LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGe61423\
Data File : BG®57709.D

Acqg On : 14 Jun 2023 15:50
Operator : CG/JU

Sample : 03141-04

Misc :

ALS Vvial : 10 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-BG061323.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO57709.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.131 3 7 12 rVB 106942 154682 8.64% 0.962%
2 5.047 328 333 341 rBV 16062 23979 1.34% 0.149%
3 5.511 405 412 422 rVB 491777 764429 42.70% 4.752%
4 7.091 673 681 694 rBV 493743 825352 46.11% 5.130%
5 7.938 818 825 832 rBV 143704 237561 13.27% 1.477%
6 9.095 1014 1022 1031 rBvV 257858 445963 24.91% 2.772%
7 10.740 1293 1302 1310 rVB 199726 361960 20.22%  2.250%
8 13.196 1711 1720 1727 rBV 661395 976327 54.54% 6.069%
9 14.571 1948 1954 1961 rVB 296407 454039 25.36% 2.822%
10 15.922 2178 2184 2191 rVB 87748 127771 7.14% 0.794%
11 16.052 2200 2206 2214 rBV 500798 763157 42.63% 4.744%
12 17.315 2414 2421 2426 rBV 378034 565104 31.57% 3.513%
13 17.403 2432 2436 2440 rVV2 19890 24855 1.39% 0.154%
14 18.208 2567 2573 2582 rBV2 74578 116526 6.51% 0.724%
15 19.101 2720 2725 2728 rBV7 12035 18072 1.01% 0.112%
16 19.136 2728 2731 2738 rVB 14025 18906 1.06% 0.118%
17 19.365 2766 2770 2777 rVWV 37090 51741 2.89% 0.322%
18 19.424 2777 2780 2784 rVB2 16099 20561 1.15% 0.128%
19 19.477 2786 2789 2793 rBV4 22308 26267 1.47% 0.163%
20 19.665 2817 2821 2825 rBV 72635 84733 4.73% 0.527%
21 19.718 2825 2830 2836 rVB2 58828 104672 5.85% 0.651%
22 19.929 2861 2866 2871 rVV 902513 1218507 68.07% 7.574%
23 19.971 2871 2873 2877 rVB3 18374 18236 1.02% 0.113%
24 20.076 2885 2891 2896 rBV6 10429 19838 1.11% 0.123%
25 20.247 2916 2920 2924 rVB 132497 140344 7.84% 0.872%
26 20.576 2970 2975 2979 rVB7 21986 30752 1.72% 0.191%
27 20.676 2989 2993 2997 rBV3 17334 25352 1.42% 0.158%
28 20.740 2997 3004 3009 rVB 204163 272935 15.25% 1.697%
29 21.198 3077 3082 3083 rBV3 57879 70702 3.95% 0.439%
30 21.240 3084 3089 3097 rVB2 325279 532424 29.74% 3.310%

31 21.569 3138 3145 3151 rBV2 360343 594166 33.19%
32 21.780 3161 3181 3209 rVB 433054 1790036 100.00% 11.
33 22.385 3277 3284 3294 rBV = 282275 506807 28.31%
34 23.067 3392 3400 3411 rVB 228732 445639 24.90%
35 23.255 3425 3432 3439 rBV2 65257 126359 7.06%
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36 23.866 3528 3536 3552 rBV = 264906 592182 33.08% 3.681%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGe61423\
Data File : BG®57709.D

Acqg On : 14 Jun 2023 15:50
Operator : CG/JU

Sample : 03141-04

Misc :

