LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111723\
Data File : BGO@59761.D

Acqg On : 18 Nov 2023 12:31
Operator : MA/JU

Sample : 05401-01 5X

Misc :

ALS Vvial : 26 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-BG111623.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO59761.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.832 411 416 424 rVB2 68860 118424 17.39% 1.473%
2 7.236 651 655 661 rvB2 9053 9227 1.35% 0.115%
3 7.460 686 693 700 rBV 93908 168458 24.73%  2.095%
4 8.229 819 824 829 rvB3 10421 15490 2.27% 0.193%
5 8.341 835 843 850 rBV 143457 243882 35.81% 3.033%
6 8.494 865 869 872 rBV3 12591 18365 2.70% 0.228%
7 8.799 915 921 922 rBV2 15489 15818 2.32% 0.197%
8 8.928 938 943 951 rBV6 10559 22560 3.31% 0.281%
9 9.140 976 979 984 rBV2 6900 11765 1.73% 0.146%
10 9.539 1036 1047 1055 rVB3 60758 120570 17.70%  1.499%
11 11.190 1320 1328 1335 rBvV2 199821 373510 54.84% 4.644%
12 12.495 1547 1550 1552 rBV3 12498 12018 1.76% 0.149%
13 12.571 1560 1563 1567 rVB3 6089 9491 1.39% 0.118%
14 13.047 1640 1644 1647 rBV5 12760 19984 2.93% 0.248%
15 13.082 1647 1650 1653 rVV4 6720 9874 1.45% 0.123%
16 13.118 1653 1656 1659 rVB4 10976 13840 2.03% 0.172%
17 13.218 1666 1673 1674 rBV3 10341 17706 2.60% 0.220%
18 13.294 1683 1686 1688 rBvV3 11576 13354 1.96% 0.166%
19 13.347 1693 1695 1697 rBV3 9692 9055 1.33% 0.113%
20 13.423 1703 1708 1714 rVB9 16142 31780 4.67% 0.395%
21 13.529 1724 1726 1731 rBV6 9966 16105 2.36% 0.200%
22 13.594 1731 1737 1744 rBV2 243639 394255 57.88% 4.902%
23 13.717 1753 1758 1763 rBV3 57559 87106 12.79% 1.083%
24 13.805 1767 1773 1775 rBV6 13170 23261 3.42% 0.289%
25 13.840 1777 1779 1781 rBV3 10314 11724 1.72% 0.146%
26 13.893 1786 1788 1789 rVv2 11977 12190 1.79% 0.152%
27 13.917 1791 1792 1795 rBV3 10267 9405 1.38% 0.117%
28 13.940 1795 1796 1798 rBvV2 12357 10219 1.50% 0.127%
29 14.005 1802 1807 1808 rBV4 9451 13013 1.91% 0.162%
30 14.064 1814 1817 1819 rBV4 12768 14858 2.18% 0.185%
31 14.281 1850 1854 1857 rBV6 14785 20282 2.98% 0.252%
32 14.357 1863 1867 1872 rVB6 40350 65206 9.57% 0.811%
33 14.404 1872 1875 1878 rBV5 16264 20520 3.01% 0.255%
34 14.451 1880 1883 1886 rBV5 11722 15596 2.29% 0.194%
35 14.522 1891 1895 1898 rVvV5 19969 23980 3.52% 0.298%
36 14.745 1931 1933 1934 rBV2 13208 9385 1.38% 0.117%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111723\
Data File : BGO@59761.D

Acqg On : 18 Nov 2023 12:31
Operator : MA/JU

Sample : 05401-01 5X

Misc :

