LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070622\
Data File : BG@54219.D

Acqg On : 6 Jul 2022 14:31
Operator : CG/JU

Sample : N3562-09

Misc :

ALS vial : 9 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-BG061322.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BGO54219.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 5.632 373 382 396 rBV 379108 687945 36.54% 5.008%
2 7.230 646 654 669 rBv 421564 772336 41.03% 5.623%
3 8.064 787 796 804 rBV 100528 179945 9.56%  1.310%
4 9.228 985 994 1003 rBV 264216 499209 26.52% 3.634%
5 10.879 1263 1275 1282 rBV 139569 303898 16.14%  2.212%
6 11.031 1295 1301 1307 rVB2 15805 30593 1.63% 0.223%
7 11.707 1410 1416 1423 rBV7 9709 20368 1.08% 0.148%
8 11.789 1423 1430 1439 rBV5 11491 27483 1.46%  0.200%
9 11.895 1441 1448 1451 rBV 25546 49218 2.61% 0.358%
10 12.283 1506 1514 1520 rBV 65302 109421 5.81% 0.797%
11 12.500 1545 1551 1560 rVB9 15204 35856 1.90% 0.261%
12 12.771 1593 1597 1607 rVB7 14897 28526 1.52% 0.208%
13 12.912 1616 1621 1625 rBV3 18994 31139 1.65% 0.227%
14 13.088 1648 1651 1656 rVB2 22041 30972 1.65% 0.225%
15 13.176 1662 1666 1670 rBV 15623 21104 1.12% 0.154%
16 13.235 1670 1676 1682 rVB3 44294 71944 3.82% 0.524%
17 13.317 1682 1690 1697 rBV 800232 1279532 67.97% 9.315%
18 13.517 1718 1724 1731 rVB 131770 202924 10.78% 1.477%
19 13.681 1749 1752 1756 rVB5 16007 24738 1.31% 0.180%
20 13.752 1758 1764 1771 rBV1e 11056 25436 1.35% 0.185%
21 13.852 1775 1781 1785 rVB9 10882 20042 1.06% 0.146%
22 13.905 1785 1790 1795 rBV3 12699 20521 1.09% 0.149%
23 13.981 1797 1803 1806 rBV8 12115 23919 1.27% 0.174%
24 14.046 1809 1814 1817 rBV5 12042 21510 1.14% 0.157%
25 14.169 1828 1835 1839 rBV 55854 109404 5.81% 0.796%
26 14.210 1839 1842 1849 rVV2 35888 59349 3.15% 0.432%
27 14.286 1851 1855 1860 rVB3 30220 53070 2.82% 0.386%
28 14.580 1900 1905 1914 rVB 174976 255712 13.58% 1.862%
29 14.692 1914 1924 1932 rBV 241795 461510 24.52% 3.360%
30 15.027 1976 1981 1982 rBV2 24918 35948 1.91% 0.262%
31 15.080 1987 1990 1997 rvv2 28318 46041 2.45% ©0.335%
32 15.138 1997 2000 2003 rVB 18391 20205 1.07% 0.147%
33 15.197 2003 2010 2016 rBV5 44023 87687 4.66% 0©.638%
34 15.268 2019 2022 2026 rVB 19443 23465 1.25% 0.171%
35 15.309 2026 2029 2035 rBV7 12895 29516 1.57% 0.215%
36 15.426 2045 2049 2054 rVB3 14215 26565 1.41% 0.193%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070622\
Data File : BG@54219.D

Acqg On : 6 Jul 2022 14:31
Operator : CG/JU

Sample : N3562-09

Misc :