ALS Vvial : 10 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-BG061323.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 24.442 3628 3634 3639 rBV7 12557 29703 1.66% ©0.185%
38 24.565 3652 3655 3664 rVB6 11673 26162 1.46% 0.163%
39 24.736 3674 3684 3690 rBV 207983 571202 31.91% 3.551%
40 24.806 3690 3696 3706 rVB2 146343 374841 20.94%  2.330%
41 25.617 3832 3834 3842 rVB7 13386 25429 1.42% 0.158%
42 25.934 3878 3888 3898 rBv2 129025 392560 21.93% 2.440%
43 26.040 3901 3906 3918 rVB9 29869 87490  4.89% 0.544%
44 26.475 3970 3980 3991 rBV6 81644 258579 14.45% 1.607%
45 26.915 4047 4055 4061 rBV1e 29586 94416 5.27% 0.587%
46 26.998 4063 4069 4080 rVB5 73313 238626 13.33% 1.483%
47 27.274 4105 4116 4129 rVB3 72861 261292 14.60% 1.624%
48 28.907 4381 4394 4405 rBV4 60462 254533 14.22%  1.582%
49 29.365 4461 4472 4492 rVB4 69606 333106 18.61% 2.071%
50 30.000 4567 4580 4590 rBV4 79753 376229 21.02%  2.339%
51 30.117 4592 4600 4602 rBV7 36488 87670 4.90% 0.545%

52 30.840 4710 4723 4724 rBV7 45486 124715 6.97% 0.775%

Sum of corrected areas: 16087489
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO61423\
Data File : BG®57709.D

Acqg On : 14 Jun 2023 15:50
Operator : CG/JU

Sample : 03141-04

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG057709.D\data.ms

800000

600000
5,511 7.091

400000

9.095

200000 10.740

5.047 J

0\\\‘\\\\‘\\\\‘\\\\‘A\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

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: BG057709.D\data.ms

19.929
800000

13.196

600000
16.052

400000 17.315
14.571

200000

15.92 18.208
17,403
J

R e e e e e S SRR o e i

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: BG057709.D\data.ms

800000

600000

400000

23.866

200000 25.934

26.475 26.99B.274 28.90729.365 388947 5 040

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

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\BGO61423\
Data File : BG®57709.D

Acqg On : 14 Jun 2023 15:50
Operator : CG/JU

Sample : 03141-04

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.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 Butane, 2-methoxy-2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
3.131 13.02 ng 154682 1,4-Dichlorobenzene-d4 7.938

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 38
4 Silane, ethyltrimethyl- 102 C5H14Si 003439-38-1 36
5 1,3-Dioxolane, 2-propyl- 116 C6H1202 003390-13-4 23
Abundance Scan 7 (3.131 min): BG057709.D\data.ms (-3) (-) m/z 73.00 100.00%
5000 43.0 ]\
87.0 N RARRaEEE
‘ 90 3.203.303.403.50
O bl e m/z 43.00 44.41%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L B L B B
43.0 3.203.303.403.50
' 87.0 m/z 55.00  31.99%
29.0
M‘ I ‘\‘ ‘ LQO ‘ |
0 \‘H\\‘HH‘!\!\‘\!\‘!“HH‘\H\’\H\‘HH‘\H\‘\H\‘HH‘\H\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 R
3.203.303.403.50
5000 41.0 55.0 m/z 87.00  22.31%
27.0
0 ‘ ‘ | ‘\ I | ‘ i I 112.0 129.0
e e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2247: Silane, tetramethyl- ERamaEEE LR
73.0 3.203.303.403.50
m/z 41.00 12.92%
5000
45.0
ol 290 || 590 | _
T T e e e e e N R ARARNEERT
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 3.203.303.403.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO61423\
Data File : BG®57709.D

Acqg On : 14 Jun 2023 15:50
Operator : CG/JU

Sample : 03141-04

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.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 Benzophenone Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
15.922 5.63 ng 127771  Acenaphthene-di10 14.571
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Azobenzene, (E)- 182 C12H10N2 017082-12-1 53
3 Vinyl benzoate 148 C9H802 000769-78-8 47
4 2-Benzoyl-4-bromo-5-methyl-1,2-o0... 281 C11H8BrNO3 1000444-92-3 47
5 Methyl 2-benzoyl-4-cyanobutanoate 231 C13H13NO3 1010486-83-8 47
Abundance Scan 2184 (15.922 min): BG057709.D\data.ms (-2178) (- | m/z 105.00 100.00%
105.0
77.0
5000 182.0
51.0
=
16.00
152.0
O prrly e A 2232 R myz 77.00  67.50%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56922: Benzophenone
105.0
77.0
5000 T
182.0 16.00
51.0 m/z 182.00  50.90%
ob2ro 1260 1520 |
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56778: Azobenzene, (E)-
71.0
16.00
5000 m/z 51.00 33.24%
51.0 182.0
oL 270 | 10501280 1520 |
R T R R RS
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #26899: Vinyl benzoate p
105.0 16.00
m/z 181.00 9.09%
77.0
5000
51.0
15‘.0 ‘ 148.0
-4ttt e
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\BGO61423\
Data File : BG®57709.D

