LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072823\
Data File : BG®58533.D

Acqg On : 29 Jul 2023 1:14
Operator : MA/JU

Sample : 03632-02

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-BG072823.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO58533.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.9106 305 310 317 rBV 42724 62601 3.44% 0.336%
2 5.386 384 391 407 rBV 599578 939124 51.64% 5.038%
3 6.984 655 663 683 rBV 653215 1142557 62.82% 6.129%
4 7.407 729 735 738 rBV 18667 33556 1.85% 0.180%
5 7.812 795 804 812 rBV 172725 289460 15.92%  1.553%
6 8.975 995 1002 1010 rBV 394513 711673 39.13%  3.818%
7 10.615 1271 1281 1292 rBV 229846 437304 24.05%  2.346%
8 12.031 1515 1522 1531 rBV3 21457 38093 2.09% 0.204%
9 12.853 1656 1662 1667 rBV2 11943 21391 1.18% 0.115%
10 12.936 1671 1676 1681 rBV3 12117 19799 1.09% 0.106%
11 12.988 1681 1685 1690 rVB 25822 33296 1.83% 0.179%
12 13.082 1694 1701 1710 rVV 916010 1435128 78.91% 7.698%
13 13.276 1728 1734 1742 rBV 97449 161573 8.88% 0.867%
14 13.347 1742 1746 1754 rVB4 23033 49929 2.75% 0.268%
15 13.676 1797 1802 1806 rBV3 15279 22258 1.22% 0.119%
16 13.799 1817 1823 1828 rBV3 20754 47678 2.62% 0.256%
17 13.846 1828 1831 1834 rVV2 15040 18865 1.04% 0.101%
18 13.934 1839 1846 1850 rVVv2 103829 185020 10.17% 0.992%
19 13.981 1850 1854 1861 rVB2 40086 73490 4.04% 0.394%
20 14.052 1861 1866 1871 rBV2 32005 48398 2.66% 0.260%
21 14.293 1903 1907 1912 rVB4 24270 39435 2.17% 0.212%
22 14.352 1912 1917 1922 rBV 269646 369535 20.32% 1.982%
23 14.428 1926 1930 1931 rW 39926 53179 2.92% 0.285%
24 14.463 1931 1936 1942 rVB 380175 624825 34.36% 3.352%
25 14.551 1948 1951 1955 rBv4 19262 32171 1.77% 0.173%
26 14.692 1972 1975 1978 rVB 22189 27144 1.49% 0.146%
27 14.792 1988 1992 1995 rBV2 50017 92148 5.07% 0.494%
28 14.851 1999 2002 2007 rVB 59153 84493 4.65% 0.453%
29 14.910 2008 2012 2015 rVvV3 44253 57731 3.17% 0.310%
30 14.974 2018 2023 2029 rVB4 99922 176901 9.73% 0.949%
31 15.039 2030 2034 2038 rvv 47556 65487 3.60% ©0.351%
32 15.303 2074 2079 2085 rVB 425302 549774 30.23% 2.949%
33 15.403 2093 2096 2105 rVB4 40524 72197 3.97% 0.387%
34 15.709 2141 2148 2153 rBV 284431 533492 29.33% 2.862%
35 15.750 2153 2155 2160 rVB4 32957 44319  2.44% 0.238%
36 15.803 2161 2164 2170 rVB2 62985 93844 5.16% 0.503%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072823\
Data File : BG®58533.D

Acqg On : 29 Jul 2023 1:14
Operator : MA/JU

Sample : 03632-02

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-BG072823.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 15.862 2170 2174 2181 rBV2 68422 141144 7.76% ©.757%
38 15.926 2181 2185 2186 rBV 114182 143841 7.91% 0.772%
39 15.950 2186 2189 2196 rVB 345817 501818 27.59% 2.692%
40 16.167 2221 2226 2228 rBV 624677 870866 47.88% 4.671%
41 16.508 2280 2284 2287 rBV 113800 168843 9.28% 0.906%
42 16.567 2291 2294 2299 rVB 100210 133408 7.34% 0.716%
43 16.619 2301 2303 2307 rVB2 62911 72318 3.98% ©.388%
44 16.672 2309 2312 2315 rBV 69008 75650 4.16%  0.406%
45 16.743 2320 2324 2326 rBV 63200 76428 4.20% 0.410%
46 16.772 2326 2329 2332 rBV 79256 86074 4.73% 0.462%
47 16.954 2356 2360 2364 rBV 520474 651476 35.82%  3.495%
48 17.007 2365 2369 2374 rVB 303226 425360 23.39% 2.282%
49 17.207 2397 2403 2408 rBV 497975 816057 44.87% 4.377%
50 17.430 2438 2441 2443 rBV 65950 76111 4.18% 0.408%
51 17.495 2449 2452 2459 rVB2 76140 123512 6.79% 0.663%
52 17.560 2460 2463 2467 rVB2 64538 74767 4.11% 0.401%
53 17.612 2468 2472 2478 rVB 124366 188361 10.36% 1.010%
54 17.695 2482 2486 2491 rVW 417681 502127 27.61% 2.693%
55 17.977 2531 2534 2543 rVB2 77366 161105 8.86% 0.864%
56 18.094 2550 2554 2558 rBV2 118216 182665 10.04%  0.980%
57 18.388 2600 2604 2609 rVB 259735 329481 18.12% 1.767%
58 19.017 2708 2711 2716 rVB 151838 172754 9.50% 0.927%
59 19.234 2746 2748 2752 rBv2 38376 54057 2.97% 0.290%
60 19.592 2807 2809 2813 rVB 75089 74594 4.10% 0.400%
61 19.827 2844 2849 2858 rVB 1358611 1818674 100.00% 9.756%
62 20.127 2897 2900 2904 rVB 64124 68939 3.79% 0.370%
63 20.615 2980 2983 2988 rVB2 63001 76438  4.20% 0.410%
64 21.102 3064 3066 3071 rVB 52172 57492 3.16% ©0.308%
65 21.449 3119 3125 3134 rBV2 419511 701619 38.58% 3.764%
66 22.836 3356 3361 3371 rBV4 122270 282970 15.56%  1.518%
67 24.516 3638 3647 3660 rVB 300407 845483 46.49%  4.535%