ALS Vvial : 26 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-BG111623.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 14.780 1934 1939 1942 rVV3 111602 156440 22.97%  1.945%
38 14.857 1950 1952 1955 rvB4 17388 17373 2.55% 0.216%
39 14.904 1957 1960 1962 rVv4 15970 21423 3.15% 0.266%
40 14.968 1966 1971 1978 rVB 411620 653864 96.00% 8.131%
41 15.151 1999 2002 2007 rVB7 13726 20361 2.99% 0.253%
42 15.274 2020 2023 2025 rBv4 12293 13927 2.04% 0.173%
43 15.339 2030 2034 2038 rVB7 26609 29803 4.38% 0.371%
44 15.386 2040 2042 2045 rVB4 26807 23517 3.45% 0.292%
45 15.421 2045 2048 2050 rBV3 25699 28724  4.22% 0.357%
46 15.550 2067 2070 2071 rBV3 22880 19882 2.92% 0.247%
47 15.726 2095 2100 2104 rVB3 134853 167225 24.55% 2.079%
48 15.785 2104 211e 2114 rBV9 25117 54287 7.97% 0.675%
49 15.850 2116 2121 2122 rBV5 19199 20236 2.97% 0.252%
50 15.920 2130 2133 2138 rBV6 19626 36007 5.29% 0.448%
51 16.014 2146 2149 2150 rBV3 10631 11682 1.72% 0.145%
52 16.126 2161 2168 2175 rBvV3 61160 128156 18.82% 1.594%
53 16.220 2182 2184 2186 rVB3 12507 10139 1.49% 0.126%
54 16.284 2193 2195 2196 rVB2 16935 11019 1.62% 0.137%
55 16.349 2204 2206 2209 rBV4 22667 32683 4.80% 0.406%
56 16.455 2218 2224 2229 rBV3 184745 313645 46.05% 3.900%
57 16.590 2242 2247 2254 rBV2 196117 343186 50.39% 4.267%
58 16.866 2292 2294 2295 rVB2 19628 11178 1.64% 0.139%
59 16.925 2301 2304 2307 rVB5 22797 35384 5.20% 0.440%
60 16.954 2307 2309 2310 rBV2 16477 11104 1.63% 0.138%
61 16.984 2312 2314 2318 rVB5 25289 28143 4.13% 0.350%
62 17.048 2322 2325 2327 rBV4 17485 19066 2.80% 0.237%
63 17.136 2338 2340 2342 rBV3 13386 11929 1.75% 0.148%
64 17.160 2342 2344 2349 rVB6 14977 17922 2.63% 0.223%
65 17.213 2351 2353 2354 rBV2 14665 9045 1.33% 0.112%
66 17.383 2378 2382 2386 rVV2 148958 187696 27.56%  2.334%
67 17.430 2386 2390 2394 rVB6 49863 78306 11.50% ©.974%
68 17.501 2400 2402 2405 rBv4 10875 13258 1.95% 0.165%
69 17.677 2430 2432 2433 rBV2 16461 15389 2.26% 0.191%
70 17.724 2434 2440 2445 rVV 435618 681107 100.00% 8.469%
71 17.836 2457 2459 2460 rBV2 16212 13151 1.93% 0.164%
72 17.865 2460 2464 2466 rBV5 16711 24860 3.65% 0.309%
73 18.124 2503 2508 2513 rVV2 142550 183186 26.90%  2.278%
74 18.171 2515 2516 2518 rVB2 19811 13287 1.95% 0.165%
75 18.235 2523 2527 2529 rBv4 19121 21809 3.20% 0.271%
76 18.312 2538 2540 2545 rVB6 51953 57634 8.46% 0.717%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111723\
Data File : BGO@59761.D

Acqg On : 18 Nov 2023 12:31
Operator : MA/JU

Sample : 05401-01 5X

Misc :