Acqg On : 14 Jun 2023 15:50
Operator : CG/JU

Sample : 03141-04

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.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 Tridecanoic acid Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
18.208 4.12 ng 116526  Phenanthrene-di10 17.315
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 90
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 n-Decanoic acid 172 C10H2002 000334-48-5 53

Abundance Scan 2573 (18.208 min): BG057709.D\data.ms (-2567) (- | m/z 60.00 100.00%

60.0
5000
129.0
' 213.2 — A

157.0185.1 256.1 18.00 18.50
(N m/z 43.00  94.98%

m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #92063: Tridecanoic acid
e
43.0 30

5000 129.0 —T 7
18.00 18.50
171.0 m/z 73.00 88.53%
e || e
OJ\-\\I:_)\.R‘}HM }‘\\H\“ \‘1\‘\‘H!\H““th‘\‘\‘\\“\\}\“\\H‘\‘\\\‘\H‘\‘\H\‘\\H‘\
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
18.00 18.50
5000 1290 m/Z 57.69 79.1300
: 157.01850 213.0 256.0
o“w‘uwwu
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #126199: Pentadecanoic acid — —
43.0 73.0 18.00 18.50
m/z 54.95 78.50%
5000 129.0
199.0
s ) e T
o%ﬁﬂkwﬁwwJMNMHNHM‘WH_‘JMﬂ‘JHW‘HWH‘WHH“ i —
m/z--> 20 40 60 80 100120140160 180200 220 240 260 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO61423\
Data File : BG@57709.D

Acqg On : 14 Jun 2023 15:50

Operator : CG/JU

Sample : 03141-04

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 4 Heptacosane Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
20.247 4.72 ng 140344  Chrysene-di12 21.569
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 86
3 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 86
4 Pentacosane 352 C25H52 000629-99-2 83
5 Eicosane 282 C20H42 000112-95-8 83

Abundance Scan 2920 (20.247 min): BG057709.D\data.ms (-2916) (- | m/z 57.00 100.00%
57.0
"o .
141.0 : .
om‘u‘w‘l‘ Ay tat01e3l | 2832 w/z 43.e0 56.71%
miz--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
5000 = ——-
20.00 20.50
m/z 71.00 50.38%
ol ‘ | ‘\ ) 1‘410183022502670 323.0 380.(
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #193300: Dodecane, 1-iodo-
57.0
— =
20.00 20.50
5000 m/z 85.05 36.85%
9.0  155.0
ol A Lo
m/z--> 50 100 150 200 250 300 350
Abundance #228591: Tetradecane, 1-iodo- o =
57.0 20.00 20.50
m/z 41.00 21.28%
5000
‘ | 9‘ 0 155.0 197.0
oA e o
m/z--> 50 100 150 200 250 300 350 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO61423\
Data File : BG®57709.D

