LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG090122\
Data File : BGO54828.D

Acqg On : 1 Sep 2022 19:02
Operator : CG/JU

Sample : N4439-02

Misc :

ALS Vvial : 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_ G\Methods\8270-BG082522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO54828.D\data.ms

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

# min scan scan scan TY height area % max. total
1 3.769 71 82 93 rBV3 24310 51158 2.36% 0.285%
2 4.268 157 167 176 rVB 14359 27920 1.29% 0.156%
3 4.615 213 226 236 rVB6 7091 25928 1.19% 0.144%
4 5.209 321 327 332 rBV 50815 84539 3.89% 0.471%
5 5.690 401 409 416 rBvV 674323 1102047 50.76% 6.141%
6 5.755 416 420 430 rVB 18344 37221 1.71% 0.207%
7 6.125 477 483 490 rBV3 31268 56759 2.61% ©.316%
8 6.613 558 566 572 rBV7 15105 36604 1.69% 0.204%
9 6.777 586 594 606 rVB4 15938 49033 2.26% 0.273%
10 7.112 641 651 657 rBvV3 12728 23822 1.10% 0.133%
11 7.300 674 683 690 rBV 668165 1200365 55.29% 6.689%
12 7.518 715 720 727 rBV3 14377 25857 1.19% 0.144%
13 7.747 754 759 762 rBV 19035 27303 1.26% 0.152%
14 7.788 762 766 770 rVB 23682 33597 1.55% 0.187%
15 8.099 815 819 822 rBV 15243 22924 1.06% 0.128%
16 8.146 822 827 842 rVB 165327 303765 13.99% 1.693%
17 8.693 916 920 930 rvB4 8920 22456 1.03% ©.125%
18 8.787 930 936 945 rBv4 17483 34823 1.60% 0.194%
19 9.257 1004 1016 1019 rBV8 11534 31382 1.45% 0.175%
20 9.321 1019 1027 1033 rBvV 405762 756455 34.84% 4.215%
21 10.361 1198 1204 1210 rBV5 16041 29992 1.38% 0.167%
22 10.914 1293 1298 1302 rBV 40074 61031 2.81% 0.340%
23 10.972 1302 1308 1313 rVW 230776 426659 19.65% 2.378%
24 11.025 1313 1317 1324 rW 86790 153427 7.07% ©.855%
25 11.102 1324 1330 1336 rVB 21712 35260 1.62% 0.196%
26 11.660 1422 1425 1436 rVB1lo 10912 25777 1.19% 0.144%
27 11.860 1454 1459 1467 rVB5 15393 31720 1.46% 0.177%
28 11.965 1467 1477 1483 rBV 47345 84901 3.91% 0.473%
29 12.353 1537 1543 1548 rBV 54257 79800 3.68% 0.445%
30 12.618 1583 1588 1595 rVB 130965 216782 9.98% 1.208%
31 12.835 1619 1625 1632 rBV 100946 167754 7.73% 0.935%
32 13.299 1699 1704 1712 rVB 32140 52605 2.42% 0.293%
33 13.405 1714 1722 1731 rVB 1147725 1763663 81.23% 9.828%
34 13.581 1747 1752 1756 rBV 67492 111735 5.15% 0.623%
35 13.616 1756 1758 1763 rVB 35389 43779  2.02% 0.244%
36 13.810 1786 1791 1800 rVB 25271 62432  2.88%  0.348%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG090122\
Data File : BGO54828.D

Acqg On : 1 Sep 2022 19:02
Operator : CG/JU

Sample : N4439-02

Misc :

ALS Vvial : 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_ G\Methods\8270-BG082522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 13.945 1807 1814 1815 rBV 51737 82545 3.80% 0.460%
38 14.098 1835 1840 1845 rBV 94776 167411 7.71% 0.933%
39 14.151 1845 1849 1854 rVV 76255 117043 5.39% 0.652%
40 14.227 1854 1862 1867 rVB2 76632 157826 7.27% 0.879%
41 14.333 1876 1880 1885 rBV 53817 92029 4.24% 0.513%
42 14.504 1905 1909 1916 rVB2 37520 63452 2.92% 0.354%
43 14.650 1929 1934 1939 rVB 73341 99645 4.59% 0.555%
44 14.780 1944 1956 1962 rBV 355999 657548 30.29%  3.664%
45 14.850 1962 1968 1973 rVB3 41309 86489 3.98% 0.482%
46 14.991 1985 1992 1999 rVB2 29796 69928 3.22% 0.390%
47 15.062 1999 2004 2008 rBv4 19138 47263  2.18% ©0.263%
48 15.173 2017 2023 2029 rVB2 107172 183594 8.46% 1.023%
49 15.244 2031 2035 2040 rBV3 38890 61071 2.81% 0.340%
50 15.391 2055 2060 2064 rBV 50594 88754 4.09%  0.495%
51 15.444 2064 2069 2073 rVB 41565 64432 2.97% 0.359%
52 15.561 2082 2089 2092 rBV4 60691 127139 5.86% 0.708%
53 15.596 2092 2095 2100 rVB2 120417 149924 6.91% 0.835%
54 15.732 2116 2118 2125 rVB2 23498 33535 1.54% 0.187%
55 15.814 2127 2132 2137 rBV2 78480 148642 6.85% 0.828%
56 16.113 2180 2183 2190 rVB 53614 80877 3.73% 0.451%
57 16.266 2203 2209 2216 rVB 842014 1274629 58.71% 7.103%
58 16.460 2237 2242 2243 rBV 110536 137196 6.32% 0.765%
59 16.484 2243 2246 2259 rVB2 157161 271774 12.52% 1.514%
60 17.177 2360 2364 2372 rBV2 66841 110232 5.08% 0.614%
61 17.253 2373 2377 2382 rVWW 117216 167885 7.73% 0.936%
62 17.347 2390 2393 2400 rVB3 43370 63966 2.95% 0.356%
63 17.529 2418 2424 2428 rBV 405961 643559 29.64% 3.586%
64 17.571 2428 2431 2438 rVB 271012 385450 17.75%  2.148%
65 17.659 2443 2446 2450 rBV 50860 70772 3.26% 0.394%
66 17.994 2500 2503 2508 rVB2 105837 140258 6.46% 0.782%
67 18.405 2570 2573 2576 rBV 68380 92664 4.27% 0.516%
68 18.452 2577 2581 2586 rVB 141519 223243 10.28% 1.244%
69 18.587 2601 2604 2609 rBv2 74455 113267 5.22% 0.631%
70 18.687 2618 2621 2628 rBV2 88543 120994 5.57% 0.674%
71 18.898 2654 2657 2660 rVB 68780 78322 3.61% 0.436%
72 19.316 2724 2728 2733 rBV3 171440 275601 12.69% 1.536%
73 19.586 2770 2774 2779 rVB 389405 517359 23.83% 2.883%
74 19.938 2831 2834 2841 rVB 328936 474422 21.85% 2.644%
75 20.126 2861 2866 2871 rVB 1680198 2171141 100.00% 12.099%