ALS Vvial : 26 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-BG111623.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
77 18.400 2552 2555 2556 rBV3 24725 23106 3.39% 0.287%
78 18.529 2571 2577 2582 rBV9 52727 99372 14.59% 1.236%
79 18.629 2592 2594 2595 rBV2 19533 13298 1.95% 0.165%
80 18.811 2621 2625 2629 rVB 117380 129554 19.02% 1.611%
81 19.134 2678 2680 2681 rBV2 17486 13685 2.01% 0.170%
82 19.440 2727 2732 2735 rBV5 159441 220097 32.31% 2.737%
83 19.598 2756 2759 2763 rBV6 22837 35904 5.27% ©.446%
84 19.751 2783 2785 2787 rBV3 21397 15640 2.30% ©.194%
85 19.792 2790 2792 2794 rVWW3 24396 16276 2.39% 0.202%
86 20.004 2825 2828 2832 rBV5 61939 69574 10.21% ©.865%
87 20.292 2873 2877 2884 rBV 344067 480182 70.50% 5.971%
88 20.515 2913 2915 2916 rBV2 29095 24126  3.54% ©.300%
89 21.854 3140 3143 3148 rVB7 42748 57138 8.39% 0.710%
990 21.966 3161 3162 3164 rBV2 31430 18211 2.67% 0.226%
91 22.048 3171 3176 3182 rBV2 334987 576033 84.57% 7.163%
92 25.644 3781 3788 3799 rVB2 184569 566174 83.13% 7 .040%
93 26.943 4007 4009 4010 rBV 27815 18086 2.66% ©.225%
94 30.368 4591 4592 4593 rVB 32618 11498 1.69% 0.143%
95 30.973 4693 4695 4697 rBV3 21965 19425 2.85% 0.242%
96 31.114 4717 4719 4722 rBV4 23535 31536 4.63% 0.392%
97 31.578 4797 4798 4800 rBV2 25390 11384 1.67% 0.142%
98 31.619 4803 4805 4807 rBV3 17829 16156 2.37% 0.201%
99 31.995 4867 4869 4872 rBvV4 20492 14877 2.18% 0.185%
100 32.366 4930 4932 4934 rBV3 22178 11398 1.67% 0.142%
Sum of corrected areas: 8042039
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111723\
BGO59761.D

: 18 Nov 2023 12:31

: MA/JU

¢ 05401-01 5X

: 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Time-->

400000

300000

200000

100000

Abundance TIC: BG059761.D\data.ms
500000

11.190

0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\

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

Time-->

400000

300000

200000

100000

Abundance TIC: BG059761.D\data.ms
500000 17.724 20.292 22.048

14.968

2L8%6

O T T T T T T T T T T T [T T T T T T T T T

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

Time-->

400000
300000

200000
MWWWWWWWWWM 26.943 30.368 oo, 1.9982.366
SR, 1.

100000

Abundance TIC: BG059761.D\data.ms
500000

25.644

0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

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\BG111723\
Data File : BG@59761.D

Acqg On : 18 Nov 2023 12:31
Operator : MA/JU

Sample : 05401-01 5X

Misc

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.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 2-Methyltetracosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.717 2.66 ng 87106  Acenaphthene-dile 14.968
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methyltetracosane 352 C25H52 001560-78-7 64
2 Octane, 4-methyl- 128 C9H20 002216-34-4 64
3 Tetradecane 198 C14H30 000629-59-4 50
4 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 50
5 2,6-Octadiene-4,5-diol, 4-methyl- 156 C9H1602 056335-74-1 50
Abundance Scan 1758 (13.717 min): BG059761.D\data.ms (-1753) (- | m/z 71.10 100.00%
71.1
5000
TAL 1210 1981 2621415, 2999 497, 1350 14.00
0 ' m/z 85.10 94.01%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #262014: 2-Methyltetracosane
57.0
5000
13.50 14.00
m/z 43.15 90.13%
} ﬁlS.O
0 \J\‘ T \h\ \”‘\"‘ '\‘J\'J\ \\}??\‘9|%%E?9 TT \3\??\9\ LA A N I R
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #14526: Octane, 4-methyl-
43.0
13.50 14.00
5000 m/z 41.10 84.56%
e
oL e e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 WWM
Abundance #74006: Tetradecane T —
57.0 13.50 14.00
m/z 57.10 83.52%
) AW
‘ 113.0  198.0 Mw /J\
m/z--> 50 100 150 200 250 300 350 400 450 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111723\
Data File : BG@59761.D