Acqg On : 14 Jun 2023 15:50
Operator : CG/JU

Sample : 03141-04

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.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 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
20.740 9.19 ng 272935  Chrysene-di2 21.569
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 3,5-Dimethyldodecane 198 C14H30 107770-99-0 90
3 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 87
4 Tridecane, 7-hexyl- 268 C19H40 007225-66-3 80
5 Tridecane, 1-iodo- 310 C13H271 035599-77-0 80
Abundance Scan 3004 (20 740 min): BG057709.D\data.ms (-2997) (- | m/z 57.00 100.00%
57.0
5000
‘ ‘ 99.0 2050 2100
155.1 : : -
Obrrerrrlb b i g 2553 197.1229.1 2810 . 43 00 61.83%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107218: Hexadecane
57.0
5000 = =
20.50 21.00
m/z 71.05 52.93%
0 27‘ ‘ | i H‘QQ\O 141.0 183.0 226.0
\H‘H\\‘\H\’\H\’\\H‘HH‘H\\‘HH‘\H\’\H\’HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #74012: 3,5-Dimethyldodecane
57.0
— =
20.50 21.00
5000 m/z 85.10 39.62%
99.0
27\
L0 140.01890105 9
e et e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #228591: Tetradecane, 1-iodo- = =
57.0 20.50 21.00
m/z 55.00 22.83%
5000
27.0 ‘ | 99‘0‘ 1550 197.0
O brrrprrrdlbrtrprrheprrdrer bbb — s
m/z--> 20 40 60 80 100120140160180200220240260280 20.50 21.00
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Data Path : Z

Library Search Compound Report

:\svoasrv\HPCHEM1\BNA_G\Data\BG061423\

Data File : BG@57709.D

Acqg On : 14 Jun 2023 15:50
Operator : CG/JU

Sample : 03141-04

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 6 Tetratetracontane Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
21.240 17.92 ng 532424  Chrysene-d12 21.569
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 93
2 Tetratetracontane 619 C44H90 007098-22-8 90
3 Sulfurous acid, butyl dodecyl ester 306 C16H3403S 1000309-17-9 90
4 Hexacosane 366 C26H54 000630-01-3 90
5 10-Methylnonadecane 282 C20H42 056862-62-5 83

Abundance Scan 3089 (21.240 min): BG057709.D\data.ms (-3084) (- | m/z 57.00 100.00%

57.0
5000

T =7
21.00 21.50

7.1
OHHM%zm m/z 43.00  58.74%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #107218: Hexadecane
57.0
5000 P -
21.00 21.50

m/z 71.00 51.22%

JM 27.0 226.0
‘\H\‘HFWHH‘HH’\H\‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane
57.0

s =
21.00 21.50

5000 m/z 85.05 38.31%
27.0
P“J 197.0267.0337.0407.0 491.0562.0

o

Lo

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

o

Abundance #206617: Sulfurous acid, butyl dodecyl ester = =
57.0 21.00 21.50
m/z 55.00 26.35%
5000
Ly, 000
O H el o e e e e e — T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 21.00 21.50
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_G\Data\BG061423\

Data File : BG@57709.D
Acqg On : 14 Jun 2023 15:50
Operator : CG/JU

Sample : 0
Misc
ALS vial : 1

Quant Method
Quant Title

TIC Library

3141-04

© Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

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

Peak Number 7 Nonadecane, 1-bromo- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
21.780 60.25 ng 1790040  Chrysene-d12 21.569
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 93
2 Tetratetracontane 619 C44H90 007098-22-8 81
3 Nonadecane, 1-bromo- 346 C19H39Br 004434-66-6 72
4 Pentadecane, 7-methyl- 226 Cl16H34 006165-40-8 70
5 Heptacosane, 1-chloro- 414 C27H55C1 062016-79-9 68

Abundance Scan 3181 (21.780 min): BG057709.D\data.ms (-3161) (- | m/z 57.00 100.00%
57.0

5000

-

23, 21.50 22.00
205.2273.1
omm“w‘,u34114113 m/z 43.00  60.25%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #107218: Hexadecane

57.0

5000 . —
21.50 22.00
m/z 70.95 51.50%
H ‘%1270 226.0
O‘HH‘HH H\\‘HH’\\\\‘H\\‘\H\‘\\\\‘HH‘HH‘HH‘HH‘H\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

.

