LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG022122\
Data File : BGO52436.D

Acqg On : 21 Feb 2022 14:15
Operator : CG/JU

Sample : N1600-01

Misc :

ALS vial : 8 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-BG020722.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO52436.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.753 377 385 394 rBV 473164 752082 46.29%  2.113%
2 7.369 652 660 668 rvv 509639 959821 59.08% 2.697%
3 7.833 733 739 743 rBV 147948 221814 13.65% 0.623%
4 8.221 801 805 810 rvW 117988 216762 13.34% 0.609%
5 8.755 886 896 899 rvV5 43522 111384 6.86% 0.313%
6 8.873 910 916 922 rBv4 78289 157958 9.72% 0.444%
7 8.990 930 936 941 rBvV2 52540 94728 5.83% 0.266%
8 9.343 986 996 999 rBv2 71165 157930 9.72% 0.444%
9 9.395 999 1005 1010 rVvV 305524 583914 35.94% 1.641%
10 9.454 1010 1015 1021 rVV 367060 603788 37.16% 1.697%
11  9.595 1034 1039 1048 rVB7 54608 122676  7.55%  0.345%
12 9.713 1048 1059 1066 rBV7 39677 139433 8.58% 0.392%
13 9.877 1081 1087 1092 rVvv4 60637 117636 7.24% 0.331%
14 9.971 1100 1103 1113 rVB4 68860 141819 8.73% 0.398%
15 10.171 1133 1137 1142 rVW3 76085 134504 8.28% 0.378%

16 10.235 1142 1148 1154 rVV5 72709 150884  9.29%
17 10.300 1154 1159 1168 rVv4 75053 206926 12.74%
18 10.388 1169 1174 1179 rVV2 87494 155216 9.55%
19 10.459 1179 1186 1192 rVVv4 134990 289890 17.84%
20 10.570 1199 1205 1210 rBV3 69342 123441 7.60%
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21 10.688 1221 1225 1231 rVB2 65318 114034  7.02%
22 11.017 1275 1281 1286 rVV 576019 978538 60.23%
23 11.058 1286 1288 1295 rVB 138105 219371 13.50%
24 11.205 1309 1313 1319 rVB 193753 330775 20.36%
25 11.275 1319 1325 1331 rBV6 65428 139605 8.59%
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26 11.528 1364 1368 1377 rVB6 73962 179044 11.02%
27 11.763 1403 1408 1413 rVV3 143603 322103 19.83%
28 11.810 1413 1416 1424 rVB7 46014 98287 6.05%
29 11.886 1424 1429 1436 rVB5 135288 255380 15.72%
30 11.963 1436 1442 1449 rBv4 152787 332420 20.46%
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N
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31 12.062 1454 1459 1464 rVV 193284 349527 21.51%
32 12.109 1464 1467 1471 rVW4 61706 92110 5.67%
33 12.162 1471 1476 1481 rVB3 61168 111357 6.85%
34 12.245 1484 1496 1497 rBV2 172568 318768 19.62%
35 12.456 1518 1526 1533 rBV 771890 1212840 74.65%
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36 12.597 1546 1550 1554 rVB3 79988 123342 7.59%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG022122\
Data File : BGO52436.D

Acqg On : 21 Feb 2022 14:15
Operator : CG/JU

Sample : N1600-01

Misc :

ALS vial : 8 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-BG020722.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 12.673 1559 1563 1567 rVB4 81953 119839 7.38% 0.337%
38 12.955 1604 1611 1615 rBV3 136222 248078 15.27% 0.697%
39 13.079 1627 1632 1636 rBv4 102473 172121 10.59% 0.484%
40 13.255 1659 1662 1668 rVB2 169008 233000 14.34% 0.655%
41 13.343 1672 1677 1680 rBV 117033 183120 11.27% ©.515%
42 13.396 1682 1686 1694 rVV2 220784 387192 23.83% 1.088%
43 13.490 1696 1702 1708 rVV 727651 1101935 67.83% 3.096%
44 13.678 1728 1734 1742 rBV 915635 1357223 83.54%  3.814%
45 13.813 1753 1757 1761 rVB2 93656 136157 8.38% 0.383%
46 14.024 1790 1793 1797 rW4 60367 101027 6.22% 0.284%
47 14.154 181e 1815 1818 rBV6 62651 125215 7.71% 0.352%
48 14.195 1818 1822 1826 rVVv4 125945 243075 14.96% 0.683%
49 14.242 1826 1830 1835 rVv4 143184 220894 13.60% 0.621%
50 14.306 1835 1841 1842 rVV3 162709 223356 13.75% 0.628%
51 14.330 1842 1845 1849 rVvVv2 314078 465726 28.67% 1.309%
52 14.371 1849 1852 1859 rVvV3 211961 347891 21.41% 0.978%
53 14.447 1860 1865 1869 rVB3 157989 256222 15.77% 0.720%
54 14.741 1911 1915 1924 rVB 967228 1324327 81.51% 3.721%
55 14.823 1924 1929 1932 rBV4 97104 180131 11.09% ©.506%
56 14.870 1932 1937 1942 rVB 275887 453399 27.91% 1.274%
57 15.005 1957 1960 1967 rVB8 67514 130202 8.01% ©0.366%
58 15.076 1968 1972 1979 rVB6 62539 109958 6.77% 0.309%
59 15.188 1986 1991 1993 rBvV3 97899 171724 10.57% 0.483%
60 15.240 1997 2000 2006 rVV3 108725 200636 12.35% 0.564%
61 15.293 2006 2009 2013 rVB 82043 111403 6.86% 0.313%
62 15.358 2013 2020 2028 rBV5 187458 449511 27.67% 1.263%
63 15.428 2028 2032 2035 rVB 113115 149804 9.22% 0.421%
64 15.487 2037 2042 2047 rBV7 71248 186047 11.45% ©.523%
65 15.587 2055 2059 2066 rVB4 67639 128427 7.90% 0.361%
66 15.693 2072 2077 2082 rVB 1008182 1301550 80.11% 3.657%
67 15.746 2082 2086 2090 rVV4 62882 113950 7.01% 0.320%
68 15.799 2091 2095 2105 rVB7 79681 207102 12.75% ©.582%
69 16.098 2138 2146 2150 rBV 307145 608714 37.47% 1.710%
70 16.192 2158 2162 2167 rVB 110063 150910 9.29% 0.424%
71 16.245 2168 2171 2173 rBV 97066 111115 6.84% 0.312%
72 16.315 2179 2183 2185 rBV2 141422 172791 10.64% 0.486%
73 16.357 2185 2190 2195 rVB 509472 767747 47.26% 2.157%
74 16.550 2219 2223 2226 rBV 970192 1280695 78.83% 3.599%
75 16.897 2277 2282 2285 rBV 103061 168976 10.40% 0.475%

