LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70523\
Data File : BG@58063.D

Acqg On : 7 Jul 2023 2:15
Operator : CG/JU

Sample : 03283-14

Misc :

ALS Vvial : 50 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % 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\SFAM-EPA-BGO70123.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BGO58063.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.353 42 45 51 rVB 9324 13030 0.82% 0.091%
2 3.764 111 115 127 rVB 38205 64320 4.06% 0.447%
3  3.999 151 155 162 rVB2 5435 8344 0.53% 0.058%
4 4.105 170 173 177 rVB4 2294 2832 0.18% 0.020%
5 4.633 258 263 268 rvB3 8725 13041 0.82% 0.091%
6 5.021 324 329 334 rBV3 5107 6626 0.42% 0.046%
7 6.913 644 651 653 rBVS 907 1608 0.10% 0.011%
8 7.083 673 680 689 rBvV 28019 48841 3.08% ©0.339%
9 7.242 700 707 719 rVB 127464 207015 13.06% 1.438%
10 7.448 735 742 750 rBV 111745 188018 11.86% 1.306%
11 7.918 815 822 830 rVB 128591 210776 13.30% 1.464%
12 8.623 936 942 954 rBV2 88386 155625 9.82% 1.081%
13 9.075 1012 1019 1027 rBV 148697 264572 16.69% 1.838%
14  9.798 1135 1142 1151 rBV 119432 204033 12.87% 1.418%
15 10.339 1227 1234 1247 rBV 165815 296303 18.69% 2.059%

16 10.491 1255 1260 1262 rBV4 5010 7574  0.48%
17 10.720 1292 1299 1306 rVB 193709 336993 21.26%
18 10.856 1315 1322 1330 rBV 164925 294786 18.59%

©OONNO®
()
2
o
R

19 12.195 1545 1550 1555 rVB4 1477 2370  0.15% 016%
20 12.307 1564 1569 1574 rVB3 3407 4781 0.30% 033%
21 13.159 1711 1714 1718 rBV3 1203 1807 0.11% 0.013%
22 13.370 1747 1750 1754 rVB4 1482 1781 0.11% 0.012%
23 13.441 1758 1762 1769 rVV4 4562 7187 ©0.45% 0.050%
24 13.958 1843 1850 1858 rBV 448732 634029 39.99% 4.405%
25 14.140 1877 1881 1885 rBV 3385 4784 ©.30% ©0.033%
26 14.246 1892 1899 1907 rBV2 434889 708042 44.66%  4.919%
27 14.299 1907 1908 1912 rVV2 2600 2590 0.16% 0.018%
28 14.440 1929 1932 1938 rVB5 3119 3724 0.23% 0.026%
29 14.557 1945 1952 1961 rVV 324122 512652 32.34%  3.562%
30 14.757 1978 1986 1995 rBV3 27413 55011 3.47% 0.382%
31 14.968 2014 2022 2025 rBV5 4214 7319 0.46% 0.051%
32 15.068 2036 2039 2041 rVB3 1760 1638 0.10% 0.011%
33 15.115 2043 2047 2053 rBv4 2794 5155 0.33% 0.036%
34 15.286 2071 2076 2080 rVB 2925 3421 0.22% 0.024%
35 15.344 2080 2086 2088 rBV5 2311 4516 ©0.28% 0.031%
36 15.391 2092 2094 2099 rVB3 3290 4671 0.29% 0.032%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70523\
Data File : BG@58063.D

Acqg On : 7 Jul 2023 2:15
Operator : CG/JU

Sample : 03283-14

Misc :