Sum of corrected areas: 18642300
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072823\
Data File : BG®58533.D

Acq On : 29 Jul 2023 1:14
Operator : MA/JU

Sample : 03632-02

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG058533.D\data.ms

1400000
1200000
1000000

800000

6.984
600000 5386

400000 8.975

10.615

200000 7.812
4.910 2 407 [\ 12031 123

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: BG058533.D\data.ms

19.827
1400000

1200000
10000003 og
800000 16.167
16'%f"207
17.695

600000
18.388

400000

14.463 15.709
14.3%2 ]

15.303 15950 17 OO 21.449

17 I\ 2 9 ok 19.017
mlll A 19.2349-5921 56 15720 615

) T L L5072 P 01002
A

& o

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: BG058533.D\data.ms

200000

1400000

1200000

1000000

800000

600000

400000 24.516

200000 836

O\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

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\BG072823\
Data File : BG®58533.D

Acq On : 29 Jul 2023 1:14
Operator : MA/JU

Sample : 03632-02

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 Propane, 2-methyl-2-(1-meth... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
4.910 4.33 ng 62601 1,4-Dichlorobenzene-d4 7.818

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 50
2 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 45
3 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 32
4 Propane, l-ethoxy-2-methyl- 102 C6H140 000627-02-1 32
5 3-Hexanol 102 C6H140 000623-37-0 28
Abundance Scan 310 (4.910 min): BG058533.D\data.ms (-305) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 R R RARER R
4.60 4.80 5.00 5.20
/ 82.9 .
o4l m/z 59.00 62.00%
m/z--> 20 40 60 80 100 120 140 160
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
5000 LB L B I B |
410 4.60 4.80 5.00 5.20
101.0 m/z 101.00  18.85%
O\‘Z\Sip‘\\‘i“\‘\\‘1"‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140 160
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
AR RRmaE
4.60 4.80 5.00 5.20
5000 59.0 m/z 57.95 15.45%
101.0
27'(\) i | 83.0 \
0t el e e e
miz--> 20 40 60 80 100 120 140 160
Abundance #48846: 1,8-Nonanediol, 8-methyl- AR AREEa ST
59.0 4.60 4.80 5.00 5.20
m/z 41.00 10.66%
5000
43.0
0 ‘\ M\M il 830 . 12\3.0 141.0 159.0
e
m/z--> 20 40 60 80 100 120 140 160 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072823\
Data File : BG®58533.D

Acq On : 29 Jul 2023 1:14
Operator : MA/JU

Sample : 03632-02

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 Tetradecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.276 5.17 ng 161573  Acenaphthene-di10 14.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 91
2 Hexadecane 226 C1l6H34 000544-76-3 91
3 Tridecane, 6-methyl- 198 C14H30 013287-21-3 90
4 Tridecane 184 C13H28 000629-50-5 83
5 Pentadecane 212 C15H32 000629-62-9 83
Abundance Scan 1734 (13.276 min): BG058533.D\data.ms (-1728) (- m/z 57.00 100.00%
57.0
5000
85.0
T —
13.00 13.50
113.0
om_Hw“l“m‘m‘w‘m_m_‘1““9‘2““?“9”“”‘_m m/z 43.00 65.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74004: Tetradecane
57.0
5000 A —
85.0 13.00 13.50
29.0 m/z 71.00 47.25%
11
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane
57.0
T —
13.00 13.50
5000 m/z 85.05 31.75%
85.0
29.0
0 \ ‘ Lo M‘ 113.0 141.0 169.0 197.0 226.0
R e e  RERLRRERLocr
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74019: Tridecane, 6-methyl- = =
57.0 13.00 13.50
m/z 41.00 29.89%
5000
8
29.0 ‘ 126.0
o d L L ] ssoamo e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072823\
Data File : BG®58533.D