76 16.956 2289 2292 2298 rVB2 117319 180115 11.09% ©.506%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG022122\
Data File : BGO52436.D

Acqg On : 21 Feb 2022 14:15
Operator : CG/JU

Sample : N1600-01

Misc :

ALS vial : 8 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-BG020722.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
77 17.062 2306 2310 2315 rVB 112967 155895 9.60% 0.438%
78 17.126 2317 2321 2324 rBV3 87571 115037 7.08% 0.323%
79 17.349 2354 2359 2363 rBV 814270 1039871 64.01% 2.922%
80 17.402 2363 2368 2372 rW 295745 414143 25.49% 1.164%
81 17.620 2398 2405 2409 rBV 313872 537785 33.10% 1.511%
82 17.819 2436 2439 2446 rVB2 101800 162127 9.98% 0.456%
83 17.890 2447 2451 2456 rBV3 86018 155934 9.60% 0.438%
84 18.013 2468 2472 2478 rBvV4 72275 119353 7.35% 0.335%
85 18.090 2480 2485 2490 rVB 784574 977127 60.14%  2.746%
86 18.260 2511 2514 2521 rVB2 111125 168746 10.39% 0.474%
87 18.372 2530 2533 2541 rVB4 56279 146576  9.02% 0.412%
88 18.530 2557 2560 2566 rVB2 84233 116480 7.17% 0.327%
89 18.771 2597 2601 2606 rBV 634679 783058 48.20% 2.200%
90 19.229 2675 2679 2684 rVB 80928 110462 6.80% 0.310%
91 19.394 2702 2707 2722 rVB2 731676 1326651 81.66% 3.728%
92 19.969 2801 2805 2810 rVB 390533 454946 28.00% 1.278%
93 20.210 2841 2846 2853 rVB 1226959 1624658 100.00%  4.565%
94 20.498 2891 2895 2899 rVB 273219 302303 18.61% 0.849%
95 20.674 2922 2925 2935 rVB8 46083 109809 6.76% 0.309%
96 20.997 2976 2980 2984 rBV 145758 175418 10.80% 0.493%
97 21.526 3066 3070 3075 rVB 94587 136129 8.38% 0.383%
98 21.931 3133 3139 3146 rVB 300625 518226 31.90% 1.456%
99 25.397 3717 3729 3744 rVB2 193947 608649 37.46% 1.710%
100 26.649 3933 3942 3953 rVB5 40043 128028 7.88% 0.360%

Sum of corrected areas: 35588823

8270-BGO20722.M Tue Feb 22 13:10:44 2022 Pag 3



LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG022122\
Data File : BG@52436.D

Acqg On : 21 Feb 2022 14:15
Operator : CG/JU

Sample : N1600-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG020722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG052436.D\data.ms

1200000

1000000

12.456

800000

11.017

600000
5.753

400000

200000

O\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\FJ\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\

Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 1050 11.00 11.50 12.00 12.50 13.00

Abundance TIC: BG052436.D\data.ms

20.210

1200000 15.693 16.550
14.741

13.678 17.34

1000000 349 18.090

13.49 19.394

600000

14.330 14.

400000

2000001’

R T e o T

Time--> 13.50 14.00 14.50 15.00 1550 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: BG052436.D\data.ms

1200000
1000000
800000
600000

400000

200000 25.397

26.649

O‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\W

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

8270-BGO20722.M Tue Feb 22 13:10:45 2022 Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG022122\
Data File : BG@52436.D

Acqg On : 21 Feb 2022 14:15
Operator : CG/JU

Sample : N1600-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG020722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Decane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
7.833  20.47 ng 221814 1,4-Dichlorobenzene-d4 8.221