76 21.824 3149 3155 3160 rBV2 355467 732233 33.73% 4.080%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG090122\
Data File : BGO54828.D

Acqg On : 1 Sep 2022 19:02
Operator : CG/JU

Sample : N4439-02

Misc

ALS Vvial : 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_ G\Methods\8270-BG082522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Sum of corrected areas: 17945389
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG090122\
Data File : BG@54828.D

Acq On : 1 Sep 2022 19:02
Operator : CG/JU

Sample : N4439-02

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BG054828.D\data.ms
2000000
1500000
1000000
5.690 7.300
500000 9.321
8. 146 10.972 .
3.769 4.26%.615 5209 7556125 6.61377.11 7.5TEM88.009  8%I87 9.257 10.361 1"}%}?{32 116856632 5
\‘\\\\‘\\\ \\\\‘\\ \ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\’
Time--> 350 4.00 450 5.00 5.50 600 650 7.00 750 8.00 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG054828.D\data.ms
20.126
2000000
1500000
13.405
1000000 16.266 21.824
19.581.93
500000 19.316
78
13.2
O e L I e L e L e o L e s B AN B
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG054828.D\data.ms
2000000
1500000
1000000
500000
O\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T
Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG090122\
Data File : BG@54828.D

Acq On : 1 Sep 2022 19:02
Operator : CG/JU

Sample : N4439-02

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 unknown3.769 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
3.769 3.37 ng 51158 1,4-Dichlorobenzene-d4 8.146

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Butene, 4-methoxy 86 C5H100 004696-30-4 47
2 2,4-Dioxaundecane 160 C9H2002 1010334-81-5 38
3 trans-2-Hexenyl lactate 172 C9H1603 1000431-56-9 36
4 Methoxyacetic acid, heptyl ester 188 C10H2003 168920-36-3 33
5 3-Hydroxy-2-methylbutanenitrile 99 C5HSNO 038046-46-7 28

Abundance  Scan 82 (3.769 min): BG054828.D\data.ms (-71) (-) m/z 45.10 100.00%

5000 83.1
R A
H‘ 3.40 3.60 3.80 4.00
om_m“ bdir e m/z 83.10 47.45%
m/z--> 20 60 80 100 120 140 160
Abundance #1967: 1-Butene, 4-methoxy
45.0
5000 | BLRLELEL B B B
3.40 3.60 3.80 4.00
m/z 55.10 41.90%
27,0 85.0
O\\\‘\\\\“H\‘\\“lh‘\\‘\\‘\‘.\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #36857: 2,4-Dioxaundecane
45.0
3.40 3.60 3.80 4.00
5000 m/z 41.05 20.15%
75.0
27,0 ‘ 97.0
ol L 1150 1590
m/z--> 200 40 60 80 100 120 140 160 W /
Abundance #48037: trans-2-Hexenyl lactate “‘MWW“W“‘ REEEN
45.0 3.40 3.60 3.80 4.00
m/z 42.10 18.96%
5000
83.0
27.0 /\
vyl Jsso Lo My
m/z--> 40 60 80 100 120 140 160 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG090122\
Data File : BG@54828.D

Acq On : 1 Sep 2022 19:02
Operator : CG/JU

Sample : N4439-02

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.209 5.57 ng 84539  1,4-Dichlorobenzene-d4 8.146