Acq On : 29 Jul 2023 1:14
Operator : MA/JU

Sample : 03632-02

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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, 1-iodo- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.934 5.92 ng 185020  Acenaphthene-di10 14.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 72
2 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 53
3 Decane, 2,3,7-trimethyl- 184 C13H28 062238-13-5 50
4 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 47
5 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 43

Abundance Scan 1846 (13.934 min): BG058533.D\data.ms (-1839) (- m/z 57.00 100.00%
57.0

1400
’ 141.2 183.2 :
ol ‘*“\““ “lu“w“\w‘ SRS ot m/z 71.85  73.38%
m/z--> 50 100 150 200 250
Abundance #74006: Tetradecane
57.0
5000 T T
14.00
m/z 43.00 69.22%
27,0
PLLLDO a0 1300
O\‘\\“M\”\‘\“\“‘\“\”\i“\\\\“\\\\‘\\\\
m/z--> 50 100 150 200 250
Abundance #193302: Dodecane, 1-iodo-
57.0
——
14.00
5000 ITI/Z 85.10 38.66%
27,0 ‘ 99.0
ol R 20
m/z--> 50 100 150 200 250
Abundance #59081: Decane, 2,3,7-trimethyl- —
43.0 14.00
m/z 55.00 32.26%
5000 85.0
141.0
o““u“‘w!u‘w“\H‘1‘_‘”_‘”_‘” ——
m/z--> 50 100 150 200 250 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072823\
Data File : BG®58533.D

Acq On : 29 Jul 2023 1:14
Operator : MA/JU

Sample : 03632-02

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 Hexadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.352 11.83 ng 369535  Acenaphthene-d10 14.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 80
3 Tridecane, 6-methyl- 198 C14H30 013287-21-3 78
4 Nonadecane 268 C19H40 000629-92-5 72
5 Tetradecane 198 C14H30 000629-59-4 72
Abundance Scan 1917 (14.352 min): BG058533.D\data.ms (-1912) (- m/z 57.00 100.00%
57.0
5000
85.0
— ——
14.00 14.50
1131
L S— “Hu Al AL L1682 2122 w2 43,00 64.50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107217: Hexadecane
57.0
5000 A —
85.0 14.00 14.50
29.0 m/z 71.00 50.13%
0 ‘\‘ \‘\ M\ H\ e 11§0 . 14;"'0 169.0 226.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #170577: Sulfurous acid, 2-ethylhexyl hexyl ester
57.0
— —
14.00 14.50
5000 85.0 m/z 85.05 34.72%
29.0 113.0
0“‘_d‘ﬂ\‘WU;NM‘WH“Hd‘_"W“H“H“H“_“W“H
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74019: Tridecane, 6-methyl- T T
57.0 14.00 14.50
m/z 41.00 28.07%
5000
8
29.0 ‘ ‘ 126.0
oo b d L | asaoaso W e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072823\
Data File : BG®58533.D

Acq On : 29 Jul 2023 1:14
Operator : MA/JU

Sample : 03632-02

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 Tetracosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.974 5.66 ng 176901  Acenaphthene-di10 14.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 64
2 Hexadecane 226 C1l6H34 000544-76-3 62
3 Hexacosane 366 C26H54 000630-01-3 62
4 Nonadecane 268 C19H40 000629-92-5 62
5 Octacosane 394 (C28H58 000630-02-4 58

Abundance Scan 2023 (14.974 min): BG058533.D\data.ms (-2018) (- m/z 57.00 100.00%
57.0

- Mmuj\m
9.0 15.00
ol bd u“‘ LA 1‘1‘8‘2“2‘ . m/z 43.00  72.23%
m/z--> 50 100 150 200 250 300 350
Abundance #246481: Tetracosane
57.0
5000 T T
15.00
m/z 71.00 62.82%
9.0
oL ‘L‘ \‘ | ], 141018302250267.0  338.0
\\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350
Abundance #107220: Hexadecane
57.0
T
15.00
5000 ITI/Z 55.00 46.78%
9.0
o0 L[], 1w0ms02200
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane —
57.0 15.00
m/z 85.05 44.98%
5000
0 ‘ L uh\ \‘\\ M h‘ 14%9]?830 225.0 267.0 309.0 367.(
ey il T T T T T T T —
m/z--> 50 100 150 200 250 300 350 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072823\
Data File : BG®58533.D

Acq On : 29 Jul 2023 1:14
Operator : MA/JU

Sample : 03632-02

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 2
R.T. EstConc Area Relative to ISTD R.T.