Abundance #347241: Tetratetracontane
57.0
\
21.50 22.00
5000 ITI/Z 85.05 37.48%
okl [ 1 || £27:0197.0267.0337.0407.0 491.0562.0
PR A A P e P T e e e T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #255494: Nonadecane, 1-bromo- = =
57.0 21.50 22.00
m/z 55.00 32.60%
5000
137.0
0 \\ “‘hi”wu 26703460
e e e —— ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 21.50 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO61423\
Data File : BG®57709.D

Acqg On : 14 Jun 2023 15:50
Operator : CG/JU

Sample : 03141-04

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.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 Heptadecane, 9-octyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
22.385 17.06 ng 506807 Chrysene-d12 21.569
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Octacosane 394 C28H58 000630-02-4 90
4 Pentacosane 352 C25H52 000629-99-2 90
5 Tetracosane 338 C24H50 000646-31-1 87
Abundance Scan 3284 (22.385 min): BG057709.D\data.ms (-3277) (- | m/z 57.00 100.00%
57.0
5000 J—‘ﬁ
9.1 22.00 22:50
Tl141.1 : :
ol ‘L‘ Al i4taes2250067.0 m/z 43.00 57.14%
m/z--> 50 100 150 200 250 300 350
Abundance #262017: Heptadecane, 9-octyl-
57.0
5000 = =
22.00 22.50
m/z 71.00 50.65%
9.0 239.0
oL Ll d) 14101830 2928103230
\\‘\\\\‘\\\\‘\\\\[Y\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
== ==
22.00 22.50
5000 m/z 85.10 39.68%
9.0
A e e T e
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane = =
57.0 22.00 22.50
m/z 55.00 25.17%
5000
9.0
oLl Ll 141018302250 2810 337.0 394.
oA e e A — —
m/z--> 50 100 150 200 250 300 350 22.00 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO61423\
Data File : BG®57709.D

Acqg On : 14 Jun 2023 15:50
Operator : CG/JU

Sample : 03141-04

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.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 Octacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.067 15.00 ng 445639  Chrysene-di12 21.569
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 90
4 Tetracosane 338 C24H50 000646-31-1 87
5 Heptacosane 380 C27H56 000593-49-7 87
Abundance Scan 3400 (23.067 min): BG057709.D\data.ms (-3392) (- | m/z 57.00 100.00%
57.0
9.1 T [
23.00
41.1
- H Ll 141118312250 28213070 m/z 43.00 56.21%
miz--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
5000 —— :
23.00
m/z 71.00 53.58%
ol el H | 141 0183.0225.0 281.0 337.0 394.
\\\\‘ \\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
=
23.00
5000 m/z 84.95 41.50%
‘ 9.0
41.0
50|11 030250 2060
m/z--> 0 100 150 200 250 300 350
Abundance #176393: Nonadecane, 9-methyl- e ‘
57.0 23.00
m/z 55.00 20.41%
5000
9.0 140.0
o Ll | assozeozeo -
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\BGO61423\
Data File : BG®57709.D

Acqg On : 14 Jun 2023 15:50
Operator : CG/JU

Sample : 03141-04

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.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 Supraene Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
23.255 4.42 ng 126359 Perylene-di2 24.735
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Supraene 410 C30H50 007683-64-9 86
2 1,6,10,14,18,22-Tetracosahexaen-... 426 C30H500 097232-74-1 83
3 Squalene 410 C30H50 000111-02-4 83
4 1,5,9-Undecatriene, 2,6,10-trime... 192 C14H24 062951-96-6 80
5 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 64

Abundance Scan 3432 (23.255 min): BG057709.D\data.ms (-3425) (- | m/z 69.00 100.00%

69.0
5000

7
121.1 23.00 23.50

O bbb da bt (3890 2671 w/z sl.ee  52.13%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #308259: Supraene
69.0
5000 — e
23.00 23.50

m/z 41.00 30.65%

137.0
0 ol ly gl 1910 273.0 341.0 4100
‘\\\\‘\\\‘\\\\‘\\1\‘\\\\‘1\\\‘\\\\‘\\\\‘\\\\
miz--> 0 50 100 150 200 250 300 350 400
Abundance #316554: 1,6,10,14,18,22-Tetracosahexaen-3-ol, 2,6,10,
69.0

