LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGe41124\
Data File : BGO60869.D

Acqg On : 11 Apr 2024 21:40
Operator : MA/JU

Sample : P2071-01 5X

Misc :

ALS Vvial : 14 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-BG032924.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO60869.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  3.099 14 19 28 rVWW3 27324 62839 4.23% 0.320%
2 3.176 28 32 40 rVB3 15175 29036 1.96% 0.148%
3 5.537 427 434 444 rBV 163832 267670 18.03%  1.364%
4 7.112 695 702 710 rBV 180640 303410 20.44% 1.547%
5 7.952 837 845 853 rVB 263046 440583 29.68%  2.246%
6 8.722 970 976 981 rBv4 8089 16669 1.12% 0.085%
7 9.098 1030 1040 1047 rBV 106854 202313 13.63% 1.031%
8 9.186 1047 1055 1060 rVB 30136 51342 3.46% 0.262%
9 9.315 1074 1077 1084 rVB7 10244 19096 1.29% 0.097%
10 9.674 1133 1138 1144 rVB5 20326 37775 2.54% 0.193%
11  9.891 1169 1175 1178 rBV5S 9274 15587 1.05% 0.079%
12 9.938 1178 1183 1191 rVB6 16789 33969 2.29% 0.173%
13 10.038 1191 1200 1206 rBV7 16178 38385 2.59% 0.196%
14 10.109 1206 1212 1215 rBvV4 17605 27200 1.83% 0.139%
15 10.191 1222 1226 1230 rBV3 11995 17802 1.20% 0.091%
16 10.291 1238 1243 1247 rVB4 11772 18729 1.26% 0.095%
17 10.455 1264 1271 1274 rBV6 8850 15438 1.04% 0.079%
18 10.538 1279 1285 1290 rVB8 12220 28024 1.89% 0.143%
19 10.743 1311 1320 1328 rBV2 369988 723661 48.75% 3.689%
20 10.872 1338 1342 1346 rBV5 8597 16372 1.10% ©0.083%
21 10.925 1346 1351 1355 rVB 37904 58034 3.91% 0.296%
22 10.984 1356 1361 1365 rBV7 10887 23651 1.59% 0.121%
23 11.055 1369 1373 1377 rVB7 9265 15219 1.03% 0.078%
24 11.160 1387 1391 1397 rBV6 11184 21034 1.42% 0.107%
25 11.248 1404 1406 1410 rVB3 12037 15576 1.05% 0.079%
26 11.331 1415 1420 1425 rBV8 12071 18889 1.27% 0.096%
27 11.466 1431 1443 1450 rBV9 25651 93897 6.33% 0.479%
28 11.525 1450 1453 1460 rVB5 20051 30620 2.06% 0.156%
29 11.595 1460 1465 1471 rBV6 30009 52261 3.52% 0.266%
30 11.671 1472 1478 1485 rVV5 30946 66274 4.46% 0.338%
31 11.783 1492 1497 1506 rBV4 53755 120941 8.15% 0.616%
32 11.936 1516 1523 1532 rBV5 31056 69776 4.70% 0.356%
33 12.177 1558 1564 1573 rBV 151706 262832 17.70% 1.340%
34 12.382 1595 1599 1600 rBV3 14658 20368 1.37% 0.104%
35 12.400 1600 1602 1607 rVB3 29758 37587 2.53% 0.192%
36 12.541 1623 1626 1630 rBV5 13701 17008 1.15% ©0.087%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGe41124\
Data File : BGO60869.D

Acqg On : 11 Apr 2024 21:40
Operator : MA/JU

Sample : P2071-01 5X

Misc :

ALS Vvial : 14 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-BG032924.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 12.623 1636 1640 1642 rBV5 10906 16971 1.14% 0.087%
38 12.659 1642 1646 1651 rVB2 46867 74098 4.99% 0.378%
39 12.811 1668 1672 1676 rVB4 24748 39042 2.63% 0.199%
40 12.852 1676 1679 1680 rBV3 23988 25787 1.74% 0.131%
41 12.917 1687 1690 1694 rBV3 28324 42528 2.86% ©0.217%
42 12.993 1700 1703 1708 rVB 30420 43326 2.92% 0.221%
43 13.076 1713 1717 1722 rBV5 44273 76475 5.15% 0.390%
44 13.134 1722 1727 1731 rW 95740 131889 8.88% 0.672%
45 13.199 1732 1738 1748 rVV 261811 433666 29.21% 2.211%
46 13.293 1750 1754 1760 rVBS 15588 26544 1.79% 0.135%
47 13.422 1769 1776 1782 rBV 250480 405750 27.33% 2.068%
48 13.522 1788 1793 1798 rVV2 40160 87615 5.90% 0.447%
49 13.575 1800 1802 1807 rVB4 33495 46442 3.13% 0.237%
50 13.740 1824 1830 1835 rBV9 32275 75771 5.10% 0.386%
51 13.810 1840 1842 1846 rVB4 18826 19834 1.34% 0.101%
52 13.863 1846 1851 1854 rBV6 29601 57463 3.87% 0.293%
53 13.945 1861 1865 1870 rBV5 35738 63867 4.30% 0.326%
54 13.992 1870 1873 1878 rVB4 20438 35456 2.39% 0.181%
55 14.051 1879 1883 1884 rBV2 46486 54870 3.70%  0.280%
56 14.080 1884 1888 1891 rVVv2 104345 154569 10.41% ©0.788%
57 14.116 1891 1894 1899 rVB3 53700 81192 5.47% 0.414%
58 14.198 1905 1908 1912 rVB 34561 42873 2.89% 0.219%
59 14.239 1913 1915 1920 rVB6 13521 19821 1.34% 0.101%
60 14.286 1921 1923 1928 rBv4 15382 19540 1.32% 0.100%
61 14.492 1953 1958 1963 rBV 373160 494667 33.32%  2.522%
62 14.580 1966 1973 1981 rVV 509538 853381 57.48% 4.350%
63 14.956 2031 2037 2040 rBV4 33745 75650 5.10% 0.386%
64 14.991 2041 2043 2049 rVB3 45946 63474  4.28% 0.324%
65 15.050 2050 2053 2057 rBvV2 33352 39884 2.69% 0.203%
66 15.114 2060 2064 2072 rVB3 100115 175433 11.82% 0.894%
67 15.185 2072 2076 2081 rBV3 46806 84724 5.71% 0.432%
68 15.444 2116 2120 2125 rVB 388307 497886 33.54% 2.538%
69 15.626 2148 2151 2155 rBV4 27443 35919 2.42% 0.183%
70 15.855 2184 2190 2195 rVB 146837 236322 15.92% 1.205%
71 15.949 2203 2206 2210 rVB3 44308 62675 4.22% 0.319%
72 16.002 2212 2215 2220 rBV3 56652 94678 6.38% 0.483%
73 16.066 2221 2226 2231 rVB3 262939 401590 27.05% 2.047%
74 16.307 2263 2267 2270 rBV 449456 591707 39.86% 3.016%
75 16.337 2270 2272 2276 rVB 175635 200704 13.52% 1.023%
76 16.654 2322 2326 2328 rBV2 35628 51818 3.49% 0.264%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGe41124\
Data File : BGO60869.D