Acqg On : 18 Nov 2023 12:31
Operator : MA/JU

Sample : 05401-01 5X

Misc

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.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-ethylhexy... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.780 4.79 ng 156440  Acenaphthene-die 14.968
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, 2-ethylhexyl iso... 278 C14H3003S 1000309-19-0 59
2 Pentadecane 212 C15H32 000629-62-9 52
3 Heneicosane, 5-methyl- 310 C22H46 025117-37-7 47
4 2-Bromononane 206 CSH19Br 002216-35-5 43
5 Eicosane, 2,4-dimethyl- 310 C22H46 075163-98-3 38

Abundance Scan 1939 (14.780 min): BG059761.D\data.ms (-1934) (- | m/z 43.05 100.00%

43.0
5000
8.0 ety Ao
14.50 15.00
Lkl 28442121 2731 356.0413.0 479.4

O el i ) R T TS T m/z 41.18 87.29%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance  #170578: Sulfurous acid, 2-ethylhexyl isohexyl ester ww
57.0
5000 T —
14.50 15.00
m/z 71.10 84.91%
113.0
0 Hmummm\‘w‘\w“M‘H\‘H‘\H“M‘Hw‘w‘\w“w
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #90189: Pentadecane
57.0
14.50 15.00
5000 m/z 85.10 82.40%
80 2120
O et b e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #212291: Heneicosane, 5-methyl-
57.0 14.50 15.00
m/z 57.05 77.59%
5000
253.0
13.0
0 "dulsgo'\ T ‘ Tmﬂ%w
m/z--> 0 50 100 150 200 250 300 350 400 450 500 14.50 15.00
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Data Path :
Data File :
Acqg On

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111723\
BGO59761.D
: 18 Nov 2023 12:31

Operator : MA/JU

Sample
Misc

ALS vial : 26

Quant Method
Quant Title

TIC Library

¢ 05401-01 5X

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 Tetradecane, 6,9-dimethyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
15.726 5.11 ng 167225  Acenaphthene-di10 14.968
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane, 6,9-dimethyl- 226 C16H34 055045-13-1 81
2 10-Methylnonadecane 282 C20H42 056862-62-5 80
3 1-Iodo-2-methylundecane 296 C12H25I 073105-67-6 80
4 Pentacosane 352 C25H52 000629-99-2 80
5 Pentadecane, 4-methyl- 226 Cl6H34 002801-87-8 74

Abundance Scan 2100 (15.726 min): BG059761.D\data.ms (-2095) (- | m/z 41.05 100.00%
41.0
9.2 — LAl
15.50 16.00
280.0 516.!
oH""J'wul“p'“u‘m‘\wwu“z‘l“lw‘“““377‘7‘3"““““1_5””‘ m/z 71.e5 92.99%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #107238: Tetradecane, 6,9-dimethyl-
57.0
5000 e hrpns,
15.50 16.00
m/z 43.20 81.07%
155.0
oL, T an0
\\!‘111\‘!\\I[\W\\‘f\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #176388: 10-Methylnonadecane
57.0
e e
15.50 16.00
5000 m/z 57.10 79.88%
154.0
SFTR VTV PR 7 R
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #193304: 1-lodo-2-methylundecane e =
57.0 15.50 16.00
m/z 85.10 59.29%
5000
oL | 1301690 296.0
A A e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111723\
Data File : BG@59761.D

Acqg On : 18 Nov 2023 12:31
Operator : MA/JU

Sample : 05401-01 5X

Misc

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.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 Heptane, 2,6-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.126 3.92 ng 128156  Acenaphthene-di10 14.968
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2,6-dimethyl- 128 C9H20 001072-05-5 76
2 Undecane, 4,6-dimethyl- 184 C13H28 017312-82-2 64
3 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 64
4 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 59
5 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 52

