LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42322\
Data File : BG@53292.D

Acqg On : 23 Apr 2022 14:26
Operator : CG/JU

Sample : N2514-07

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-BG040822.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BG@53292.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.673 383 389 397 rBV 642403 1062849 47.32% 5.090%
2 6.119 460 465 471 rVB4 15631 29168 1.30% 0.140%
3 6.372 501 508 515 rBV6 17742 43737 1.95% 0.209%
4 6.654 552 556 562 rVB 31282 44065 1.96% 0.211%
5 6.742 567 571 583 rVB6 31909 88612 3.95% 0.424%
6 7.089 626 630 636 rVB3 30500 50856 2.26% 0.244%
7 7.271 653 661 676 rVB 669082 1258862 56.05% 6.028%
8 7.594 712 716 725 rVB4 15060 30154 1.34% 0.144%
9 8.011 781 787 795 rBV1e 11111 36803 1.64% 0.176%
10 8.105 795 803 809 rVB2 117590 267410 11.91% 1.281%
11 8.293 830 835 840 rBV5 19359 30693 1.37% 0.147%
12 8.399 849 853 860 rvB3 32198 58028 2.58% 0.278%
13 8.457 860 863 870 rVB5 12087 27205 1.21% 0.130%
14 8.639 884 894 896 rBv4 25481 54629 2.43% 0.262%
15 8.763 908 915 920 rBV7 27685 71959  3.20% 0.345%
16 8.874 927 934 937 rBv3 22535 40197 1.79% 0.192%
17 8.951 942 947 952 rBV3 20474 33716 1.50% 0.161%
18 9.221 982 993 995 rBV5 59275 129643 5.77% 0.621%
19 9.268 995 1001 1009 rVB 415432 745044 33.17% 3.568%
20 9.427 1023 1028 1031 rBvV3 23715 40983 1.82% 0.196%
21  9.468 1033 1035 1043 rVB8 31621 54857 2.44% 0.263%
22 9.591 1050 1056 1062 rVB7 22306 44194 1.97% 0.212%
23 9.691 1068 1073 1078 rVB6 22985 38693 1.72% 0.185%
24 9.750 1078 1083 1088 rBv4 34928 62660 2.79% 0.300%
25 9.838 1095 1098 1103 rVB3 20003 27435 1.22% 0.131%
26 9.996 1117 1125 1129 rBvVS8 24335 57994 2.58% 0.278%
27 10.043 1129 1133 1138 rVB2 49391 75512  3.36% 0.362%
28 10.102 1138 1143 1149 rBV7 47156 94252  4.20% 0.451%
29 10.167 1149 1154 1157 rBV2 27329 50839 2.26% 0.243%
30 10.255 1163 1169 1175 rBV7 29084 61882 2.76% 0.296%
31 10.325 1175 1181 1187 rBV4 73979 156959 6.99% 0.752%
32 10.496 1205 1210 1219 rVBS 27443 57215 2.55% 0.274%
33 10.778 1254 1258 1260 rBV4 20347 32839 1.46% 0.157%
34 10.807 1260 1263 1271 rVW7 26212 53798 2.40% 0.258%
35 10.919 1271 1282 1291 rVV 149040 440430 19.61% 2.109%
36 11.030 1298 1301 1303 rBV3 30177 41225 1.84% 0.197%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42322\
Data File : BG@53292.D

Acqg On : 23 Apr 2022 14:26
Operator : CG/JU

Sample : N2514-07

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-BG040822.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 11.071 1304 1308 1314 rVB 133537 208315 9.28% ©.998%

38 11.136 1314 1319 1326 rBV7 40183 93072 4.14% 0.446%
39 11.289 1341 1345 1349 rBV6 20004 36091 1.61% 0.173%
40 11.412 1362 1366 1372 rVBS5 44647 80372 3.58% ©.385%
41 11.483 1372 1378 1384 rBV1e 17651 49812 2.22% ©.239%
42 11.541 1384 1388 1391 rBV6 15830 30856 1.37% 0.148%
43 11.583 1391 1395 1396 rVwv3 36750 49475 2.20% 0.237%
44 11.618 1397 1401 1408 rVV6 95137 211275 9.41% 1.012%
45 11.682 1408 1412 1418 rVV8 30113 63613 2.83% ©0.305%
46 11.747 1418 1423 1430 rVvv4 59031 113727 5.06% ©.545%
47 11.829 1432 1437 1443 rVB7 64893 138776 6.18% ©.665%
48 11.935 1450 1455 1459 rBV 157682 245604 10.94% 1.176%
49 11.970 1459 1461 1464 rVV3 50240 60814 2.71% 0.291%
50 12.023 1466 1470 1476 rVB5 64764 115315 5.13% ©.552%
51 12.105 1481 1484 1491 rVB8 41152 77652 3.46% ©.372%
52 12.199 1492 1500 1504 rBV6 57662 119243 5.31% 0.571%
53 12.540 1552 1558 1571 rVB6 87126 278433 12.40%  1.333%
54 12.652 1572 1577 1581 rBV7 29122 66244  2.95% 0.317%
55 12.951 1623 1628 1632 rBV5 55715 100685 4.48% 0.482%
56 13.010 1635 1638 1643 rVB2 65326 104751 4.66% 0.502%
57 13.186 1665 1668 1670 rBV2 27146 31937 1.42% ©.153%
58 13.269 1677 1682 1688 rVB 274568 416718 18.55%  1.996%
59 13.357 1689 1697 1703 rVB 1101316 1741255 77.53% 8.338%
60 13.533 1723 1727 1732 rBV5 70031 160770 7.16% 0.770%
61 14.056 1812 1816 1821 rBV2 80543 143348 6.38% 0.686%
62 14.109 1822 1825 1830 rVB4 88591 133805 5.96% 0.641%
63 14.161 1830 1834 1838 rBV2 124196 224122 9.98% 1.073%
64 14.208 1838 1842 1846 rVB 384287 528594 23.54%  2.531%
65 14.414 1875 1877 1881 rVB5 39986 45760 2.04% ©0.219%
66 14.567 1898 1903 1908 rVB3 197052 313987 13.98%  1.504%
67 14.696 1921 1925 1927 rBV3 132675 203145 9.05% ©.973%
68 14.731 1928 1931 1938 rVB2 265991 414309 18.45%  1.984%
69 14.819 1943 1946 1950 rBv4 62427 88255 3.93% 0.423%
70 15.119 1994 1997 2003 rVB4 123153 189898 8.46%  0.909%
71 15.248 2014 2019 2024 rVB3 143422 240786 10.72% 1.153%
72 15.348 2032 2036 2041 rBv4 99671 185613 8.26%  0.889%
73 15.524 2062 2066 2074 rVB6 177067 329076 14.65% 1.576%
74 15.765 2104 2107 2111 rBV3 70580 138268 6.16% ©0.662%
75 15.977 2138 2143 2149 rVB 453754 726516 32.35%  3.479%
76 16.188 2176 2179 2180 rBV 117132 126716 5.64% 0.607%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42322\
Data File : BG@53292.D