15.303 17.60 ng 549774  Acenaphthene-d10 14.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Tridecane 184 C13H28 000629-50-5 83
3 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 80
4 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 80
5 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 80

Abundance Scan 2079 (15.303 min): BG058533.D\data.ms (-2074) (- m/z 57.00 100.00%
57.0

=

5000
— ——
‘ 99.0 15.00 15.50
ob bbb d g, 1410 1832 2268 m/z 43.00 63.70%
miz--> 50 100 150 200 250
Abundance #107216: Hexadecane
57.0
5000

— —
15.00 15.50
m/z 71.00 50.39%

°

99.0
5189 L)% 1410 130 2260
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ’ T T T T ‘ T T T
m/z--> 50 100 150 200 250
Abundance #59029: Tridecane
57.0

= ——
15.00 15.50
5000 m/z 85.10  36.09%

°

S

Jao0 | || 20 o o
miz-> 50 100 150 200 250
Abundance #193302: Dodecane, 1-iodo- — —
57.0 15.00 15.50

o

m/z 41.00  28.33%

B V&me\NﬂﬁfA”“w”“m¥]XV
99.0
610 ‘ 169.0 296.1

2 \ | .
oL b Lo 2 — e
m/z--> 50 100 150 200 250 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072823\
Data File : BG®58533.D

Acq On : 29 Jul 2023 1:14
Operator : MA/JU

Sample : 03632-02

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 Undecane, 4,6-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.709 17.08 ng 533492  Acenaphthene-d10 14.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 4,6-dimethyl- 184 C13H28 017312-82-2 80
2 Heneicosane 296 C21H44 000629-94-7 80
3 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 76
4 Heptacosane 380 C27H56 000593-49-7 64
5 Tridecane, 2-methyl- 198 C14H30 001560-96-9 64

Abundance Scan 2148 (15.709 min): BG058533.D\data.ms (-2141) (- m/z 57.00 100.00%
57.0

— —
‘ | ‘99.1 1601 15.50 16.00
ol by | 423607002 2171 m/z 71.00 41.84%
miz-> 50 100 150 200 250
Abundance #59063: Undecane, 4,6-dimethyl-
57.0
5000 ™ —
15.50 16.00
m/z 43.00 37.02%
oy i | | 20
O \Z\Q\O‘\‘ ‘“‘\ ‘\‘ \‘\ h‘ \“ T T \‘ ‘ T \].8\4\.0‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #194588: Heneicosane
57.0
— —
15.50 16.00
5000 m/z 85.10 21.59%
99.0
iso | |10 1410 1830 2250 2s6
e L A e
m/z--> 50 100 150 200 250
Abundance #59076: Undecane, 2,6-dimethyl- T —
57.0 15.50 16.00
m/z 41.00 18.90%
5000
98.0
ol 28000 | | 1", 1410 1880 e
m/z--> 50 100 150 200 250 15.50 16.00

8270-BGO72823.M Sat Jul 29 ©5:00:37 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072823\
Data File : BG®58533.D

Acq On : 29 Jul 2023 1:14
Operator : MA/JU

Sample : 03632-02

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 Nonane, 4,5-dimethyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
15.861 3.46 ng 141144  Phenanthrene-die 17.207
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 4,5-dimethyl- 156 C11H24 017302-23-7 81
2 1-Todo-2-methylundecane 296 C12H25I 073105-67-6 80
3 Nonane, 3,7-dimethyl- 156 C1l1H24 017302-32-8 74
4 Eicosane 282 C20H42 000112-95-8 72
5 Heptacosane 380 C27H56 000593-49-7 68

Abundance Scan 2174 (15.862 min): BG058533.D\data.ms (-2170) (- m/z 57.00 100.00%
57.0

— —r
97.0
15.50 16.00
ol L f20h 1881 19722301 m/z 43.00 79.05%
miz--> 50 100 150 200 250
Abundance #33094: Nonane, 4,5-dimethyl-
43.0
5000 - =
85.0 15.50 16.00
m/z 71.00 51.67%
126.0
O T “\ \“‘ ‘ ‘ ‘ H‘ \H T h\ \1‘56\0\ T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #193304: 1-lodo-2-methylundecane
57.0
— —r
15.50 16.00
5000 m/z 41.00 43.96%
27,0 99.0
ol il L |y 1990 2m10 296.(
el B e B
miz-> 50 100 150 200 250
Abundance #33097: Nonane, 3,7-dimethyl- — —
57.0 15.50 16.00
m/z 85.10 38.10%
5000
27“.0 | | 97.0 12‘7.0
ol S ~ —
miz--> 50 100 150 200 250 15.50 16.00

8270-BGO72823.M Sat Jul 29 ©5:00:38 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072823\
Data File : BG®58533.D

Acq On : 29 Jul 2023 1:14
Operator : MA/JU

Sample : 03632-02

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 Heptadecane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
16.167 21.34 ng 870866  Phenanthrene-di10 17.207
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 95
2 Heneicosane 296 C21H44 000629-94-7 90
3 Hexadecane 226 C16H34 000544-76-3 86
4 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 86
5 Nonadecane 268 C19H40 000629-92-5 83

Abundance Scan 2226 (16.167 min): BG058533.D\data.ms (-2221) (- m/z 57.00 100.00%
57.0