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane 142 C1OH22 000124-18-5 94
2 Undecane, 2,3-dimethyl- 184 C13H28 017312-77-5 78
3 Undecane 156 C1l1H24 001120-21-4 78
4 Decane, 2,3,6-trimethyl- 184 C13H28 062238-12-4 72
5 Dodecane, 2-methyl- 184 C13H28 001560-97-0 72
Abundance Scan 739 (7.833 min): BG052436.D\data.ms (-733) (-) m/z 57.10 100.00%
57.1
5000
85.2
39 ‘1 H | 1132 142 7.60 7.80 8.00 8.20
0 m_H“Um,mmu‘”w\w;_m‘u'm_m m/z 43.18  97.83%
m/z--> 20 40 60 80 100 120 140 160
Abundance #22068: Decane
43.0
5000
71.0 7.60 7.80 8.00 8.20
m/z 41.15 48.54%
O \\\-(‘)\“\‘\\“‘}\\ ’\\“\\‘1‘\\9\%‘.(\)\\‘\‘\\\]\.4‘%.(\)\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #59049: Undecane, 2,3-dimethyl-
43.0
PR
71.0 7.60 7.80 8.00 8.20
5000 m/z 71.10 44 .57%
99.0 140.0
o280 L B e
miz--> 20 40 60 80 100 120 140 160
Abundance #33078: Undecane “H“‘H,“H“m%A‘H
43.0 7.60 7.80 8.00 8.20
m/z 85.15 28.39%
5000 71.0
0 23.& L ) | %90 1270 1560
]

e L P e S

m/z--> 200 40 60 80 100 120 140 160 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG022122\
Data File : BG@52436.D

Acqg On : 21 Feb 2022 14:15
Operator : CG/JU

Sample : N1600-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG020722.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 Undecane

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
9.454 55.71 ng 603788 1,4-Dichlorobenzene-d4 8.221
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 90
2 Tetradecane 198 C14H30 000629-59-4 90
3 Hexadecane 226 C1l6H34 000544-76-3 83
4 Decane, 2,3,6-trimethyl- 184 C13H28 062238-12-4 78
5 Tridecane 184 C13H28 000629-50-5 78
Abundance Scan 1015 (9.454 min): BG052436.D\data.ms (-1010) (-) m/z 57.15 100.00%
57.1
5000
85.2
‘ H 113.2 156.3 9.20 9.40 9.60 9.80
Obrrerreeb i e 2232 1568wz 43.15  89.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33077: Undecane
57.0
5000 LB L I L I LR B
850 9.20 9.40 9.60 9.80
29.0 : m/z 71.15 52.11%
‘\ ‘ L | “ 1130  156.0
O\\\‘\\\\‘\\\\“\\H\‘\\\\“\\i‘\‘\‘\\\‘\\\}‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74006: Tetradecane
57.0
9.20 9.40 9.60 9.80
5000 m/z 41.15 47.28%
85.0
29.0
0 “ \ u‘\ \H\ I \\‘11§ 0\141 0 169.0 198 0
H“H‘w“‘,H“_‘H“H‘_“W‘H‘,H‘w“u,u“_‘u
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane S e e
57.0 9.20 9.40 9.60 9.80
m/z 85.15 28.94%
5000
85.0
29.0
0 “ ‘ i H‘ (113.0 141.0 169.0 197.0 226.0 /\M
“w“u“u“u“_“w“u“u“H“M“w“u“u“u“ e Y
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG022122\
Data File : BG@52436.D

Acqg On : 21 Feb 2022 14:15
Operator : CG/JU

Sample : N1600-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG020722.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 unknownl1©.459 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
10.459 26.43 ng 289890 Naphthalene-d8 11.064
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Silane, dichlorofluoromethyl- 132 CH3C12FSi 000420-58-6 35
2 Dodecane, 2-methyl- 184 C13H28 001560-97-0 35
3 Nonane, 5-butyl- 184 C13H28 017312-63-9 27
4 Undecane, 2-methyl- 170 C12H26 007045-71-8 27
5 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 25
Abundance Scan 1186 (10.459 min): BG052436.D\data.ms (-1179) (- m/z 43.15 100.00%
3.1
71.2 117.2
5000
T
Ll s 2 Mal] 55
0 el Pl 2 m/z 57.15  86.97%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16689: Silane, dichlorofluoromethyl-
117.0
5000 47.0 . —
10.50
970 m/z 71.15  59.21%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59038: Dodecane, 2-methyl-
43.0
—
10.50
5000 71.0 m/z 117.15 58.76%
o210 | L O 10 g
miz--> 20 40 60 80 100 120 140 160 180
Abundance #59031: Nonane, 5-butyl- : — 5J\A‘
43.0 71.0 10.50
m/z 41.15 48.05%
5000 126.0 W\AMW
0 e | ass0 1sag o
m/z--> 20 40 60 80 100 120 140 160 180 10.50
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 21 Feb 2022 14:15
: CG/JU
: N1600-01

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG022122\
BG052436.D

: 8 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG020722.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 4 Dodecane, 6-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.205 30.16 ng 330775 Naphthalene-d8 11.064
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 90
2 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 86
3 Dodecane, 6-methyl- 184 C13H28 006044-71-9 62
4 Sulfurous acid, butyl octyl ester 250 C12H2603S 1000309-17-5 59

5 Decane, 2

,6,8-trimethyl- 184 C13H28 062108-26-3 58

Abundance Scan 1313 (11.205 min): BG052436.D\data.ms (-1309) (-  m/z 57.15 100.00%
57.1

S -~
98.2 A 11.00 11.50
obreretle b Ly AALB 1692 2282 s 1 ey
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59061: Undecane, 3,6-dimethyl-
57.0
5000 = s
11.00 11.50
29.0 m/z 71.15 48.23%
" ‘ ‘ 85.0 113.0 155.0
O\\‘\‘\\\“‘\\\‘\“\\‘M\‘W\\\H‘\\‘\‘\‘\\\\‘\\\‘\;\\\]\-?\4.\.\0\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59076: Undecane, 2,6-dimethyl-
57.0
P -~
11.00 11.50
5000 m/z 41.15 30.76%
29.0‘ 98.0
Obre b it 1420 1800
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59041: Dodecane, 6-methyl- T —
57.0 11.00 11.50
m/z 56.15 13.49%
5000
290‘ 98.0
Ot e 24001840 ~ Al
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG022122\
Data File : BG@52436.D