ALS vial : 9 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-BG061322.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 15.485 2054 2059 2062 rBV 46498 74177  3.94%  0.540%
38 15.532 2062 2067 2072 rVB 194046 265243 14.09%  1.931%
39 15.638 2081 2085 2095 rVBS 19938 43836 2.33% 0.319%
40 15.938 2127 2136 2141 rBV2 86195 198166 10.53% 1.443%
41 16.032 2149 2152 2158 rVB2 24730 32278 1.71% 0.235%
42 16.084 2158 2161 2168 rBV6 22740 43518 2.31% 0.317%
43 16.184 2169 2178 2185 rBV3 559855 943411 50.11% 6.868%
44 16.390 2209 2213 2216 rBV 193266 280510 14.90%  2.042%
45 16.737 2267 2272 2276 rBV5 41656 80672 4.29% 0.587%
46 16.795 2279 2282 2286 rVV2 38045 57019 3.03% 0.415%
47 16.848 2288 2291 2295 rVv4 25285 35894 1.91% 0.261%
48 16.901 2296 2300 2304 rVB3 29398 41910 2.23% ©0.305%
49 17.183 2344 2348 2353 rBV 168626 232024 12.33% 1.689%
50 17.242 2353 2358 2368 rVB 105197 206764 10.98%  1.505%
51 17.442 2386 2392 2396 rBV 288854 480226 25.51%  3.496%
52 17.483 2396 2399 2410 rVB3 54500 110159 5.85% 0.802%
53 17.724 2436 2440 2448 rBv4 24514 48609 2.58% 0.354%
54 17.847 2457 2461 2466 rBV2 29804 43564 2.31% 0.317%
55 17.923 2470 2474 2481 rVB 163340 208480 11.07% 1.518%
56 18.100 2500 2504 2509 rVvB3 27561 38923 2.07% 0.283%
57 18.323 2538 2542 2546 rBV3 42565 68462 3.64% ©.498%
58 18.364 2547 2549 2556 rVB4 36395 51227 2.72% 0.373%
59 18.617 2587 2592 2596 rBV 130878 167934 8.92% 1.223%
60 18.858 2629 2633 2638 rBV5 27343 48243  2.56% ©0.351%
61 19.240 2692 2698 2704 rBV2 136346 221114 11.75% 1.610%
62 19.492 2736 2741 2746 rVB 132959 204198 10.85% 1.487%
63 19.815 2793 2796 2799 rBV 101649 126207 6.70% 0.919%
64 19.851 2799 2802 2810 rVV 129353 214961 11.42% 1.565%
65 19.927 2812 2815 2821 rVB3 40483 63641 3.38% 0.463%
66 20.044 2830 2835 2840 rVB 1384759 1882495 100.00% 13.705%
67 20.344 2883 2886 2893 rVB2 86922 110424 5.87% 0.804%
68 20.644 2933 2937 2942 rBV 30337 57037 3.03% 0.415%
69 20.844 2968 2971 2978 rVB 45727 61826 3.28% 0.450%
70 21.349 3054 3057 3061 rBV2 48810 65762  3.49% 0.479%
71 21.713 3112 3119 3125 rBV 335242 662022 35.17% 4.820%

72 24.980 3667 3675 3685 rBV2 177652 538128 28.59% 3.918%

Sum of corrected areas: 13736115
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: CG/IU
: N3562-09

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070622\
BG054219.D
6 Jul 2022 14:31

: 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061322.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
1400000

1200000

1000000

800000

600000

400000

200000

0

TIC: BG054219.D\data.ms

5.632 7.230

9.228

8.064 10.879 5
o 11ped” F3bwmzemo

L L L L L L L L L LA L L L B L B A B

Time--> 350 4.00 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50 12.00 12.50

Abundance
1400000

1200000

1000000

800000

600000

400000

200000

TIC: BG054219.D\data.ms
20.044

3.317

16.184

Time-->

0k

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
1400000

1200000

1000000

800000

600000

400000

200000

0

TIC: BG054219.D\data.ms

24.980

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\BG070622\
Data File : BG@54219.D

Acq On : 6 Jul 2022 14:31
Operator : CG/JU

Sample : N3562-09

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-

BGO61322.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 Sulfurous acid, decyl 2-eth...

Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
11.895 3.24 ng 49218 Naphthalene-d8 10.879
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Sulfurous acid, decyl 2-ethylhex... 334 C18H3803S

1000309-19-3 72

2 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 64
3 Octane, 2,6-dimethyl- 142 C1eH22 002051-30-1 64
4 Sulfurous acid, 2-ethylhexyl non... 320 C17H3603S 1010309-19-2 59
5 Nonane, 3-methyl- 142 C1eH22 005911-04-6 59
Abundance Scan 1448 (11.895 min): BG054219.D\data.ms (-1441) (-~ | m/z 57.10 100.00%
57.1
- w\d
85.1 T R
113.1 11.50 12.00
[ O O ;
ot m/z 71.10 66.21%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #241464: Sulfurous acid, decyl 2-ethylhexyl ester
57.0
5000 ol e
11.50 12.00
m/z 43.10 53.59%
29.0 850 1130
O\‘\\\\‘\\\h‘\\H}\“\‘\\\“‘\\H\‘\\\]-\4.“1\.\0\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0
= —T
11.50 12.00
5000 ITI/Z 41.10 30.77%
290 85.0
0 1130 141.0 183.0
T e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22104: Octane, 2,6-dimethyl- — —
57.0 11.50 12.00
m/z 56.10 24.67%
5000
113.0
27.0 85.0
O 220 20 T e
m/z--> 20 40 60 80 100 120 140 160 180 200 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070622\
Data File : BG@54219.D

Acq On : 6 Jul 2022 14:31
Operator : CG/JU

Sample : N3562-09

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061322.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 Tridecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.283 7.20 ng 109421 Naphthalene-d8 10.879
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 93
2 Tetradecane 198 C14H30 000629-59-4 80
3 Hexadecane 226 C1l6H34 000544-76-3 80
4 Nonadecane 268 C19H40 000629-92-5 80
5 Dodecane, 2-methyl- 184 C13H28 001560-97-0 72
Abundance Scan 1514 (12.283 min): BG054219.D\data.ms (-1506) (-~ | m/z 57.10 100.00%
57.1
5000
85.0
| “ | 1121 1451 1841 1200 1250
Oy bbb S e b e e m/z 43,10 %
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59029: Tridecane
57.0
5000
85.0 12.00 1250
20.0 m/z 71.10 %
0 d h H [ n11§0 141.0 184.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57.0
1200 1250
5000 85.0 m/z 41.10 %
29.0
0 113.0 141.0 169.0 198.0
T T T T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane
57.0 1200 1250
m/z 85.05 27%
5000
85.0
29.0
0 | ‘\ [ ‘ (113.0 141.0 169.0 197.0 226.0 \J\WA M
e e e e e e e ; —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070622\
Data File : BG@54219.D