- M//\NJW
— —
“ 99.0 141.0 16.00 16.50
ol g Ly 2410 1831 2402 m/z 43.00 59.01%
m/z--> 50 100 150 200 250
Abundance #123959: Heptadecane
57.0
5000 — ——
16.00 16.50
m/z 71.00 52.79%
99.0
0+ \“‘\ ‘r“‘”“\ “!‘ \‘H‘\ H“ %4\1‘0\ :!-8\2\0‘ t \2\49?\ (I
m/z--> 50 100 150 200 250
Abundance #194590: Heneicosane
57.0
— —
16.00 16.50
5000 ITI/Z 85.00 35.55%
‘ 99.0
41.0
obzsiol || 11| | 140 1830 220 296
m/z--> 50 100 150 200 250
Abundance #107218: Hexadecane T ——
57.0 16.00 16.50
m/z 41.e0 27.15%
o zq\o“ I “‘9?0‘ 141.0 183.0 226.0
L R T B e B —— ——
m/z--> 50 100 150 200 250 16.00 16.50

8270-BGO72823.M Sat Jul 29 ©5:00:38 2023 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072823\
Data File : BG®58533.D

Acq On : 29 Jul 2023 1:14
Operator : MA/JU

Sample : 03632-02

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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, 8-methyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
16.508 4.14 ng 168843  Phenanthrene-di10 17.207
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 8-methyl- 254 C18H38 013287-23-5 80
2 Tridecane 184 C13H28 000629-50-5 80
3 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 80
4 Dodecane, 4-methyl- 184 C13H28 006117-97-1 74
5 Heptadecane 240 C17H36 000629-78-7 72

Abundance Scan 2284 (16.508 min): BG058533.D\data.ms (-2280) (- m/z 57.00 100.00%
57.0

5000

Z

85.0
16.50
113.1140.0
o_m_HM_JMHM‘HMmuHiwlf’?‘l‘m“2‘1“1“1“2‘?’?”3”‘ m/z 71.00 68.01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #141070: Heptadecane, 8-methyl-
57.0
85.0
5000 ——
16.50
12601540 m/z 43.00 50.11%
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\1‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59025: Tridecane
57.0
T \
16.50
5000 ITI/Z 85.00 39.35%
29.0 85.0
0 \‘ | | | 11301410 1840
“H‘_‘H‘H‘w‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘w
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #193300: Dodecane, 1-iodo- ——
57.0 16.50
m/z 41.00 30.38%
5000 85.0
29.0 113.0 155.0
obpll b by A83.0 —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 16.50

8270-BGO72823.M Sat Jul 29 ©5:00:38 2023 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072823\
Data File : BG®58533.D

Acq On : 29 Jul 2023 1:14
Operator : MA/JU

Sample : 03632-02

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 Decane, 2,4,6-trimethyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
16.567 3.27 ng 133408 Phenanthrene-di10 17.207
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 2,4,6-trimethyl- 184 C13H28 062108-27-4 72
2 Tetradecane, 4-ethyl- 226 C16H34 055045-14-2 64
3 Undecane, 3,7-dimethyl- 184 C13H28 017301-29-0 64
4 Sulfurous acid, butyl heptadecyl... 376 C21H4403S 1000309-18-4 53
5 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 53
Abundance Scan 2294 (16.567 min): BG058533.D\data.ms (-2291) (- m/z 57.00 100.00%
57.0
1650 |
127.1 197.1 :
owHw“m‘!wm‘M\HH_hH,wlf‘?‘?”l‘w,w_uzf“f“% m/z 43.00  65.25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59079: Decane, 2,4,6-trimethyl-
43.0
5000 71.0 1 \
16.50
m/z 85.10 47.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #107225: Tetradecane, 4-ethyl-
43.0
T
16.50
5000 71.0 m/z 71.00 45.56%
ol ‘\ 01270 1550 1970 6
‘WH‘wH‘w‘HW‘HW‘H‘_H‘VH‘_‘H_‘HV‘H‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59052: Undecane, 3,7-dimethyl- ——
43.0 16.50
m/z 56.00 16.29%
- 1 m
byt 220 00 1850 1800 o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 16.50

8270-BGO72823.M Sat Jul 29 ©5:00:38 2023 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072823\
Data File : BG®58533.D

Acq On : 29 Jul 2023 1:14
Operator : MA/JU

Sample : 03632-02

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 Tetradecane, 1l-iodo- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.954 15.97 ng 651476  Phenanthrene-di10 17.207
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Tetradecane, 1-iodo- 324 C14H291I 019218-94-1 80
3 Undecane, 5-ethyl- 184 C13H28 017453-94-0 78
4 Nonane, 5-butyl- 184 C13H28 017312-63-9 64
5 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 62

Abundance Scan 2360 (16 954 min): BG058533.D\data.ms (-2356) (-~ m/z 57.00 100.00%

57.0
5000 85.0
—
‘ h 113.1141.1169.2197.1 1700
bl e AR 10921971 228.1254.2 /7 43.00  59.99%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #107218: Hexadecane
57.0
5000 T 1
17.00
- 850 m/z 71.68  54.72%
0 “ ‘ L H‘ ,113.0141.0 169.0 197.0 226.0
\‘HH’HH’\H\’\\H’HH‘HH‘H\\‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #228591: Tetradecane, 1-iodo-
57.0
—
17.00
5000 85.0 ITI/Z 85.00 38.72%
29.0 “ | 11§.o 155.0 197.0
Ottt b b e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #59035: Undecane, 5-ethyl- T
57.0 17.00
m/z 41.00  26.55%
5000
29.0 85.0
‘ ‘ 126.0 155.0
o I o o —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17.00