Acqg On : 23 Apr 2022 14:26
Operator : CG/JU

Sample : N2514-07

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-BG040822.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

77 16.217 2180 2184 2190 rVB 734231 1127600 50.21% 5.400%
78 16.452 2219 2224 2230 rBV 908666 1375229 61.23% 6.586%
79 17.275 2360 2364 2370 rVB 653478 940891 41.89%  4.506%
80 17.475 2394 2398 2403 rBV2 321493 609266 27.13%  2.918%
81 17.886 2464 2468 2472 rBV 323791 461221 20.54% 2.209%
82 20.083 2838 2842 2847 rVB 1683790 2245915 100.00% 10.755%

Sum of corrected areas: 20882522
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42322\
Data File : BG@53292.D

Acqg On : 23 Apr 2022 14:26
Operator : CG/JU

Sample : N2514-07

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG053292.D\data.ms
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Abundance TIC: BG053292.D\data.ms
20.p83
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Abundance TIC: BG053292.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42322\
Data File : BG@53292.D

Acqg On : 23 Apr 2022 14:26
Operator : CG/JU

Sample : N2514-07

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.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 Cyclohexane, propyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
6.742 6.63 ng 88612 1,4-Dichlorobenzene-d4 8.105

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, propyl- 126 C9H18 001678-92-8 72
2 Cyclohexane, 2-propenyl- 124 COH16 002114-42-3 64
3 Cyclopentane, 1l-ethyl-1-methyl- 112 C8H16 016747-50-5 53
4 2-Pentene, 4,4-dimethyl- 98 C7H14 026232-98-4 47
5 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 43
Abundance Scan 571 (6.742 min): BG053292.D\data.ms (-567) (-) m/z 55.15 100.00%
55.1 83.2
5000 41.1
69.2 LN L S
‘H ‘ H 97‘-2 126.2 6.40 6.60 6.80 7.00
O errprrreeerrrertlelle M L wiz 8315 89.89%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13200: Cyclohexane, propyl-
55.0 83.0
5000
41.0 6.40 6.60 6.80 7.00
m/z 82.15 52.04%
27.0 69.0 126.0 /
O \H’HH‘\HH‘HH“UH\‘\‘1\\‘\\\?’\\\\‘\1H‘?Z\.‘()\H]_\]‘-\z\.\()\’\\\\’\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #12178: Cyclohexane, 2-propenyl-
55.0 83.0
21.0 6.40 6.60 6.80 7.00 ;
5000 m/z 41.15 46.90%
27.0
o130 I 0 | | 00
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7665: Cyclopentane, 1-ethyl-1-methyl- “MH“H“H“‘H“_“W‘
56.0 83.0 6.40 6.60 6.80 7.00
' m/z 67.15  23.32%
5000 41.0
27.0
97.0
0 m,mWwH_m‘MwHH,MW!H_HMHH%F?,W,M
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42322\
Data File : BG@53292.D

Acqg On : 23 Apr 2022 14:26
Operator : CG/JU

Sample : N2514-07

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.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 unknownl1®.325 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
10.325 7.13 ng 156959 Naphthalene-d8 10.919
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 46
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 42
3 Benzene, 1-ethyl-2,3-dimethyl- 134 C1eH14 000933-98-2 42
4 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 42
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 41
Abundance Scan 1181 (10 325 min): BG053292.D\data.ms (-1175) (-  m/z 119.15 100.00%
119.2
M)
85.2 LA S *j
h 1 H | 1523 220 10.00 10.50
0 WH‘_"‘,‘w‘:“ww‘uwum‘”m S 20T m/z 57.15 99.29%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #16998: o-Cymene
119.0
5000 — ——
10.00 10.50
91.0 m/z 71.15 79.94%
41.0
O \‘\]\-\5\‘()\\\\’\\‘\\6‘\6\(\)\“\\‘\\’W‘\\‘\w\\\‘\‘\\\\’\\\\‘\\H‘\\\\’H
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #17089: Benzene, 2-ethyl-1,4-dimethyl-
119.0
r— ——
10.00 10.50
5000 m/z 43.25 63.57%
39.0 650, 91.0
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #17083: Benzene, 1-ethyl-2,3-dimethyl- — —
119.0 10.00 10.50
m/z 41.15 51.37%
39.0 65.0 91.0
0 ‘_‘H‘JH‘MHM‘N‘HM‘w‘p“‘WL‘L“H‘,H“_‘H“H‘,H — e
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42322\
Data File : BG@53292.D