Acq On : 6 Jul 2022 14:31
Operator : CG/JU

Sample : N3562-09

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061322.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, 2,6,10-trimethyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
13.235 3.12 ng 71944  Acenaphthene-dile 14.692
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 86
2 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 86
3 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 72
4 Octane, 2-methyl- 128 C9H20 003221-61-2 64
5 Undecane, 2-methyl- 170 C12H26 007045-71-8 59

Abundance Scan 1676 (13.235 min): BG054219.D\data.ms (-1670) (- | m/z 57.10 100.00%

57.1
5000
— T

991 1311 13.00 13.50
wH‘fhH‘U_Mmm‘\Hl‘w_““mum,‘“1‘8‘%‘0“wwwww,” m/z 71.18 75.05%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #90206: Dodecane, 2,6,10-trimethyl-
57.0

5000 - =
13.00 13.50

m/z 43.10 56.14%

270 | 130 g 0ia50
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\H\‘\\\\‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
57.0
——

o

o

13.00 13.50
5000 ITI/Z 85.10 31.27%
113.0

o 270 154,0183.0 253.0282.(

e B B Rf A iA Eens R REaEA eaat e

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #90204: Dodecane, 2,7,10-trimethyl- —r =
57.0 13.00 13.50

m/z 41.10 30.88%

) M
h}‘ \‘\ H ! ‘ 11?0 154.0183.0

L A S ——

T —
m/z--> 20 40 60 80 100120140160180200220240260280 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070622\
Data File : BG@54219.D

Acq On : 6 Jul 2022 14:31
Operator : CG/JU

Sample : N3562-09

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061322.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 6
R.T. EstConc Area Relative to ISTD R.T.
13.517 8.79 ng 202924  Acenaphthene-di10 14.692
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 Tridecane 184 C13H28 000629-50-5 87
4 Sulfurous acid, 2-ethylhexyl iso... 278 C14H3003S 1000309-19-0 86
5 Heptadecane, 2,6,10,14-tetramethyl- 296 C21H44 018344-37-1 86
Abundance Scan 1724 (13.517 min): BG054219.D\data.ms (-1718) (- m/z 57.10 100.00%
57.1
5000
880 N\N\J\M\/
— 1
13.50
112.1
om_Hw‘Hm”‘uwluH‘_m_}f"‘lulwl‘??"ﬂ‘l??‘lm_m m/z 43.10 80.15%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74005: Tetradecane
57.0
5000 85.0 —— :
13.50
29.0 m/z 71.10 57.20%
O \\\‘\‘\‘\\“\\\H‘\\“\\“1‘\\\“‘]\_\]_ﬁ‘()\\]\-\4‘]-\\()\\]‘-\62\()‘\\123\0\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57.0
1
13.50
5000 85.0 m/z 41.10 40.25%
29.0
0 113.0 141.0 169.0 197.0 226.0
T e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59028: Tridecane 7
57.0 13.50
m/z 85.05 36.54%
5000 85.0
29.0
‘ ‘ H ‘ ‘ ‘1120 141.0 184.0
SN L S P AN e M —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070622\
Data File : BG@54219.D

Acq On : 6 Jul 2022 14:31
Operator : CG/JU

Sample : N3562-09

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061322.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 Hexadecane, 2,6,10,14-tetra... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.169 4.74 ng 109404  Acenaphthene-die 14.692
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 83
2 Tetradecane 198 C14H30 000629-59-4 80
3 Pentadecane 212 C15H32 000629-62-9 80
4 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 80
5 Dodecane 170 C12H26 000112-40-3 72

Abundance Scan 1835 (14.169 min): BG054219.D\data.ms (-1828) (- | m/z 57.10 100.00%

57.1
5000 85.1

L d e e e e
oHwH_w,mwH‘_‘l‘,m‘_m_ww_w m/z 43.10 88.77%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90207: Dodecane, 2,6,10-trimethyl-
57.0
5000 M~ .
85.0 14.00 14.50

m/z 71.10 77.33%

29.0 127.0
TT \‘\‘U\\‘\ \\ ’\\“1 \“1\ \\M‘\ \U\’\“\\ \‘\]-\5\\5‘0\\\]-\8‘?\0\\‘\\ \\‘ \MA\/\/JV
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0

o

14.00 14.50
5000 m/z 85.10 40.22%
85.0
29.0
0 113.0 141.0 169.0 198.0
R RN R AR RRRRERERES

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90189: Pentadecane T s
57.0 14.00 14.50

m/z 41.10 37.71%

5000 850
29.0
Ll 1801410 1690 2120

Oyt ey e e e R e R T
miz--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070622\
Data File : BG@54219.D