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 38
3 3-Octanol 130 C8H180 000589-98-0 33
4 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 25
5 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 25
Abundance Scan 327 (5.209 min): BG054828.D\data.ms (-321) (-) m/z 43.10 100.00%
3.1
59.1
5000
101.1 TR TR
83.1 4.80 5.00 5.20 5.40 5.60
Obrrrprrrrprerrprer b e Mz 59,10 61.62%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 I L L B R
59.0 4.80 5.00 5.20 5.40 5.60
m/z 101.10  19.42%
15.0 101.0
2%\ L | 83.0 | ‘
O\\\‘\\H‘\\\\’H\\‘\‘1H‘\\‘\\’H\\‘\\H‘\‘\\\’H\\‘\\H‘\\\\’
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
43.0
R RAREARRRE
57.0 4.80 5.00 5.20 5.40 5.60
5000 m/z 58.10 17.81%
29.0 101.0
ol 730 87O
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #15663: 3-Octano
59.0 4.80 5.00 5.20 5.40 5.60
m/z 41.10 8.88%
5000 830
410 101.0
i o
0 ‘H"‘H"‘“1,H‘“M‘\m"‘1”‘,H‘ui‘mmu,uwmwm, M‘mwuuwm,u
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG090122\
Data File : BG@54828.D

Acq On : 1 Sep 2022 19:02
Operator : CG/JU

Sample : N4439-02

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 Benzene, 1,3-dimethyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
6.125 3.74 ng 56759 1,4-Dichlorobenzene-d4 8.146

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,3-dimethyl- 106 C8H1e@ 000108-38-3 94
2 o-Xylene 106 C8H1e 000095-47-6 93
3 p-Xylene 106 C8H1e 000106-42-3 93
4 1,3-Cyclopentadiene, 5-(1-methyl... 106 C8H1@ 002175-91-9 59
5 Ethylbenzene 106 C8H10 000100-41-4 58
Abundance Scan 483 (6.125 min): BG054828.D\data.ms (-477) (-) m/z 91.10 100.00%
91.1
5000 106.1
431 571 \
e
H 7l | 5.80 6.00 6.20 6.40
Ottt et L L hyz 106,10 42.56%
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #5749: Benzene, 1,3-dimethyl-
91.0
5000 106.0 \u‘uu‘uu,uu‘uufr
5.80 6.00 6.20 6.40
390 770 m/z 43.10 32.80%
zo =1 ) &0 |
O\‘\\\‘\’\\\}‘\\\\}1‘\\\‘H\‘\\‘\\\H‘\\\\“1\\\‘\‘{\‘\‘\\\
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #5730: 0-Xylene
91.0
R A ARRRREE
5.80 6.00 6.20 6.40
5000 m/z 57.10 32.49%
106.0
39.0 77.0
270 510 65.0 | |
0 w"m,“u"H‘Hm“‘ﬂh‘_“UM“WE“WH‘m“‘
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #5724: p-Xylene R e ARRARS
91.0 5.80 6.00 6.20 6.40
m/z 105.10 19.58%
5000 106.0
27.0 39.0 51.0 65.0 77.0 ‘
0WH“,Hm“m‘}‘1“H‘;“‘H‘M‘HWHH"W‘m‘m R
m/z--> 20 30 40 50 60 70 80 90 100 110 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG090122\
Data File : BG@54828.D

Acq On : 1 Sep 2022 19:02
Operator : CG/JU

Sample : N4439-02

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 Tridecane, 7-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.965 3.98 ng 84901  Naphthalene-d8 10.972
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tridecane, 7-methyl- 198 C14H3e 026730-14-3 78
2 Undecane, 6,6-dimethyl- 184 C13H28 017312-76-4 72
3 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 72
4 Undecane, 6-ethyl- 184 C13H28 017312-60-6 59
5 Oxalic acid, butyl 2-ethylhexyl ... 258 C14H2604 1000309-38-6 53

Abundance Scan 1477 (11.965 min): BG054828.D\data.ms (-1467) (-~ | m/z 57.05 100.00%

57.0
5000

‘ H 851 113.1 1200
dl

0 ‘_“‘_‘um_JH‘JM“_‘U‘_“‘_“?ES?W“‘W“ m/z 71.18 70.74%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74015: Tridecane, 7-methyl-
57.0
5000 ‘J\ T
12.00

112.0
43.10 50.62%

85.0
T ‘ TTTT ‘ \ T \H ‘ T \‘M T “U\ T ‘ T ‘ \1\3\3\ (‘)\J\-S\s\‘o\ T \]\-8‘3\ \q T ’ T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59070: Undecane, 6,6-dimethyl-

57.0

o

1200
5000 41.10 24.54%
113.0
29.0
oL 80 | 1m0 1700
R e e e R L R o e AR R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22095: Octane, 3,6-dimethyl-

57.0 1200

m/z 56.10  20.75%

5000
29.0
113.0
“ i il 850 \‘ 142.0 \ Mf/[\/mlm ik

m/z--> 20 40 60 80 100 120 140 160 180 200 12.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG090122\
Data File : BG@54828.D

Acq On : 1 Sep 2022 19:02
Operator : CG/JU

Sample : N4439-02

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 Hexadecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.353 3.74 ng 79800 Naphthalene-d8 10.972
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 87
2 Pentadecane 212 C15H32 000629-62-9 86
3 Tridecane 184 C13H28 000629-50-5 78
4 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 78
5 Sulfurous acid, decyl 2-ethylhex... 334 C18H3803S 1000309-19-3 64
Abundance Scan 1543 (12.353 min): BG054828.D\data.ms (-1537) (- | m/z 57.10 100.00%
57.1
5000
85.1
| H ‘ 1311 1200 1250
Ol prre bbbyl db b S e e m/z 43,100 73.76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107217: Hexadecane
57.0
5000
85.0 1200 1250
29.0 o
m/z 71.10 55.94%
0 ‘\‘ \‘\ “‘\ H\ il \11w3014101690 226.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #90189: Pentadecane
57.0
W adbndl )
12.00 12.50
m/z 41.10 34.53%
5000 85.0
29.0
0 L0l 11901410 1690 2120
e et e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59029: Tridecane
57.0 12. 00 12 50
m/z 85.10 32.93%
5000
85.0
29.0
o L 00 s
e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12. 00 12 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG090122\
Data File : BG@54828.D