Acqg On : 23 Apr 2022 14:26
Operator : CG/JU

Sample : N2514-07

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.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 Undecane, 2,6-dimethyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.072 9.46 ng 208315 Naphthalene-d8 10.919
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 86
2 Decane, 2,6,8-trimethyl- 184 C13H28 062108-26-3 78
3 Undecane, 2,5-dimethyl- 184 C13H28 017301-22-3 72
4 Sulfurous acid, decyl 2-ethylhex... 334 C18H3803S 1000309-19-3 72
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 64
Abundance Scan 1308 (11.071 min): BG053292.D\data.ms (-1304) (- | m/z 57.15 100.00%
57.1
o ,WAM/\M\M
11,00 |
85.1 .
1122 1413
Ob i TN ME2 1813 1603 a3 e 44,40
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59076: Undecane, 2,6-dimethyl-
57.0
5000 —— ‘
11.00
m/z 71.15 43.08%
29.0 9
O\\\\‘\‘\‘\\"\\\‘!‘\\“\\B‘Q\\\\“\\\\‘\\\]-\4.‘1\(\)\\‘]_\6\9\(\)‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59087: Decane, 2,6,8-trimethyl-
57.0
T
11.00
5000 m/z 41.15 32.56%
85.0
0 “ Loy 1180 1550 1840
e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59066: Undecane, 2,5-dimethyl- —— ‘
57.0 11.00
m/z 56.15 14.35%
29.0 112.0
ot 4 B80T 110 1690 i
m/z--> 20 40 60 80 100 120 140 160 180 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42322\
Data File : BG@53292.D

Acqg On : 23 Apr 2022 14:26
Operator : CG/JU

Sample : N2514-07

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 4 3-Cyclohexyl-1-chloropropane Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
11.618 9.59 ng 211275 Naphthalene-d8 10.919
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Cyclohexyl-1-chloropropane 160 C9H17C1 001124-62-5 60
2 Cyclohexane, decyl- 224 C16H32 001795-16-0 50
3 Cyclohexane, butyl- 140 C1eH20 001678-93-9 50
4 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 50
5 Cyclohexane, ethyl- 112 C8H16 001678-91-7 50

Abundance Scan 1401 (11.618 min): BG053292.D\data.ms (-1397) (- | m/z 83.15 100.00%
3.2
55.1
5000
—— —
107.2 1452 1773 11.50 12.00
(o} m/z 55.15 76.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #36850: 3-Cyclohexyl-1-chloropropane
83.0
55.0
5000 —r— ——
11.50 12.00
m/z 82.15 57.49%
0 160.0
0 H\‘\‘\‘.H"“HH\HM\‘}‘\\H“‘HH‘\\1\1\8‘.\9\\‘\\Hl‘\\\\‘\\\\‘\\\\‘\H
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #104600: Cyclohexane, decyl-
83.0
—— —
11.50 12.00
5000 55.0 m/z 41.15 40.24%
0 U Jh ) 111.0 140.0 166.0 196.0 224.0
AR e e A ARRRRAE R
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #20677: Cyclohexane, butyl- T T
55.0 83.0 11.50 12.00
m/z 69.15 31.10%
5000
29.0 140.0
oM“\H‘,”HJ‘!““1“‘u‘\uu‘l‘l“l:?w“w_m‘w_wm —— ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.50 12.00

8270-BGR40822.M Mon Apr 25 07:47:48 2022 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42322\
Data File : BG@53292.D

Acqg On : 23 Apr 2022 14:26
Operator : CG/JU

Sample : N2514-07

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.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 Oxalic acid, 2-ethylhexyl n... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.935 11.15 ng 245604  Naphthalene-d8 10.919
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, 2-ethylhexyl nonyl ... 328 C19H3604 1000309-39-2 78
2 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 72
3 Oxalic acid, 2-ethylhexyl isobut... 258 C14H2604 1010309-38-5 64
4 Oxalic acid, 2-ethylhexyl octyl ... 314 C18H3404 1000309-39-1 64
5 Oxalic acid, isobutyl pentyl ester 216 C11H2004 1000309-37-0 59
Abundance Scan 1455 (11.935 min): BG053292.D\data.ms (-1450) (- | m/z 57.15 100.00%
57.1
o N/\N\JLM
—
| 85‘2 133 12.00
Obrdh by L1451 822 s 7115 82.78%
m/z--> 20 40 60 80 100120140 160 180 200 220 240 260
Abundance #234327: Oxalic acid, 2-ethylhexyl nonyl ester
57.0
5000 T
12.00
29.0 85.0 112.0 m/z 43.15 62.38%
‘ ‘ ‘ 171.0
O ‘\h\\“‘}\\\“\\‘}\“h\H‘HH‘\H\‘HH‘H‘\\‘\H\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140 160 180 200 220 240 260
Abundance #158620: Pentadecane, 2,6,10,14-tetramethyl-
57.0
——
12.00
5000 m/z 41.15 38.90%
85.0
113.0
29.0 183.0
it b a0 T amsozsno
m/z--> 20 40 60 80 100120140 160 180 200 220 240 260
Abundance #145531: Oxalic acid, 2-ethylhexyl isobutyl ester ——
57.0 12.00
m/z 56.15 26.62%
5000
112.0
290‘ | 840 157.0
o e —
m/z--> 20 40 60 80 100 120140 160 180 200 220 240 260 12.00

