730-12-1 90
3 Heptadecane, 4-methyl- 254 C18H38 026429-11-8 86
4 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 86
5 Eicosane 282 (C20H42 000112-95-8 86
Abundance Scan 2372 (17.039 min): BM047577.D\data.ms (-2367) (- m/z 57.10 100.00%
57.1
o AJL
‘ ‘ 17.00 |
411 183.1 :
o‘ww‘!‘_‘meJ“mwmWWwmw%??“z‘“‘29‘7‘%‘ m/z 71.10  84.41%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59029: Tridecane
57.0
5000 S :
17.00
m/z 43.10 51.72%
0 27‘ ‘ \ \‘\ A 9%0\ 1410 184.0
R e e e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
43.0
T 1 \
17.00
5000 m/z 85.10 45.46%
\H‘HH‘\\H‘\H\‘HH‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H
m/z-->
Abundance #141068: Heptadecane, 4-methyl- I I
ii:][%
Il Loy [
\H‘HH‘\\H‘\H\‘HH‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91924\
Data File : BM@47577.D

Acqg On : 19 Sep 2024 19:12
Operator : RC/JU

Sample : P4103-13

Misc :

ALS Vvial : 13 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@91424 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 18 Heptadecane, 2,6,10,15-tetr... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.639 9.50 ng 1532160 Phenanthrene-die 17.204
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 87
2 Hexacosane 366 C26H54 000630-01-3 83
3 Tetracosane 338 C24H50 000646-31-1 83
4 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 83
5 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 80

Abundance Scan 2474 (17.639 min): BM047577.D\data.ms (-2471) (- m/z 57.10 100.00%

57.1
5000

—— —
141.1 210.1 17.50 18.00

‘““kumﬂuMw‘ww‘u‘u‘w“‘2F94“““ ———  m/z 71.10 90.36%

m/z--> 50 100 150 200 250 300 350
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0

5000

‘ 9.1
o

o

—
17.50 18.00
m/z 43.10 76.45%

9.0
0 ‘ [ 14101830 2390 2960
T L B B T A e
m/z--> 50 100 150 200 250 300 350
Abundance

57.0
T ‘ T T ‘ T
17.50 18.00
5000 m/z 85.10 53.62%
\\\\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\\\ \//\M/\k/w
m/z-->
Abundance #246481: Tetracosane I I

m/z 41.10 26.02%

m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91924\
Data File : BM@47577.D

Acqg On : 19 Sep 2024 19:12
Operator : RC/JU

Sample : P4103-13

Misc :

ALS Vvial : 13 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@91424 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 19 Phenanthrene, 2,5-dimethyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
18.998 5.65 ng 911687 Phenanthrene-di10 17.204
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenanthrene, 2,5-dimethyl- 206 Cl6H14 003674-66-6 96
2 di-p-Tolylacetylene 206 CleH14 002789-88-0 93
3 Phenanthrene, 2,3-dimethyl- 206 Cl6H14 003674-65-5 93
4 9,10-Dimethylanthracene 206 C1l6H14 000781-43-1 91
5 Phenanthrene, 3,6-dimethyl- 206 Cl6H14 001576-67-6 90
Abundance Scan 2705 (18.998 min): BM047577.D\data.ms (-2701) (- m/z 206.10 100.00%
206.1
‘Y—Y—Y—Y—'—Y—Y—Y—Yi
89.0 165.1 ‘ 19.00
o510, 11261 | |l . 26312921 3411 ;10119  51.43%
m/z--> 50 100 150 200 250 300 350
Abundance #82944: Phenanthrene, 2,5-dimethyl-
206.0
5000 T
19.00
101.0 m/z 189.10  28.83%
' 1650‘
00630 0
m/z--> 50 100 150 200 250 300 350
Abundance
206.0
T ‘ T
19.00
5000 m/z 205.10 22.97%
\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\
m/z-->
Abundance #82943: Phenanthrene, 2,3-dimethyl- ‘
) L ‘h h‘
\\\\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\\
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91924\
Data File : BM@47577.D