Abundance Scan 2168 (16.126 min): BG059761.D\data.ms (-2161) (- m/z 43.20 100.00%

43.2
5000
113.1169 1 1 7 T
j “ | ‘ [,2244282.1 391945165111 16.00 16.50
ol “I‘h“u‘wh\‘\\l\‘w\u\‘\u“wh“\“Jl"\|‘\\\1I“\H‘\|}\HM‘n b i e B e e b m/z 57.10 95.19%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #14552: Heptane, 2,6-dimethyl-
43.0
5000 et Pt
16.00 16.50
m/z 71.00 80.63%
113.0
O\\H\“\“f\“\‘\J\W\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #59063: Undecane, 4,6-dimethyl-
57.0
i R
16.00 16.50
5000 ITI/Z 41.20 77 .64%
‘ 113.0
o N IR ——
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #59061: Undecane, 3,6-dimethyl- = ——
57.0 16.00 16.50
m/z 55.15 30.16%
- W
113.0
m/z--> 50 100 150 200 250 300 350 400 450 500 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111723\
Data File : BG@59761.D

Acqg On : 18 Nov 2023 12:31
Operator : MA/JU

Sample : 05401-01 5X

Misc

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.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 Hexacosane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
16.590 10.08 ng 343186  Phenanthrene-d10 17.718
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 80
2 Heptacosane 380 C27H56 000593-49-7 59
3 2,6-Dimethyldecane 170 C12H26 013150-81-7 58
4 Sulfurous acid, nonyl 2-propyl e... 250 C12H2603S 1000309-12-0 58
5 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 58
Abundance Scan 2247 (16.590 min): BG059761.D\data.ms (-2242) (- | m/z 43.20 100.00%
43.2
- MM/LW
9.1 1 1
16.50
195.3 .
om‘,‘ “‘u“‘«”‘lm‘m_‘H_“?"1‘5"‘1‘?‘7‘434‘3‘49M‘S?“‘H m/z 71.1e  80.45%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #275537: Hexacosane
57.0
5000 e :
16.50
m/z 41.10 80.28%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #287977: Heptacosane
57.0
]
16.50
5000 m/z 57.10 64.36%
ohd | | 1130160.02250281.0  380.0
"H,"H“H‘“H‘“H"H“‘H“_“‘_“w“‘w“‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #45485: 2,6-Dimethyldecane g =
43.0 16.50
m/z 85.10 59.70%
5000
113.0
L oo
0l ,uw_H‘_‘H_‘H_‘H‘WWWWWW bl
m/z--> 50 100 150 200 250 300 350 400 450 500 16.50
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Data Path : Z:\

Library Search Compound Report

svoasrv\HPCHEM1\BNA_G\Data\BG111723\

Data File : BG@59761.D

Acqg On : 18 Nov 2023 12:31
Operator : MA/JU

Sample : 05401-01 5X

Misc

ALS vial : 26

Quant Method
Quant Title

TIC Library
TIC Integration

Sample Multiplier: 1

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

: C:\Database\NIST20.L

Parameters: LSCINT.P

BG111623.M

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

Concentration Rank 3

Peak Number 6 3,5-Dimethyldodecane

R.T. EstConc Area Relative to ISTD R.T.
17.383 5.51 ng 187696  Phenanthrene-di10 17.718
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,5-Dimethyldodecane 198 C14H30 107770-99-0 80
2 Eicosane, 10-methyl- 296 C21H44 054833-23-7 80
3 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 80

4 Octacosane 394 C28H58
5 Sulfurous acid, butyl decyl ester 278 C14H3003S

000630-02-4 64
1000309-17-7 64

Abundance Scan 2382 (17.383 min): BG059761.D\data.ms (-2378) (-

3

m/z 43.10 100.00%

.