Acqg On : 21 Feb 2022 14:15
Operator : CG/JU

Sample : N1600-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG020722.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 wunknownll.763

Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
11.763  29.37 ng 322103 Naphthalene-d8 11.064
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, undecyl- 238 C17H34 054105-66-7 38
2 Cyclohexane, octyl- 196 C14H28 001795-15-9 38
3 Cyclohexane, (4-methylpentyl)- 168 C12H24 061142-20-9 38
4 3-Cyclohexyl-1-chloropropane 160 C9H17C1 001124-62-5 38
5 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 35

Abundance Scan 1408 (11.763 min): BG052436.D\data.ms (-1403) (-
3.2

m/z 83.15 100.00%

55.1
5000 120.2
— —
145.2 180.2 11.50 12.00
0 m/z 55.15 70.65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #121344: Cyclohexane, undecyl-
83.0
55.0
5000 — —
11.50 12.00
m/z 57.15 61.73%
290
0 ‘ I b o sa0 238.C
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #71754: Cyclohexane, octyl-
3.0
7 ]
11.50 12.00
5000 55.0 m/z 41.15 60.59%
0.2900 | | 112013001650 1960
e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #43577: Cyclohexane, (4-methylpentyl)- 7 —
3.0 11.50 12.00
55.0 m/z 82.15 59.12%
5000
0 290‘ \\h h \‘ 125.0 16\80
e e e —— ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.50 12.00

8270-BGO20722.M Tue Feb 22 13:10:49 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG022122\
Data File : BG@52436.D

Acqg On : 21 Feb 2022 14:15
Operator : CG/JU

Sample : N1600-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG020722.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknownll.886

Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
11.886 23.28 ng 255380 Naphthalene-d8 11.064
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Carbonic acid, decyl nonyl ester 328 C20H4003

2 Dodecane, 4-methyl- 184 C13H28
3 Pentane, 2,3,3-trimethyl- 114 C8H18

4 Benzeneethanol, 4-amino- 137 C8H11NO
5 9-methylheptadecane 254 C18H38

Abundance Scan 1429 (11.886 min): BG052436.D\data.ms (-1424) (-

1000383-15-8 43
006117-97-1 30
000560-21-4 22
000104-10-9 18
026741-18-4 18

m/z 105.15 100.00%

43.1 71.2 105.2
5000 162.2 VVJ\A/\/\
1150 12,00
[ T e ' |
[ m/z 43.15 94.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #234667: Carbonic acid, decyl nonyl ester
71.0
43.0
5000 = —
11.50 12.00
m/z 71.15 92.94%
ol Iy 157.0 189.0 243.(
\\\‘\\\\ T ‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59040: Dodecane, 4-methyl-
43.0 710
- e
11.50 12.00
5000 m/z 106.15  83.96%
99.0 141.0
o150l L L, o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 ij\ WA”A
Abundance #8661: Pentane, 2,3,3-trimethyl- ‘/‘\ e
43.0 11.50 12.00
m/z 57.15 77.90%
5000
71.0
TEREEY
om_m‘:m_HWHww‘w‘w‘wwwm‘ww L -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.50 12.00

8270-BGO20722.M Tue Feb 22 13:10:50 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG022122\
Data File : BG@52436.D

Acqg On : 21 Feb 2022 14:15
Operator : CG/JU

Sample : N1600-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG020722.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 1H-Indene, 2,3-dihydro-4,7-... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.963 30.31 ng 332420 Naphthalene-d8 11.064
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 80
2 1H-Indene, 2,3-dihydro-4,6-dimet... 146 C11H14 001685-82-1 38
3 Naphthalene, 1,2,3,4-tetrahydro-... 146 Cl11H14 001559-81-5 38
4 1H-Indene, 2,3-dihydro-5,6-dimet... 146 C11H14 001075-22-5 38
5 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 38

Abundance Scan 1442 (11.963 min): BG052436.D\data.ms (-1436) (- m/z 57.15 100.00%
57.1

131.2
5000 85.2
‘506
| 1111 165.2 12. .
0 bl m/z 43.15 98.81%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25033: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
5000 T
12.00
m/z 131.15 62.93%
270 510 91.0
O T \‘\ ‘ \“\ T \"‘\ \“;‘\ “}‘7\]_‘\-\ ‘ T f‘\ T ‘J\"]\-J\-l!p‘ \M T [ \“\ T ‘ TT 1T ‘ T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25030: 1H-Indene, 2,3-dihydro-4,6-dimethyl-
o f\,j\/\
P e
12.00
5000 m/z 71.15 62.38%
39.0 91.0
63.0
SELL TS SN V11
miz--> 20 40 60 80 100 120 140 160 180
Abundance  #25052: Naphthalene, 1,2,3,4-tetrahydro-1-methyl- FOE
131.0 12.00
m/z 41.15 58.65%
5000
91.0
39.0 3.0
o250 0 by L
m/z--> 20 40 60 80 100 120 140 160 180 12.00

8270-BGO20722.M Tue Feb 22 13:10:51 2022 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG022122\
Data File : BG@52436.D