ALS Vvial : 50 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % 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\SFAM-EPA-BGO70123.MA.M
Title : SVOA CALIBRATION
37 15.544 2113 2120 2128 rBV 639279 977945 61.69% 6.795%
38 15.662 2134 2140 2152 rVB 221203 326399 20.59% 2.268%
39 15.738 2152 2153 2157 rBvV3 1629 2085 0.13% 0.014%
40 15.791 2157 2162 2168 rVB6 3901 8103 0.51% 0.056%
41 15.908 2175 2182 2192 rVB 294306 414945 26.17%  2.883%
42 16.255 2237 2241 2243 rBv4 5534 6402 0.40% 0.044%
43 16.473 2272 2278 2284 rVWV 60705 89192 5.63% 0.620%
44 16.608 2297 2301 2304 rVB5 1507 2295 0.14% 0.016%
45 16.655 2307 2309 2312 rVB3 1928 2260 0.14% 0.016%
46 16.696 2312 2316 2317 rBV4 2668 3748 0.24% 0.026%
47 17.048 2372 2376 2379 rBV3 5147 5988 0.38% 0.042%
48 17.101 2379 2385 2389 rVB7 3515 5826 ©0.37% 0.040%
49 17.207 2400 2403 2408 rVB4 3883 4018 0.25% 0.028%
50 17.301 2412 2419 2426 rBV 480091 722305 45.56% 5.018%
51 17.395 2429 2435 2443 rBV 760118 1193690 75.29%  8.294%
52 17.665 2476 2481 2486 rBv2 9157 12727 0.80% 0.088%
53 17.747 2491 2495 2496 rVWVv4 2315 2405 0.15% 0.017%
54 17.789 2498 2502 2506 rVB4 5358 8061 ©.51% 0.056%
55 17.959 2527 2531 2537 rVB4 8123 11268 0.71% 0.078%
56 18.006 2537 2539 2542 rBV4 1911 1910 0.12% 0.013%
57 18.071 2546 2550 2554 rBV6 2516 4507 0.28% 0.031%
58 18.112 2554 2557 2558 rBV3 1682 1725 0.11% 0.012%
59 18.182 2564 2569 2578 rBV 161496 246903 15.57% 1.715%
60 18.476 2616 2619 2625 rVB4 6731 9351 0.59% 0.065%
61 18.599 2638 2640 2646 rVB6 3979 5698 0.36% 0.040%
62 18.652 2646 2649 2651 rBV3 1988 2729 0.17% 0.019%
63 18.676 2651 2653 2656 rVB3 2718 1812 0.11% 0.013%
64 18.799 2672 2674 2677 rVB3 2346 1907 0.12% 0.013%
65 19.028 2711 2713 2715 rBV 2317 2014 0.13% 0.014%
66 19.052 2715 2717 2718 rBV2 2285 1859 0.12% 0.013%
67 19.111 2723 2727 2728 rBV4 8006 9800 0.62% 0.068%
68 19.222 2744 2746 2747 rBV2 3424 1874 0.12% 0.013%
69 19.252 2747 2751 2758 rVB3 15494 25823 1.63% 0.179%
70 19.322 2758 2763 2779 rBV 16642 32527 2.05% 0.226%
71 19.457 2781 2786 2793 rBV3 39534 68828 4.34% 0.478%
72 19.686 2818 2825 2839 rBV 1036748 1533719 96.74% 10.656%
73 20.215 2910 2915 2918 rBV 22351 26092 1.65% 0.181%
74 20.391 2944 2945 2947 rBV2 3344 1704 0.11% 0.012%
75 20.515 2964 2966 2967 rBV2 2779 2041 0.13% 0.014%
76 20.579 2973 2977 2978 rBV4 6028 7217 0.46% 0.050%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70523\
Data File : BG@58063.D

Acqg On : 7 Jul 2023 2:15
Operator : CG/JU

Sample : 03283-14

Misc :