Acq On : 6 Jul 2022 14:31
Operator : CG/JU

Sample : N3562-09

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061322.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 Octadecane, 1-iodo- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
14.210 2.57 ng 59349  Acenaphthene-d10 14.692
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane, 1-iodo- 380 C18H371 000629-93-6 50
2 Disulfide, di-tert-dodecyl 402 C24H50S2 027458-90-8 50
3 Hentriacontane 437 C31H64 000630-04-6 47
4 Heptacosane 380 C27H56 000593-49-7 47
5 Octane, 4-methyl- 128 C9H20 002216-34-4 43

Abundance Scan 1842 (14.210 min): BG054219.D\data.ms (-1839) (- | m/z 57.10 100.00%
7.1

57.
5000
159.0

= el
H 1‘13.1 ‘ 14.00 14.50
0 "AWMWWNMWMMWMWWM,H“““‘_“““H““‘ m/z 43.10 80.92%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #287349: Octadecane, 1-iodo-
57.0
5000 - —
14.00 14.50

m/z 71.10  48.54%

13.0
m/z--> 0 50 100 150 200 250 300 350 400
Abundance
57.0

T .
14.00 14.50

o

5000 m/z 41.10 38.60%
113.0 169.0
0 219.0 402.0
R R I AR R e
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #320590: Hentriacontane 7 ——
57.0 14.00 14.50

m/z 85.10  37.44%

) M
13.0
Al ﬂ || ,169.0 2250  309.0 365.0 436.

\ T
m/z--> 0 50 100 150 200 250 300 350 400 14.00 14.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070622\
Data File : BG@54219.D

Acq On : 6 Jul 2022 14:31
Operator : CG/JU

Sample : N3562-09

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061322.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 Pentadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.580 11.08 ng 255712  Acenaphthene-di10 14.692
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 93
2 Hexadecane 226 C1l6H34 000544-76-3 90
3 Tetradecane 198 C14H30 000629-59-4 86
4 Tridecane 184 C13H28 000629-50-5 86
5 Heptadecane 240 C17H36 000629-78-7 86
Abundance Scan 1905 (14.580 min): BG054219.D\data.ms (-1900) (- | m/z 57.10 100.00%
57.1
5000
85.0 J\/\/\Lv
T \
14.50
113.1 212.2
0 m_uw‘HW”Hm‘m‘_m_ml““?“lﬁ??‘l‘”wm_m m/z 43.10 72.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #90192: Pentadecane
57.0
85.0
5000 e :
14.50
20.0 m/Z 71.10 57.57%
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57.0
T \
14.50
5000 85.0 m/z 41.10 36.44%
29.0
0 113.0 141.0 169.0 197.0 226.0
T e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74006: Tetradecane 1 ‘
57.0 14.50
m/z 85.05 36.03%
5000
85.0
290
‘H‘H"_‘H“H‘_"W‘H“H‘W“H‘H“_‘H“H‘_“‘ F
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070622\
Data File : BG@54219.D

Acq On : 6 Jul 2022 14:31
Operator : CG/JU

Sample : N3562-09

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061322.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 Octadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.197 3.80 ng 87687  Acenaphthene-dile 14.692
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 87
2 Eicosane 282 C20H42 000112-95-8 86
3 Tetracosane 338 C24H50 000646-31-1 86
4 Heneicosane 296 C21H44 000629-94-7 86
5 Heptacosane 380 C27H56 000593-49-7 86

Abundance Scan 2010 (15.197 min): BG054219.D\data.ms (-2003) (- m/z 57.10 100.00%

57.1
5000

—
99.1 157.0 93.0 15.00 15.50
ob—t “‘w“h‘ u““u““,‘1““‘1“““ i I w]ﬂ“\‘ “ AR m/z 43.10 79.83%
m/z--> 50 100 150 200 250 300
Abundance #141056: Octadecane
57.0
5000 T L
15.00 15.50

m/z 71.10 64.63%

‘ 99.0
O T “\ L ‘ ‘\ H‘ \“‘\ “L \“‘ \%4”1.‘9\ ]\-8\3\.0‘ L \25‘4\'()\ L ‘ L
m/z--> 50 100 150 200 250 300
Abundance

57.0

T
15.00 15.50

5000 ITI/Z 85.10 43.91%
99.0
0 141.0 183.0 2250 282.0
A e e e A e e e e I B
m/z--> 50 100 150 200 250 300
Abundance #246481: Tetracosane T —
57.0 15.00 15.50