8270-BGR40822.M Mon Apr 25 07:47:48 2022 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42322\
Data File : BG@53292.D

Acqg On : 23 Apr 2022 14:26
Operator : CG/JU

Sample : N2514-07

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 6 Dodecane, 2,6,11-trimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.269 20.12 ng 416718  Acenaphthene-d10 14.731
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 90
2 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 87
3 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 80
4 Decane, 5-propyl- 184 C13H28 017312-62-8 74
5 Undecane, 2-methyl- 170 C12H26 007045-71-8 72

Abundance Scan 1682 (13.269 min): BG053292.D\data.ms (-1677) (- | m/z 57.15 100.00%

57.1
5000
85.2
127.2 159.2 183.3 212.2

-
13.00 13.50
e L TS TORE1883 2122 ) e 79,93y

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90208: Dodecane, 2,6,11-trimethyl-
57.0

o

5000 S -
13.00 13.50
85.0 . .89%
29.0 m/z 43.15 57.89
o L ‘ 1130 1410 169.0 197.0
\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90204: Dodecane, 2,7,10-trimethyl-
57.0
e e
13.00 13.50
5000 ITI/Z 41.15 35.84%
20.0 85.0
N A A V' ST
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90206: Dodecane, 2,6,10-trimethyl- — —
57.0 13.00 13.50

m/z 85.15 32.72%

5000
29.0 85.0
L W30 ie56 15305060

O e bbb i e T S S
miz--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42322\
Data File : BG@53292.D

Acqg On : 23 Apr 2022 14:26
Operator : CG/JU

Sample : N2514-07

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.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 unknown13.533 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.533 7.76 ng 160770  Acenaphthene-di10 14.731
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 43
2 1-Nonadecene 266 C19H38 018435-45-5 43
3 3-Chloropropionic acid, heptadec... 346 C20H39C102 1000283-05-1 43
4 Cyclododecane 168 C12H24 000294-62-2 30
5 4-Heptafluorobutyroxytridecane 396 C17H27F702 1000245-49-6 27
Abundance Scan 1727 (13.533 min): BG053292.D\data.ms (-1723) (- | m/z 55.15 100.00%
55.1
£000 W
R
13.50
—" m/z 83.15 73.54%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #173729: 5-Eicosene, (E)-
558.0
5000 — :
13.50
m/z 41.15 69.34%
sl | | || 150 16701060 280
\‘HH‘\H‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’H\\‘HH‘HH’HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #155960: 1-Nonadecene
41,0
1
83.0 13.50
5000 m/z 57.20 57.54%
125.0
SEEESE NN N1
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #255608 3-Chloropropionic acid, heptadecyl ester Fr ‘
57. 13.50
97.0 m/z 193.25 53.91%
5000
270‘ ‘ 127.0
o bl LT ae70 2100 00 e
m/z--> 20 40 60 80 100120140160180200220240260280 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42322\
Data File : BG@53292.D

Acqg On : 23 Apr 2022 14:26
Operator : CG/JU

Sample : N2514-07

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 8 Naphthalene, 2,3-dimethyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
14.056 6.92 ng 143348  Acenaphthene-di10 14.731
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 91
2 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 91
3 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 91
4 Naphthalene, 1,8-dimethyl- 156 C12H12 000569-41-5 89
5 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 81
Abundance Scan 1816 (14.056 min): BG053292.D\data.ms (-1812) (- | m/z 156.15 100.00%
156.2
5000 M
INIBLIAVI
43.1 712 95.2
IR Rt
Ol bbb g bbb il L RS T myz 141,15 96.33%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33150: Naphthalene, 2,3-dimethyl-
156.0
5000 —t :
14.00
m/z 155.10  28.31%
76.0 115.0
O\\\\‘2\7\9\‘\5\]‘.\\()“}\‘\U"\\\\’\\\‘\’\‘1‘\\"‘\\‘\“"\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33147: Naphthalene, 2,7-dimethyl-
156.0
14.00
5000 m/z 128.15 24.92%
41.0 9 1020 12\8'0
i R WY 22 N 1 | B—
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33158: Naphthalene, 1,3-dimethyl- e
156.0 14.00
m/z 115.15 24.57%
5000
270 510 76.0 115.0
oo edbedbo o b el b o
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42322\
Data File : BG@53292.D

Acqg On : 23 Apr 2022 14:26
Operator : CG/JU

Sample : N2514-07

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.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 Borinic acid, diethyl-, 3,3... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.161 10.82 ng 224122  Acenaphthene-di10 14.731
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Borinic acid, diethyl-, 3,3,5-tr... 208 C13H25BO 057387-76-5 53
2 4H-1,3,2-Dioxaborin, 4-ethenyl-2... 208 C12H21B02 074630-04-9 47
3 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260 313253-65-5 40
4 1-Methyl-3-(trifluoromethyl)-1H-... 193 C7H10F3N3 1000511-73-1 38
5 Pyrazole, 5-methyl-3-(5-nitro-2-... 193 C8H7N303 016239-90-0 35