ALS Vvial : 50 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % 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\SFAM-EPA-BGO70123.MA.M
Title : SVOA CALIBRATION
77 20.703 2994 2998 3002 rVV2 27949 34446  2.17% 0.239%
78 20.738 3002 3004 3007 rVB5 4955 4575 0.29% 0.032%
79 21.238 3079 3089 3108 rBV7 52975 282839 17.84% 1.965%
80 21.549 3135 3142 3155 rBV2 474625 804687 50.76% 5.591%
81 21.737 3169 3174 3180 rVB 25738 35716  2.25% 0.248%
82 22.330 3270 3275 3281 rVB 26703 42310 2.67% 0.294%
83 22.689 3333 3336 3341 rBV5 10039 15653 ©0.99% 0.109%
84 22.994 3381 3388 3397 rVV3 34839 90228 5.69% 0.627%
85 23.787 3517 3523 3531 rVB3 36248 78567 4.96% 0.546%
86 23.893 3539 3541 3542 rBV2 3042 1893 0.12% 0.013%
87 24.493 3631 3643 3658 rVB 558425 1585362 100.00% 11.015%
88 24.704 3668 3679 3692 rBV 334761 964236 60.82% 6.699%
89 25.720 3850 3852 3853 rBV2 2679 1726 0.11% 0.012%
90 25.815 3860 3868 3877 rVB3 41616 121852 7.69% 0.847%
91 27.125 4084 4091 4103 rVB5 26237 85407 5.39% 0.593%
92 28.270 4285 4286 4288 rBV2 4069 2637 0.17% 0.018%
93 28.729 4357 4364 4377 rVB3 30667 106270 6.70% ©.738%
94 28.993 4407 4409 4411 rBV2 3230 2066 0.13% 0.014%
95 29.081 4422 4424 4425 rBV2 2829 1720 0.11% 0.012%
96 29.169 4437 4439 4441 rBV3 3196 3913 0.25% 0.027%
97 30.644 4680 4690 4692 rBV9 14450 37876  2.39% 0.263%
98 31.696 4867 4869 4871 rBV3 3035 3075 0.19% 0.021%
99 31.737 4875 4876 4878 rBV 3700 2688 0.17% 0.019%
100 32.530 5010 5011 5014 rBV3 3924 3683 0.23% 0.026%
Sum of corrected areas: 14392942
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70523\
Data File : BGO58063.D

Acq On 7 Jul 2023 2:15
Operator : CG/JU

Sample : 03283-14

Misc

ALS vial : 50 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070123.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BG058063.D\data.ms
1000000

800000
600000
400000

200000
9.075
7.2 7.918
4248 8.623

b53 [%hans 4.6335.021 6.9198 132997

Time--> 350 400 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 10.00 10 50 11. 00 11.50 12.00 12.50
Abundance TIC: BG058063.D\data.ms

1000000 19.586

800000 17.395

15.544
600000

17.301 21.549
13.9%8 246

14.557

400000
15.908

200000

16.473

1.737 22.3
ol3.188201 14 A5 BERBEIES 5% G S ¢ 332,66
R R e e e L R A E e ERRRE T e e
Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19. 00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG058063.D\data.ms

1000000

800000

600000 24.493

400000

200000

25815
25780 21125 28.270°% elamaso 30.644 WO 3253

O\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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\BGO70523\
Data File : BGO58063.D

Acq On 7 Jul 2023 2:15
Operator : CG/JU

Sample : 03283-14

Misc

ALS vial : 50 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070123.MA.M
Quant Title : SVOA 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 Benzophenone Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.909 16.19 ng/ul 414945  Acenaphthene-d10 14.557
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzophenone 182 C13H100 000119-61-9 95
3 Benzophenone 182 C13H100 000119-61-9 94
4 Benzophenone 182 C13H1e0 000119-61-9 90
5 2-(2-0xo-2-phenyl-ethyl)-malonon... 184 C11H8N20 1000296-76-9 47
Abundance Scan 2182 (15.908 min): BG058063.D\data.ms (-2175) (- | m/z 105.00 100.00%
105.0
77.0
182.0
5000
51.0 AN
16.00
152.0
Obrr e e 2280 RS e m/z 77.00 64.04%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 U
16.00
510 m/z 182.00  52.82%
o2 ||| 1960 1520 |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘!\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56927: Benzophenone
105.0
e
77.0 182.0 16.00
5000 ' ' m/z 51.00 26.03%
51.0
Otk e AZ0 R
m/z--> 20 40 60 80 100 120 140 160 180 K
Abundance #56922: Benzophenone _— T
105.0 16.00
m/z 181.00 8.86%
77.0
5000 182.0
51.0
0 27\.0 ‘\ H‘\ ‘ 126'0 15\2.0 H
e A AR Ao T
m/z--> 20 40 60 80 100 120 140 160 180 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70523\
Data File : BGO58063.D