Acqg On : 21 Feb 2022 14:15
Operator : CG/JU

Sample : N1600-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG020722.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Dodecane, 2,6,11-trimethyl-

Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
12.062 31.87 ng 349527 Naphthalene-d8 11.064
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 90
2 Undecane, 6-ethyl- 184 C13H28 017312-60-6 72
3 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 72
4 Decane, 2-methyl- 156 C1l1H24 006975-98-0 64
5 Nonane, 3-methyl- 142 C1eH22 005911-04-6 59

Abundance Scan 1459 (12.062 min): BG052436.D\data.ms (-1454) (-  m/z 57.15 100.00%
57.1
85.2 T T
113.1 1553 12.00
oWHJ‘MH“_M“l‘m‘_HM_““““_?‘7‘5‘9””” m/z 71.15  69.29%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90208: Dodecane, 2,6,11-trimethyl-
57.0
5000 AR :
12.00
85.0 . .07%
29.0 m/z 43.15 54.07%
ol Iy ‘ 1130 1410 169.0 197.0
\‘\\\\‘\\\‘\\\\‘1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

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

i

Abundance #59036: Undecane, 6-ethyl-
57.0
12.00
5000 ITI/Z 41.15 35.80%
29.0 85.0 1120
‘ ‘ ‘ ‘ 154.0
oot b 1330 | 1840
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90204: Dodecane, 2,7,10-trimethyl- ——
57.0 12.00
m/z 56.15 23.27%
5000
290 85.0
I O P T =T ML
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00

8270-BGO20722.M Tue Feb 22 13:10:52 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG022122\
Data File : BG@52436.D

Acqg On : 21 Feb 2022 14:15
Operator : CG/JU

Sample : N1600-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG020722.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.245 29.06 ng 318768 Naphthalene-d8 11.064
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 95
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 94
3 Benzene, (1-ethyl-2-propenyl)- 146 C1l1H14 019947-22-9 87
4 1H-Inden-1-one, 2,3-dihydro-2-me... 146 C10H100 017496-14-9 64
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 55

Abundance Scan 1490 (12.245 min): BG052436.D\data.ms (-1484) (-  m/z 131.15 100.00%
1

iy

12.00 12.50

5000

o} m/z 118.15 83.28%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #25041: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0

5000

P SR
12.00 12.50
m/z 146.10  66.46%

O' ‘\‘“!\“\“\\\’\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #25051: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0 /\
b v
12.00 12.50
m/z 117.10 44.16%
5000 105.0
39.0 77.0 ‘
SR NUNSI I 1 I —
miz--> 20 40 60 80 100 120 140 160 180
Abundance #25002: Benzene, (1-ethyl-2-propenyl)- \fJNMﬁ ‘ —
118.0 12.00 12.50
m/z 115.15 35.25%
5000 91.0
51.0 146.0
27.0 ‘ ‘
0 ‘H“Wi‘h“ ! W‘M“W“ [ M Cpe P
m/z--> 20 40 60 80 100 120 140 160 180 12.00 12.50

8270-BGO20722.M Tue Feb 22 13:10:52 2022 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG022122\
Data File : BG@52436.D

Acqg On : 21 Feb 2022 14:15
Operator : CG/JU

Sample : N1600-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG020722.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 Tridecane

Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
12.456 110.57 ng 1212840  Naphthalene-d8 11.064
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 91
2 Hexadecane 226 C1l6H34 000544-76-3 87
3 Tetradecane 198 C14H30 000629-59-4 80
4 Undecane, 2,3-dimethyl- 184 C13H28 017312-77-5 80
5 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 76

Abundance Scan 1526 (12.456 min): BG052436.D\data.ms (-1518) (-
57.1

5000
85.2
0 “\ “\ “\ A \1132 1451 184.3
e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59025: Tridecane
57.0
5000
29.0 85.0
“ H\ \“ \\‘ \\11\3'0‘141'0 184.0
O\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\i\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

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

Abundance #107218: Hexadecane
57.0
5000
85.0
29.0
0 \ ‘ | M‘ 113.0 141.0 169.0 197.0 226.0
e e e e e e e

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

m/z 57.15 100.00%

-

12.50
m/z 43.15 81.47%

g

12.50
m/z 71.15 59.38%

-

12.50
m/z 41.15 44.11%

&

Abundance #74005: Tetradecane
57.0 12.50
m/z 85.15 35.46%
5000 85.0
29.0
0HW““““HH_“‘m!m““‘1‘11‘37?“1‘%‘1‘9&‘699“1??9”“”‘ JAON
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.50

8270-BGO20722.M Tue Feb 22 13:10:53 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG022122\
Data File : BG@52436.D

Acqg On : 21 Feb 2022 14:15
Operator : CG/JU

Sample : N1600-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG020722.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 11 Tetradecane

Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
13.678 59.87 ng 1357220  Acenaphthene-d10 14.870
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 94
2 Hexadecane 226 C1l6H34 000544-76-3 91
3 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 90
4 Nonadecane 268 C19H40 000629-92-5 90
5 Decane, 2,4,6-trimethyl- 184 C13H28 062108-27-4 86

