LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41922\
Data File : BGO53204.D

Acqg On : 19 Apr 2022 20:33
Operator : CG/JU

Sample : N2452-05

Misc :

ALS Vvial : 13  Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

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

Signal : TIC: BGO53204.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.684 384 391 400 rBV 415537 687671 47.33%  3.961%
2 6.383 506 510 518 rBv4 8987 21463 1.48% 0.124%
3 6.671 555 559 564 rVB 16676 21604 1.49% 0.124%
4 6.753 569 573 576 rBV5 13478 22346 1.54% 0.129%
5 7.006 610 616 622 rBV5 8561 21568 1.48% 0.124%
6 7.106 622 633 638 rBV7 15128 31250 2.15% ©0.180%
7 7.276 655 662 669 rBV 453877 826074 56.86% 4.759%
8 7.341 669 673 680 rvB2 17121 29301 2.02% 0.169%
9 7.505 696 701 706 rBV3 13777 24241 1.67% 0.140%
10 7.769 741 746 752 rVB 19315 30512 2.10% 0.176%
11 8.116 797 805 811 rVB2 117950 241058 16.59%  1.389%
12 8.245 822 827 833 rVB4 16811 32149 2.21% 0.185%
13 8.310 833 838 842 rBV3 13358 22603 1.56% 0.130%
14 8.363 842 847 851 rVWw3 18714 41261 2.84% 0.238%
15 8.416 851 856 861 rVB5 22271 42725 2.94%  0.246%
16 8.674 893 900 909 rVB5 27981 88026 6.06% 0.507%
17 8.762 909 915 916 rBV2 20698 27726 1.91% 0.160%
18 8.797 918 921 929 rVB3 23528 39738 2.74% 0.229%
19 8.962 945 949 953 rBV5 14183 26236 1.81% 0.151%
20 9.003 953 956 965 rVB7 20495 48832 3.36% 0.281%
21  9.232 985 995 997 rBv4 46191 88549 6.10% ©.510%
22 9.279 997 1003 1009 rVB 261993 471329 32.44% 2.715%
23 9.479 1026 1037 1046 rBvV 26904 113338 7.80% 0.653%
24  9.591 1046 1056 1062 rBV 18370 68804 4.74%  0.396%
25 9.702 1070 1075 1080 rVB2 43481 68475 4.71% 0.394%
26 9.761 1080 1085 1090 rBV6 21858 36376 2.50% 0.210%
27 9.814 1090 1094 1097 rBv4 24786 40752 2.81% ©0.235%
28 10.008 1119 1127 1131 rBV7 18466 42556  2.93% 0.245%
29 10.055 1131 1135 1140 rVB4 33271 55758 3.84% 0.321%
30 10.113 1140 1145 1152 rBVS 47580 100405 6.91% 0.578%
31 10.207 1152 1161 1165 rBV5 26018 65379  4.50% 377%
32 10.260 1167 1170 1174 rBv4 13764 24267 1.67% 1407%

33 10.337 1174 1183 1189 rVB 185763 321314 22.12%
34 10.407 1189 1195 1199 rBV 140926 235595 16.22%
35 10.513 1206 1213 1223 rVB4 55317 118480  8.16%
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36 10.660 1235 1238 1241 rVB3 17235 20735 1.43% 0.119%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41922\
Data File : BGO53204.D

Acqg On : 19 Apr 2022 20:33
Operator : CG/JU

Sample : N2452-05

Misc :

ALS Vvial : 13  Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ G\Methods\8270-BG040822.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 10.701 1241 1245 1252 rVB7 18930 37738 2.60% 0.217%
38 10.795 1255 1261 1264 rBV4 41432 81957 5.64% 0.472%
39 10.930 1273 1284 1293 rBV2 165633 516816 35.57% 2.977%
40 11.083 1306 1310 1316 rVB2 101606 177010 12.18% 1.020%
41 11.147 1316 1321 1328 rBV8 37299 89374 6.15% ©.515%
42 11.218 1328 1333 1339 rBvV3 40038 80973 5.57% 0.466%
43 11.429 1361 1369 1374 rVB6 43758 110526 7.61% 0.637%
44 11.482 1374 1378 1382 rBV5 32045 64153  4.42% 0©.370%
45 11.635 1399 1404 1409 rVB6 76546 137888 9.49% 0.794%
46 11.758 1420 1425 1434 rBV3 81923 197065 13.56% 1.135%
47 11.840 1434 1439 1445 rVB 79670 139669 9.61% ©0.805%
48 11.905 1445 1450 1453 rBV 83618 134532 9.26% 0.775%
49 11.946 1453 1457 1461 rVV 142135 212704 14.64% 1.225%
50 11.981 1461 1463 1467 rVV4 39789 45339 3.12% 0.261%
51 12.034 1467 1472 1478 rVB4 86884 157663 10.85% 0.908%