Acq On 7 Jul 2023 2:15
Operator : CG/JU

Sample : 03283-14

Misc

ALS vial : 50 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070123.MA.M
Quant Title : SVOA 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 Methanone, (1-hydroxycycloh... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.473 2.47 ng/ul 89192  Phenanthrene-d1e 17.301
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methanone, (1-hydroxycyclohexyl)... 204 C13H1602 000947-19-3 90
2 1-Hydroxycyclohexanecarboxylic acid 144 C7H1203 001123-28-0 59
3 Methanone, (1-hydroxycyclohexyl)... 204 C13H1602 000947-19-3 52
4 Cyclohexanol, 1-(aminomethyl)- 129 C7H15NO 004000-72-0 50
5 Cyclohexanol, 1-(aminomethyl)- 129 C7H15NO 004000-72-0 47

Abundance Scan 2278 (16.473 min): BG058063.D\data.ms (-2272) (- m/z 99.00 100.00%

99.0
5000
550 '

‘ ‘ 16.50
0 H"‘H‘ﬂkﬂw‘Hmﬂm“MJMH‘?§33H“M“W“H“H m/z 81.00 79.57%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #79904: Methanone, (1-hydroxycyclohexyl)phenyl- ]\MM
99.0
5000
16 50

77.
77.00  28.25%

55.0
TTT \\\\‘H\\‘\‘\‘ \\H\\“‘!\\\“\\\\ %?ﬁ.o\\\\ \]\-\7\6.9!\2\0\4.\.\0
m/z--> Zb 4‘0 6‘0 8‘0 160 1%0 1210 1%0 1é0 260
Abundance #23873: 1-Hydroxycyclohexanecarboxylic acid
99.0

o

16.50
5000 m/ 54.95 22.21%
55.0
il TT0 1440
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #79909: Methanone, (1-hydroxycyclohexyl)phenyl- Haia¥
99.0 1650

m/z 104.95 15.09%

5000
77.
55.0
0 H\ ‘H H‘ I \‘\ \ 133.0 |

m/z--> 20 40 60 80 100 120 140 160 180 200 16 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70523\
Data File : BGO58063.D

Acq On 7 Jul 2023 2:15
Operator : CG/JU

Sample : 03283-14

Misc

ALS vial : 50 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070123.MA.M
Quant Title : SVOA 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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.182 6.84 ng/ul 246903  Phenanthrene-di10 17.301
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
3 Tetradecanoic acid 228 C14H2802 000544-63-8 93
4 Tridecanoic acid 214 C13H2602 000638-53-9 91
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
Abundance Scan 2569 (18.182 min): BG058063.D\data.ms (-2564) (- | m/z 73.00 100.00%
43.0 73.0
5000
129.0
213.2 e e
| 101.0 1.1 256.1 18.00 18.50
Obrre g m/z 43.60  92.22%
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #143508: n-Hexadecanoic acid
43.0 73.0 256.0
5000 P e
129.0 18.00 18.50
213.0 m/z 60.00 91.26%
‘ H (ﬂ 15701850 ‘
O J\-\S\.’O\\‘l T T \H\H \H‘\‘\ HH\ T \““\ \H‘”h “\H\‘\ T ‘ L \ ‘ T \‘\ T ‘ \‘\ \‘N‘ TTTT ‘ \‘\ TT ‘ TTT \“ TT
m/z--> 20 40 60 80 100120 140160 180 200 220 240 260
Abundance #143509: n-Hexadecanoic acid
43.0 73.0
— peg
18.00 18.50
5000 256.0 m/z 57.00 81.00%
129.0
213.0
‘ N HH 157.0185.0
0 \H’\‘H\‘H‘HH\H Al ”!m”u‘l“l‘ ”Hu‘uH‘W‘w“m‘wuMHWH‘W
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #109279: Tetradecanoic acid e e
73.0 18.00 18.50
43.0 m/z 54.95 76.63%
5000 129.0
185.0
228.0
150 ||, HH’ 1570
0“q‘uq\JU‘WhWH‘WWM_WH‘HHHM‘WH‘W‘HW‘H‘_H‘_‘ e .
m/z--> 20 40 60 80 100120140160 180 200220240260 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70523\
Data File : BGO58063.D