Acq On : 1 Sep 2022 19:02
Operator : CG/JU

Sample : N4439-02

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 Tetradecane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
13.581 3.40 ng 111735  Acenaphthene-di0 14.780
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 95
2 Hexadecane 226 C16H34 000544-76-3 90
3 Pentadecane 212 C15H32 000629-62-9 90
4 Tridecane 184 C13H28 000629-50-5 90
5 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 80
Abundance Scan 1752 (13.581 min): BG054828.D\data.ms (-1747) (- | m/z 57.10 100.00%
57.1
5000
85.1
T \
13.50
113.2 179.1
0 m‘mw‘HuH“H‘wum‘_m‘ml‘f‘?‘zwm_HWZ}?‘QM m/z 43.10  71.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74004: Tetradecane
57.0
5000 — :
85.0 13.50
29.0 m/z 71.10 50.30%
11
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107217: Hexadecane
57.0
T T
13.50
5000 m/z 41.10 33.71%
85.0
29.0
0 ‘\‘ il H\ H\ N \\1130 141.0 169.0 226.0
R L o A
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #90189: Pentadecane T ‘
57.0 13.50
m/z 85.10 33.14%
5000 85.0
29.0 ‘
113.0 1410 212.0
obrrrrdh b b0, 1410 1650 2120 LA
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.50

8270-BGO82522.M Fri Sep 02 16:33:16 2022 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG090122\
Data File : BG@54828.D

Acq On 1 Sep 2022 19:02

Operator : CG/JU

Sample : N4439-02

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 7 Naphthalene, 2,3-dimethyl- Concentration Rank 6

R.T EstConc Area Relative to ISTD R.T.
14.098 5.09 ng 167411  Acenaphthene-di0 14.780
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
2 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 97
3 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 97
4 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 96
5 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 95

Abundance Scan 1840 (14.098 min): BG054828.D\data.ms (-1835) (- | m/z 156.10 100.00%
156.1
6.0 o 14.00 14{\50
510 7 M
O bl P20 ‘ : w‘!;?]‘p BEILT . m/z 141.05 88.80%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33149: Naphthalene, 2,3-dimethyl-
156.0 /K
5000 f\/\ i Jk
14.00 14.50
115.0 ITI/Z 155.05 31.94%
51.0 76.0
0‘2\7\-\0\“\\“\\““ MH“\\\\‘\\\‘\‘\‘n\]“\\\“\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33156: Naphthalene, 1,7-dimethyl-
156.0 | M
T T T \h T T ‘
14.00 14.50
5000 m/z 115.05 17.95%
280 10 710 11\5.0 T
L e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33160: Naphthalene, 1,4-dimethyl-
156.0 1400 1450
m/z 153.05 16.38%
5000
115.0
510 700 | | /\\ A
Ol bl el ‘ VN
m/z--> 20 40 60 80 100 120 140 160 180 14 0 14 50

8270-BGO82522.M Fri Sep 02 16:33:16 2022

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG090122\
Data File : BG@54828.D

Acq On : 1 Sep 2022 19:02
Operator : CG/JU

Sample : N4439-02

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 8 Naphthalene, 1,5-dimethyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14.151 3.56 ng 117043  Acenaphthene-di0 14.780
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 98
2 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97
3 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 97
4 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 97
5 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 96
Abundance Scan 1849 (14.151 min): BG054828.D\data.ms (-1845) (1 m/z 156.10 100.00%
156.1
5000 M ﬂ\
-
510 (71 1151 14.00 14.50
o szl i 17s2 ;
O e T L e e e m/z 141.05 70.43%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33166: Naphthalene, 1,5-dimethyl-
156.0 AM
5000 /\/\ : ‘ J\
14. 00 14.50
76.0 115.0 m/z 155.0 40.33%
51.0 '
O TTT ‘2\7\(\)\“ T \“\ \ “h \‘\HH“ \‘\‘\ T “\ T \‘} ‘ \“P‘?’\Z“\O\M‘ T ‘ T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33145: Naphthalene, 2,7-dimethyl-
156.0
14 00 14 50
5000 m/z 153.00 17.48%
77.0
51.0 115.0
R Rl N 1)
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33132: Naphthalene, 2,6-dimethyl- A
156.0 14.00 14.50
m/z 115.10  16.44%
77.0 115.0
51.0
A R = B
m/z--> 20 40 60 80 100 120 140 160 180 14 00 14 50

8270-BGO82522.M Fri Sep 02 16:33:17 2022 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG090122\
Data File : BG@54828.D

Acq On : 1 Sep 2022 19:02
Operator : CG/JU

Sample : N4439-02

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 9 Naphthalene, 2,3,6-trimethyl- Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
15.561 3.87 ng 127139  Acenaphthene-di0 14.780
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 96
2 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 96
3 Naphthalene, 1,4,5-trimethyl- 170 C13H14 002131-41-1 93
4 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 86
5 4,6,8-Trimethylazulene 170 C13H14 000941-81-1 86