52 12.122 1482 1487 1494 rVB3 96193 152408 10.49% 0.878%
53 12.210 1494 1502 1509 rBV10 53734 137589 9.47%  ©.793%
54 12.962 1627 1630 1634 rBv4 40273 56887 .92%  ©0.328%

w

55 13.027 1638 1641 1650 rVB4 53823 102997 7.09% ©.593%
56 13.280 1680 1684 1689 rVB 258415 367880 25.32%  2.119%
57 13.368 1690 1699 1705 rBV 754694 1250098 86.05% 7.201%
58 13.562 1725 1732 1734 rBV5 68741 163245 11.24% ©.940%
59 13.767 1765 1767 1769 rBV3 23184 25428 1.75% ©0.146%
60 13.908 1787 1791 1792 rBV3 49636 63966 4.40% 0.368%
61 14.067 1813 1818 1822 rBvV2 115652 205484 14.14%  1.184%
62 14.120 1823 1827 1832 rVV2 113173 175604 12.09% 1.012%
63 14.173 1832 1836 1840 rVV2 98541 163915 11.28%  0.944%
64 14.220 1840 1844 1848 rVB 330073 431523 29.70%  2.486%
65 14.578 1901 1905 1910 rVB3 133397 200350 13.79% 1.154%
66 14.707 1923 1927 1929 rBV3 105858 165523 11.39% 0.954%
67 14.742 1929 1933 1939 rVB 292239 474628 32.67% 2.734%
68 14.830 1945 1948 1952 rBVS5 44727 59461 4.09% 0.343%
69 15.136 1995 2000 2006 rVB3 130359 218604 15.05%  1.259%
70 15.212 2011 2013 2016 rVV3 76350 88283 6.08% ©0.509%
71 15.253 2016 2020 2032 rVB6 115768 269350 18.54% 1.552%
72 15.359 2033 2038 2043 rBV3 102372 194531 13.39% 1.121%
73 15.406 2043 2046 2050 rVB2 73518 89329 6.15% 0.515%
74 15.459 2052 2055 2061 rVv4 41023 75488 5.20% ©.435%
75 15.776 2106 2109 2113 rBV2 50170 84789 5.84%  ©.488%

76 15.982 2140 2144 2152 rVB 341084 549996 37.86% 3.168%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41922\
Data File : BGO53204.D

Acqg On : 19 Apr 2022 20:33
Operator : CG/JU

Sample : N2452-05

Misc

ALS Vvial : 13  Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

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

77 16.199 2178 2181 2182 rBV2 55832 67515 4.65% ©.389%
78 16.229 2182 2186 2192 rVB 531078 771265 53.09% 4.443%
79 16.464 2221 2226 2231 rVB 771264 1088910 74.95% 6.273%
80 17.286 2361 2366 2371 rBV 610046 865778 59.59%  4.988%

81 17.486 2395 2400 2405 rBV 333408 637726 43.90% 3.674%
82 17.891 2466 2469 2474 rBV2 237966 325599 22.41% .876%
83 20.094 2840 2844 2849 rVB 1135159 1452812 100.00%  8.369%

[aY

Sum of corrected areas: 17358864
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41922\
Data File : BGO53204.D

Acqg On : 19 Apr 2022 20:33
Operator : CG/JU

Sample : N2452-05

Misc

ALS vial : 13  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: BG053204.D\data.ms
2000000
1500000
1000000
500000 5.684 7.276
0 6386&3758DC\HL505769 ) o
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG053204.D\data.ms
20.094
2000000
1500000

16.464
1000000 17.286

13.368 16.229 ’
: 7.486‘7'891
15.982
sooooo32 o 14. 220 14. 742 x
"'3 776.99
11 5613 ﬁﬁp ll: 'Mi'm I /
omwH_H‘_m_m_m_m‘HH_H‘_m‘m‘_m_m_m_‘H_m_m_m‘m‘_m
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG053204.D\data.ms
2000000
1500000
1000000
500000
0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41922\
Data File : BGO53204.D

Acqg On : 19 Apr 2022 20:33
Operator : CG/JU

Sample : N2452-05

Misc

ALS vial : 13  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 unknown8.674 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
8.674 7.30 ng 88026 1,4-Dichlorobenzene-d4 8.122

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octanol, 2,7-dimethyl- 158 C10H220 015250-22-3 35
2 2-Undecene, 6-methyl-, (Z)- 168 C12H24 074630-43-6 32
3 Cyclopentane, 1,2-dimethyl-, trans- 98 C7H14 000822-50-4 27
4 Cyclopropane, pentyl- 112 C8H16 002511-91-3 27
5 1-Nonanol 144 C9H200 000143-08-8 27
Abundance Scan 900 (8.674 min): BG053204.D\data.ms (-893) (-) m/z 57.15 100.00%
57.1
105.2
5000
R EAREEEAREEE
| 7ﬂ 2 134.1 8.40 8.60 8.80 9.00
Ol L L by Tz 105.15  80.37%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #34638: 1-Octanol, 2,7-dimethyl-
56.0
5000 \\\‘\\\\‘\\\\‘\\\\‘\A\\
83.0 8.40 8.60 8.80 9.00
29.0 1120 m/z 56.15 55.70%
“‘ ) Ll \“ “ 140 O
O\‘\\\\‘\\\\‘\\\‘\ \\\‘\\\‘\\\\‘\\\\‘\\\\
miz--> 0 40 60 80 100 120 140 160
Abundance #43551.2—Undecene,64neﬁwh,(2}
57.0 V\
e
8.40 8.60 8.80 9.00
5000 m/z 55.15 46.21%
29.0 97.0
0 \‘ 1l HFM “‘ | 125.0 14801680
B oA s R
miz--> 0O 20 40 60 80 100 120 140 160
Abundance #3829: Cyclopentane, 1,2-dimethyl-, trans- A ARAREEEEREE
56.0 8.40 8.60 8.80 9.00
m/z 41.15 33.83%
5000
ol10 | 7.0 ‘
“‘H“‘H‘ A A ARAREEEEREE
m/z--> 0 60 80 100 120 140 160 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41922\
Data File : BGO53204.D

Acqg On : 19 Apr 2022 20:33
Operator : CG/JU

Sample : N2452-05

Misc

ALS vial : 13  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 unknown9.479 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
9.479 9.40 ng 113338 1,4-Dichlorobenzene-d4 8.122