Acq On 7 Jul 2023 2:15
Operator : CG/JU

Sample : 03283-14

Misc

ALS vial : 50 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070123.MA.M
Quant Title : SVOA 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 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.238 7.03 ng/ul 282839  Chrysene-di2 21.549
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexacosene 364 C26H52 018835-33-1 91
2 Heptadecyl trifluoroacetate 352 C19H35F302 1010351-87-0 91
3 1-Heneicosanol 312 C21H440 015594-90-8 91
4 1-Docosene 308 C22H44 001599-67-3 91
5 1-Tetracosene 336 (C24H48 010192-32-2 90

Abundance Scan 3089 (21.238 min): BG058063.D\data.ms (-3079) (- | m/z 57.00 100.00%
57.0

5000

207.9 21.00 21.50
0L A “ “ T ‘2‘8“4{0_ ————— m/z 55.00 83.55%

mi/z--> 50 100 150 200 250 300 350
Abundance #273800: 1-Hexacosene
51.0 970

5000 — e
21.00 21.50

m/z 83.00 77.40%

oL Ldd m‘ n “““‘8‘1‘0 (2380 2020 364
m/z--> 50 100 150 200 250 300 350
Abundance #261457: Heptadecyl trifluoroacetate
57.0

97.0 T —

21.00 21.50
5000 ITI/Z 43.00 73.11%
ety ““‘ ‘ PR e
m/z--> 50 100 150 200 250 300 350
Abundance #215083: 1-Heneicosanol T —
55.0 21.00 21.50
97.0 =
m/z 69.00 69.78%
B WJ\W/
otsg LLLLLI P20 sm0zam0m0 v o
m/z--> 50 100 150 200 250 300 350 21.00 21.50
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Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70523\

Library Search Compound Report

Data File : BG@58063.D

Acq On 7 Jul 2023 2:15
Operator : CG/JU

Sample : 03283-14

Misc

ALS vial : 50

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070123.MA.M
: SVOA CALIBRATION

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 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22.994 2.24 ng/ul 90228  Chrysene-d12 21.549
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 78
2 Eicosane 282 (C20H42 000112-95-8 55
3 Hexacosane 366 C26H54 000630-01-3 49
4 Tridecanol, 2-ethyl-2-methyl- 242 C16H340 1010115-66-1 49
5 Eicosane 282 C20H42 000112-95-8 49
Abundance Scan 3388 (22.994 min): BG058063.D\data.ms (-3381) (- | m/z 57.00 100.00%
57.0
. V\_\//\/\,L
7.0 R
[, 1411 1040 2650 354.9 23.00
0 el b | T m/z 43.00 63.81%
miz--> 50 100 150 200 250 300 350
Abundance #176385: Eicosane
57.0
5000 1
23.00
m/z 70.95 57.18%
9.0
0 L 1l u“\ \“\ H‘ | %4%9 :I\-BT?Q 2250 282.0
\\\‘\\\\‘\\\f\\\\‘\\\\’\\\\’\\\\’\\
miz--> 50 100 150 200 250 300 350
Abundance #176384: Eicosane
57.0
—
23.00
5000 m/z 85.00 51.00%
9.0
Ll 308302050 2020
O b
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane Mmhww%ﬁ e ‘AWWWP
57.0 23.00
m/z 55.00 43.66%
5000
9.0
oLl 1.1 141018302250267.0300.0 367
A e P
m/z--> 50 100 150 200 250 300 350 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70523\
Data File : BGO58063.D