7
23.00 23.50
5000 m/z 68.00 12.15%

1.0
LTS, 20 oo ssiomes
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #308260: Squalene T

. WM
AN
—
69.0 23.00 23.50
m/z 95.05 11.12%

5000
137.0

o790, L1l 1) 180 27a0 sato aiog —

7
m/z--> 0 50 100 150 200 250 300 350 400 23.00 23.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO61423\
Data File : BG®57709.D

Acqg On : 14 Jun 2023 15:50
Operator : CG/JU

Sample : 03141-04

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.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 Hexacosane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
23.866 20.73 ng 592182  Perylene-d12 24.735
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 87
4 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 87
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 87
Abundance Scan 3536 (23.866 min): BG057709.D\data.ms (-3528) (- | m/z 57.00 100.00%
57.0
0.0 = =
23.50 24.00
141 1
ol ‘L “‘u‘h‘ I 341 107123022800 0 4300 58.71%
miz--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
5000 = T
23.50 24.00
m/z 71.00 53.95%
ol ‘ | ‘\ ) 1‘410183022502670 323.0 380.(
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
= =
23.50 24.00
5000 m/z 85.00 39.82%
9.0
ol ”h‘ i \\ | 14}91830225026703090 367.0
A B o T SRS I e an e
m/z--> 50 100 150 200 250 300 350
Abundance #45512: Decane, 3,8-dimethyl- = e
57.0 23.50 24.00
m/z 55.00 21.16%
5000
‘ 9.0 1410
ol yy - —
m/z--> 50 100 150 200 250 300 350 23.50 24.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO61423\
Data File : BG®57709.D

Acqg On : 14 Jun 2023 15:50
Operator : CG/JU

Sample : 03141-04

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.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 Hexadecane, 1-iodo- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
24.806 13.12 ng 374841  Perylene-d12 24.735
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 87
3 Tridecane, 2-methyl- 198 C14H30 001560-96-9 87
4 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 86
5 Tetradecane 198 C14H30 000629-59-4 80
Abundance Scan 3696 (24.806 min): BG057709.D\data.ms (-3690) (- | m/z 57.00 100.00%
57.0
2450 2500
141 1 252 0 : .
ok m‘”‘ w‘“u“u“‘ Ll A9r2 el m/z 71.05  57.27%
miz--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
5000 == s
24.50 25.00
m/z 43.00 56.85%
ol ‘ | ‘\ ) 1‘410183022502670 323.0 380.(
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #261137: Hexadecane, 1-iodo-
57.0
— —
24.50 25.00
5000 m/z 85.05 42.87%
9.0 155.0 225.0
ol ‘ww“Mmm_“”_m_m_m
m/z--> 50 100 150 200 250 300 350
Abundance #74013: Tridecane, 2-methyl- i TS
57.0 24.50 25.00
m/z 55.00 22.40%
5000
| %90 155.0
ol d b iy T80 — e
m/z--> 50 100 150 200 250 300 350 24.50 25.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO61423\
Data File : BG®57709.D

Acqg On : 14 Jun 2023 15:50
Operator : CG/JU

Sample : 03141-04

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.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 Hentriacontane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
25.934 13.74 ng 392560 Perylene-d12 24.735
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 91
2 Hentriacontane 437 C31H64 000630-04-6 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Heptacosane 380 C27H56 000593-49-7 91
Abundance Scan 3888 (25.934 min): BG057709.D\data.ms (-3878) (- | m/z 57.00 100.00%
57.0
26.00
13. .
169.1
0 “ ‘!\M Lippios 2252 2808 . m/z 43.00 57.26%
miz--> 50 100 150 200 250 300 350 400
Abundance #298427: Octacosane
57.0
5000 R
26.00
m/z 71.00 56.10%
oL ‘ 1 1130 169.0 2250 281.0 337.0 394.0
\\\‘ \\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #320591: Hentriacontane
57.0
——
26.00
5000 m/z 85.10 40.23%
0 uh\ ‘h ]\1 J\ .h‘ \ ]:6\9 \0 s 2\2'\5 p Ly 3090 365.0 437.1
e e A e
m/z--> 50 100 150 200 250 300 350 400
Abundance #246481: Tetracosane —
57.0 26.00
m/z 55.00 22.61%
5000
13.0
0 J‘ ‘L‘ “\ Jh L \]769 0 225.0 281.0 338.0
At e A e e —
m/z--> 50 100 150 200 250 300 350 400 26.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO61423\
Data File : BG@57709.D