5000
17.00 17.50
Ok "[ Mll'w L Ci02 27333300 45645183 7 41 o go sen
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #74012: 3,5-Dimethyldodecane
57.0
5000 — —
17.00 17.50
m/z 57.10 77.30%
J L 169.0
O‘\\\‘!‘\\\\‘\‘\l\\‘\l\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘

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

-

#176396: Nonadecane, 9-methyl-
57.0 17.00 17.50

m/z 85.10 70.11%

5000
140.0
o1 |11, 970 2670 RS

m/z--> 0 50 100 150 200 250 300 350 400 450 500 1700 1750

Abundance #194595: Eicosane, 10-methyl-
57.0
17.00 17.50
5000 m/z 71.10 72.34%
o Ll e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance T —7
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111723\
Data File : BG@59761.D

Acqg On : 18 Nov 2023 12:31
Operator : MA/JU

Sample : 05401-01 5X

Misc

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.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 Heneicosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
17.430 2.30 ng 78306  Phenanthrene-dle 17.718
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 52
2 Triacontane 422 C30H62 000638-68-6 50
3 Eicosane, 1-iodo- 408 (C20H41I 1000406-31-8 50
4 Nonadecane 268 C19H40 000629-92-5 49
5 Heptadecane 240 C17H36 000629-78-7 49

Abundance Scan 2390 (17.430 min): BG059761.D\data.ms (-2386) (- | m/z 57.10 100.00%

57.1
5000
113.1

‘ ‘ ‘ 76.8233.9 332.1 458.5 531.
,H“"‘u"H\‘w‘\|‘h”\w : m/z 71.10 80.03%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194587: Heneicosane
57.0

5000 1

o

m/z 41.10 72.07%

1
11T 18902250 2960
’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #314331: Triacontane
57.0

o

17.50
5000 m/z 55.10 71.74%
ol L1 h | 1169 :0225.0281.0337.0  422.0
R B L A e R
mlz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #306637: Eicosane, 1-iodo- —
57.0 17.50

m/z 43.20 70.72%

) JW
281.0

o,uH_m_m‘w_m‘w_mw‘,w_m_m :
miz—> O 50 100 150 200 250 300 350 400 450 500 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111723\
Data File : BG@59761.D

Acqg On : 18 Nov 2023 12:31
Operator : MA/JU

Sample : 05401-01 5X

Misc

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.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 Tetracosane, 1l-iodo- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.124 5.38 ng 183186  Phenanthrene-di10 17.718
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane, 1-iodo- 464 C24H491 1000406-32-0 74
2 Eicosane, 1-iodo- 408 C20H41I 1000406-31-8 72
3 Docosane, 11-butyl- 366 C26H54 013475-76-8 72
4 Heneicosane 296 C21H44 000629-94-7 72
5 2-Bromotetradecane 276 C14H29Br 074036-95-6 72
Abundance Scan 2508 (18.124 min): BG059761.D\data.ms (-2503) (- | m/z 43.10 100.00%
43.1
w0 WJLWW
800 | 1850
1262.6 404.3459.2 : :
0ttt WWMWMM““'H‘“\'Jem?%%?“u“u“‘u“_ m/z 57.05 93.54%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #330025: Tetracosane, 1-iodo-
57.0
5000 dh sk AL
18.00 18.50
m/z 41.10 77.83%
oL LT 26902050 03570
\\1[\1!\‘\\\\‘\1\\‘!\\\’\\!\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #306637: Eicosane, 1-iodo-
57.0
—— —
18.00 18.50
5000 m/z 71.15 70.51%
“‘w“‘w“w“‘w R
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #275544: Docosane, 11-butyl- i —
57.0 18.00 18.50
m/z 85.10 50.82%
5000
113.0
ol LT, 2200 30903660 1 Wl Mol Dy
m/z--> 50 100 150 200 250 300 350 400 450 500 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111723\
Data File : BG@59761.D