Acq On 7 Jul 2023 2:15
Operator : CG/JU

Sample : 03283-14

Misc

ALS vial : 50 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070123.MA.M
Quant Title : SVOA 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 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
25.814 2.53 ng/ul 121852  Perylene-di2 24.704
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
3 Heptadecane 240 C17H36 000629-78-7 90
4 Docosane, 11-butyl- 366 C26H54 013475-76-8 90
5 Octadecane 254 C18H38 000593-45-3 90
Abundance Scan 3868 (25.814 min): BG058063.D\data.ms (-3860) (- | m/z 57.00 100.00%
57.0
9.0 = ——
25.50 26.00
141.0 207 9 267 9
0l ‘hm“‘ “‘“M‘““ LT B2 2D 8580 ny7 71.00 55.12%
m/z--> 100 150 200 250 300 350
Abundance #158599: Nonadecane
57.0
5000 e st
25.50 26.00
268.0 m/z 85.00 43.03%
© 1410 1830
OL‘S‘Q“ \“w“h‘ H\ ‘H\‘ H‘[ r“‘\“\ | \\ \\ A \‘ ‘2\2‘5‘9‘ S — R
miz--> 50 100 150 200 250 300 350
Abundance #262017: Heptadecane, 9-octyl-
57.0
25.50 26.00
5000 m/z 43.00 42 .80%
oLl L‘ 11101830 9 2810 3230
L e w2 e B
m/z--> 50 100 150 200 250 300 350
Abundance #123958: Heptadecane “ T
57.0 25.50 26.00
m/z 55.00 21.54%
5000
‘ 9.0 141.0 240.0
ols0 L 40830 2400 B
m/z--> 50 100 150 200 250 300 350 25.50 26.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70523\
Data File : BGO58063.D

Acq On 7 Jul 2023 2:15
Operator : CG/JU

Sample : 03283-14

Misc

ALS vial : 50 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070123.MA.M
Quant Title : SVOA 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 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
28.729 2.20 ng/ul 106270  Perylene-d12 24.704
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 90
2 4-Methylheneicosane 310 C22H46 025117-29-7 80
3 Eicosane 282 C20H42 000112-95-8 80
4 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 80
5 Eicosane, 1-iodo- 408 C20H41I1 1000406-31-8 80

Abundance Scan 4364 (28.729 min): BG058063.D\data.ms (-4357) (- | m/z 57.00 100.00%

57.0
5000

| ‘ | ‘ 1411 1909 o671 356, 28.50 29.00
— ‘\M \\‘HMH\‘ “\‘H‘H“ ‘\ L ‘\\‘\h‘ b M R ‘\‘ m/z 71.00 60.60%

m/z--> 50 100 150 200 250 300 350
Abundance #176384: Eicosane
57.0

o

5000 e A=
28.50 29.00
99.0 m/z 85.10  46.96%
bbb d by L1000 22s0 220
m/z--> 50 100 150 200 250 300 350
Abundance #212284: 4-Methylheneicosane
57.0
28.50 29.00
5000 ITI/Z 43.00 44 ,22%
99.0 267.0
41.0
btk Lilyyae aome | swo
m/z--> 50 100 150 200 250 300 350
Abundance #176385: Eicosane 7 —
57.0 28.50 29.00

m/z 55.00 20.12%

h MW/\W
282.0

ol L 0 a0 2280 220

7 —
m/z--> 50 100 150 200 250 300 350 28.50 29.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70523\
Data File : BG@58063.D

Acqg On 7 Jul 2023 2:15
Operator : CG/JU

Sample : 03283-14

Misc

ALS Vvial : 50 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@70123.MA.M
Quant Title : SVOA 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|
Benzophenone 15.909 16.2 ng/ul 414945 3 14.557 512652 20.0
Methanone, (1-h... 16.473 2.5 ng/ul 89192 4 17.301 722305 20.0
n-Hexadecanoic ... 18.182 6.8 ng/ul 246903 4 17.301 722305 20.0
(DEL) Alkane: S... 21.238 7.0 ng/ul 282839 5 21.549 804687 20.0
(DEL) Alkane: S... 22.994 2.2 ng/ul 90228 5 21.549 804687 20.0
(DEL) Alkane: S... 25.814 2.5 ng/ul 121852 6 24.704 964236 20.0
(DEL) Alkane: S... 28.729 2.2 ng/ul 106270 6 24.704 964236 20.0
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