Abundance Scan 1734 (13.678 min): BG052436.D\data.ms (-1728) (-
57.1

m/z 57.15 100.00%

== o
13.50 14.00
113.1
om_H‘W‘UWHM‘Uum‘_m_Hl““l‘%}?gﬁ”l??f’”_m m/z 43.15  79.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74004: Tetradecane
57.0
5000 = =
85.0 13.50 14.00
29.0 m/z 71.15 63.10%
11
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107220: Hexadecane
57.0
== =
13.50 14.00
5000 85.0 ITI/Z 41.15 45.11%
29.0
o by 1180 1410 1690 17,0 2260
H“H‘w“‘,H“_‘H“H‘_“W‘H‘,H‘w“u,u“_‘u
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59088: Decane, 2,3,5-trimethyl- T —
57.0 13.50 14.00
m/z 85.15 37.83%
5000 85.0
29.0 141.0
obrrre il ke g1180 | 1600 U
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.50 14.00

8270-BGO20722.M Tue Feb 22 13:10:54 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG022122\
Data File : BG@52436.D

Acqg On : 21 Feb 2022 14:15
Operator : CG/JU

Sample : N1600-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG020722.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 12 Tritetracontane

Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
14.330 20.54 ng 465726  Acenaphthene-d10 14.870
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tritetracontane 605 C43H88 007098-21-7 80
2 Decane, 2-methyl- 156 C11H24 006975-98-0 64
3 Tetradecane 198 C14H30 000629-59-4 64
4 Decane, 5-propyl- 184 C13H28 017312-62-8 62
5 Pentadecane 212 C15H32 000629-62-9 59

Abundance Scan 1845 (14.330 min): BG052436.D\data.ms (-1842) (-
57.1

5000

141.2
’ i [ L211-3

O e b kb 25 e e e
miz—-> 0 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #346740: Tritetracontane
57.0
5000
ol ‘ 1 J27:0197.0267.0337.0  463.0 533.0 604.
‘HH‘\\H‘\HY[\!H‘WHY‘HF\‘WH\[HT!‘\H\‘\H\‘\H\‘\H\‘H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #33088: Decane, 2-methyl-
43.0
5000
‘ 13.0
Ol b e et e e e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

m/z 57.15 100.00%

-

= T
14.00 14.50
m/z 71.15 91.33%

.

= T
14.00 14.50
m/z 43.15 74.84%

.

= T
14.00 14.50
m/z 85.15 42.71%

.

Abundance #74004: Tetradecane T s
57.0 14.00 14.50
m/z 41.15 29.96%
5000
|||} 127.0198.0
Ol e e e e
R A A AN A A LA AR AR A RARRE SRR

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

8270-BGO20722.M Tue Feb 22 13:10:54 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG022122\
Data File : BG@52436.D

Acqg On : 21 Feb 2022 14:15
Operator : CG/JU

Sample : N1600-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG020722.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 13 Octacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.741 58.42 ng 1324330  Acenaphthene-d10 14.870
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 90
2 Hexadecane 226 C1l6H34 000544-76-3 90
3 Tetradecane 198 C14H30 000629-59-4 90
4 Octacosane 394 (C28H58 000630-02-4 78
5 Decane, 3-bromo- 220 C10H21Br 030571-71-2 72
Abundance Scan 1915 (14.741 min): BG052436.D\data.ms (-1911) (-  m/z 57.15 100.00%
57.1
- i JWL
1450 1500
113.2 : ’
Ot mh“ AT, 4521003 | 2128 s 43015 77.92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59029: Tridecane
57.0
5000 S R
85.0 14.50 15.00
29.0 m/z 71.15 62.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107217: Hexadecane
57.0
N ==
14.50 15.00
5000 m/z 41.15 42.22%
85.0
29.0
0 ‘\‘ \‘\ M\ H\ e ll\\3'0‘14‘1'0 169.0 226.0
R B e B L am e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74005: Tetradecane ‘ 7
57.0 14.50 15.00
m/z 85.15 40.26%
5000 85.0
29.0
0 “ \‘\ H\ “\ \‘\ \\‘ llH30H 14”10 1690 19\80
rrrrrer e et e e e e e e ol Py
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.50 15.00

8270-BGO20722.M Tue Feb 22 13:10:55 2022 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG022122\
Data File : BG@52436.D

Acqg On : 21 Feb 2022 14:15
Operator : CG/JU

Sample : N1600-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG020722.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 14 Hexadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.693 57.41 ng 1301550  Acenaphthene-d10 14.870
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 97
2 Heptadecane 240 C17H36 000629-78-7 90
3 Nonadecane 268 C19H40 000629-92-5 90
4 Pentadecane, 7-methyl- 226 Cl16H34 006165-40-8 81
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 80

Abundance Scan 2077 (15.693 min): BG052436.D\data.ms (-2072) (-  m/z 57.15 100.00%
57.1

. e VVJ\AﬂAJAﬁmuv\}\d
| 1550 16,00
113.2141 2 ' :
oW_W"1‘_‘”3‘“m‘wwwW‘1‘?‘2“‘3‘_"2‘59‘3_”‘_”‘ m/z 43.15  78.85%
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #107219: Hexadecane
57.0
5000 85.0 T T
15.50 16.00
m/z 71.15 69.68%
29.0 .
O\\\\‘\‘\‘\\‘M\\!‘\\Hl\[U‘\\\“‘\\‘U\‘\H\l\?i‘]\.\(\)‘\].‘??\?%\91\9\2\‘2\?\(\)‘HH‘H\\
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #123961: Heptadecane
57.0
—= =
15.50 16.00
5000 m/z 85.15 43.33%
85.0
29.0
oL o0 a0
e MO I A i/t
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #158600: Nonadecane 0 =
57.0 15.50 16.00
m/z 41.15 42.52%
5000 85.0
29.0
ob il h |, t130141.0169.0107.0 268.(
A N RRER s —— —
m/z--> 20 40 60 80 100120140160 180200220240260 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG022122\
Data File : BG@52436.D