Abundance Scan 2089 (15.561 min): BG054828.D\data.ms (-2082) (- | m/z 170.10 100.00%
70.1
5000
123.1
55.1 - I
8L.1 207.2 15.50
0+ m/z 155.05 90.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45538: Naphthalene, 2,3,6-trimethyl-
170.0
5000 \ A :
15.50
128.0 m/z 169.10 40.38%
O \\\‘2\7\9\‘\5\]7\\()‘\\7\6“’?}‘\\3\\O\‘\‘\‘!‘\\“‘\\M‘\“\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45535: Naphthalene, 1,6,7-trimethyl-
155.0
e R
15.50
5000 m/z 123.10 35.08%
115.0
0 510 760 LA
prerrrrpeen bt e pebedee e B
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45531: Naphthalene, 1,4,5-trimethyl- —— ‘
155.0 15.50
m/z 153.05 24.15%
5000
128.0
63.0 ‘
L Num A1 ul
0 “‘,,“ ) —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.50

8270-BGO82522.M Fri Sep 02 16:33:18 2022 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG090122\
Data File : BG@54828.D

Acq On : 1 Sep 2022 19:02
Operator : CG/JU

Sample : N4439-02

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 10 Heptadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.596 4.56 ng 149924  Acenaphthene-di0 14.780
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 95
2 Tetradecane 198 C14H30 000629-59-4 72
3 Heptadecane 240 C17H36 000629-78-7 72
4 3-Ethyl-2,6,10-trimethylundecane 226 Cl6H34 1000432-25-9 64
5 Nonadecane 268 C19H40 000629-92-5 58
Abundance Scan 2095 (15.596 min): BG054828.D\data.ms (-2092) (- | m/z 57.10 100.00%
571
155. ELS‘SC; |
113.1 82.1 .
0 m‘HHW‘H‘_JMW‘_m_m_H‘wmﬁwww?ﬁ‘??,” m/z 43.10 64.62%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #107218: Hexadecane
57.0
5000 —
15.50
290 85.0 m/z 71.10  59.50%
0 “ ‘ L | H‘ 113.0 141.0 169.0 197.0 226.0
H\‘HH‘HH‘\H\‘HH‘\\H‘\H\‘\H\‘HH‘\H\‘H\\‘HH’\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #74004: Tetradecane
57.0
T \
15.50
5000 85.0 m/z 85.10 40.63%
29.0‘
113.0 198 0
bbbl 0410 1600 1960
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #123959: Heptadecane T
57.0 15.50
m/z 41.10 30.18%
5000 85.0
29.
. ‘ ||| [M80141016001060 240
‘H‘HH‘H‘WH‘WH‘W‘HW‘HW‘H‘_H‘_H‘_‘H_‘HV‘ —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 15.50

8270-BGO82522.M Fri Sep 02 16:33:21 2022 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG090122\
Data File : BG@54828.D

Acq On : 1 Sep 2022 19:02
Operator : CG/JU

Sample : N4439-02

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 11 Naphthalene, 1,6,7-trimethyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
15.814 4.52 ng 148642  Acenaphthene-di0 14.780
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 93
2 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 89
3 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 89
4 4,6,8-Trimethylazulene 170 C13H14 000941-81-1 60
5 2-Naphthyl methyl ketone 170 C12H1e0 000093-08-3 49

Abundance Scan 2132 (15.814 min): BG054828.D\data.ms (-2127) (-~ | m/z 155.05 100.00%
156.1
1550  16.00
51.0 82.1 : :
, 105 20512302 /7 170.18  83.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45535: Naphthalene, 1,6,7-trimethyl-
155.0
5000 P LN
15.50 16.00
m/z 165.10 43.17%
115.0
0 ‘\\H‘\5\]‘_\.\0‘\\7\6}‘.‘(“)1‘r‘\\‘H\‘i‘\!u““\\ ‘\M\H\\‘\H\‘\\H‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45539: Naphthalene, 2,3,6-trimethyl-
170.0
. —
15.50 16.00
5000 ITI/Z 166.05 35.73%
ol a0 8o PRI | |
R A Raamma e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45532: Naphthalene, 1,4,6-trimethyl- 2 —T
155.0 15.50 16.00
m/z 153.05 23.56%

128.0

63.0 ‘

o 400%30 800 M M
200, i L

F— T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.50 16.00

8270-BGO82522.M Fri Sep 02 16:33:22 2022 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG090122\
Data File : BG@54828.D

Acq On : 1 Sep 2022 19:02
Operator : CG/JU

Sample : N4439-02

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 12 Nonadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.460 4.26 ng 137196  Phenanthrene-di10 17.529
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 94
2 Nonadecane 268 C19H40 000629-92-5 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Tridecane, 2-methyl- 198 C14H30 001560-96-9 87
5 Tetracosane 338 C24H50 000646-31-1 87
Abundance Scan 2242 (16.460 min): BG054828.D\data.ms (-2237) (- | m/z 57.10 100.00%
57.1
o J/W
99.1 iésd
' 155.1 195.1 :
ob— u““h“ b fl o 220 272280 m/z 43.10  64.51%
miz--> 50 100 150 200 250
Abundance #123960: Heptadecane
57.0
5000 T
16.50
99.0 m/z 71.10 61.17%
0 \2\5J\0‘\“ ““‘\ ‘“‘ \‘“‘\ H“ \“‘ T “]\_4?‘1‘0“\ %8\‘3\0‘ T \2\4??\ I
m/z--> 50 100 150 200 250
Abundance #158600: Nonadecane
57.0
—
16.50
5000 m/z 85.10 38.26%
99.0
ol b b u i, 1410 1830 2680
miz--> 50 100 150 200 250
Abundance #194588: Heneicosane —
57.0 16.50
m/z 41.10 29.56%
5000
99.0
015-0\‘ L L) 1410 1830 225.0 296.(
el e ——
m/z--> 50 100 150 200 250 16.50