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propen-1-one, 1-cyclopropyl- 96 C6H80 059819-62-4 27
2 6,11-Dimethyl-2,6,10-dodecatrien... 208 C14H240 1000196-53-3 22
3 5-Chloropentanoic acid, 1-(cyclo... 232 C12H21Cl02 1000293-37-6 22
4 Glutaric acid, 3-methylbut-2-en-... 322 C19H3004 1000393-95-3 14
5 Cyclopentane, hexyl- 154 C11H22 004457-00-5 14

Abundance Scan 1037 (9.479 min): BG053204.D\data.ms (-1026) (-) m/z 105.15 100.00%

105.2
55.1
5000 148.3
83.2

“ “ | H\ | 9.20 9.40 9.60 9.80
Y A m/z 55.10 76.77%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3174: 2-Propen-1-one, 1-cyclopropyl-
410 69.0
5000 960 LI L L L L LI L I A

9.20 9.40 9.60 9.80
m/z 69.10  73.15%

[N ‘
\‘\\\\\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #85249: 6,11-Dimethyl-2,6,10-dodecatrien-1-ol
69.0

9.20 9.40 9.60 9.80
5000 41.0 m/z 41.15 66.28%

‘ 95.0 1230
ol D 1650 1030
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #113489: 5-Chloropentanoic acid, 1-(cyclopentyl)ethyl es e ERRR RS T

o

o

55.0 9.20 9.40 9.60 9.80
119.0 m/z 119.15  50.53%
5000
97.0
27.0
0 \H \ T@ ‘\‘H ‘ 1630 1880 /\ /\/\/(\
ol it e h AT AT LML
miz-> 20 40 60 80 100 120 140 160 180 200 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41922\
Data File : BGO53204.D

Acqg On : 19 Apr 2022 20:33
Operator : CG/JU

Sample : N2452-05

Misc

ALS vial : 13  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 Octane, 3,6-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.337 12.43 ng 321314 Naphthalene-d8 10.936
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 59
2 Heptane, 3-ethyl-5-methyl- 142 C10H22 052896-90-9 53
3 Sulfurous acid, di(2-ethylhexyl)... 306 C16H3403S 1000309-19-1 53
4 Sulfurous acid, 2-ethylhexyl iso... 278 C14H3003S 1000309-19-0 53
5 Nonane, 3-methyl- 142 C1eH22 005911-04-6 53

Abundance Scan 1183 (10.337 min): BG053204.D\data.ms (-1174) (- m/z 57.15 100.00%
57.1

5000
41,1
= —
‘ ‘ 85.2 132 1., 10.00 10.50
Orerrrrrrrrrriterrpelbrreellbr etk S iz 71015 69.79%
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #22095: Octane, 3,6-dimethyl-
57.0
5000 — I
10.00 10.50
m/z 43.15 31.73%
113.0
0 l“) Ly “ uly 85\0 \‘ 142.0
\\‘H\\‘H\\‘H\\‘H\\‘H\\‘\H\‘\H\‘\H\‘\H\‘H\\‘H\\‘H\\‘H\\‘H
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #22128: Heptane, 3-ethyl-5-methyl-
57.0
— —
10.00 10.50
41)0 o
5000 m/z 41.15  26.86%
113.0
0 Lol 0 . 970 | 142.0
AR R nae o e
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #206619: Sulfurous acid, di(2-ethylhexyl) ester P —
57.0 10.00 10.50
m/z 55.15 15.70%
5000
410 113.0
oh 280 L %80 seo | azeo o YT T
m/z--> 20 30 40 50 60 70 80 90 100110120130140150 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41922\
Data File : BGO53204.D

Acqg On : 19 Apr 2022 20:33
Operator : CG/JU

Sample : N2452-05

Misc

ALS vial : 13  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 4 Decane, 2,2,9-trimethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.407 9.12 ng 235595  Naphthalene-d8 10.936
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 2,2,9-trimethyl- 184 C13H28 062238-00-0 64
2 Hexane, 2,2,5-trimethyl- 128 C9H20 003522-94-9 59
3 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 59
4 Tetradecane, 2,2-dimethyl- 226 C16H34 059222-86-5 59
5 Decane, 2,2,8-trimethyl- 184 C13H28 062238-01-1 59

Abundance Scan 1195 (10.407 min): BG053204.D\data.ms (-1189) (- m/z 57.15 100.00%
57.1

o J\/KA/\N\/
—
Y ———T - J“ e 833 sz 56.15  35.12%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59096: Decane, 2,2,9-trimethyl-
57.0
5000 T
10.50
m/z 41.15 19.87%
29.0
o S0 L1880 1260 1690
\\\‘\\\\‘\\\ ’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14572: Hexane, 2,2,5-trimethyl-
57.0
—
10.50
5000 ITI/Z 71.15 17.91%
ettt
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14580: Hexane, 2,2,4-trimethyl- —r=
57.0 10.50
m/z 43.15 9.97%
5000
29.0
R
B I e LA A A S ——
m/z--> 20 40 60 80 100 120 140 160 180 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41922\
Data File : BGO53204.D

Acqg On : 19 Apr 2022 20:33
Operator : CG/JU

Sample : N2452-05

Misc

ALS vial : 13  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 Dodecane, 2,6,10-trimethyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

11.758 7.63 ng 197065 Naphthalene-d8 10.936
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 72
2 Undecane, 5-methyl- 170 C12H26 001632-70-8 59
3 Sulfurous acid, 2-ethylhexyl hex... 418 C24H5003S 1000309-19-9 59
4 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 59
5 Sulfurous acid, 2-ethylhexyl eth... 222 C10H2203S 1000309-18-6 50