Acqg On : 21 Feb 2022 14:15
Operator : CG/JU

Sample : N1600-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG020722.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 15 Undecane, 3,6-dimethyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

16.098 26.85 ng 608714  Acenaphthene-di10 14.870
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 87
2 Undecane, 3,5-dimethyl- 184 C13H28 017312-81-1 81
3 Octacosane 394 C28H58 000630-02-4 72
4 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 72
5 Hexadecane, 7-methyl- 240 C17H36 026730-20-1 64

Abundance Scan 2146 (16.098 min): BG052436.D\data.ms (-2138) (- m/z 57.15 100.00%
57.1

5000

-

=S
9.2 16.00 16.50
169.2
‘ w“‘ F i 2 m/z 71.15 54.28%

m/z--> 50 100 150 200 250 300 350
Abundance #59061: Undecane, 3,6-dimethyl-
57.0

5000 1
16.00 16.50
m/z 43.15 53.80%

| ‘ || 11301550
O \‘\ ‘\“ T ‘\‘ \“\ h‘ \“\ T “\ T ‘ T T ‘ L ‘ L ‘ L
m/z--> 50 100 150 200 250 300 350
Abundance #59062: Undecane, 3,5-dimethyl-

57.0

T
16.00 16.50

o

5000 ITI/Z 41.15 29.62%
B0 o
O it N
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane 7 ‘
57.0 16.00 16.50
m/z 85.15  25.43%
5000
9.0
of b [ 141018302050 2810 337.0 304,
P e A e e e e e e :
m/z--> 50 100 150 200 250 300 350 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG022122\
Data File : BG@52436.D

Acqg On : 21 Feb 2022 14:15
Operator : CG/JU

Sample : N1600-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG020722.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 16 Heptadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

16.550 47.63 ng 1280700  Phenanthrene-d10 17.620
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 97
2 Nonadecane 268 C19H40 000629-92-5 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Undecane, 5-ethyl-5-propyl- 226 Cl6H34 002755-07-9 90
5 Tridecane, 1-iodo- 310 C13H271 035599-77-0 86

Abundance Scan 2223 (16.550 min): BG052436.D\data.ms (-2219) (-  m/z 57.15 100.00%
57.1

- /\vva\%ﬁ\xMuxﬁvbw
U \
h 1411 1832 2403 1650
ol d b o “‘ ‘ 832 2403 m/z 43.15  77.12%
miz--> 50 100 150 200 250
Abundance #123958: Heptadecane
57.0
5000 — T
16.50
m/z 71.15 69.39%
99.
O \2\61\0‘!““ ‘ H‘ H‘ H‘ \ \1\4}‘()‘\ %8\3\0‘ T \2\4(\)?\ T T T
m/z--> 50 100 150 200 250
Abundance #158598: Nonadecane
57.0
=T ‘
16.50
5000 m/z 85.15 44 .,24%
99.0
ol dh iy, 1410 se30 2680
m/z--> 50 100 150 200 250
Abundance #194590: Heneicosane T I
57.0 16.50
m/z 41.15 40.55%
5000
‘ 99.0
41.0
obzsiol | |11 | 10 1530 a0 o6 )
m/z--> 50 100 150 200 250 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG022122\
Data File : BG@52436.D

Acqg On : 21 Feb 2022 14:15
Operator : CG/JU

Sample : N1600-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG020722.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 17 Octadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.349 38.67 ng 1039870  Phenanthrene-d10 17.620
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 97
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 91
4 Pentadecane 212 C15H32 000629-62-9 90
5 Heptacosane 380 C27H56 000593-49-7 90

Abundance Scan 2359 (17.349 min): BG052436.D\data.ms (-2354) (-  m/z 57.15 100.00%
57.1

- J“AAAJLAVNAA\\WA/waA
— —
99.1 1412 17.00 17.50
ob— b by |, 1412 1073 2843 m/z 43.15  74.79%
miz--> 50 100 150 200 250 300
Abundance #141058: Octadecane
57.0
5000 — e
17.00 17.50
99.0 m/z 71.15 69.43%
(Ll 1410 g0 20
O T ‘\ T ‘ ‘ “ “‘ “ \ T \ } "\ ‘\ \ T " L ’ L ‘ T
miz--> 50 100 150 200 250 300
Abundance #194590: Heneicosane
57.0
— —
17.00 17.50
5000 m/z 85.15  44.26%
‘ 99.0
41.0
ool UL L 1407 s zzmo s
miz--> 100 150 200 250 300
Abundance #211086: Tridecane, 1-iodo- — —
57.0 17.00 17.50
m/z 41.15 37.02%
- /VNAAﬁ«NNJh&wMJJw«AA
990 183.0
oo d L e 17w MW
m/z--> 50 100 150 200 250 300 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG022122\
Data File : BG@52436.D

Acqg On : 21 Feb 2022 14:15
Operator : CG/JU

Sample : N1600-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG020722.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 18 Nonadecane

Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
18.090 36.34 ng 977127  Phenanthrene-d1e 17.620
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptadecane 240 C17H36 000629-78-7 90
4 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 86
5 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 86