8270-BGO82522.M Fri Sep 02 16:33:23 2022 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG090122\
Data File : BG@54828.D

Acq On : 1 Sep 2022 19:02
Operator : CG/JU

Sample : N4439-02

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 13 unknownl6.484 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.484 8.45 ng 271774  Phenanthrene-di10 17.529
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2,2-dimethylbutyric Acid, 2,2,2-... 198 C8H13F302 1000376-55-7 30
2 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 30
3 Octane, 3,6-dimethyl- 142 C1eH22 015869-94-0 27
4 Sulfurous acid, 2-ethylhexyl und... 348 C19H4003S 1000309-19-4 27
5 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 27
Abundance Scan 2246 (16.484 min): BG054828.D\data.ms (-2243) (- | m/z 71.10 100.00%
71.1
5000 184.1
113.1
—
16.50
0 ’H5$12302 ““%Z?J m/z 57.10 93.78%
m/z--> 50 100 150 200 250 300
Abundance #74318: 2,2-dimethylbutyric Acid, 2,2,2-trifluoroethyl este
71.0
5000 T
16.50
m/z 184.10 41.34%
127.0 170.0
36
O‘V_F‘JWP““”\”M \‘\ " T \“\‘\‘ “\ 1 \‘\“ L Bt e
miz--> 50 100 150 200 250 300
Abundance #158620: Pentadecane, 2,6,10,14-tetramethyl-
57.0
B
16.50
5000 ITI/Z 169.10 41.07%
113.0
‘ ‘ ‘ ‘ 183.0
ol b T s
miz--> 50 100 150 200 250 300
Abundance #22095: Octane, 3,6-dimethyl- —
57.0 16.50
m/z 113.10 27.76%
5000
113.0 N
ool by ‘ VI
m/z--> 50 100 150 200 250 300 16.50

8270-BGO82522.M Fri Sep 02 16:33:24 2022 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG090122\
Data File : BG@54828.D

Acq On : 1 Sep 2022 19:02
Operator : CG/JU

Sample : N4439-02

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 14 9H-Fluoren-9-one Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
17.177 3.43 ng 110232  Phenanthrene-di0 17.529
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 9H-Fluoren-9-one 180 C13H80 000486-25-9 93
2 Benzo[h]cinnoline 180 C12H8N2 000230-31-9 74
3 9,10-Phenanthrenedione 208 (C14H802 000084-11-7 72
4 Diphenic anhydride 224 (C14H803 006050-13-1 64

5 9,9-Bis[4-aminophenylsulfonyl]fl... 476 C25H20N204S2  ©81269-16-1 59

Abundance Scan 2364 (17.177 min): BG054828.D\data.ms (-2360) (- | m/z 180.10 100.00%
1

180.
5000 152.1

LA I
76.0 ‘
126.1 17.00 17.50
50.0
" \““‘MH\‘\“m“i”hu“\‘m‘u‘\‘\‘\“m m%??:z‘wﬁsﬁ"( m/z 152.05 47.18%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #55036: 9H-Fluoren-9-one
180.0

5000 T —
152.0 17.00 17.50

m/z 151.05  23.84%

76.0
‘59.0‘ / 12?.0 M ‘
[ T |
‘HH‘\H\‘HH‘HH‘HH‘\H\‘\\H‘\H\ \\H‘HH‘\\H‘HH‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #54970: Benzo[h]cinnoline
180.0
152.0

— —
17.00 17.50

o

o

5000 m/z 181.05 22.05%
76.0
500 ‘ 126.0 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #85300: 9,10-Phenanthrenedione T T
180.0 17.00 17.50

m/z 196.10  17.66%

5000
152.0 208.0
o A
0 50'0\ i 12\60 ‘\ ‘ I /\

T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 17.00 17.50

8270-BGO82522.M Fri Sep 02 16:33:25 2022 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG090122\
Data File : BG@54828.D

Acq On : 1 Sep 2022 19:02
Operator : CG/JU

Sample : N4439-02

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 15 Octadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.253 5.22 ng 167885 Phenanthrene-d10 17.529
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 53
2 Tetradecane, 1-iodo- 324 C14H291I 019218-94-1 53
3 Heptacosane 380 C27H56 000593-49-7 53
4 Pentadecane 212 C15H32 000629-62-9 52
5 Tetradecane 198 C14H30 000629-59-4 49

Abundance Scan 2377 (17.253 min): BG054828.D\data.ms (-2373) (- m/z 57.10 100.00%

57.1
5000 196.1

-
521 . 17.00 17.50
“‘%ﬂ\wm“‘mu‘nu““?4n“ e m/z 71.10  64.48%

m/z--> 50 100 150 200 250 300 350
Abundance #141058: Octadecane
57.0

5000 = S
17.00 17.50

m/z 43.10  63.37%

9.0
\‘ ‘ “ “\ I H‘ \‘ \‘ \(\)]\_830 25\40
\\\‘ \\‘!\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #228591: Tetradecane, 1-iodo-
57.0