Acqg On : 18 Nov 2023 12:31
Operator : MA/JU

Sample : 05401-01 5X

Misc

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.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 unknownl18.529 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.529 2.92 ng 99372  Phenanthrene-d1e 17.718
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanamide, 2,3,3,3-tetrafluoro... 483 C12H5BrF11NO2 294195-06-5 22
2 2-Methyl-2-docosene 322 C23H46 1000131-16-9 22
3 Diethylmalonic acid, monochlorid... 332 C13H14BrCl03  1000369-83-6 22
4 Hexafluoroisopropyl acrylate 222 C6HAF602 002160-89-6 22
5 4,25-Secoobscurinervan-4-o0l, 6,7... 428 C24H32N205 007236-84-2 12

Abundance Scan 2577 (18.529 min): BG059761.D\data.ms (-2571) (- m/z 73.00 100.00%
0

5000

=

322.0 393.0 4743 539. 18.50

0 m/z 69.15 74.66%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #334766: Propanamide, 2,3,3,3-tetrafluoro-2-heptafluoro
69.0
218.0 404.0
5000 L \
18.50
m/z 55.05 74.23%
‘ 150. \ 485.0
O T \“!H‘l‘ WH A\‘ \\”“l\‘\ l\ \MH\‘\‘I f“lW T ‘ T 12\9\6‘.\()\ TT ‘ TTTT [l\ TTT ‘ \H\ \H\ ‘ TTTT ‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #227239: 2-Methyl-2-docosene
69.0
— ‘
18.50
5000 ITI/Z 41.10 63.31%
322.0
125.
0 ol J’ I lF?uOlSl'o 266'0|
R R E e R
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #238449: Diethylmalonic acid, monochloride, 4-bromophe — ‘
69.0 18.50
m/z 81.20 55.35%
161.0
5000
334.0
A | A
m/z--> 50 100 150 200 250 300 350 400 450 500 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111723\
Data File : BG@59761.D

Acqg On : 18 Nov 2023 12:31
Operator : MA/JU

Sample : 05401-01 5X

Misc

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 10 Heptadecane, 2,6,10,15-tetr... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.811 3.80 ng 129554  Phenanthrene-di10 17.718
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 87
2 Pentadecane 212 C15H32 000629-62-9 83
3 Heptadecane, 2-methyl- 254 C18H38 001560-89-0 80
4 Nonadecane 268 C19H40 000629-92-5 80
5 2-Bromo dodecane 248 C12H25Br 013187-99-0 72

Abundance Scan 2625 (18.811 min): BG059761.D\data.ms (-2621) (- m/z 71.10 100.00%
711

5000

-

P —r—
‘ ‘ \ l 165.2 273.1 373.9 484.6 18.50 19.00
b bbb bt s i SR TR m/z 43.15 91.63%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0

3

5000 — —
18.50 19.00
m/z 57.10 81.98%
Of"idlj?l?]ozj-f]--O\ZgG.o‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #90189: Pentadecane
57.0
— ——
18.50 19.00
5000 ITI/Z 85.05 66.00%
J“ 127.0 212.0
O‘quWJﬂJm«p‘H_uu‘u‘w‘u‘wu‘_‘u,u‘w‘uw
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #141061: Heptadecane, 2-methyl- \ — e
57.0 18.50 19.00
m/z 41.10 64.58%
5000
0‘wawjﬁqejﬂ‘hhu‘L‘x_“w“H‘H“_“W“H“H“ - —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111723\
Data File : BG@59761.D