m/z 41.10 37.35%

5000
99.0
| Ll | 1410 1830 2250 267.0  338.
i

oLk, M-

7 T
m/z--> 50 100 150 200 250 300 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070622\
Data File : BG@54219.D

Acq On : 6 Jul 2022 14:31
Operator : CG/JU

Sample : N3562-09

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061322.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 Oxalic acid, neopentyl nony... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
15.485 3.21 ng 74177  Acenaphthene-d1e 14.692
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, neopentyl nonyl ester 286 C16H3004 1000309-73-3 59
2 Butanoic acid, 2-hexenyl ester, ... 170 C10H1802 056922-77-1 59
3 Furan, 2-butyltetrahydro- 128 C8H160 001004-29-1 58
4 Disulfide, bis(1,1-dimethylpropyl) 206 C10H22S2 034965-30-5 53
5 Butanoic acid, 2-propenyl ester 128 C7H1202 002051-78-7 53
Abundance Scan 2059 (15.485 min): BG054219.D\data.ms (-2054) (- | m/z 71.10 100.00%
71.1
4111 I
L 12311861 207.1 243.0 15.50
e LI Y PSS M o m/z 43.10 58.02%
miz--> 0 50 100 150 200 250
Abundance #181310: Oxalic acid, neopentyl nonyl ester
71.0
5000 1
15.50
41.0 m/z 41.10 19.27%
126.0 1710
O ‘ T T H‘\ ‘\“‘ ‘h‘\ ‘!“ \h‘\ H‘ T T “\ T ‘ T \‘ T T ‘ T T T T ‘ 2\7\]-.$
m/z--> 0 50 100 150 200 250
Abundance
71.0
——
15.50
5000 m/z 55.10 11.09%
41.0
0 128.0 170.0
— e T B B o e
miz--> 0 50 100 150 200 250
Abundance #14438: Furan, 2-butyltetrahydro- 7
71.0 15.50
m/z 69.10 8.42%
5000
41.0
o20. [l amo -
m/z--> 0 50 100 150 200 250 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070622\
Data File : BG@54219.D

Acq On : 6 Jul 2022 14:31
Operator : CG/JU

Sample : N3562-09

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061322.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 Tridecane, 7-propyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.532 11.49 ng 265243  Acenaphthene-di10 14.692
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 95
2 Tetradecane 198 C14H30 000629-59-4 90
3 Tridecane, 7-propyl- 226 C16H34 055045-09-5 80
4 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 80
5 Tridecane 184 C13H28 000629-50-5 80
Abundance Scan 2067 (15.532 min): BG054219.D\data.ms (-2062) (- | m/z 57.10 100.00%
57.1
- o WMJ\J
1550 |
113.1 :
o L R e 2012262 a7 00
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107217: Hexadecane
57.0
5000 —— :
85.0 15.50
29.0 m/z 71.10  54.26%
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57.0
T \
15.50
5000 85.0 m/z 85.10 39.37%
29.0
0 113.0 141.0 169.0 198.0
T T T T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107221: Tridecane, 7-propyl- —
43.0 15.50
m/z 41.10 36.57%
71.0
5000
140.0
99.0 183.0
btk L T 2260 o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070622\
Data File : BG@54219.D

Acq On : 6 Jul 2022 14:31
Operator : CG/JU

Sample : N3562-09

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061322.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 Heptacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.938 8.59 ng 198166  Acenaphthene-di10 14.692
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 86
2 Undecane, 2,5-dimethyl- 184 C13H28 017301-22-3 76
3 Tetracosane 338 C24H50 000646-31-1 72
4 Octacosane 394 C28H58 000630-02-4 72
5 Heneicosane 296 C21H44 000629-94-7 72
Abundance Scan 2136 (15.938 min): BG054219.D\data.ms (-2127) (- | m/z 57.10 100.00%
57.1
o M
‘ 16.00
169.1
0fr ‘M‘ F\ I “21‘6‘-9‘ e m/z 71.10  46.97%
m/z--> 0 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
5000 T
16.00
m/z 43.10 46.46%
ol \ || ‘\ ‘1‘410183022502670 323.0 380.
\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 0 50 100 150 200 250 300 350
Abundance
57.0
——
16.00
5000 m/z 41.10 25.12%
112.0
015.0 169.0
B T o e e e
m/z--> 0 50 100 150 200 250 300 350
Abundance #246481: Tetracosane —
57.0 16.00
m/z 85.10 23.51%
5000
9.0
ol Ll 141018302250267.0 3380
A e e e ——
m/z--> 0 50 100 150 200 250 300 350 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070622\
Data File : BG@54219.D

Acq On : 6 Jul 2022 14:31
Operator : CG/JU

Sample : N3562-09

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061322.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 Heptadecane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
16.390 11.68 ng 280510  Phenanthrene-di10 17.442
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 96
2 Nonane, 5-butyl- 184 C13H28 017312-63-9 94
3 Pentadecane 212 C15H32 000629-62-9 91
4 Decane, 3-methyl- 156 C11H24 013151-34-3 83
5 Hexadecane 226 C16H34 000544-76-3 83
Abundance Scan 2213 (16.390 min): BG054219.D\data.ms (-2209) (- | m/z 57.10 100.00%
57.1
‘ 16.00 16.50
1131 141.2 169.1 : :
0 Hww‘:‘u!w‘“m‘wH‘HHww??‘_l?ﬂ?m_?f‘?‘l m/z 43.10  74.25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #123958: Heptadecane
57.0
5000 85.0 T L
16.00 16.50
m/z 71.10 62.24%
29 0 113.0
H\‘HH‘\H\‘HH‘\H\‘HH‘HH‘\H\‘H\\‘HH’\H\‘HH‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
480 710
— ——
16.00 16.50
5000 1260 m/Z 85 . 19 49 . 4400
0 97.0 155.0 184.0
T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #90189: Pentadecane o —
57.0 16.00 16.50
m/z 41.10 36.40%
5000 85.0
29.0
0 \‘ 1l H \‘\ A \‘11?0\1410 169.0 212.0
e e A e e e e P —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 16.00 16.50