Abundance Scan 1425 (11.758 min): BG053204.D\data.ms (-1420) (-  m/z 57.15 100.00%
57.1

5000
85.3
—r— —
‘ ‘ 11321372 145 5 11.50 12.00
Oy _k b m‘w“w”“l““ ek e e m/z 71.15  79.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #90206: Dodecane, 2,6,10-trimethyl-
57.0
5000 — —
11.50 12.00
29.0 85.0 m/z 43.15 67.18%
1 |30 1650 18300000
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45495: Undecane, 5-methyl-
43.0
—— —
11.50 12.00
5000 71.0 m/z 41.15 41.47%
112.0
ot I 1400 170.0
L T e L R RRNE
m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #312401: Sulfurous acid, 2-ethylhexyl hexadecyl ester — ——
57.0 11.50 12.00
m/z 85.25 37.28%

5000

113.0

290
| - J‘ 141.0 169.0 225.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.50 12.00

‘ 85.0
L

Ly

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41922\
Data File : BGO53204.D

Acqg On : 19 Apr 2022 20:33
Operator : CG/JU

Sample : N2452-05

Misc

ALS vial : 13  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 Sulfurous acid, 2-ethylhexy... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

11.946 8.23 ng 212704  Naphthalene-d8 10.936
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 83
2 Sulfurous acid, 2-ethylhexyl pen... 264 C13H2803S 1000309-18-9 80
3 1-Pentanol, 3-methyl-2-propyl- 144 C9H200 054004-40-9 72
4 Heptadecane, 2,6-dimethyl- 268 C19H40 054105-67-8 72
5 Sulfurous acid, decyl 2-ethylhex... 334 C18H3803S 1000309-19-3 72

Abundance Scan 1457 (11.946 min): BG053204.D\data.ms (-1453) (-  m/z 57.15 100.00%
57.1

2

5000
—
\ nﬁz 176.1 12.00
ol 2Tt 4L Ly 71015 98.97%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #22108: Octane, 3,6-dimethyl-
57.0
5000 AU
12.00
‘ 11T0 m/z 43.15  70.45%
O‘\\“\l\“\‘\‘\“\‘\‘\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

m/z--> 0 50 100 150 200 250 300 350 400
Abundance #152681: Sulfurous acid, 2-ethylhexyl pentyl ester

3

57.0
e
12.00
5000 m/z 41.15 39.04%
‘ ‘ ‘ 113.0
I Y O
miz--> 0 50 100 150 200 250 300 350 400
Abundance #24449: 1-Pentanol, 3-methyl-2-propyl- ——
57.0 12.00
m/z 55.15 22.09%
5000 113.0 M/\/\/W
m/z--> 0 50 100 150 200 250 300 350 400 12.00

8270-BG040822.M Wed Apr 20 14:21:40 2022 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41922\
Data File : BGO53204.D

Acqg On : 19 Apr 2022 20:33
Operator : CG/JU

Sample : N2452-05

Misc

ALS vial : 13  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 Decane, 5-propyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.280 15.50 ng 367880  Acenaphthene-d10 14.742
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 90
2 Decane, 5-propyl- 184 C13H28 017312-62-8 86
3 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 80
4 Sulfurous acid, 2-ethylhexyl non... 320 C17H3603S 1010309-19-2 72
5 Sulfurous acid, decyl 2-ethylhex... 334 C18H3803S 1000309-19-3 64
Abundance Scan 1684 (13.280 min): BG053204.D\data.ms (-1680) (-  m/z 57.15 100.00%
57.1
5000
85.2
—— —
113.2 159.2 13.00 13.50
0 wmf‘m“H‘_‘HmJ‘HM_HM“337?””_”1‘?‘3‘3“”‘ m/z 71.15  87.91%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90206: Dodecane, 2,6,10-trimethyl-
57.0
5000 —r ——
13.00 13.50
29.0 85.0 m/z 43.15 59.58%
o ey ‘ 130 1550 183.0 206.0
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59032: Decane, 5-propyl-
57.0
—— —
13.00 13.50
5000 m/z 41.15 37.86%
85.0
29.0
‘ ‘ 112.0 140.0
bbbl e LW 1840
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90204: Dodecane, 2,7,10-trimethyl- —— ——
57.0 13.00 13.50
m/z 85.15 33.48%
5000
29.0 85.0
bl Ll L 0w amo LY
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50

8270-BG040822.M Wed Apr 20 14:21:41 2022 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41922\
Data File : BGO53204.D

Acqg On : 19 Apr 2022 20:33
Operator : CG/JU

Sample : N2452-05

Misc

ALS vial : 13  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 unknownl13.562 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
13.562 6.88 ng 163245  Acenaphthene-di10 14.742
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, cyclobutyl octadecy... 396 C24H4404 1000309-70-8 47
2 Oxalic acid, allyl octadecyl ester 382 C23H4204 1000309-24-5 47
3 Undecane, 5-methyl- 170 C12H26 001632-70-8 35
4 Undecane, 3-methyl- 170 C12H26 001002-43-3 27
5 Decane, 3-bromo- 220 C10H21Br 030571-71-2 27