Acqg On : 11 Apr 2024 21:40
Operator : MA/JU

Sample : P2071-01 5X

Misc :

ALS Vvial : 14 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-BG032924.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
77 16.771 2344 2346 2351 rVB2 29429 31840 2.14% 0.162%
78 16.818 2352 2354 2357 rVB2 26440 24021 1.62% 0.122%
79 17.106 2398 2403 2407 rBV 373227 478092 32.20% 2.437%
80 17.159 2407 2412 2421 rVB 167156 291537 19.64% 1.486%
81 17.330 2435 2441 2445 rBV 553976 870615 58.65% 4.438%
82 17.365 2445 2447 2452 rVB 107216 145141 9.78% 0.740%
83 17.576 2481 2483 2487 rVB3 33040 30997 2.09% ©0.158%
84 17.641 2492 2494 2500 rVB2 41723 52474 3.53% 0.267%
85 17.847 2524 2529 2533 rBV 336690 421039 28.36%  2.146%
86 18.011 2553 2557 2562 rVB 251124 310849 20.94%  1.585%
87 18.199 2586 2589 2591 rBV2 37688 49700 3.35% 0.253%
88 18.234 2591 2595 2602 rVB2 184304 313725 21.13% 1.599%
89 18.534 2643 2646 2652 rBV 285782 361501 24.35% 1.843%
90 18.998 2723 2725 2729 rVB2 49655 49387 3.33% 0.252%
91 19.151 2747 2751 2754 rBV 1125164 1484533 100.00% 7.567%
92 19.186 2754 2757 2761 rVB3 838727 994775 67.01% 5.071%
93 19.321 2776 2780 2784 rBV 145772 184392 12.42% 0.940%
94 19.386 2784 2791 2797 rBV2 438555 847306 57.08% 4.319%
95 19.509 2809 2812 2815 rBV2 68384 77658 5.23% 0.396%
96 19.744 2848 2852 2862 rVB 475667 638221 42.99% 3.253%
97 19.950 2882 2887 2891 rVB 429634 563241 37.94% 2.871%
98 20.279 2940 2943 2946 rBV 157221 162964 10.98% 0.831%
99 21.589 3159 3166 3171 rBV3 599331 1185986 79.89% 6.046%
100 24.733 3695 3701 3710 rVB3 273174 721671 48.61% 3.679%

Sum of corrected areas: 19617433
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041124\
Data File : BGO60869.D

Acqg On : 11 Apr 2024 21:40
Operator : MA/JU

Sample : P2071-01 5X

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG060869.D\data.ms
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9.098
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Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50 12.00 12.50
Abundance TIC: BG060869.D\data.ms
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19/186

21.589
1000000

800000 19.79450
386

600000

400000

200000

e

Time--> 13.00 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: BG060869.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041124\
Data File : BGO60869.D

Acqg On : 11 Apr 2024 21:40
Operator : MA/JU

Sample : P2071-01 5X

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 1 Decane, 2,6,7-trimethyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.783 3.34 ng 120941 Naphthalene-d8 10.749
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 2,6,7-trimethyl- 184 C13H28 062108-25-2 78
2 Nonane, 3-methyl- 142 C10H22 005911-04-6 72
3 Sulfurous acid, decyl 2-ethylhex... 334 C18H3803S 1000309-19-3 64
4 Octane, 3,6-dimethyl- 142 C1eH22 015869-94-0 64
5 Decane, 3-methyl- 156 C11H24 013151-34-3 64
Abundance Scan 1497 (11.783 min): BG060869.D\data.ms (-1492) (- | m/z 57.10 100.00%
57.1
- ,xjuﬂxAJ\j\uxdwwwjkw
1150 1200
39 ‘ 1181 9331 1542 : :
[ S— ‘ B P APt i m/z 43.10  66.97%
m/z--> 20 40 60 80 100 120 140 160
Abundance #59086: Decane, 2,6,7-trimethyl-
57.0
5000 Sl -
11.50 12.00
m/z 71.05 49.70%
. 112.
O \’\\\%%‘i\\uﬂ‘ T \“} \‘8?\()\\“\\1‘\()‘\\\1\4.‘1\-0\\\‘\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #22081: Nonane, 3-methyl-
57.0
e o
11.50 12.00
5000 m/z 41.05 38.47%
29.0
O O e o 1
m/z--> 20 40 60 80 100 120 140 160
Abundance #241464: Sulfurous acid, decyl 2-ethylhexyl ester —— ——
57.0 11.50 12.00
m/z 56.05 22.44%
5000
29.0 850 1130
S A R P UV, SV
m/z--> 20 40 60 80 100 120 140 160 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041124\
Data File : BGO60869.D