8270-BG061322.M Thu Jul 07 16:28:00 2022 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070622\
Data File : BG@54219.D

Acq On : 6 Jul 2022 14:31
Operator : CG/JU

Sample : N3562-09

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061322.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 Dodecane, 3-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.737 3.36 ng 80672  Phenanthrene-d1e 17.442
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 60
2 Dodecane, 3-methyl- 184 C13H28 017312-57-1 60
3 Hexadecane, 7,9-dimethyl- 254 C18H38 021164-95-4 46
4 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 46
5 2-Bromotetradecane 276 C14H29Br 074036-95-6 43

Abundance Scan 2272 (16.737 min): BG054219.D\data.ms (-2267) (1 | m/z 57.10 100.00%
7.1

5
5000 85.1 221.0

oy m— wH‘mHm m/z 71.10  69.91%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59027: Tridecane
57.0

50001, o _—

m/z 43.10 63.11%

L m0amg 1940
0 W\”i“W”‘M‘N””W””WN”‘W‘”\”‘Wl”‘ﬁ‘”\”‘W‘”‘W
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance

57.0

5000 85.0 m/z 85.10 47 .30%
155.0
29.0
113.0 184.0
o SNRTINE NS N S T M PO |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #141075: Hexadecane, 7,9-dimethyl- —— —

57.0 16.50 17.00

m/z 221.00  44.56%

5000 85.0
‘ 126.0 155.0
Ol i 1183021102390

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 16.50 17.00

8270-BG061322.M Thu Jul 07 16:28:01 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070622\
Data File : BG@54219.D

Acq On : 6 Jul 2022 14:31
Operator : CG/JU

Sample : N3562-09

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061322.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 Dodecane, 2-methyl-6-propyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.183 9.66 ng 232024  Phenanthrene-di10 17.442
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Heptadecane 240 C17H36 000629-78-7 91
3 Pentadecane 212 C15H32 000629-62-9 91
4 Tridecane 184 C13H28 000629-50-5 86
5 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 80

Abundance Scan 2348 (17.183 min): BG054219.D\data.ms (-2344) (- | m/z 57.10 100.00%

57.1
5000 85.1

7
17.00 17.50

‘ 113.1141.1
Obrrr et 124111600 2101 2542 o s 16 72.87%
m/z--> 20 40 60 80 100120140160 180200220 240 260
Abundance #158600: Nonadecane
57.0
5000 T N
85.0 17.00 17.50

29.0 m/z 71.10 60.02%

H\‘HH‘\\H‘HH‘\\H‘\\H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance
57.0

—
17.00 17.50

o

5000 m/z 85.10 41.28%
85.0
29.0
o 113.0141.0169.0 240.0
T T T T T T T T T T T T T T

m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #90189: Pentadecane T ——

57.0 17.00 17.50

m/z 41.10 34.81%

5000 650
29.0
‘\ Ll 113014101690 212.0

0‘H_‘H_Hw‘mwwuh‘M_MW‘HWHH‘HHMH‘_HWH‘WHH —— —

m/z--> 20 40 60 80 100120140160180200220240260 17.00 17.50

8270-BG061322.M Thu Jul 07 16:28:02 2022 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070622\
Data File : BG@54219.D

Acq On : 6 Jul 2022 14:31
Operator : CG/JU

Sample : N3562-09

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061322.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 Tetradecane, 1-iodo- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.242 8.61 ng 206764  Phenanthrene-di10 17.442
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 90
2 Heneicosane 296 C21H44 000629-94-7 87
3 Octacosane 394 C28H58 000630-02-4 86
4 Tetracosane 338 C24H50 000646-31-1 86
5 Eicosane 282 C20H42 000112-95-8 86

Abundance Scan 2358 (17.242 min): BG054219.D\data.ms (-2353) (- | m/z 57.10 100.00%

57.1
5000

113.1 183.1 300 17.00 17.50
0 ‘H\‘“w‘!‘w‘“““ J‘H‘ bty w‘u"‘u‘]‘HH‘HH‘HH m/z 71.10 68.83%
m/z--> 0 50 100 150 200 250 300 350
Abundance #228591: Tetradecane, 1-iodo-
57.0
5000 — ——
17.00 17.50

m/z 43.10 49.63%

90 1550197.0
0 H\‘\‘\“h\‘n“"\‘\"w‘\‘”‘\‘HH‘HH‘HH‘HH
m/z--> 0 50 100 150 200 250 300 350
Abundance
57.0