Abundance Scan 1732 (13.562 min): BG053204.D\data.ms (-1725) (- m/z 55.15 100.00%
1

| WM\M
5000 g85.2
119.2 —— :
‘ ‘ 159.2° 5103 13.50
ob— L“‘ h‘\mh\‘ ‘c‘”‘”““““ “hmh“u\ “J“““““‘\ \Muj e m/z 57.15 93.25%
miz--> 50 100 150 200 250
Abundance #299561: Oxalic acid, cyclobutyl octadecyl ester
55.0
5000 —
13.50
m/z 43.15 76.23%
‘ ‘ 97.0
O T h‘\ ‘\H “‘\ Hh \“M T “‘H‘ \‘1\27\0\ ‘ T T T T ‘ T T T T ‘ T T \2\97‘.‘
miz--> 50 100 150 200 250
Abundance #289288: Oxalic acid, allyl octadecyl ester
41.0
T T
13.50
5000 ITI/Z 41.15 64.48%
71.0
‘ “ Fll.o
A0 0 I - 1
Miz--> 50 100 150 200 250
Abundance #45494: Undecane, 5-methyl- T
43.0 13.50
m/z 69.15 56.92%
5000 85.0 MW
miz--> 50 100 150 200 250 13.50

8270-BG040822.M Wed Apr 20 14:21:42 2022 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41922\
Data File : BGO53204.D

Acqg On : 19 Apr 2022 20:33
Operator : CG/JU

Sample : N2452-05

Misc

ALS vial : 13  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 Naphthalene, 1,3-dimethyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.067 8.66 ng 205484  Acenaphthene-di10 14.742
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 95
2 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 94
3 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 94
4 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 93
5 Naphthalene, 1,8-dimethyl- 156 C12H12 000569-41-5 93

Abundance Scan 1818 (14.067 min): BG053204.D\data.ms (-1813) (- m/z 156.15 100.00%

156.2
5000
115.2
57.1 ‘ ‘ M 14.00
Ol B2l B 1983 14115 e9.78%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33158: Naphthalene, 1,3-dimethyl-
156.0
5000 e :
14.00
m/z 155.15 36.35%
27.0 51.0 76.0 115.0
0\\\\‘\‘\\\“\\“\\“H\\HU“\\\\‘\\\‘\‘\“\‘\\“‘\\ ‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33134: Naphthalene, 1,7-dimethyl-
156.0
et ‘
14.00
5000 ITI/Z 115.15 22.93%
115.0
27.0 510 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33137: Naphthalene, 1,6-dimethyl- — ‘
156.0 14.00
m/z 128.15 22.14%
5000
77.0 115.0
1.
I L cof W RN S | SR o
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00

8270-BG040822.M Wed Apr 20 14:21:43 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041922\
Data File : BG@53204.D

Acqg On : 19 Apr 2022 20:33

Operator : CG/JU

Sample : N2452-05

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 10 Naphthalene, 2,6-dimethyl- Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
14.120 7.40 ng 175604  Acenaphthene-di10 14.742
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 95
2 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 95
3 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 94
4 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 94
5 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 93

Abundance Scan 1827 (14.120 min): BG053204.D\

data.ms (-1823) (-
2

m/z 156.15 100.00%

156.
5000
14.00 14.50
(o} m/z 141.15 65.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33153: Naphthalene, 2,6-dimethyl-
156.0
5000 e e
14.00 14.50
m/z 155.15 39.67%
27.0 517'0 " 77\L.0 11‘5.0\\\ i M
\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\ ‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33163: Naphthalene, 1,6-dimethyl-
156.0
R —
14.00 14.50
5000 ITI/Z 115.15 18.44%
770 115.0
27\0 | 5]\-0 \‘\ HH\. | ‘ “\ H Jm
Ot e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33138: Naphthalene, 1,5-dimethyl- —— ——
156.0 14.00 14.50
m/z 128.15 17.32%
5000
115.0
77.0
o““27"9““5‘1‘[9,‘:MMHH‘H“ww!mNH‘u!““uwuuwuw —— ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.00 14.50

8270-BG040822.M Wed Apr 20 14:21:44 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41922\
Data File : BGO53204.D

Acqg On : 19 Apr 2022 20:33
Operator : CG/JU

Sample : N2452-05

Misc

ALS vial : 13  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 2-Pentanone, 4-cyclohexylid... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
14.172 6.91 ng 163915  Acenaphthene-di10 14.742
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260 313253-65-5 50
2 Borinic acid, diethyl-, 3,3,5-tr... 208 C13H25BO 057387-76-5 40
3 Pyrazole, 5-methyl-3-(5-nitro-2-... 193 C8H7N303 016239-90-0 35
4 2-Anthracenamine 193 C14H11N 000613-13-8 30
5 9-Phenanthrenamine 193 C14H11N 000947-73-9 30

Abundance Scan 1836 (14.173 min): BG053204.D\data.ms (-1832) (-  m/z 193.25 100.00%

198.3
5000 41.1 69.2
95.2 123.2
s o
152.2 14.00 14.50
0! - Lﬁ+qur m/z 41.15 45.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #101995: 2-Pentanone, 4-cyclohexylidene-3,3-diethyl-
1938.0
5000 55.0 —— —
109.0 14.00 14.50
810 m/z 69.15  44.49%
290 ‘ 187.0
O \\\‘\‘H‘\\‘\\\‘\“ \‘\\\““\ \U\‘\“\‘\\“\\\‘\“ T \‘\]-\6‘:\3\0\\‘\\\\‘\\\2%2\.\c
m/z--> 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
—r —
410 m/z 123015 225227
5000 83.0 * * 9
o 165.0 N\/»WW/\W
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #68239: Pyrazole, 5-methyl-3-(5-nitro-2-furyl)- T —
198.0 14.00 14.50
m/z 83.15 36.44%
5000
119.0
163.0
0150 4%0 6?0 89.0 ] |
T R B R R A —r —r
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.00 14.50