Acqg On : 11 Apr 2024 21:40
Operator : MA/JU

Sample : P2071-01 5X

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .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 Sulfurous acid, 2-propyl te... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.177 7.26 ng 262832  Naphthalene-d8 10.749
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1010309-12-5 72
2 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 72
3 Undecane 156 C11H24 001120-21-4 59
4 Tridecane 184 C13H28 000629-50-5 59
5 Heptadecane, 2,6,10,14-tetramethyl- 296 C21H44 018344-37-1 53

Abundance Scan 1564 (12.177 min): BG060869.D\data.ms (-1558) (- | m/z 57.10 100.00%
7.1

5
5000

= T
12.00 12.50

“}}2&01843 534.;

Ol b P RS s m/z 43.05  87.97%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance  #224374: Sulfurous acid, 2-propyl tetradecyl ester
43.0
5000 —— RS
12.00 12.50
m/z 41.00 42.27%
1.0
O’\‘T“E‘T1J1197.0261.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance  #170577: Sulfurous acid, 2-ethylhexyl hexyl ester
57.0
— —
12.00 12.50
5000 ITI/Z 71.10 34.97%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #33077: Undecane I =
57.0 12.00 12.50
m/z 85.05 22.53%
5000
Uy odlntinspe
m/z--> 0 50 100 150 200 250 300 350 400 450 500 12.00 12.50

8270-BGO32924.M Fri Apr 12 13:19:18 2024 Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041124\
Data File : BGO60869.D

Acqg On : 11 Apr 2024 21:40
Operator : MA/JU

Sample : P2071-01 5X

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .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 Dodecane, 2,7,10-trimethyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
13.134 3.09 ng 131889  Acenaphthene-di10 14.580
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 62
2 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 53
3 Octane, 2,7-dimethyl- 142 C1leH22 001072-16-8 50
4 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 50
5 Nonane, 3-methyl-5-propyl- 184 C13H28 031081-18-2 47

Abundance Scan 1727 (13.134 min): BG060869.D\data.ms (-1722) (- | m/z 57.05 100.00%
57.

0
5000
85.1

131.1 ASASL
H ‘ 105.0 ‘ 60.1 13.00 13.50
el b gy L 2992 m/z 71.10 61.99%

1
I ‘\ Ll " | | 183.1
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90204: Dodecane, 2,7,10-trimethyl-
57.0

o

5000 T —
13.00 13.50
290‘ 85.0 m/z 43.10 55.73%
113.0
O\‘\H‘\\“‘\\\M“\\‘M\‘w‘\\\“\\}‘\‘\“\\]-\4‘1\.\0\\‘\\\]\-8‘\3.\0\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33097: Nonane, 3,7-dimethyl-
57.0
— T —
13.00 13.50
5000 ITI/Z 41.10 36.64%
290 85.0
‘ 127.0
bbb L1860
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22088: Octane, 2,7-dimethyl- — —
43.0 13.00 13.50
m/z 55.00 25.51%
5000
71.0
99.0
N ) S kil
m/z--> 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\BG041124\
Data File : BGO60869.D

Acqg On : 11 Apr 2024 21:40
Operator : MA/JU

Sample : P2071-01 5X

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .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 Tetradecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.422 9.51 ng 405750  Acenaphthene-d10 14.580
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 93
2 Hexadecane 226 C1l6H34 000544-76-3 91
3 Heptadecane 240 C17H36 000629-78-7 90
4 Tridecane 184 C13H28 000629-50-5 90
5 Pentadecane 212 C15H32 000629-62-9 80
Abundance Scan 1776 (13.422 min): BG060869.D\data.ms (-1769) (- | m/z 57.05 100.00%
57.0
- \M\/\JL
85.1
—T—
H ‘ 1131 1541 1981 1950
bt g (ML 1541 1981 w/z 43.e5  78.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #74004: Tetradecane
57.0
5000 T
85.0 13.50
20.0 m/z 71.10 39.13%
11
O T \“‘Hﬁ‘o\‘\]\-\4"1\9\1‘-\629\]\-??\(\)\\‘HH‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #107218: Hexadecane
57.0
—T
13.50
5000 m/z 41.05 36.09%
85.0
29.0
0 ‘ | . ) 113.0141.0169.0 197.0 226.0
e e e e e e T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #123961: Heptadecane 7
57.0 13.50
m/z 85.10 26.65%
5000
85.0
29.0
‘H‘HH‘HH‘H‘wu‘wH‘W‘HW‘HW‘H‘_H‘MH‘_‘HM‘ —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041124\
Data File : BGO60869.D