— —
17.00 17.50

5000 m/z 85.10 42.99%
99.0
015.0 141.0183.0225.0  296.0
T B T R e
m/z--> 0 50 100 150 200 250 300 350
Abundance #298427: Octacosane 7 —
57.0 17.00 17.50

m/z 41.10 23.62%

5000
9.0
\MJ

ol | || ;141.0183.0225.0 281.0 337.0 394.
R e e -

\ 7
m/z--> 0 50 100 150 200 250 300 350 17.00 17.50

8270-BG061322.M Thu Jul 07 16:28:03 2022 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070622\
Data File : BG@54219.D

Acq On : 6 Jul 2022 14:31
Operator : CG/JU

Sample : N3562-09

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061322.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 Nonadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.923 8.68 ng 208480  Phenanthrene-di10 17.442
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 94
2 Heptacosane 380 C27H56 000593-49-7 91
3 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 91
4 Hexadecane, 1-iodo- 352 C16H331 000544-77-4 90
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 90

Abundance Scan 2474 (17.923 min): BG054219.D\data.ms (-2470) (- m/z 57.10 100.00%

57.1
5000

9.1
41.0
ol A dl 1| 1410183022502681 L. 4316 69.45%

m/z--> 50 100 150 200 250 300 350
Abundance #158597: Nonadecane
57.0

5000 T

m/z 71.10 59.00%

. 1P 1018302250208
\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
m/z--> 50 100 150 200 250 300 350
Abundance

57.0

18.00
5000 m/z 85.10 43.36%
99.0
0 141.0183.0225.0267.0 323.0 380.(
e o e e T e e
m/z--> 50 100 150 200 250 300 350

Abundance #287349: Octadecane, 1-iodo- ——
57.0 18.00

m/z 41.10 34.06%

5000
9.0
15.0 | 15501970 253.0

0 51‘$“kﬂu¢‘hﬁ ot e
miz--> 50 100 150 200 250 300 350 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070622\
Data File : BG@54219.D

Acq On : 6 Jul 2022 14:31
Operator : CG/JU

Sample : N3562-09

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061322.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 unknown18.323 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
18.323 2.85 ng 68462  Phenanthrene-die 17.442
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isobutyl 3-methylbutyl disulfide 192 C9H20S2 075203-66-6 27
2 4-Hydroxy-7-(trifluoromethyl)qui... 283 C14H12F3NO2 1010463-38-6 22
3 Pentyl tetratriacontyl ether 565 C39H800 1010406-42-7 14
4 4-Methyl-3,5-dinitrobenzyl alcoh... 282 C12H14N206 1000447-38-7 14
5 Sulfurous acid, octadecyl 2-pent... 404 C23H4803S 1000309-16-6 14
Abundance Scan 2542 (18.323 min): BG054219.D\data.ms (-2538) (1 | m/z 43.10 100.00%
43.1
192.0
5000
9.1 25‘6-1 18.00 18:50
- by e m/z 57.10 75.24%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #67437: Isobutyl 3-methylbutyl disulfide
57.0
5000
192.0 18.00 18550
136.0 m/z 71.1@ 73.87%
O \\‘\‘\u“\‘\‘\i\‘ﬂ\\‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43.0
1&00 1&50
5000 m/z 192.00 66.30%
213.0
137.0 283.0
Ottt e o e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #344833: Pentyl tetratriacontyl ether
71.0 1800 1850
m/z 73.00 52.58%
5000
ol | “ 125018102370 476.0
R b e R R ma e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 1800 1850
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070622\
Data File : BG@54219.D

Acq On : 6 Jul 2022 14:31
Operator : CG/JU

Sample : N3562-09

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061322.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 Heneicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
18.617 6.99 ng 167934  Phenanthrene-di10 17.442
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Eicosane, 10-methyl- 296 C21H44 054833-23-7 90
4 Octadecane 254 C18H38 000593-45-3 87
5 Hexadecane 226 C16H34 000544-76-3 86
Abundance Scan 2592 (18.617 min): BG054219.D\data.ms (-2587) (1 m/z 57.10 100.00%
57.1
2000 J\lemM
99.1 i§56 igbd
' 41.0 : :
o d Ly 2410 18312180 2823 . 43,10 66.42%
miz-> 50 100 150 200 250
Abundance #176386: Eicosane
57.0
5000 — —
18.50 19.00
m/z 71.10 58.60%
99.0
JLzs0 77 1410 1830 2250 2820
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
57.0
— —
18.50 19.00
5000 m/z 85.10 41.91%
99.0
0l15.0 141.0 183.0 225.0 296.(
e T
miz--> 50 100 150 200 250
Abundance #194595: Eicosane, 10-methyl- T —
57.0 18.50 19.00
m/z 41.10 30.08%
5000
99.0 0
0L b A L L, 1970 2390 2810 B
m/z--> 50 100 150 200 250 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070622\
Data File : BG@54219.D