Acqg On : 19 Sep 2024 19:12

Operator : RC/JU

Sample : P4103-13

Misc :

ALS Vvial : 13 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@91424 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 20 Cyclotetracosane Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
21.115  s.aang 874094 Chrysene-di2 21.433
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 cyclotetracosane 336 Coaas 000297-03-0 95

196 C14H28
396 C27H560
366 C19H36C1202
256 C17H360

2 Cyclotetradecane

3 1-Heptacosanol

4 Dichloroacetic acid, heptadecyl ...
5 n-Heptadecanol-1

000295-17-0 93
002004-39-9 91
1000282-98-2 91
001454-85-9 90

Abundance Scan 3065 (21.115 min): BM047577.D\data.ms (-3062) (- m/z 83.10 100.00%
83.1
5000
2100 2150
39.1 226.1 : ’
328.4
0 ‘3ﬂwu"JvﬂﬂWpuw‘uﬂmh“?Tgﬁ“‘“‘H“4?9‘ m/z 57.10  96.12%
m/z--> 50 100 150 200 250 300 350 400
Abundance #244233: Cyclotetracosane
83.C
5000 336.0 T T
21.00 21.50
m/z 69.10 94.62%
L L1950 279.0
(IRETEN R K i Skl S N
m/z--> 50 100 150 200 250 300 350 400
Abundance
55.0
T ‘ T T ‘ T
21.00 21.50
\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\
m/z-->
Abundance #299848: 1-Heptacosanol I I
mo
i h\“\\'\ L I s I
m/z-->
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM091924\
Data File : BM@47577.D

Acq On : 19 Sep 2024 19:12
Operator : RC/JU

Sample : P4103-13

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA M\Methods\8270-BM@91424 .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-... 4.952 5.0 ng 471070 1 7.840 1902330 20.0
Undecane, 2,6-d... 10.816 8.3 ng 1129930 2 10.634 2706120 20.0
Octane, 3,6-dim... 11.681 16.6 ng 2249920 2 10.634 2706120 20.0
Dodecane, 2,7,1... 13.028 15.2 ng 3331740 3 14.469 4376070 20.0
Naphthalene, 1,... 13.416 4.9 ng 1070640 3 14.469 4376070 20.0
unknown13.904 13.904 5.1 ng 1120610 3 14.469 4376070 20.0
Tetradecane, 1-... 13.975 21.3 ng 4656750 3 14.469 4376070 20.0
unknown14.316 14.316 7.5 ng 1649610 3 14.469 4376070 20.0
Naphthalene, 1,... 14.945 5.3 ng 1156860 3 14.469 4376070 20.0
unknownl15.010 15.010 9.3 ng 2033500 3 14.469 4376070 20.0
Naphthalene, 1,... 15.092 8.3 ng 1807090 3 14.469 4376070 20.0
1,1'-Biphenyl, ... 15.639 4.8 ng 1045210 3 14.469 4376070 20.0
3-Methyl-4-(met... 15.739 27.2 ng 5960460 3 14.469 4376070 20.0
Naphthalene, 1-... 16.033 6.0 ng 966234 4 17.204 3226900 20.0
Decane, 2-methyl- 16.221 75.8 ng 12229000 4 17.204 3226900 20.0
9H-Fluorene, 2-... 16.568 14.7 ng 2377020 4 17.204 3226900 20.0
Tridecane 17.039 40.2 ng 6479680 4 17.204 3226900 20.0
Heptadecane, 2,... 17.639 9.5 ng 1532160 4 17.204 3226900 20.0
Phenanthrene, 2... 18.998 5.7 ng 911687 4 17.204 3226900 20.0
Cyclotetracosane 21.115 5.4 ng 874094 5 21.433 3211280 20.0
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