Abundance Scan 1834 (14.161 min): BG053292.D\data.ms (-1830) (- m/z 193.25 100.00%

198.3
5000 411 692
92 1932

14.00 14.50
152.2
0 Tl m/z 69.15  49.19%
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #85189: Borinic acid, diethyl-, 3,3,5-trimethyl-1-cyclohexe
123.0 198.0
41.0
5000 e —
83.0 14.00 14.50

m/z 41.15  42.32%
L

\‘\\‘\\ ’1650 \’\!‘\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #85015: 4H-1,3,2-Dioxaborin, 4-ethenyl-2-ethyl-4-methyl-
193.0

95.0 14.00 14.50
5000 43.0 ' m/z 55.15  42.13%

' 151.0
67.0
123.0
\‘\\\’\\\\‘\\\\‘\\\\“ ‘\\\\’\\\\‘\\\\‘\\\’\\\\‘\\
20 40 60 80 100 120 140 160 180 200 220

o

o

m/z-->
Abundance #101995: 2-Pentanone, 4-cyclohexylidene-3,3-diethyl- — ——
193.0 14.00 14.50

m/z 95.15 35.19%

5000 55.0
109.0
81 0
T

290 137 0

163.0 222.0

\ \ T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.00 14.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42322\
Data File : BG@53292.D

Acqg On : 23 Apr 2022 14:26
Operator : CG/JU

Sample : N2514-07

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 10 Carbonic acid, octadecyl pr... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.208 25.52 ng 528594  Acenaphthene-d10 14.731
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 87
2 Tritetracontane 605 C43H88 007098-21-7 86
3 Carbonic acid, hexadecyl prop-1-... 326 C20H3803 1000382-90-3 86
4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 72
5 Tetratetracontane 619 C44H90 007098-22-8 72

Abundance Scan 1842 (14.208 min): BG053292.D\data.ms (-1838) (- m/z 57.15 100.00%

57.1
5000

— —
14.00 14.50

41.3
ol WML T aLs m/z 71.15 84.79%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #264109: Carbonic acid, octadecyl prop-1-en-2-yl ester
57.0
5000 sy e
14.00 14.50

m/z 43.15 84.14%

Nl ,‘J kﬁ?-o 224.0 297.0
\\TW‘T\wH\\‘HH‘\H\‘HH‘H\\‘HH‘HH‘\H\‘HH’HH‘\\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #346740: Tritetracontane

57.0

— —
14.00 14.50

5000 m/z 85.15 44.02%

ohod ”j 127.0197.0 267.0337.0  463.0 533.0 604
A e S e 223,004
miz--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance

#232083: Carbonic acid, hexadecyl prop-1-en-2-yl ester T —
57.0 14.00 14.50

m/z 55.15 42.78%

- M

) .‘J H?-O 196.0 269.0
ol i e e -

\ T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42322\
Data File : BG@53292.D

Acqg On : 23 Apr 2022 14:26
Operator : CG/JU

Sample : N2514-07

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.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 11 unknownl4.567 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.567 15.16 ng 313987  Acenaphthene-d10 14.731
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl 2-hydroxydodecanoate 230 C13H2603 051067-85-7 35
2 6-Octen-1-0l1, 3,7-dimethyl-, for... 184 C11H2002 000105-85-1 27
3 Cyclopentanecarboxylic acid, 3-p... 324 C21H4002 1000280-59-1 27
4 Bicyclo[3.1.1]heptane, 2,6,6-tri... 138 C10H18 004795-86-2 25
5 Cyclododecanone, 2-methylene- 194 C13H220 003045-76-9 25
Abundance Scan 1903 (14.567 min): BG053292.D\data.ms (-1898) (- | m/z 193.25 100.00%
69.2 193.3
5000
L
18.3 14.50
0" . m/z 69.15 93.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #111469: Methyl 2-hydroxydodecanoate
55.0
29.0
5000 —— :
83.0 14.50
m/z 55.15 85.99%
‘ ‘ ‘ 111.0 171.0
0+ T \‘H\“H‘\ \“!““\‘“\“\ M‘\ \‘\‘“‘\ \‘\‘\ T T T \H‘\\\.\‘\\\\‘H\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #58645: 6-Octen-1-ol, 3,7-dimethyl-, formate
69.0
T
41.0 14.50
m/z 97.15 77.98%
5000 950 /
123.0
0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #229583: Cyclopentanecarboxylic acid, 3-pentadecyl este T ‘
41.0 69.0 14.50
97.0
m/z 41.15 76.20%
- W
0 ‘ “127,0 15§.0 182.0 219.0
! B R R e e R ARARR ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42322\
Data File : BG@53292.D

Acqg On : 23 Apr 2022 14:26
Operator : CG/JU

Sample : N2514-07

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 12 Naphthalene, 2,3,6-trimethyl- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
15.119 9.17 ng 189898  Acenaphthene-di10 14.731
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 89
2 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 83
3 3-(2-Methyl-propenyl)-1H-indene 170 C13H14 1000187-78-5 64
4 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 64
5 Naphthalene, 1,4,5-trimethyl- 170 C13H14 002131-41-1 52

Abundance Scan 1997 (15.119 min): BG053292.D\data.ms (-1994) (- | m/z 43.15 100.00%