Acq On : 6 Jul 2022 14:31
Operator : CG/JU

Sample : N3562-09

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061322.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 Nonane, 5-butyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.240 9.21 ng 221114  Phenanthrene-di10 17.442
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 92
2 Nonane, 5-butyl- 184 C13H28 017312-63-9 78
3 Heneicosane 296 C21H44 000629-94-7 64
4 Dodecane, 4-methyl- 184 C13H28 006117-97-1 64
5 2-Bromo dodecane 248 C12H25Br 013187-99-0 62

Abundance Scan 2698 (19.240 min): BG054219.D\data.ms (-2692) (- | m/z 57.10 100.00%

57.1
5000

sl 206.0 - —
' 19.00 19.50
ob— “h‘ Ll do JSEE 23012741 s 10 70.87%
miz--> 50 100 150 200 250
Abundance #74005: Tetradecane

57.0

5000 — —

19.00 19.50
m/z 71.10 61.01%

99.0
0L2600 | o 1410 1980
m/z--> 50 100 150 200 250
Abundance

43.0

19.00 19.50

85.0
5000 126.0 m/z 85.10  42.79%
184.0
(VYN 1 0 O N PN~~~ S
m/z--> 50 100 150 200 250
Abundance #194590: Heneicosane — —
57.0 19.00 19.50

m/z 41.10  27.28%

5000
99.0

0 26\10 ‘\ ‘\ H\ h\ h‘ u \%41 Q 183 0 225.0 296.C
L [ — g LA B B | L — L —
m/z--> 50 100 150 200 250 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070622\
Data File : BG@54219.D

Acq On : 6 Jul 2022 14:31
Operator : CG/JU

Sample : N3562-09

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061322.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 Eicosane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
20.344 3.34 ng 110424  Chrysene-di12 21.713
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Tridecane, 7-hexyl- 268 C19H40 007225-66-3 90
3 Tridecane, 7-propyl- 226 C16H34 055045-09-5 89
4 Heptacosane 380 C27H56 000593-49-7 81
5 Tetradecane, 4-methyl- 212 C15H32 025117-24-2 78
Abundance Scan 2886 (20.344 min): BG054219.D\data.ms (-2883) (- | m/z 57.10 100.00%
57.1
2000 W
99.0 2160 20.00 20,50
155.1 186.1 267.0 : :
O el e b b bt e e ey m/z 43.10  65.36%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #176386: Eicosane
57.0
5000 — —
20.00 20.50
m/z 71.10 64.15%
99.0
0 27,0 h\ H\ Il u‘ | \14\1'0‘ 183.0 225.0 282.C
\’HH‘\\H‘HH‘\H\‘HH‘HH‘HH‘\\H‘HH‘\H\’HH‘HH‘HH’H\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
57.0
— —
20.00 20.50
5000 m/z 85.10 46.72%
182.0
99.0
0 141.0 211.0240.0269.0
T T T T e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107221: Tridecane, 7-propyl- — —
43.0 20.00 20.50
m/z 41.10  28.05%
85.0
w MWM
140.0
183.0
0‘Mhﬂuuwwm‘muﬁwww‘mwtHW‘HWWHW‘HW‘JW‘HW‘HWH‘ — —
m/z--> 20 40 60 80 100120140160180200220240260280 20.00 20.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070622\
Data File : BG@54219.D

Acqg On : 6 Jul 2022 14:31
Operator : CG/JU

Sample : N3562-09

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061322.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|
Sulfurous acid,... 11.895 3.2 ng 49218 2 10.879 303898 20.0
Tridecane 12.283 7.2 ng 109421 2 10.879 303898 20.0
Dodecane, 2,6,1... 13.235 3.1 ng 71944 3 14.692 461510 20.0
Tetradecane 13.517 8.8 ng 202924 3 14.692 461510 20.0
Hexadecane, 2,6... 14.169 4.7 ng 109404 3 14.692 461510 20.0
Octadecane, 1-i... 14.210 2.6 ng 59349 3 14.692 461510 20.0
Pentadecane 14.580 11.1 ng 255712 3 14.692 461510 20.0
Octadecane 15.197 3.8 ng 87687 3 14.692 461510 20.0
Oxalic acid, ne... 15.485 3.2 ng 74177 3 14.692 461510 20.0
Tridecane, 7-pr... 15.532 11.5 ng 265243 3 14.692 461510 20.0
Heptacosane 15.938 8.6 ng 198166 3 14.692 461510 20.0
Heptadecane 16.390 11.7 ng 280510 4 17.442 480226 20.0
Dodecane, 3-met... 16.737 3.4 ng 80672 4 17.442 480226 20.0
Dodecane, 2-met... 17.183 9.7 ng 232024 4 17.442 480226 20.0
Tetradecane, 1-... 17.242 8.6 ng 206764 4 17.442 480226 20.0
Nonadecane 17.923 8.7 ng 208480 4 17.442 480226 20.0
unknown18.323 18.323 2.9 ng 68462 4 17.442 480226 20.0
Heneicosane 18.617 7.0 ng 167934 4 17.442 480226 20.0
Nonane, 5-butyl- 19.240 9.2 ng 221114 4 17.442 480226 20.0
Eicosane 20.344 3.3 ng 110424 5 21.713 662022 20.0
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