8270-BGO72823.M Sat Jul 29 ©5:00:42 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072823\
Data File : BG®58533.D

Acq On : 29 Jul 2023 1:14
Operator : MA/JU

Sample : 03632-02

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 13 Octacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.007 10.42 ng 425360  Phenanthrene-d10 17.207
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 90
2 Octacosane 394 C28H58 000630-02-4 90
3 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 90
4 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 87
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 86
Abundance Scan 2369 (17.007 min): BG058533.D\data.ms (-2365) (- m/z 57.00 100.00%
57.0
2000 WM\J\/LM
9.1 17.00 |
" 141.0183.1 g
0 WHW Ll o200 m/z 71.85 65.35%
mlz--> 50 100 150 200 250 300 350
Abundance #59025: Tridecane
57.0
5000 ——
17.00
m/z 43.00 42.64%
miz--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
T \
17.00
5000 m/z 85.05 38.82%
9.0
oLl 11| ;141.0183.0225.0 281.0 337.0 394.
B o o T R L S
miz--> 50 100 150 200 250 300 350
Abundance #261137: Hexadecane, 1-iodo- T
57.0 17.00
m/z 41.00 20.25%
- kﬂAﬂﬁAmrJL\mwa\mAﬁf
9.0 155.0 225.0
YD 1 I O it O ——
m/z--> 50 100 150 200 250 300 350 17.00

8270-BGO72823.M Sat Jul 29 ©5:00:43 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072823\
Data File : BG®58533.D

Acq On : 29 Jul 2023 1:14
Operator : MA/JU

Sample : 03632-02

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 Pentadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17.612 4.62 ng 188361  Phenanthrene-di10 17.207
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 93
2 Heptacosane 380 C27H56 000593-49-7 87
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 83
4 Tridecane, 6-propyl- 226 C1l6H34 055045-10-8 83
5 Docosane 310 C22H46 000629-97-0 78
Abundance Scan 2472 (17.612 min): BG058533.D\data.ms (-2468) (- m/z 57.00 100.00%
57.0
5000 VJLPLuuMAVJ\j\AﬁAMJHNA
1750 1800
183.1 :
omu‘u L “‘ ‘ I J‘u““2‘2‘4‘2“2‘7‘4‘1‘_”‘,”” m/z 71.00  68.80%
mlz--> 50 100 150 200 250 300 350
Abundance #90189: Pentadecane
57.0
5000 —r ——
17.50 18.00
‘ F m/z 43.00 56.97%
9.0
141.0 212.0
01\5\4‘\““ “‘\“‘\“‘\“\‘\\“\\\\‘\\\\‘\\\\‘\\\\’\\\\
miz--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
—— —
17.50 18.00
5000 m/z 85.10 38.83%
ol L \ | % ‘1‘410183022502670 323.0 380.
e T T T
miz--> 50 100 150 200 250 300 350
Abundance #132769: 2-Bromo dodecane —— —
57.0 17.50 18.00
m/z 55.00 23.39%
o WWLM
9.0 1690
ST S Y'Y M IR
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\BG072823\
Data File : BG®58533.D

Acq On : 29 Jul 2023 1:14
Operator : MA/JU

Sample : 03632-02

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 Dodecane, 2-methyl-6-propyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.695 12.31 ng 502127 Phenanthrene-d10 17.207
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 94
2 Heneicosane 296 C21H44 000629-94-7 90
3 Decane, 1-iodo- 268 C10H21I 002050-77-3 86
4 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 64
5 Nonane, 5-butyl- 184 C13H28 017312-63-9 64

Abundance Scan 2486 (17.695 min): BG058533.D\data.ms (-2482) (- m/z 57.00 100.00%
57.0

5000 \N\/\M\J\W
— —
‘ ‘ 91 140 17.50 18.00
ol g [y 2800 1821 2252 2683 n/; 43.00  59.33%
m/z--> 50 100 150 200 250
Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0
5000 — —
17.50 18.00
m/z 71.00 53.18%
99.0 140.0
182.0
O ‘\““‘\ H‘ \m\h“ \“‘\‘\ !‘ T \“\ T \2\26\0\ T T
m/z--> 50 100 150 200 250
Abundance #194590: Heneicosane
57.0
— —
17.50 18.00
5000 ITI/Z 85.05 38.53%
‘ 99.0
41.0
obzsiol || 11| | 140 1830 220 296
m/z--> 50 100 150 200 250
Abundance #157264: Decane, 1-iodo- 7 —
57.0 17.50 18.00
m/z 41.00 23.97%
- V\AA/\M/J\M_/\/\N
99.0 155.0
o‘z‘d“‘o‘s“““u‘wm‘Hu 2680 — e
m/z--> 50 100 150 200 250 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072823\
Data File : BG®58533.D