—
17.00 17.50

o

o

5000 m/z 85.10 45.63%
155.0 197.0
0‘\“\‘\“ ‘u‘n““\‘\"\‘\"H\‘HH‘HH‘HH‘HH /\/J\b\w
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane T —
57.0 17.00 17.50

m/z 196.10  39.00%

5000
0 \\‘h F ‘}410183022502670 3230 380, pﬂﬁ

m/z--> 50 100 150 200 250 300 350 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG090122\
Data File : BG@54828.D

Acq On : 1 Sep 2022 19:02
Operator : CG/JU

Sample : N4439-02

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 16 Heneicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.994 4.36 ng 140258  Phenanthrene-die 17.529
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 91
2 Nonadecane 268 C19H40 000629-92-5 90
3 Heneicosane 296 (C21H44 000629-94-7 74
4 Pentadecane 212 C15H32 000629-62-9 74
5 Dodecane, 2-methyl-6-propyl- 226 CléH34 055045-08-4 72
Abundance Scan 2503 (17.994 min): BG054828.D\data.ms (-2500) (- | m/z 57.10 100.00%
57.1
—
99.1 1551 195.1 18.00
ol bbbl 2994 ), 2898 2901y, 71 10 65.99%
miz--> 50 100 150 200 250
Abundance #74005: Tetradecane
57.0
5000 T
18.00
m/z 43.10  64.49%
99.0
O \z\a\\o‘\“ ‘ H‘\ ‘!‘ \“‘\ ““ \“ T “]\.4\“]"‘0\ T \1\9?-0\ T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #158597: Nonadecane
57.0
—
18.00
5000 m/z 85.10 41.93%
99.0
oL 26:0] || 4|, 1410 1830 2250 2680
e e e
miz--> 50 100 150 200 250
Abundance #194588: Heneicosane T
57.0 18.00
m/z 41.10 28.70%
o WN/KMNM
99.0
015-0\‘ L L) 1410 1830 225.0 296.(
e e e e —
m/z--> 50 100 150 200 250 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG090122\
Data File : BG@54828.D

Acq On : 1 Sep 2022 19:02
Operator : CG/JU

Sample : N4439-02

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 17 Anthracene, 2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.452 6.94 ng 223243 Phenanthrene-d10 17.529
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Anthracene, 2-methyl- 192 C15H12 000613-12-7 95
2 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 95
3 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 94
4 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 93
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 93
Abundance Scan 2581 (18.452 min): BG054828.D\data.ms (-2577) (- | m/z 192.10 100.00%
192.1
- M
18.50
95.1 151. :
Y I O P WO H“ 2241 2751 n/z 191.10  61.44%
miz--> 50 100 150 200 250
Abundance #67024: Anthracene, 2-methyl-
192.0
5000 L
18.50
m/z 189.10  30.44%
0 39.0 \‘83"0\\ 1390 h‘ L \‘H
T T T T [ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #67054: 1H-Cyclopropa[l]phenanthrene,1a,9b-dihydro-
192.0
——
18.50
5000 m/z 193.10 15.50%
270 630 90 1300 | |
T T T T ‘ T T T T ‘ T T T T “ \H\ ‘\ H\ ‘ T T T T ‘ T T T
m/z--> 50 100 150 200 250
Abundance #67038: Phenanthrene, 2-methyl- ——
192.0 18.50
m/z 190.10  15.00%
5000 WNNMJNNMJJ\A/\WUMMMV
270 630 960 1390 |
e e
m/z--> 50 100 150 200 250 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG090122\
Data File : BG@54828.D

Acq On : 1 Sep 2022 19:02
Operator : CG/JU

Sample : N4439-02

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 18 Anthracene, 1-methyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
18.587 3.52 ng 113267 Phenanthrene-di0 17.529
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Anthracene, 1-methyl- 192 C15H12 000610-48-0 89
2 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 81
3 Anthracene, 9-methyl- 192 C15H12 000779-02-2 81
4 Anthracene, 2-methyl- 192 C15H12 000613-12-7 81
5 Naphtho[1,2-b]norbornadiene 192 C15H12 1000210-14-8 76
Abundance Scan 2604 (18.587 min): BG054828.D\data.ms (-2601) (- | m/z 192.10 100.00%
192.1
- M
18.50 |
631 951 155, 1631 2442 2823 :
0"HWH‘WHHM‘HMH‘_HW‘HWﬁ‘H‘u‘uuw‘uwﬁ‘wuw‘h‘ m/z 191.10  59.00%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #67028: Anthracene, 1-methyl-
192.0
5000 — :
18.50
m/z 189.10  31.06%
‘\\H‘H\\M\\\‘\HH‘\‘HH‘HH‘HH}\“HH‘\ \‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #67039: Phenanthrene, 2-methyl-
192.0
N
18.50
5000 m/z 190.10 19.99%
o270 630 M 1260 1630 |
Ty e e e e S e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #67026: Anthracene, 9-methyl- 7
192.0 18.50
m/z 165.10  17.52%
” MMMM\N
0280 63\0 \m\“ 1260 l6§0 M
e e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280 18.50
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

1

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@90122\
BG054828.D

Sep 2022 19:02

: CG/JU
: N4439-02

.13

Quant Method :
Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG082522.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 19 Tetracosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
18.687 3.76 ng 120994  Phenanthrene-di0 17.529
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 91
2 Tetracosane 338 (C24H50 000646-31-1 83
3 Eicosane, 10-methyl- 296 C21H44 054833-23-7 83
4 Heptacosane 380 C27H56 000593-49-7 83
5 Pentadecane 212 C15H32 000629-62-9 83