Acqg On : 11 Apr 2024 21:40
Operator : MA/JU

Sample : P2071-01 5X

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .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 Undecane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
14.080 3.62 ng 154569  Acenaphthene-di10 14.580
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 78
2 Tridecane 184 C13H28 000629-50-5 64
3 Decane, 2,4-dimethyl- 170 C12H26 002801-84-5 64
4 Decane 142 C10H22 000124-18-5 59
5 Nonadecane 268 C19H40 000629-92-5 59
Abundance Scan 1888 (14.080 min): BG060869.D\data.ms (-1884) (- | m/z 57.10 100.00%
57.1
- xivaw/MJAnJme/ﬂj\f
85.1 v ‘
14.00
09 1 141 1 192 3
S 1662 m/z 43.10  74.86%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33080: Undecane
57.0
5000 — :
85.0 14.00
20.0 m/z 71.10 60.26%
‘ ‘ 113.0 156.0
O\\\‘\‘\\\‘\\\‘\\‘\\‘!\\\H‘\\U\‘\\\\‘\\\1‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59029: Tridecane
57.0
T \
14.00
5000 m/z 41.00 31.49%
85.0
29.0
0 d ‘ H l n1130 141.0 184.0
A B B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45502: Decane, 2,4-dimethyl- T
43.0 14.00
m/z 55.05 25.30%
- T WM
Obre e i 120 1550 -
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\BG041124\
Data File : BGO60869.D

Acqg On : 11 Apr 2024 21:40
Operator : MA/JU

Sample : P2071-01 5X

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .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 Tridecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.492 11.59 ng 494667  Acenaphthene-d10 14.580
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 90
2 Hexadecane 226 C1l6H34 000544-76-3 90
3 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 78
4 Nonane, 5-butyl- 184 C13H28 017312-63-9 72
5 Undecane 156 C11H24 001120-21-4 64
Abundance Scan 1958 (14.492 min): BG060869.D\data.ms (-1953) (- | m/z 57.05 100.00%
57.0
‘ 1450
99.1 :
o — ‘uhu hay, 1401 1770 2123 m/z 43.10  81.50%
miz-> 50 100 150 200 250
Abundance #59025: Tridecane
57.0
5000 T
14.50
m/z 71.05 39.64%
27,0
UL ‘99-0 1410 184.0
O\\‘\“\‘\‘\“\H‘\“\‘\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250
Abundance #107218: Hexadecane
57.0
T
14.50
5000 m/z 41.05 38.51%
o 27‘\'0“\‘ | “‘9?'0‘ 1410 1830 2260
e e i et
miz--> 50 100 150 200 250
Abundance #193302: Dodecane, 1-iodo- —
57.0 14.50
m/z 85.10 26.79%
27.0 99.0
ol Hm A ol L
m/z--> 50 100 150 200 250 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041124\
Data File : BGO60869.D

Acqg On : 11 Apr 2024 21:40
Operator : MA/JU

Sample : P2071-01 5X

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .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 Octadecane, 1-iodo- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
15.115 4.11 ng 175433  Acenaphthene-di10 14.580
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane, 1-iodo- 380 C18H371 000629-93-6 72
2 Octacosane 394 C28H58 000630-02-4 72
3 Nonadecane, 1-bromo- 346 C19H39Br 004434-66-6 72
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 64
5 Tetratetracontane 619 C44H90 007098-22-8 64
Abundance Scan 2064 (15.114 min): BG060869.D\data.ms (-2060) (- | m/z 57.10 100.00%
57.1
- V\AMV\J\A
} e e
154.9 : ’
0 M‘M k ‘ '\ “197‘2“‘ m/z 43.10 82.98%
miz--> 50 100 150 200 250 300 350
Abundance #287349: Octadecane, 1-iodo-
57.0
5000 AARL e
15.00 15.50
m/z 55.10 47.09%
155.0
05.4 ‘h “ ‘\‘\‘\ \“‘\%%?7‘.\0\ \2\\5“3\'0\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
— —
15.00 15.50
5000 m/z 71.10 46.37%
ol ‘h‘ I H | 141 0183 0225.0 281.0 337.0 394.
R S o e A
m/z--> 50 100 150 200 250 300 350
Abundance #255494: Nonadecane, 1-bromo- T ——
57.0 15.00 15.50
m/z 85.10 35.68%
5000
137.0
0 ) h‘\‘ \‘ | H‘ 183.0225.0267.0 3460
““““““‘ s e — —
m/z--> 50 100 150 200 250 300 350 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041124\
Data File : BGO60869.D

Acqg On : 11 Apr 2024 21:40
Operator : MA/JU

Sample : P2071-01 5X

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .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 Hexadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.444 11.67 ng 497886  Acenaphthene-d10 14.580
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Heptadecane 240 C17H36 000629-78-7 80
3 1-Iodoundecane 282 C11H23I 004282-44-4 78
4 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 78
5 Decane, 6-ethyl-2-methyl- 184 C13H28 062108-21-8 78
Abundance Scan 2120 (15.444 min): BG060869.D\data.ms (-2116) (- | m/z 57.10 100.00%
57.1
- MMJ\M/L
| =
99.1 :
ol u““h‘ b, 1551 19602261 m/z 43.05 76.65%
miz-> 50 100 150 200 250
Abundance #107218: Hexadecane
57.0
5000 T
15.50
m/z 71.05 40.68%
o 27‘\'0“\‘ L | “‘9?'0‘ 1410 1830 2260
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #123961: Heptadecane
57.0
—
15.50
5000 m/z 41.05 35.54%
. 719 | | %0 110 50 200
el
miz--> 50 100 150 200 250
Abundance #175097: 1-lodoundecane 7
57.0 15.50
m/z 85.10 26.87%
5000
27.0 99.0 155.0
P T 1970 282.(
—_ —
m/z--> 50 100 150 200 250 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041124\
Data File : BGO60869.D