Acq On : 29 Jul 2023 1:14
Operator : MA/JU

Sample : 03632-02

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 Decane, 2,3,8-trimethyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
17.977 3.95 ng 161105 Phenanthrene-di10 17.207
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 2,3,8-trimethyl- 184 C13H28 062238-14-6 59
2 Dodecane, 2-methyl- 184 C13H28 001560-97-0 59
3 Heptadecane 240 C17H36 000629-78-7 58
4 Nonane, 5-methyl-5-propyl- 184 C13H28 017312-75-3 53
5 Octadecane 254 C18H38 000593-45-3 46

Abundance Scan 2534 (17 977 min): BG058533.D\data.ms (-2531) (- m/z 57.00 100.00%

57.0
97.1
5000
18.00
126.1 182.1 240.2 274. :
om_Hu“mn“w‘!‘m‘\mnu‘w”m_m_HW‘%1”1“1‘”‘,””_@ m/z 71.00 78.15%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #59089: Decane, 2,3,8-trimethyl-
57.0
5000 T
18.00
111.0141 0 m/z 43.00 62.47%
Zq ‘ .
O\\\‘\\H‘H\\‘“\\‘H‘\\H“\\\\‘\\H‘HH‘\\H‘\H\’HH‘HH’HH‘HH‘\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #59038: Dodecane, 2-methyl-
43.0
——
18.00
5000 ITI/Z 55.00 56.32%
85.0
I I Y- N
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #123960: Heptadecane T
57.0 18.00
m/z 97.10 52.50%
5000
99.0
J270) ||| || 1410 1ss0 2400
HW‘H‘_H‘_‘HM‘H‘HH‘H‘W‘HW‘H‘_H‘W‘HM‘H,HH‘H‘W‘ ——
m/z--> 20 40 60 80 100120140160180200220240260 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072823\
Data File : BG®58533.D

Acq On : 29 Jul 2023 1:14
Operator : MA/JU

Sample : 03632-02

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 Tridecanoic acid Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
18.094 4.48 ng 182665  Phenanthrene-die 17.207
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 70
2 Heptadecanoic acid 270 C17H3402 000506-12-7 49
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 46
4 Lyxitol, 1-0O-decyl- 292 C15H3205 1000153-94-4 46
5 Hexadecane 226 C16H34 000544-76-3 42

Abundance Scan 2554 (18.094 min): BG058533.D\data.ms (-2550) (-  m/z 57.00 100.00%
57.0

5000
129.0
1711 2181 18.00
§Igwa ..2861280
O el WAl Bl b Dl e 28885 sz 43.00  84.73%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #92068: Tridecanoic acid
73.0
43.0
5000 — :
18.00
‘ 1200 o 2140 m/z 60.00  58.95%
O ’Mw’
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #161156: Heptadecanoic acid
43.0 73.0
T f*
18.00
m/z 73.00 58.82%
5000 270.0
129.0
0 e i
I Y ot S B S
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143511: n-Hexadecanoic acid gl ‘
73.0 18.00
m/z 41.00 56.16%
43.0 129.0 256.0
5000
213.0
H 1710
o,, -
m/z--> 20 40 60 80 100120140160180200220240260280 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072823\
Data File : BG®58533.D

Acq On : 29 Jul 2023 1:14
Operator : MA/JU

Sample : 03632-02

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 Tridecane, 7-hexyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.388 8.07 ng 329481  Phenanthrene-d10 17.207
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Tridecane, 7-hexyl- 268 C19H40 007225-66-3 90
3 Dodecane, 2-methyl-6-propyl- 226 C1l6H34 055045-08-4 86
4 Tridecane, 2-methyl- 198 C14H30 001560-96-9 83
5 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 78

Abundance Scan 2604 (18.388 min): BG058533.D\data.ms (-2600) (-  m/z 57.00 100.00%
57.0

5000 AWWM
— ——
‘ ‘ 99.1 1410 18.00 18.50
ol h g d |, 1410 197.1 2663 m/z 43.00  56.25%
m/z--> 50 100 150 200 250
Abundance #123958: Heptadecane
57.0
5000 — ——
18.00 18.50
m/z 71.00 56.09%
99.0
2040 | | 4 | 4 1410 1830 2400
O\\\‘\“\\‘\‘\‘\\‘\i“\‘\\‘\‘\\\\‘\\\\
m/z--> 50 100 150 200 250
Abundance #158602: Tridecane, 7-hexyl-
57.0
— ——
18.00 18.50
5000 m/Z 85.10 40.55%
182.0
99.0 H
ol Ly a0 | 2120 2660
m/z--> 50 100 150 200 250
Abundance #107244: Dodecane, 2-methyl-6-propyl- “ —
57.0 18.00 18.50
m/z 41.00 22.59%
- \/\A/\/\/V\/\J\M\J\N\j\
99.0 140.0
182.0
ol m»,“u bl p P70 2260 B
m/z--> 50 100 150 200 250 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072823\
Data File : BG®58533.D