8270-BG040822.M Wed Apr 20 14:21:45 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41922\
Data File : BGO53204.D

Acqg On : 19 Apr 2022 20:33
Operator : CG/JU

Sample : N2452-05

Misc

ALS vial : 13  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 1-Octadecanesulphonyl chloride Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
14.220 18.18 ng 431523  Acenaphthene-d10 14.742
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octadecanesulphonyl chloride 352 C18H37C102S 1000342-70-4 86
2 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 72
3 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 64
4 Pentadecane, 7-methyl- 226 Cl16H34 006165-40-8 59
5 Heptadecane, 2,6,10,14-tetramethyl- 296 C21H44 018344-37-1 52

Abundance Scan 1844 (14.220 min): BG053204.D\data.ms (-1840) (-  m/z 57.15 100.00%
57.1

2000 W\*Jt/\wf
902 —— —
1 ‘\ 2 1412 1435 14.00 14.50
ot b b e e e m/z 43.15 91.45%
miz--> 50 100 150 200 250 300
Abundance #261362: 1-Octadecanesulphonyl chloride
57.0
5000 e —
1.0 14.00 14.50
m/z 71.15 90.55%
Ll \‘\ \‘\H\ 1330 1750 288.0
O T \“\‘”\M\““\‘H\““\“V " T L B B B B B
miz--> 50 100 150 200 250 300
Abundance #228592: Tetradecane, 1-iodo-
57.0
— —
14.00 14.50
5000 ITI/Z 41.15 43.73%
99.0 155.0
SIS L L Y
miz--> 50 100 150 200 250 300
Abundance #90207: Dodecane, 2,6,10-trimethyl- —— ——
57.0 14.00 14.50
m/z 55.15 38.75%
b WJ\M\/\/\
127.0
Ll by 1830
o- b foe b —r— —r—
m/z--> 50 100 150 200 250 300 14.00 14.50

8270-BG040822.M Wed Apr 20 14:21:45 2022 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41922\
Data File : BGO53204.D

Acqg On : 19 Apr 2022 20:33
Operator : CG/JU

Sample : N2452-05

Misc

ALS vial : 13  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 unknownl4.578 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

14.578 8.44 ng 200350  Acenaphthene-di10 14.742
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexyl-1-nitrocyclohexane 213 C12H23NO2 118252-09-8 35
2 1-Decene, 10-bromo- 218 C10H19Br 062871-09-4 27
3 3-Hexene, 3-ethyl-2,5-dimethyl- 140 C1eH20 062338-08-3 27
4 7-Tetradecanol 214 C14H300 003981-79-1 22
5 Hexadecanedinitrile 248 C16H28N2 006812-44-8 14

Abundance Scan 1905 (14.578 min): BG053204.D\data.ms (-1901) (- m/z 193.25 100.00%
55.1 198.3

-

5000
1 T
14.50
0! m/z 55.15 94.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #90847: 1-Hexyl-1-nitrocyclohexane
53.0 83.0
5000 111.0 L ‘
14.50
167.0 m/z 41.15 90.14%
O\‘\\\\“\\\\‘\\\\‘\\\‘\‘\\‘\\‘\“\\\‘\\\\‘\1\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #95850: 1-Decene, 10-bromo-
55.0
—— ‘
14.50
5000 97.0 ITI/Z 69.15 88.99%
29.0
148.0
bbbl oy 4210, [ 3760 2180
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #20738: 3-Hexene, 3-ethyl-2,5-dimethyl- —— ‘
55.0 14.50
97.0 m/z 97.15  79.64%
- WM
27.0 140.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.50

8270-BG040822.M Wed Apr 20 14:21:46 2022 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41922\
Data File : BGO53204.D

Acqg On : 19 Apr 2022 20:33
Operator : CG/JU

Sample : N2452-05

Misc

ALS vial : 13  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, 2,3,6-trimethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
15.136 9.21 ng 218604  Acenaphthene-di10 14.742
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 95
2 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 91
3 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 87
4 3-(2-Methyl-propenyl)-1H-indene 170 C13H14 1000187-78-5 81
5 Naphthalene, 1,4,5-trimethyl- 170 C13H14 002131-41-1 76

Abundance Scan 2000 (15.136 min): BG053204.D\data.ms (-1995) (- m/z 155.15 100.00%
155.2
57.1
5000
P =
15.00 15.50
0+ : . m/z 170.15 90.96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45539: Naphthalene, 2,3,6-trimethyl-
170.0
5000 W ‘ S
15.00 15.50
m/z 57.15 58.47%
o 410 850 129 | |
‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\ ‘\\1\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45533: Naphthalene, 1,6,7-trimethyl-
170.0
P e
15.00 15.50
5000 m/z 43.15 40.22%
0/27.0 51.0 760 10201230 ||
R R R R B e AR EE
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45541: Naphthalene, 1,4,6-trimethyl- —— ——
170.0 15.00 15.50
m/z 71.15 34.60%
5000
o 510 840 128.0 |
R R B e a e R R R R P P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.00 15.50

8270-BG0O40822.M Wed Apr 20 14:21:47 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41922\
Data File : BGO53204.D