43.1 155.2
71.2
5000
992 1272 15.00 15.50
I \‘ \ \‘H#Sl 12041 232.2 P
0Ll wwumw w_wmh‘w RS 20SY m/z 57.15 95.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45540: Naphthalene, 2,3,6-trimethyl-
170.0
5000 — e
15.00 15.50
m/z 155.15 87.63%
128.0
O ‘\\\\’\5\]79"\\‘\1‘8“?1‘?\‘\\\‘\‘\‘!‘\\‘\\‘M‘im\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45535: Naphthalene, 1,6,7-trimethyl-
155.0
o o
15.00 15.50
5000 ITI/Z 170.15 79.06%
115.0
o 510780 ||l
R e L SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 /\A
Abundance #45543: 3-(2-Methyl-propenyl)-1H-indene —r =
155.0 15.00 15.50
m/z 71.15 72.18%
5000
115.0
41.0 76.0
0! R — —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42322\
Data File : BG@53292.D

Acqg On : 23 Apr 2022 14:26
Operator : CG/JU

Sample : N2514-07

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.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 Cyclohexane, undecyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.248 11.62 ng 240786  Acenaphthene-di10 14.731
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, undecyl- 238 C17H34 054105-66-7 76
2 Cyclohexane, octyl- 196 C14H28 001795-15-9 76
3 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 76
4 Heptylcyclohexane 182 C13H26 005617-41-4 64
5 Decane, 2-cyclohexyl- 224 C16H32 013151-73-0 58
Abundance Scan 2019 (15.248 min): BG053292.D\data.ms (-2014) (- m/z 83.15 100.00%
5000
133.2 N LN
161.2 2043 0. 15.00 15.50
o S m/z 55.15  80.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #121344: Cyclohexane, undecyl-
83.0
55.0
5000 —r ——
15.00 15.50
m/z 82.15 73.92%
29.0
O\‘\u‘\ T \“”‘ \MH\ T “1‘\ T i“lw:lw-‘:\lnw?\ TTT |:\L§‘\L‘9\ T T T TTI \\2§8|\c\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #71755: Cyclohexane, octyl-
83.0
—— —
5.0 15.00 15.50
5000 m/z 41.15 44.52%
29.0
obd ||_,1120 1390 1680 1960
B REaan e LR L e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #13260: Cyclohexane, (1-methylethyl)- T —
83.0 15.00 15.50
55.0 m/z 43.15  34.53%
5000
27.0 ‘ M 126.0
O‘Mu‘wﬂuw‘m‘wﬂ‘u‘H“M‘H“H‘M"W‘H“H‘W“H‘H —— ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42322\
Data File : BG@53292.D

Acqg On : 23 Apr 2022 14:26
Operator : CG/JU

Sample : N2514-07

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 14 Naphthalene, 1,6,7-trimethyl- Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
15.348 8.96 ng 185613  Acenaphthene-di10 14.731
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 93
2 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 93
3 3-(2-Methyl-propenyl)-1H-indene 170 C13H14 1000187-78-5 87
4 Naphthalene, 1,4,5-trimethyl- 170 C13H14 002131-41-1 87
5 1-(2,2-Dimethylcyclopropyl)-2-ph... 170 C13H14 1000294-91-1 87

Abundance Scan 2036 (15.348 min): BG053292.D\data.ms (-2032) (- | m/z 170.15 100.00%
170.2
- MJ\/M
128.2 /\/\
551 gg, ) L
193.32163 15.00 15.50
0! ' m/z 155.15 94.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45536: Naphthalene, 1,6,7-trimethyl-
170.0
5000 e =
15.00 15.50
m/z 153.15 26.05%
51.0 76.0 0 128.0
O ‘\\\\‘\\‘\\‘H\‘\U‘HU\\\’\\\‘\‘\‘!‘\\““\\ ‘\“\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45540: Naphthalene, 2,3,6-trimethyl-
170.0
P P
15.00 15.50
5000 ITI/Z 128.15 24 .85%
84.0 128.0
oo 20 R
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45543: 3-(2-Methyl-propenyl)-1H-indene — —
155.0 15.00 15.50
m/z 169.15 22.44%
5000
115.0
4.0 760 | J\
0! e AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42322\
Data File : BG@53292.D

Acqg On : 23 Apr 2022 14:26
Operator : CG/JU

Sample : N2514-07

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.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 unknownl5.524 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.524 15.89 ng 329076  Acenaphthene-d10 14.731
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Cyano-N-cycloheptylacetamide 180 C10OH16N20 015029-39-7 43
2 3-Fluorobenzoic acid, N'-[1-(2-f... 345 C17H13F2N303 1000304-52-3 38
3 1-Butanone, 1-bicyclo[4.1.0]hept... 166 C11H180 054764-62-4 38
4 Hexahydroindole 123 C8H13N 018159-32-5 38
5 4-Fluorobenzoic acid, 2,2,2-trif... 222 C9H6F402 1000325-53-2 35
Abundance Scan 2066 (15.524 min): BG053292.D\data.ms (-2062) (- | m/z 123.15 100.00%
128.2
69.2
5000
207.3
| ‘ 170.2 ‘2473 15.50 |
0! wM N\ e hm ‘M T m/z 69.15 54.85%
miz-> 50 100 150 200 250 300
Abundance #54564: 2-Cyano-N-cycloheptylacetamide
128.0
56.0
5000 —— :
15.50
m/z 41.15 53.42%
015 \”“““ ‘1“ \‘\H\ “ \1\8\0\0‘ L B B
miz--> 50 100 150 200 250 300
Abundance #254086: 3-Fluorobenzoic acid, N'-[1-(2-fluorophenyl)-2,5
1238.0
T
15.50
5000 m/z 55.15 50.19%
75.0
ol 38O |11 1650200 530 a4
— — e e S
miz--> 50 100 150 200 250 300
Abundance #41427: 1-Butanone, 1-bicyclo[4.1.0]hept-7-yl- —— ‘
123.0 15.50
m/z 109.20 42.16%
5000
55.0 166.0
1V .
m/z--> 100 150 200 250 300 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42322\
Data File : BG@53292.D