Acq On : 29 Jul 2023 1:14
Operator : MA/JU

Sample : 03632-02

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 19 Eicosane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
19.017 4.23 ng 172754  Phenanthrene-di10 17.207
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 90
2 Tetracosane 338 (C24H50 000646-31-1 86
3 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 86
4 Tridecane, 6-propyl- 226 C1l6H34 055045-10-8 83
5 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 81
Abundance Scan 2711 (19.017 min): BG058533.D\data.ms (-2708) (- m/z 57.00 100.00%
57.0
5000 MMJ\MW
T
‘ ‘ 99.1 156.1 19.00
Ol b o 1962 23812740 /7 71,00 53.27%
miz-> 50 100 150 200 250 300
Abundance #176386: Eicosane
57.0
5000 —— :
19.00
m/z 43.00 52.32%
T 1 ‘ \ T \ \ ‘ T \ T T ‘ T \ T ‘ T T T ‘ L
miz--> 50 100 150 200 250 300
Abundance #246481: Tetracosane
57.0
T
19.00
5000 m/z 85.05 36.36%
99.0
ol L1}y |y 1410 1830 2250 267.0 3381
e e
miz--> 50 100 150 200 250 300
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl- —— ‘
57.0 19.00
m/z 41.00 22.70%
0 L‘ i ‘\ ¥ 1410 1830 2390 2960
o A —
m/z--> 50 100 150 200 250 300 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072823\
Data File : BG®58533.D

Acq On : 29 Jul 2023 1:14
Operator : MA/JU

Sample : 03632-02

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 13-Docosenamide, (Z)- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
22.836 8.07 ng 282970  Chrysene-di12 21.443
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 91
2 Hexadecanamide 255 C16H33NO 000629-54-9 64
3 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 59
4 Pentadecanamide, 15-bromo- 319 C15H30BrNO 1000163-86-1 53
5 2-Methyl-tridecane-2,12-diol 230 C14H3002 1000187-03-5 47

Abundance Scan 3361 (22.836 min): BG058533.D\data.ms (-3356) (-  m/z 59.00 100.00%

59.0
5000

154.0 ) 2250 2300
0 w“‘”‘ M‘ﬂ bl F96L 2400 2981 33700 73.00  57.35%
miz-> 50 100 150 200 250 300
Abundance #245084: 13-Docosenamide, (Z)-
59.0
5000
2250 2300

137.0
m/z 55.00 53.92%

97.0
WL 1920 2000 2040 397
m/z--> 50 100 150 200 250 300
Abundance #142059: Hexadecanamide
59.0

“ T
22.50 23.00

o

5000 m/z 41.00 31.66%
ol |1y 1140 1700 2120 255.0 WJKM
R Do e
miz--> 50 100 150 200 250 300
Abundance #174773: 9-Octadecenamide, (2)- — —
59.0 22.50 23.00

m/z 43.00 31.22%

o MMJLW

40 281.0
oloa | s J140 1560 10002580 *10

“ T
m/z--> 50 100 150 200 250 300 22.50 23.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072823\
Data File : BG®58533.D

Acqg On : 29 Jul 2023 1:14
Operator : MA/JU

Sample : 03632-02

Misc :

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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|
Propane, 2-meth... 4.910 4.3 ng 62601 1 7.818 289460 20.0
Tetradecane 13.276 5.2 ng 161573 3 14.463 624825 20.0
Dodecane, 1-iodo- 13.934 5.9 ng 185020 3 14.463 624825 20.0
Hexadecane 14.352 11.8 ng 369535 3 14.463 624825 20.0
Tetracosane 14.974 5.7 ng 176901 3 14.463 624825 20.0
Tridecane 15.303 17.6 ng 549774 3 14.463 624825 20.0
Undecane, 4,6-d... 15.709 17.1 ng 533492 3 14.463 624825 20.0
Nonane, 4,5-dim... 15.861 3.5 ng 141144 4 17.207 816057 20.0
Heptadecane 16.167 21.3 ng 870866 4 17.207 816057 20.0
Heptadecane, 8-... 16.508 4.1 ng 168843 4 17.207 816057 20.0
Decane, 2,4,6-t... 16.567 3.3 ng 133408 4 17.207 816057 20.0
Tetradecane, 1-... 16.954 16.0 ng 651476 4 17.207 816057 20.0
Octacosane 17.007 10.4 ng 425360 4 17.207 816057 20.0
Pentadecane 17.612 4.6 ng 188361 4 17.207 816057 20.0
Dodecane, 2-met... 17.695 12.3 ng 502127 4 17.207 816057 20.0
Decane, 2,3,8-t... 17.977 4.0 ng 161105 4 17.207 816057 20.0
Tridecanoic acid 18.094 4.5 ng 182665 4 17.207 816057 20.0
Tridecane, 7-he... 18.388 8.1 ng 329481 4 17.207 816057 20.0
Eicosane 19.017 4.2 ng 172754 4 17.207 816057 20.0
13-Docosenamide... 22.836 8.1 ng 282970 5 21.443 701619 20.0
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