Acqg On : 19 Apr 2022 20:33
Operator : CG/JU

Sample : N2452-05

Misc

ALS vial : 13  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 unknownl15.253 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.253 11.35 ng 269350  Acenaphthene-di10 14.742
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, (2-methylpropyl)- 140 C1oH20 001678-98-4 38
2 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 30
3 Carbonic acid, octadecyl vinyl e... 340 C21H4003 1000382-54-4 30
4 Cetene 224 C16H32 000629-73-2 25
5 Cyclopentane, 1-methyl-3-(1-meth... 126 C9H18 053771-88-3 25
Abundance Scan 2020 (15.253 min): BG053204.D\data.ms (-2016) (-  m/z 83.15 100.00%
83.2
43.1
5000 133.2
P e
‘ ‘H 204.3 15.00 15.50
ol L, 12683 1 nyz 55.15  97.95%
miz--> 50 100 150 200 250 300
Abundance #20732: Cyclohexane, (2-methylpropyl)-
55.0
5000 —r— —
15.00 15.50
or.0 m/z 57.15 77.62%
‘ H ‘ 140.0
015.\d‘\‘1““‘\‘1\H\“‘\\‘\‘\’\\\\‘\\\\’\\\\‘\\\
miz--> 50 100 150 200 250 300
Abundance #277469: Carbonic acid, eicosyl vinyl ester
57.0
P e
15.00 15.50
5000 m/z 43.15 77 .20%
7.0
oLl l ] 14101820 220 o5,
miz--> 50 100 150 200 250 300
Abundance #248885: Carbonic acid, octadecyl vinyl ester —— ——
57.0 15.00 15.50
m/z 71.15 62.63%
5000
7.0
ok LMo aseo z0 2o LT T
m/z--> 50 100 150 200 250 300 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41922\
Data File : BGO53204.D

Acqg On : 19 Apr 2022 20:33
Operator : CG/JU

Sample : N2452-05

Misc

ALS vial : 13  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 16 4,6,8-Trimethylazulene Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
15.359 8.20 ng 194531  Acenaphthene-di10 14.742
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4,6,8-Trimethylazulene 170 C13H14 000941-81-1 93
2 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 93
3 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 91
4 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 90
5 2-Naphthylpropionic acid 200 C13H1202 1000129-24-1 55

Abundance Scan 2038 (15.359 min): BG053204.D\data.ms (-2033) (-  m/z 155.15 100.00%
2

5000

115.1 T~ e
55.1 83.2 193.3 092 1 15.00 15.50
0 m/z 170.15 97.84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45527: 4,6,8-Trimethylazulene
170.0

Ju LI

15.00 15.50
m/z 169.15 30.67%

128.0
T \‘\\3\9i.\0\“\\6ﬁ:\0\”\"8\?.\0\‘ T \“\ T \“U‘\ \“M rt T \H\H\ T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45536: Naphthalene, 1,6,7-trimethyl-
170.0
AN

5000

o

15.00 15.50
5000 m/z 153.15 25.36%
128.0
51.0 76.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45534: Naphthalene, 2,3,6-trimethyl- — ——
170.0 15.00 15.50
m/z 115.10 22.75%
5000

3

o180 5107601001280 | |
180 510 R 1020 S W .
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@41922\
Data File : BGO53204.D

Acqg On : 19 Apr 2022 20:33
Operator : CG/JU

Sample : N2452-05

Misc

ALS vial : 13  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 Heptacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.982 23.18 ng 549996  Acenaphthene-d10 14.742
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 86
2 Tetratetracontane 619 C44H90 007098-22-8 72
3 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 72
4 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 72
5 Heptane, 3-ethyl-5-methyl- 142 C1eH22 052896-90-9 55

Abundance Scan 2144 (15.982 min): BG053204.D\data.ms (-2140) (-  m/z 57.15 100.00%
57.1

-

5000
16.00
7.2 :
oA FrE 2898 e m/z 71.15  49.94%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #287977: Heptacosane
57.0
5000 1
16.00
m/z 43.15 48.74%
ok ||]/127.0197.0267.0  380.0
‘H\\‘\\\\‘HH‘HH’HH‘HH‘\H\‘\\\\‘HH‘HH‘HH‘HH‘H\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane
57.0
——
16.00
5000 m/z 41.15 29.54%

|

I

1111 F#79197.0267.0337.0407.0 491.0562.0

-

O e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #59061: Undecane, 3,6-dimethyl- ——
57.0 16.00
m/z 85.15 23.25%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41922\
Data File : BGO53204.D

Acqg On : 19 Apr 2022 20:33
Operator : CG/JU

Sample : N2452-05

Misc

ALS vial : 13  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 18 Heptadecane, 2,6-dimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
16.464 34.15 ng 1088910  Phenanthrene-d10 17.486
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 2,6-dimethyl- 268 C19H40 054105-67-8 91
2 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 90
3 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 80
4 Undecane, 2-methyl- 170 C12H26 007045-71-8 80
5 Tridecane 184 C13H28 000629-50-5 72

Abundance Scan 2226 (16.464 min): BG053204.D\data.ms (-2221) (-  m/z 57.15 100.00%
57.1

o NJJL
1132 16,50
. 183.2 . -
ol b b [ L, 183277 721482443 2875 L0 9115 77.06%
miz--> 50 100 150 200 250
Abundance #158617: Heptadecane, 2,6-dimethyl-
57.0
5000 iﬁgd
m/z 43.15 63.84%
113.0
[ ‘H‘ \“‘\ M‘ \“ T T \:!_8\‘2.\0‘ T \25‘3\0\ T
m/z--> 50 100 150 200 250
Abundance #90203: Dodecane, 2,6,11-trimethyl-
57.0
P
16.50
5000 m/z 41.15 31.49%
99.0
27.0
A N BN LI KL
m/z--> 50 100 150 200 250
Abundance #90204: Dodecane, 2,7,10-trimethyl- ;
Yy
57.0 16.50
m/z 85.15 29.03%
5000
27_0‘ ‘ 113.0
ok “ uu”u | S SR S L
miz--> 50 100 150 200 250 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41922\
Data File : BGO53204.D