Acqg On : 23 Apr 2022 14:26
Operator : CG/JU

Sample : N2514-07

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 16 Naphthalene, 1,4,5-trimethyl- Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
15.765 6.67 ng 138268  Acenaphthene-di10 14.731
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,4,5-trimethyl- 170 C13H14 002131-41-1 90
2 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 90
3 4,6,8-Trimethylazulene 170 C13H14 000941-81-1 81
4 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 81
5 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 76

Abundance Scan 2107 (15.765 min): BG053292.D\data.ms (-2104) (- | m/z 155.15 100.00%

5000

\ T
15.50 16.00

ol A m/z 170.15  62.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45531: Naphthalene, 1,4,5-trimethyl-
155.0
5000 LS S
15.50 16.00
128.0 m/z 97.15 34.37%
63.0 89.0
0 ‘\H\H\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45532: Naphthalene, 1,4,6-trimethyl-
155.0
e e
15.50 16.00
5000 ITI/Z 153.10 27 .50%
128.0
63.0 ggq |
0 1P A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45526: 4,6,8-Trimethylazulene 7 T
170.0 15.50 16.00

m/z 55.15 19.83%

= W

115.0

‘ T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42322\
Data File : BG@53292.D

Acqg On : 23 Apr 2022 14:26
Operator : CG/JU

Sample : N2514-07

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.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 Undecane, 2,5-dimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.977 35.07 ng 726516  Acenaphthene-di10 14.731
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,5-dimethyl- 184 C13H28 017301-22-3 90
2 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 74
3 Heptacosane 380 C27H56 000593-49-7 72
4 Hexadecane, 3-methyl- 240 C17H36 006418-43-5 72
5 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 72
Abundance Scan 2143 (15.977 min): BG053292.D\data.ms (-2138) (- | m/z 57.15 100.00%
57.1
‘ f 16.00
1552 ’
[ — “‘ L 2229732898 n/z 71015 51.71%
m/z--> 0 50 100 150 200 250 300 350
Abundance #59066: Undecane, 2,5-dimethyl-
57.0
5000 R
16.00
m/z 43.15 48.50%
‘ 112.0
01\5.\q1‘\“‘\‘!“‘“\“\\\‘]_\6?\()\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 0 50 100 150 200 250 300 350
Abundance #90203: Dodecane, 2,6,11-trimethyl-
57.0
——
16.00
5000 m/z 41.15 26.34%
Fg.o 169.0
o0 Ll Ll 0220
m/z--> 0 50 100 150 200 250 300 350
Abundance #287977: Heptacosane T
57.0 16.00
m/z 85.15 24.09%
9.0
oL L I F 1141.0183.0225.0267.0 323.0 380.(
“““ A T e e ——
m/z--> 0 50 100 150 200 250 300 350 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42322\
Data File : BG@53292.D

Acqg On : 23 Apr 2022 14:26

Operator : CG/JU

Sample : N2514-07

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 18 Hexadecane, 2,6,11,15-tetra... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
16.452 45.14 ng 1375230  Phenanthrene-d10 17.480
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Hexadecane, 2,6,11,15-tetramethyl- 282 C20H42 000504-44-9 91

2 Heptadecane, 2,6-dimethyl- 268 C19H40 054105-67-8 91
3 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 86
4 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 81
5 2,6,10-Trimethyltridecane 226 C16H34 003891-99-4 80
Abundance Scan 2224 (16.452 min): BG053292.D\data.ms (-2219) (- | m/z 57.15 100.00%
57.1
" LLNL
85.2
—r—
113 3 16.50
184.2
141.2
O | 21322443 m/z 71.15  75.82%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #176402: Hexadecane, 2,6,11,15-tetramethyl-
57.0
5000 1
85.0 16.50
, 113.0 169.0 m/z 43.15 63.37%
O H\‘\?\?“\H “\‘}Hl\“lHf“\\‘”\’\\]-\%‘]\.\(\)\‘\}\\‘\]-HQZ\O\H‘HH‘HHZ‘G\\?\F
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #158617: Heptadecane, 2,6-dimethyl-
57.0
—r
16.50
5000 m/z 41.15 29.97%
85.0
113 0
0 H | u‘ 71410 1820 2250253.0
HW‘H‘_‘H_‘H‘H‘W‘HW‘H‘_‘H_‘H‘H‘W‘HW‘H‘_‘H_‘H
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #90204: Dodecane, 2,7,10-trimethyl- ——
57.0 16.50
m/z 85.15 28.39%
5000
29.0 85.0
Ot b A4L0. 1830 S
m/z--> 20 40 60 80 100120140160180200220240260 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42322\
Data File : BG@53292.D

Acqg On : 23 Apr 2022 14:26

Operator : CG/JU

Sample : N2514-07

Misc

ALS vial : 8

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 19 Heptadecane, 2,6,10,15-tetr... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
17.275 30.89 ng 940891  Phenanthrene-d1e 17.480
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 91