Acqg On : 11 Apr 2024 21:40
Operator : MA/JU

Sample : P2071-01 5X

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .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 Undecane, 3,6-dimethyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.855 5.54 ng 236322  Acenaphthene-di10 14.580
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 93
2 Decane, 2,6,8-trimethyl- 184 C13H28 062108-26-3 89
3 Undecane, 3,5-dimethyl- 184 C13H28 017312-81-1 72
4 Octane, 4-ethyl- 142 C1eH22 015869-86-0 68
5 Silane, trichlorooctadecyl- 386 C18H37C13Si 000112-04-9 64
Abundance Scan 2190 (15.855 min): BG060869.D\data.ms (-2184) (- | m/z 57.10 100.00%
57.1
\ o e
99.1 169.2 : :
ob— u“““ Ll P 2822 326 7 43.10 47.79%
miz-> 50 100 150 200 250 300
Abundance #59061: Undecane, 3,6-dimethyl-
57.0
5000 e A At
15.50 16.00
m/z 71.10 36.32%
| ‘ 113.0 1550
O\‘\‘\““\‘1‘\“‘\”’\“\\\“\.\\\‘\\\\‘\\\\‘\\\
miz-> 50 100 150 200 250 300
Abundance #59087: Decane, 2,6,8-trimethyl-
57.0
— —
15.50 16.00
5000 m/z 41.00 26.21%
99.0
ol bt L4, 1550
miz--> 50 100 150 200 250 300
Abundance #59062: Undecane, 3,5-dimethyl- — —
57.0 15.50 16.00
m/z 55.10 19.55%
- W
‘ 99.0
155.0
m/z--> 50 100 150 200 250 300 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGo41124\
Data File : BGO60869.D

Acqg On : 11 Apr 2024 21:40

Operator : MA/JU

Sample : P2071-01 5X

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924.M
: 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 10 Heneicosane Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
16.307 13.59 ng 591707  Phenanthrene-d10 17.329
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 94
2 Hexadecane 226 C1l6H34 000544-76-3 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Eicosane, 10-methyl- 296 C21H44 054833-23-7 86
5 Eicosane 282 C20H42 000112-95-8 86

Abundance Scan 2267 (16.307 min): BG060869.D\data.ms (-2263) (- | m/z 57.10 100.00%
57.1

- /LJLw
— =
gg 1 169.1 16.00 16.50
ol b L iy 1841502 2403 8820 /7 43.05  74.17%
miz--> 50 100 150 200 250 300
Abundance #59025: Tridecane
57.0
5000 — =
16.00 16.50
m/z 71.10 44.87%
99.0 141.0 184.0
O L1 \‘\
L ‘ L \ T ‘ \ T \ T ‘ T T T ‘ T T T ‘ T T T ’ T T T

miz--> 50 100 150 200 250 300

:

Abundance #107218: Hexadecane
16.00 16.50
5000 ITI/Z 41.10 33.91%
0 2sz \‘MJ9%0‘1410 183.0 226.0
“““ B T L I o S
mlz--> 100 150 200 250 300
Abundance #194588: Heneicosane “ 7
57.0 16.00 16.50
m/z 85.10  30.66%
5000
99.0
ol15. q‘ Ll 14101830 2250 2960
ol e — —
m/z--> 50 100 150 200 250 300 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041124\
Data File : BGO60869.D

Acqg On : 11 Apr 2024 21:40
Operator : MA/JU

Sample : P2071-01 5X

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .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 Nonane, 3-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
16.337 4.61 ng 200704  Phenanthrene-di10 17.329
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 3-methyl- 142 C1eH22 005911-04-6 78
2 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 78
3 Sulfurous acid, 2-ethylhexyl oct... 446 C26H5403S 1000309-20-1 72
4 Sulfurous acid, 2-ethylhexyl tet... 390 C22H4603S 1000309-19-7 72
5 Sulfurous acid, 2-ethylhexyl tri... 376 C21H4403S 1000309-19-6 72
Abundance Scan 2272 (16.337 min): BG060869.D\data.ms (-2270) (- | m/z 57.10 100.00%
57.1
o MLW
113.1 T T
157.2 ' 16.00 16.50
0 "‘Np«dﬂwuwwwﬁwuphuu”wﬁﬁﬁ%u,?79?‘,‘327' m/z 71.10 80.18%
miz-> 50 100 150 200 250 300
Abundance #22080: Nonane, 3-methyl-
57.0
5000 e e
16.00 16.50
m/z 56.10 35.39%
15J ‘ ‘ 113.0
0 \"\ ‘1 ‘1““‘\ ‘!‘ \‘H\‘\“\\\‘\\\\‘\\\\’\\\\’\\\
miz--> 50 100 150 200 250 300
Abundance #22107: Octane, 2,6-dimethyl-
57.0
— —
16.00 16.50
5000 m/z 43.10 28.97%
113.0
o by L
miz--> 50 100 150 200 250 300
Abundance #324417: Sulfurous acid, 2-ethylhexyl octadecyl ester — —
57.0 16.00 16.50
m/z 113.10 21.43%
5000
113.0
oLt ‘\w\!‘ Li | 15501970 280 Mban oo
m/z--> 50 100 150 200 250 300 16.00 16.50

8270-BGO32924.M Fri Apr 12 13:19:29 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGo41124\
Data File : BGO60869.D