Abundance Scan 2485 (18.090 min): BG052436.D\data.ms (-2480) (-
57.1

m/z 57.15 100.00%

o ML/L
T \
| 99.2 1412 18.00
ol d g 1412 1833 2052 2684 .. 4315 75.76%
m/z--> 50 100 150 200 250
Abundance #158600: Nonadecane
57.0
5000 ——
18.00
m/z 71.15 71.65%
99.0
0 | \‘\ Ml ‘H\ L H‘ Il 1410 183.0 268.0
T T T T ‘ T T T T ‘ T T \ \ ‘ T T T T ‘ T T T T ‘ T T T T ’
m/z--> 50 100 150 200 250
Abundance #194590: Heneicosane
57.0
T \
18.00
5000 m/z 85.15 47.82%
‘ 99.0
41.0
obzsiol || 11| | 140 1830 220 296
m/z--> 50 100 150 200 250
Abundance #123960: Heptadecane T
57.0 18.00
m/z 41.15 38.91%
5000
99.0
o250/ | | |1 ) 1410 1830 200
el “‘ R e e O R ——
m/z--> 50 100 150 200 250 18.00

8270-BGO20722.M Tue Feb 22 13:10:59 2022

Page:

22



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG022122\
Data File : BG@52436.D

Acqg On : 21 Feb 2022 14:15
Operator : CG/JU

Sample : N1600-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG020722.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 19 Eicosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
18.771  29.12 ng 783058  Phenanthrene-di10 17.620
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Dodecane, 2-methyl-6-propyl- 226 C16H34 055045-08-4 93
3 Nonadecane 268 C19H40 000629-92-5 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 2-Bromo dodecane 248 C12H25Br 013187-99-0 90

Abundance Scan 2601 (18.771 min): BG052436.D\data.ms (-2597) (- m/z 57.15 100.00%
57.1

2

5000
h | 99.2 1413 1832 18.50 19.00
ol A g 14131832 22532533282 ., 43,15  74.83%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #176384: Eicosane
57.0
5000 - —
18.50 19.00
99.0 m/z 71.15 68.77%
’HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH’HH’H\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0
F o
18.50 19.00
5000 ITI/Z 85.15 45.96%
99.0 140.0
I I e N TR
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #158600: Nonadecane 1 —
57.0 18.50 19.00
m/z 41.15 35.88%
B MALA
90
027\}0 ‘\ h H\ I u | \14101690 268.0
e A e e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG022122\
Data File : BG@52436.D

Acqg On : 21 Feb 2022 14:15
Operator : CG/JU

Sample : N1600-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG020722.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 20 Heneicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

19.394 49.34 ng 1326650  Phenanthrene-d10 17.620
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Hexadecane 226 C1l6H34 000544-76-3 93
3 Heneicosane 296 C21H44 000629-94-7 91
4 Hexacosane 366 C26H54 000630-01-3 70
5 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 64

Abundance Scan 2707 (19.394 min): BG052436.D\data.ms (-2702) (- m/z 57.15 100.00%

57.1
5000
— —
19.00 19.50
27.3 2062 /
[ uw‘“‘ JLELS peal PO0F 26232044 . 43 s 77.46%
m/z--> 50 100 150 200 250
Abundance #176384: Eicosane
57.0
5000 — —
19.00 19.50
99.0 m/z 71.15 69.80%
ol2sol || L1 | 19 3550 50 2620
m/z--> 50 100 150 200 250
Abundance #107217: Hexadecane
57.0
— ——
19.00 19.50
5000 m/z 41.15 49.72%
0 Zqo\‘ “‘\ H\ \\\930\\ ‘14'10 183.0 226.0
il A
m/z--> 50 100 150 200 250
Abundance #194589: Heneicosane “ 7
57.0 19.00 19.50
m/z 85.15 45.10%
- wvwaAAn%Awwmmﬂwwu
296.(
g ||| 20 ame mso B sl
m/z--> 50 100 150 200 250 19.00 19.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG022122\
Data File : BGO@52436.D

Acqg On : 21 Feb 2022 14:15
Operator : CG/JU

Sample : N1600-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG020722.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|
Decane 7.833 20.5 ng 221814 1  8.221 216762 20.0
Undecane 9.454 55.7 ng 603788 1 8.221 216762 20.0
unknown10.459 10.459 26.4 ng 2898990 2 11.064 219371 20.0
Dodecane, 6-met... 11.205 30.2 ng 330775 2 11.064 219371 20.0
unknown11.763 11.763 29.4 ng 322103 2 11.064 219371 20.0
unknownl11.886 11.886 23.3 ng 255380 2 11.064 219371 20.0
1H-Indene, 2,3-... 11.963 30.3 ng 332420 2 11.064 219371 20.0
Dodecane, 2,6,1... 12.062 31.9 ng 349527 2 11.064 219371 20.0
Naphthalene, 1,... 12.245 29.1 ng 318768 2 11.064 219371 20.0
Tridecane 12.456 110.6 ng 1212840 2 11.064 219371 20.0
Tetradecane 13.678 59.9 ng 1357220 3 14.870 453399 20.0
Tritetracontane 14.330 20.5 ng 465726 3 14.870 453399 20.0
Octacosane 14.741 58.4 ng 1324330 3 14.870 453399 20.0
Hexadecane 15.693 57.4 ng 1301550 3 14.870 453399 20.0
Undecane, 3,6-d... 16.098 26.9 ng 608714 3 14.870 453399 20.0
Heptadecane 16.550 47.6 ng 1280700 4 17.620 537785 20.0
Octadecane 17.349 38.7 ng 1039870 4 17.620 537785 20.0
Nonadecane 18.090 36.3 ng 977127 4 17.620 537785 20.0
Eicosane 18.771 29.1 ng 783058 4 17.620 537785 20.0
Heneicosane 19.394 49.3 ng 1326650 4 17.620 537785 20.0
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