Abundance Scan 2621 (18.687 min): BG054828.D\data.ms (-2618) (- | m/z 57.10 100.00%
7.1

57.
5000

—_—

99.2 18.50 19.00
141.1 181.1 219,

ol by 2812 5002192 2851 h/z 71.16 60.86%

m/z--> 50 100 150 200 250 300
Abundance #141057: Octadecane
57.0

5000

T
18.50 19.00
m/z 43.10 58.71%

99.0
\h‘\ ‘\“ “\ “\‘ \‘“‘\ ““ \“ \%\41‘1.‘9\ }8\‘3\0’ I \2?‘4\0\ L B
miz-> 50 100 150 200 250 300
Abundance #246481: Tetracosane
57.0

T
18.50 19.00

o

5000 m/z 85.10 40.25%
99.0
0 \‘ LA HH\ ‘h\ h‘ | %4\19 1830 225.0 267.0 338.!
L S e IO B o B T E S o S
m/z--> 50 100 150 200 250 300
Abundance #194595: Eicosane, 10-methyl- T 7
57.0 18.50 19.00

m/z 55.10  24.29%

5000 WWWMNMW%ﬂﬂAWMMNﬂWMWMU

99.0
ol Ll lidy . 7T 1070 2390 2810

T —
m/z--> 50 100 150 200 250 300 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG090122\
Data File : BG@54828.D

Acq On 1 Sep 2022 19:02

Operator : CG/JU

Sample : N4439-02

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 20 Phenanthrene, 1,7-dimethyl- Concentration Rank 1

R.T EstConc Area Relative to ISTD R.T.
19.316 8.56 ng 275601  Phenanthrene-die 17.529
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenanthrene, 1,7-dimethyl- 206 C1l6H14 000483-87-4 91
2 di-p-Tolylacetylene 206 C1l6H14 002789-88-0 90
3 9,10-Dimethylanthracene 206 CleH14 000781-43-1 90
4 Phenanthrene, 2,5-dimethyl- 206 C16H14 003674-66-6 89
5 Phenanthrene, 2,7-dimethyl- 206 C1l6H14 001576-69-8 87

Abundance Scan 2728 (19.316 min): BG054828.D\data.ms (-2724) (1 m/z 206.10 100.00%
206.1
- T MLL
= —
126 1 % } ‘ ‘ 19.00 19.50
0! b L W 28713031 s 57.10 51.54%
miz--> 50 100 150 200 250 300
Abundance #82948: Phenanthrene, 1,7-dimethyl-
206.0
5000 — ——
19.00 19.50
m/z 191.10 45.60%
102.0
0 27.0 63. O\ I “\ 1650 M
T T T T ‘ T T T T T T T T ’ T T T T T T T ‘ T T T T ’ T T
miz—-> 50 100 150 200 250 300
Abundance #82923: di-p-Tolylacetylene
206.0
— —
19.00 19.50
5000 m/z 71.10 35.23%
0. 27.0 630 1020 165.0 | ) M/Jkﬂw
B e T T
miz--> 50 100 150 200 250 300
Abundance #82934: 9,10-Dimethylanthracene — —
206.0 19.00 19.50
m/z 43.10 29.76%
w M$ﬂmwﬂow&ﬂMM/Wwwﬂmmw
o150 510 890 127.0 1650 | M
D e L Tl — — —
m/z--> 50 100 150 200 250 300 19.00 19.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG090122\
Data File : BGO54828.D

Acqg On : 1 Sep 2022 19:02
Operator : CG/JU

Sample : N4439-02

Misc :

ALS vial : 13 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.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|
unknown3.769 3.769 3.4 ng 51158 1 8.146 303765 20.0
2-Pentanone, 4-... 5.209 5.6 ng 84539 1 8.146 303765 20.0
Benzene, 1,3-di... 6.125 3.7 ng 56759 1 8.146 303765 20.0
Tridecane, 7-me... 11.965 4.0 ng 84901 2 10.972 426659 20.0
Hexadecane 12.353 3.7 ng 79800 2 10.972 426659 20.0
Tetradecane 13.581 3.4 ng 111735 3 14.780 657548 20.0
Naphthalene, 2,... 14.098 5.1 ng 167411 3 14.780 657548 20.0
Naphthalene, 1,... 14.151 3.6 ng 117043 3 14.780 657548 20.0
Naphthalene, 2,... 15.561 3.9 ng 127139 3 14.780 657548 20.0
Heptadecane 15.596 4.6 ng 149924 3 14.780 657548 20.0
Naphthalene, 1,... 15.814 4.5 ng 148642 3 14.780 657548 20.0
Nonadecane 16.460 4.3 ng 137196 4 17.529 643559 20.0
unknown16.484 16.484 8.4 ng 271774 4 17.529 643559 20.0
9H-Fluoren-9-one 17.177 3.4 ng 110232 4 17.529 643559 20.0
Octadecane 17.253 5.2 ng 167885 4 17.529 643559 20.0
Heneicosane 17.994 4.4 ng 140258 4 17.529 643559 20.0
Anthracene, 2-m... 18.452 6.9 ng 223243 4 17.529 643559 20.0
Anthracene, 1-m... 18.587 3.5 ng 113267 4 17.529 643559 20.0
Tetracosane 18.687 3.8 ng 120994 4 17.529 643559 20.0
Phenanthrene, 1... 19.316 8.6 ng 275601 4 17.529 643559 20.0
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