Acqg On : 11 Apr 2024 21:40

Operator : MA/JU

Sample : P2071-01 5X

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924.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 12 Tridecane, 7-propyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
17.106 10.98 ng 478092  Phenanthrene-d10 17.329
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 96
2 Tridecane, 7-propyl- 226 C1l6H34 055045-09-5 91
3 Eicosane 282 C20H42 000112-95-8 91
4 Tridecane 184 C13H28 000629-50-5 86
5 Pentadecane 212 C15H32 000629-62-9 81

Abundance Scan 2403 (17.106 min): BG060869.D\data.ms (-2398) (- | m/z 57.10 100.00%
57.1
o J\NAAAMWﬂJLX,UJuMWAA
Fr e
99.0 1410 2001 2542  316.1 17.00 1750
ol bbb d g, 3229 2001 2942 31613950 n/z 43.16  75.90%
miz--> 50 100 150 200 250 300 350
Abundance #107218: Hexadecane
57.0
5000 fa—— —
17.00 17.50
m/z 71.10 46.21%
o L “‘9%-0‘ 141.0 183.0 226.0
\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #107221: Tridecane, 7-propyl-
43.0
o e
17.00 17.50
5000 Bo.0 m/z 41.16  34.25%
140.0
oty L 00
m/z--> 50 100 150 200 250 300 350
Abundance #176386: Eicosane T —
57.0 17.00 17.50
m/z 85.10 32.01%
5000
0 h | H\ 1410 183.0 225.0 2820
““‘ T e e e —
m/z--> 100 150 200 250 300 350 17.00 17.50

8270-BGO32924.M Fri Apr 12 13:19:30 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041124\
Data File : BGO60869.D

Acqg On : 11 Apr 2024 21:40
Operator : MA/JU

Sample : P2071-01 5X

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924.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 13 Dodecane, 2,6,11-trimethyl- Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
17.159 6.70 ng 291537  Phenanthrene-di10 17.329
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 86
2 Octane, 2-methyl- 128 C9H20 003221-61-2 80
3 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 72
4 Eicosane 282 C20H42 000112-95-8 72
5 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 72

Abundance Scan 2412 (17.159 min): BG060869.D\data.ms (-2407) (- | m/z 57.10 100.00%

57.1
5000

—
113.1 1971 ‘ 17.00 17.50
ok bbb Lt G002 240 8271 4220 w7 43.10 56.93%
mi/z--> 50 100 150 200 250 300 350 400
Abundance #90205: Dodecane, 2,6,11-trimethyl-
43.0
5000 T T

T
17.00 17.50
m/z 71.10 55.46%

113.0
ol dLb bl [ 16902120
miz--> 50 100 150 200 250 300 350 400
Abundance #14531: Octane, 2-methyl-
43.0

—7
17.00 17.50

5000 m/z 85.10 33.69%
011&0!
m/z--> 50 100 150 200 250 300 350 400
Abundance #59069: Undecane, 2,6-dimethyl- T 1
57.0 17.00 17.50

m/z 41.05 32.00%

B \WAJ/KWAN\A
13.0
| ‘\\]t L

‘ 184.0
oL ML LA 1840 —

T \
m/z--> 50 100 150 200 250 300 350 400 17.00 17.50

8270-BGO32924.M Fri Apr 12 13:19:32 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041124\
Data File : BGO60869.D

Acqg On : 11 Apr 2024 21:40
Operator : MA/JU

Sample : P2071-01 5X

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 14 Nonadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.847 9.67 ng 421039  Phenanthrene-d10 17.329
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 96
2 Nonadecane 268 C19H40 000629-92-5 93
3 Tridecane, 7-propyl- 226 C16H34 055045-09-5 93
4 Heneicosane 296 C21H44 000629-94-7 90
5 Tridecane, 6-propyl- 226 Cl16H34 055045-10-8 87
Abundance Scan 2529 (17.847 min): BG060869.D\data.ms (-2524) (- | m/z 57.05 100.00%
57.0
" M/\J\M
— —
991 L4 203.1 17.50 18.00
ob bl by 280e  TFS 2462 29083330 /7 43.10  76.61%
miz--> 50 100 150 200 250 300 350
Abundance #107218: Hexadecane
57.0
5000 — —
17.50 18.00
m/z 71.10 46.04%
o ‘\ ‘ | “‘99‘ 0 141.0 183.0 226.0
\\\‘\\ ‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #158597: Nonadecane
57.0
— —
17.50 18.00
5000 m/z 85.10 32.98%
0 J‘ ‘ MM‘J‘\J4}9 183.0 225.0 2680
Ll e e
m/z--> 50 100 150 200 250 300 350
Abundance #107221: Tridecane, 7-propyl- [ —
43.0 17.50 18.00
m/z 41.00 31.97%
5.0
5000
140.0
NI I B~ N B ettt
m/z--> 50 100 150 200 250 300 350 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041124\
Data File : BGO60869.D

Acqg On : 11 Apr 2024 21:40
Operator : MA/JU

Sample : P2071-01 5X

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .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 Hexadecanoic acid, methyl e... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
18.011 7.14 ng 310849  Phenanthrene-d10 17.329
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 96
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 94
3 Dodecanoic acid, 10-methyl-, met... 228 C14H2802 005129-65-7 93
4 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 91
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 87
Abundance Scan 2557 (18.011 min): BG060869.D\data.ms (-2553) (- | m/z 74.00 100.00%
74.0
5000
T \
1431 2272 18.00
0! bt Loy Ly pesasara aro. o gs 00 74,50
miz--> 50 100 150 200 250 300 350 400 450
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 e
18.00
143.0 m/z 43.10  53.16%
\ ‘ 227.0
O \\\‘\L\M\h“\l\‘\\‘\\‘\‘\“\\‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #161238: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
R \
18.00
5000 270.0 m/z 55.10 47.81%
143.0
Ll o
0 ‘ Al bl J‘H_w‘u_MWHWHWH_H
m/z--> 100 150 200 250 300 350 400 450
Abundance #109373:DodecandcacM,lO%nemyL,meﬂwleﬁer —— ‘
74.0 18.00
m/z 41.05 34.89%
5000
ol -
m/z--> 50 100 150 200 250 300 350 400 450 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041124\
Data File : BGO60869.D