2 Heptacosane 380 C27H56 000593-49-7 90
3 Decane, 3,7-dimethyl- 170 C12H26 017312-54-8 83
4 Dodecane, 4-methyl- 184 C13H28 006117-97-1 83
5 Undecane, 2-methyl- 170 C12H26 007045-71-8 80

Abundance Scan 2364 (17.275 min): BG053292.D\data.ms (-2360) (- m/z 57.15 100.00%

57.1
5000

-
17.00 17.50
4121832
ob—id WduJ‘W% S L. 2283273  m/z 71.15 78.03%

m/z--> 50 100 150 200 250 300 350
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0
5000 T T

1700  17.50
m/z 43.15 56.83%
O T \“‘ ‘ h‘ \‘H\ “‘ \“‘ T ‘ \‘ ‘O\ ]\_8\3\()‘ T \2\3? ‘0\ T \29\6‘ 9 L ‘ T 1T

57.0 ' ukwNWMmMwafwMM«J

m/z--> 50 100 150 200 250 300 350

Abundance #287977: Heptacosane
—— —
17.00 17.50
5000 ITI/Z 85.15 41.54%
0 “\\ | F ‘%410183022502670 323.0 380.
iy A e
m/z--> 50 100 150 200 250 300 350
Abundance #45501: Decane, 3,7-dimethyl- — —
43.0 17.00 17.50
m/z 41.15 30.92%
5000
5.0
127.0
ol L 20400 R
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\BG@42322\
Data File : BG@53292.D

Acqg On : 23 Apr 2022 14:26

Operator : CG/JU

Sample : N2514-07

Misc

ALS vial : 8

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Nonadecane Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
17.886 15.14 ng 461221  Phenanthrene-d10 17.480
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 93
2 Eicosane 282 C20H42 000112-95-8 90
3 Hexacosane 366 C26H54 000630-01-3 87
4 Tridecane, 3-ethyl- 212 C15H32 013286-73-2 87
5 Tetradecane 198 C14H30 000629-59-4 86

Abundance Scan 2468 (17.886 min): BG053292.D\data.ms (-2464) (- | m/z 57.15 100.00%
57.1
5000
0.2 — —
‘ 17.50 18.00
ol HH\ M‘mh \u‘ | h JM Wl ‘\‘m \h %2‘4‘2‘ ’2‘6?"1‘  — m/z 71.15 85.36%
miz--> 50 100 150 200 250 300 350
Abundance #158600: Nonadecane
57.0
5000 — —
17.50 18.00
m/z 43.15 75.39%
0 [ H\ H\ H‘ \\ ]\'410 183.0 268.0
\\\‘ \\\‘\\\\‘\\\\’\\\\’\\\\’\\
miz--> 50 100 150 200 250 300 350
Abundance #176384: Eicosane
57.0
— —
17.50 18.00
5000 m/z 85.15 49,55%
neyy h‘ | 11018302050 2820
ol ”wﬂwu‘HH,HH,HH,H
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane “ —
57.0 17.50 18.00
m/z 55.15 31.61%
5000
ol | ‘L‘ 1 M | 141018302250 267.0 309.0 367
iy A — ——
m/z--> 50 100 150 200 250 300 350 17.50 18.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42322\
Data File : BG@53292.D

Acqg On : 23 Apr 2022 14:26
Operator : CG/JU

Sample : N2514-07

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.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|
Cyclohexane, pr... 6.742 6.6 ng 88612 1 8.105 267410 20.0
unknown10.325 10.325 7.1 ng 156959 2 10.919 440430 20.0
Undecane, 2,6-d... 11.072 9.5 ng 208315 2 10.919 440430 20.0
3-Cyclohexyl-1-... 11.618 9.6 ng 211275 2 10.919 440430 20.0
Oxalic acid, 2-... 11.935 11.2 ng 245604 2 10.919 440430 20.0
Dodecane, 2,6,1... 13.269 20.1 ng 416718 3 14.731 414309 20.0
unknownl13.533 13.533 7.8 ng 160770 3 14.731 414309 20.0
Naphthalene, 2,... 14.056 6.9 ng 143348 3 14.731 414309 20.0
Borinic acid, d... 14.161 10.8 ng 224122 3 14.731 414309 20.0
Carbonic acid, ... 14.208 25.5 ng 528594 3 14.731 414309 20.9
unknownl14.567 14.567 15.2 ng 313987 3 14.731 414309 20.0
Naphthalene, 2,... 15.119 9.2 ng 189898 3 14.731 414309 20.0
Cyclohexane, un... 15.248 11.6 ng 240786 3 14.731 414309 20.0
Naphthalene, 1,... 15.348 9.0 ng 185613 3 14.731 414309 20.0
unknown15.524 15.524 15.9 ng 329076 3 14.731 414309 20.0
Naphthalene, 1,... 15.765 6.7 ng 138268 3 14.731 414309 20.0
Undecane, 2,5-d... 15.977 35.1 ng 726516 3 14.731 414309 20.0
Hexadecane, 2,6... 16.452 45.1 ng 1375230 4 17.480 609266 20.0
Heptadecane, 2,... 17.275 30.9 ng 940891 4 17.480 609266 20.0
Nonadecane 17.886 15.1 ng 461221 4 17.480 609266 20.0

8270-BGO40822.M Mon Apr 25 07:47:54 2022 Pag 25