Acqg On : 18 Nov 2023 12:31
Operator : MA/JU

Sample : 05401-01 5X

Misc

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.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 unknown19.440 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.440 6.46 ng 220097  Phenanthrene-die 17.718
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Cyclohexanedimethanamine 142 C8H18N2 002549-93-1 47
2 (1S,4aS,4bs,75,8aS,10aS)-7-Isopr... 262 C19H34 002221-95-6 41
3 5,9-Dimethyl-9-decen-3-0l 184 C12H240 118447-56-6 38
4 8-Decen-3-0l, 5,9-dimethyl- 184 C12H240 019550-54-0 38
5 6-(2-propynyloxy)-1-hexanol 156 C9H1602 058757-86-1 32
Abundance Scan 2732 (19.440 min): BG059761.D\data.ms (-2727) (- | m/z 67.10 100.00%
67.1
- WMMJ\W\W
262.3 —
‘ ‘ 355.1 416.2 476.1534.. 19.50
ol ik m/z 41.18  99.87%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #22913: 1,4-Cyclohexanedimethanamine
30.0
5000 T
19.50
113.0 m/z 43.15 87.46%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #151061: (1S,4aS,4bS,7S,8aS,10aS)-7-Isopropyl-1,4a-di
81.0
——
19.50
5000 163.0 262.0 m/z 79.10 83.95%
o,"-“m”*“*”\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #58934: 5,9-Dimethyl-9-decen-3-ol ——
41.0 19.50
m/z 57.10 82.22%
5000 9.0
o,‘ J”Ml ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111723\
Data File : BG@59761.D

Acqg On : 18 Nov 2023 12:31
Operator : MA/JU

Sample : 05401-01 5X

Misc

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.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 12 Dodecane, 1-iodo- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
20.004 2.42 ng 69574  Chrysene-di12 22.048
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 74
2 Dodecane, 1-iodo- 296 C12H251 004292-19-7 72
3 Hexacosane 366 C26H54 000630-01-3 72
4 Octacosane 394 C28H58 000630-02-4 72
5 Pentadecane 212 C15H32 000629-62-9 72

Abundance Scan 2828 (20.004 min): BG059761.D\data.ms (-2825) (- | m/z 43.20 100.00%

9.

%

5000
220.1
1F3 1 | 6312 4235 o0 20.00
0 v ‘ \'\h“\h JMHMI\L\\J‘I"Lm‘ lh‘\ \“ ‘”H”\ \‘M‘MM ;\‘\\IU‘M‘M“\‘ H\\m \H\J ‘h\‘\‘\ lu‘ P m/z 71.10 85.54%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194590: Heneicosane
57.0
5000 —
20.00
m/z 57.10 77 .79%
1
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #193302: Dodecane, 1-iodo-
57.0
L
20.00
5000 ITI/Z 85.20 75.52%
ob bl 200 a0
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #275539: Hexacosane 7
57.0 20.00
m/z 41.10 64.53%
5000

LI PTS am0 270 2950

O‘H‘w"H‘H‘Mhﬁhqhuu“H‘H‘w“u‘u‘w“u‘u“

m/z--> 0 50 100 150 200 250 300 350 400 450 500 20.00

:
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111723\
Data File : BG@59761.D

Acqg On : 18 Nov 2023 12:31
Operator : MA/JU

Sample : 05401-01 5X

Misc

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.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|
2-Methyltetraco... 13.717 2.7 ng 87106 3 14.968 653864 20.0
Sulfurous acid,... 14.780 4.8 ng 156440 3 14.968 653864 20.0
Tetradecane, 6,... 15.726 5.1 ng 167225 3 14.968 653864 20.0
Heptane, 2,6-di... 16.126 3.9 ng 128156 3 14.968 653864 20.0
Hexacosane 16.590 10.1 ng 343186 4 17.718 681107 20.0
3,5-Dimethyldod... 17.383 5.5 ng 187696 4 17.718 681107 20.0
Heneicosane 17.430 2.3 ng 78306 4 17.718 681107 20.0
Tetracosane, 1-... 18.124 5.4 ng 183186 4 17.718 681107 20.0
unknown18.529 18.529 2.9 ng 99372 4 17.718 681107 20.0
Heptadecane, 2,... 18.811 3.8 ng 129554 4 17.718 681107 20.0
unknown19.440 19.440 6.5 ng 220097 4 17.718 681107 20.0
Dodecane, 1-iodo- 20.004 2.4 ng 69574 5 22.048 576033 20.0
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