Acqg On : 11 Apr 2024 21:40
Operator : MA/JU

Sample : P2071-01 5X

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .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 n-Hexadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
18.234 7.21 ng 313725  Phenanthrene-d10 17.329
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 76
3 Pentadecanoic acid 242 C15H3002 001002-84-2 74
4 Undecanoic acid 186 C11H2202 000112-37-8 58
5 Octadecanoic acid 284 C18H3602 000057-11-4 49
Abundance Scan 2595 (18.234 min): BG060869.D\data.ms (-2591) (- | m/z 43.10 100.00%
43.1
200 M
1230 213.2 —— ——
71.ﬂ ‘ 256.1 ‘ 18.00 18.50
Y ‘%f%““1“““\“‘”iw‘”m‘”‘“HHH“M??7"‘2‘3‘5“2(]7‘40‘3‘" m/z 60.00 90.01%
miz--> 50 100 150 200 250 300 350 400
Abundance #143508: n-Hexadecanoic acid
430 256.0
5000 T i
18.00 18.50
m/z 73.00 82.31%
Ot
m/z--> 50 100 150 200 250 300 350 400
Abundance #92063: Tridecanoic acid
3.0
remeglec Pt
18.00 18.50
5000 129.0 m/z 41.10 81.27%
29.C 171.0
ML L2
R TN N
m/z--> 50 100 150 200 250 300 350 400
Abundance #126199: Pentadecanoic acid — —
3.0 18.00 18.50
m/z 57.10 81.09%
5000 129.0
29.0
‘ 199.0242.0
o4l I O (.1 WA 5
m/z--> 50 100 150 200 250 300 350 400 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041124\
Data File : BGO60869.D

Acqg On : 11 Apr 2024 21:40
Operator : MA/JU

Sample : P2071-01 5X

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .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 Eicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.534 8.30 ng 361501 Phenanthrene-d10 17.329
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Hexadecane 226 C1l6H34 000544-76-3 96
3 Docosane, 7-butyl- 366 C26H54 055282-15-0 90
4 Tridecane, 4,8-dimethyl- 212 C15H32 055030-62-1 90
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 86
Abundance Scan 2646 (18.534 min): BG060869.D\data.ms (-2643) (- | m/z 57.10 100.00%
57.1
20 M/MJ\NANMJ\MVVJWVwJ\
T \
- i ‘l‘lfs?‘l‘,””_‘?’p?‘l‘ 3552 440.  n/7 43.05  76.43%
miz--> 50 100 150 200 250 300 350 400
Abundance #176386: Eicosane
57.0
5000 —— :
18.50
m/z 71.10 45.77%
\\\\‘ \\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #107218: Hexadecane
57.0
T \
18.50
5000 m/z 41.05 32.08%
0 1) | ,“%130 169.0 226.0
e e s e
m/z--> 50 100 150 200 250 300 350 400
Abundance #275541: Docosane, 7-butyl- T ‘
43.0 18.50
m/z 85.10 30.94%
h WJRJ\mpAWMAWMWWkamMW
9.0 154.0
Ol 210 3090 ol
m/z--> 50 100 150 200 250 300 350 400 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041124\
Data File : BGO60869.D

Acqg On : 11 Apr 2024 21:40
Operator : MA/JU

Sample : P2071-01 5X

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .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 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.151 34.10 ng 1484530  Phenanthrene-d10 17.329
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 98
2 2-Chloroethyl linoleate 342 C20H35C102 025525-76-2 93
3 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 91
4 11-Octadecynoic acid, methyl ester 294 C19H3402 026543-37-3 91
5 Linoelaidic acid 280 C18H3202 000506-21-8 87

Abundance Scan 2751 (19.151 min): BG060869.D\data.ms (-2747) (- m/z 67.10 100.00%
1

67.
5000

1f.1 1000

19.00 19.50
64.1 .

o \‘N\ ““H““J‘w““““u]?m“2?9:2‘2‘6“‘3‘3‘“,‘3‘3‘179‘mf'?‘o:' m/z 55.10  87.82%

miz--> 50 100 150 200 250 300 350 400
Abundance #191926: 9,12-Octadecadienoic acid, methyl ester, (E,E)
67.0

5000 T
19.00 19.50
m/z 81.05 78.66%

10.0
0 ‘E)‘\“h‘\“‘“\]w‘ewﬁ.?\ T \2‘6\%‘(\) L L L
m/z--> 50 100 150 200 250 300 350 400
Abundance #251016: 2-Chloroethyl linoleate

67.0

T
19.00 19.50
5000 m/z 41.05 71.82%

1r.0

263.0
e 90 aee
m/z--> 50 100 150 200 250 300 350 400

Abundance  #191900: 9,12-Octadecadienoic acid, methyl ester —
67.0 19.00 19.50

m/z 54.00 52.93%

5000
‘ 1r.0
LA ul | 141640 5530 2940

e =
m/z--> 50 100 150 200 250 300 350 400 19.00 19.50

o

o

8270-BGO32924.M Fri Apr 12 13:19:39 2024 Page: 22



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041124\
Data File : BGO60869.D