Acqg On : 19 Apr 2022 20:33
Operator : CG/JU

Sample : N2452-05

Misc

ALS vial : 13  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 19 Heptadecane, 2,6,10,15-tetr... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
17.286  27.15 ng 865778  Phenanthrene-di10 17.486
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 91
2 Tetradecane, 1-iodo- 324 C14H291I 019218-94-1 90
3 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 86
4 Tetracosane 338 C24H50 000646-31-1 86
5 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 83

Abundance Scan 2366 (17.286 min): BG053204.D\data.ms (-2361) (-  m/z 57.15 100.00%
57.1

20 J\»Mﬂv-wj\w»wa\fﬂf
1700 1750
1832 : :
. “ d “‘1472 L21822583 m/z 71.15  78.32%
miz--> 50 100 150 200 250 300
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0
5000 —_— -
17.00 17.50
m/z 43.15 56.64%
0 “\ H\ \H \‘ H‘ | \10 1830 239.0 296.0
T T 7T ‘ T ‘ T \ T T T T ‘ T T T T ‘ L
miz--> 50 100 150 200 250 300
Abundance #228592: Tetradecane, 1-iodo-
57.0
e e
17.00 17.50
5000 m/z 85.15 43.38%
99.0 1550
N 0 s e C R Y
miz--> 50 100 150 200 250 300
Abundance #176403: Hexadecane, 2,6,10,14-tetramethyl- —— —
57.0 17.00 17.50
m/z 41.15 31.87%
113.0
1830
otd I S B
m/z--> 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\BG@41922\
Data File : BGO53204.D

Acqg On : 19 Apr 2022 20:33
Operator : CG/JU

Sample : N2452-05

Misc

ALS vial : 13  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 20 Pentacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.891 10.21 ng 325599  Phenanthrene-d10 17.486
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentacosane 352 C25H52 000629-99-2 83
2 Nonadecane 268 C19H40 000629-92-5 83
3 Eicosane 282 C20H42 000112-95-8 83
4 Tetracosane 338 (C24H50 000646-31-1 83
5 Tetradecane 198 C14H30 000629-59-4 83

Abundance Scan 2469 (17.891 min): BG053204.D\data.ms (-2466) (-  m/z 57.15 100.00%
57.1

5000 Mﬁ¢wxfm/WJKWJAVVJ“\“
99.2 179.2 17550 18.00
| i \1412 |, 2272 2723 0
Ol g bl s g RS EOES 0 m/z 71.15  85.30%
miz--> 50 100 150 200 250 300 350
Abundance #262013: Pentacosane
57.0
5000 T U
17.50 18.00
99.0 m/z 43.15 81.87%
L ‘ T T \ \ ‘ T \ \ T ‘ \ \ T T ‘ T T T ‘ T T ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #158597: Nonadecane
57.0
— —
17.50 18.00
5000 m/z 85.15 48.31%
.0
0 \‘ , h | u‘ P 4%0 183.0 225.0 2680
o L e L I R B e e
m/z--> 50 100 150 200 250 300 350
Abundance #176385: Eicosane “ —
57.0 17.50 18.00
m/z 41.15 26.94%
5000 W
99.0
0 L i H\ h H‘ | :\L4\1 0 183.0 225.0 28\20
\\\“\“\ ‘ \‘\‘\‘ “\‘\\\“\\‘\\‘\\\\‘\\\\‘\ ‘ T T ‘ T
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@41922\
Data File : BGO53204.D

Acqg On : 19 Apr 2022 20:33
Operator : CG/JU

Sample : N2452-05

Misc :

ALS Vvial : 13  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|
unknown8.674 8.674 7.3 ng 88026 1 8.122 241058 20.0
unknown9.479 9.479 9.4 ng 113338 1  8.122 241058 20.0
Octane, 3,6-dim... 10.337 12.4 ng 321314 2 10.936 516816 20.0
Decane, 2,2,9-t... 10.407 9.1 ng 235595 2 10.936 516816 20.0
Dodecane, 2,6,1... 11.758 7.6 ng 1970665 2 10.936 516816 20.0
Sulfurous acid,... 11.946 8.2 ng 212704 2 10.936 516816 20.0
Decane, 5-propyl- 13.280 15.5 ng 367880 3 14.742 474628 20.0
unknown13.562 13.562 6.9 ng 163245 3 14.742 474628 20.0
Naphthalene, 1,... 14.067 8.7 ng 205484 3 14.742 474628 20.0
Naphthalene, 2,... 14.120 7.4 ng 175604 3 14.742 474628 20.0
2-Pentanone, 4-... 14.172 6.9 ng 163915 3 14.742 474628 20.0
1-Octadecanesul... 14.220 18.2 ng 431523 3 14.742 474628 20.0
unknown14.578 14.578 8.4 ng 200350 3 14.742 474628 20.0
Naphthalene, 2,... 15.136 9.2 ng 218604 3 14.742 474628 20.0
unknown15.253 15.253 11.4 ng 269350 3 14.742 474628 20.0
4,6,8-Trimethyl... 15.359 8.2 ng 194531 3 14.742 474628 20.0
Heptacosane 15.982 23.2 ng 549996 3 14.742 474628 20.0
Heptadecane, 2,... 16.464 34.1 ng 1088910 4 17.486 637726 20.0
Heptadecane, 2,... 17.286 27.1 ng 865778 4 17.486 637726 20.0
Pentacosane 17.891 10.2 ng 325599 4 17.486 637726 20.0
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