Acqg On : 11 Apr 2024 21:40
Operator : MA/JU

Sample : P2071-01 5X

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .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 9-Octadecenoic acid (Z)-, m... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.186  22.85 ng 994775  Phenanthrene-d1e 17.329
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 99
2 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 93
3 trans-13-Octadecenoic acid, meth... 296 C19H3602 1000333-61-3 93
4 cis-13-Octadecenoic acid, methyl... 296 C19H3602 1010333-58-3 93
5 9-Octadecenoic acid, methyl ester 296 C19H3602 002462-84-2 91

Abundance Scan 2757 (19.186 min): BG060869.D\data.ms (-2754) (- | m/z 55.05 100.00%

58.0
5000

S ——
264.1 19.00 19.50

0l 3301 41204622 ./, 69.10 51.51%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #194440: 9-Octadecenoic acid (Z)-, methyl ester
558.0

=000 S e
19.00 19.50
‘ 11.0 m/z 41.05 50.68%
L

“ |, 1800 2640
O\\\“ d“'\‘L“\‘m\“dh\”\\\‘\V\\‘\“\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #194424: 11-Octadecenoic acid, methyl ester
5:
— —
19.00 19.50
m/z 74.00 49.62%
5000 264.0
‘ 180.0

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

Abundance  #194454: trans-13-Octadecenoic acid, methyl ester — e
55.0 19.00 19.50

m/z 83.10 40.05%

B /\JM
11.0 264.0
H ]..‘ ‘“l lhh o 1.\8?.0 h

oL it e e e - —
miz—> 0 50 100 150 200 250 300 350 400 450 19.00 19.50

o

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041124\
Data File : BGO60869.D

Acqg On : 11 Apr 2024 21:40
Operator : MA/JU

Sample : P2071-01 5X

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .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 Methyl stearate Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
19.321 4.24 ng 184392  Phenanthrene-di10 17.329
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 94
2 Tridecanoic acid, 12-methyl-, me... 242 C15H3002 005129-58-8 87
3 Methyl 9-methyltetradecanoate 256 C16H3202 213617-69-7 83
4 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 81
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 80
Abundance Scan 2780 (19.321 min): BG060869.D\data.ms (-2776) (- | m/z 74.00 100.00%
74.0
- M\
143.0 255.2 f= e W
‘ 199.1 ‘ 19.00 19.50
oLrdd M P AU 1Y - 32113761 435 /7 87.00  78.50%
miz--> 50 100 150 200 250 300 350 400
Abundance #197273: Methyl stearate
74.0
5000 o ol
19.00 19.50
143.0 199.0 255.0 m/z 43.10 46.48%
29 oy Ll
O' \“‘\‘N\‘\\\‘\\\‘\‘\\\\“l\h\\\’\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance  #126267: Tridecanoic acid, 12-methyl-, methyl ester
74.0
— —
19.00 19.50
5000 m/z 55.00 41.25%
1430 1990
219 | iy
0 HM,M R S —
m/z--> 50 100 150 200 250 300 350 400
Abundance #143550: Methyl 9-methyltetradecanoate — —
74.0 19.00 19.50
m/z 57.10 37.22%
5000
‘ 143.0 213.0
m/z--> 50 100 150 200 250 300 350 400 19.00 19.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGe41124\
Data File : BGO60869.D

Acqg On : 11 Apr 2024 21:40
Operator : MA/JU

Sample : P2071-01 5X

Misc :

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Decane, 2,6,7-t... 11.783 3.3 ng 120941 2 10.749 723661 20.0
Sulfurous acid,... 12.177 7.3 ng 262832 2 10.749 723661 20.0
Dodecane, 2,7,1... 13.134 3.1 ng 131889 3 14.580 853381 20.0
Tetradecane 13.422 9.5 ng 405750 3 14.580 853381 20.0
Undecane 14.080 3.6 ng 154569 3 14.580 853381 20.0
Tridecane 14.492 11.6 ng 494667 3 14.580 853381 20.0
Octadecane, 1-i... 15.115 4.1 ng 175433 3 14.580 853381 20.0
Hexadecane 15.444 11.7 ng 497886 3 14.580 853381 20.0
Undecane, 3,6-d... 15.855 5.5 ng 236322 3 14.580 853381 20.0
Heneicosane 16.307 13.6 ng 591707 4 17.329 870615 20.0
Nonane, 3-methyl- 16.337 4.6 ng 200704 4 17.329 870615 20.0
Tridecane, 7-pr... 17.106 11.0 ng 478092 4 17.329 870615 20.0
Dodecane, 2,6,1... 17.159 6.7 ng 291537 4 17.329 870615 20.0
Nonadecane 17.847 9.7 ng 421039 4 17.329 870615 20.0
Hexadecanoic ac... 18.011 7.1 ng 310849 4 17.329 870615 20.0
n-Hexadecanoic ... 18.234 7.2 ng 313725 4 17.329 870615 20.0
Eicosane 18.534 8.3 ng 361501 4 17.329 870615 20.0
9,12-Octadecadi... 19.151 34.1 ng 1484530 4 17.329 870615 20.0
9-Octadecenoic ... 19.186 22.9 ng 994775 4 17.329 870615 20.0
Methyl stearate 19.321 4.2 ng 184392 4 17.329 870615 20.0

8270-BG032924.M Fri Apr 12 13:19:43 2024 Pag 25