Acqg On : 14 Jun 2023 15:50

Operator : CG/JU

Sample : 03141-04

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

TIC Integration Parameters:

LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 14 Cyclopent[e]-1,3-oxazine, o... Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
26.475 9.05 ng 258579  Perylene-di2 24.735
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopent[e]-1,3-oxazine, octahy... 216 C13H16N20 1000138-92-2 93
2 5-(2-Methyloctan-2-y1)-3-(1R,3R-... 332 C22H3602 070434-92-3 64
3 5.beta.-Cholestan-3.alpha.-ol, 2... 458 C31H5402 1000514-95-7 58
4 5.beta.-Cholestan-3.alpha.-ol, a... 430 C29H5002 033157-47-0 43
5 cis-3-[2-Hydroxy-4-(2-methyl-2-n... 332 C22H3602 1000370-41-9 41

Abundance Scan 3980 (26.475 mln) BG057709.D\data.ms (-3970) (-  m/z 215.05 100.00%

43.0 15.1
1490
5000
373.2 A LA | Y- r"“}
288.3 26.50
ob— “” m/z 43.00 97.31%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #94338: Cyclopent[e]-1,3-oxazine, octahydro-2-(phenylin
215.0
5000 L
135.0 26.50
77.0 m/z 55.00  84.56%
O?
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #239657: 5-(2-Methyloctan-2-yl)-3-(1R,3R-3-hydroxycycl
215.0
—
26.50
5000 ITI/Z 81.00 75.85%
43.0
107.0 161.0
Lo bl o
o bbbl 20 T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #328510: 5.beta.-Cholestan-3.alpha.-ol, 2-methylpropion e
43.0 26.50
215.0 m/z 40.95 71.18%
- W
oL+t e
m/z--> 50 100 150 200 250 300 350 400 450 26.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO61423\
Data File : BG®57709.D

Acqg On : 14 Jun 2023 15:50
Operator : CG/JU

Sample : 03141-04

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.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 Cholestane, 14-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
26.998 8.36 ng 238626  Perylene-di2 24.735
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cholestane, 14-methyl- 386 C28H50 052474-84-7 56
2 Cholest-4-en-3-0l 386 C27H460 014597-42-3 48
3 Bacchabolivic acid 316 C20H2803 120837-97-0 40
4 Cholestan-3-one 386 C27H460 015600-08-5 38
5 Cholestane-3,5-diol, (3.beta.,5.... 404 C27H4802 003347-60-2 38
Abundance Scan 4069 (26.998 min): BG057709.D\data.ms (-4063) (- | m/z 55.00 100.00%
55.0 231.1
95.0
161.0
5000
316.2
——
1 s
ol Ll m/z 231.10  99.81%
miz--> 50 100 150 200 250 300 350
Abundance #292949: Cholestane, 14-methyl-
231.0
162.0
5000 T T — -,
95.0 27.00
55.0 -
386.( m/z 43.00 84.53%

ok ‘H ‘ wm“h“\u uh\ ‘\‘\‘\I‘ \!\ ‘L‘ ‘ ‘L‘ N— “\‘ ’
m/z--> 50 100 150 200 250 300 350
Abundance #292895: Cholest-4-en-3-ol
43.0

T
27.00

5000 m/z 81.00 74.54%

ok “ MW
m/z--> 50 100 150 200 250 300 350

Abundance #219943: Bacchabolivic acid T
95.0 27.00
m/z 95.05 74.36%
5000
55.0 175.0 316.0
72170
ol \‘h ‘\\H\\}LM\\‘\L“\ Lﬂﬁﬁ ‘ﬁ")w\“‘ ‘\“.\“h““w‘\ ‘M\h : ES‘E.?\‘H ‘\ “\‘ e —
m/z--> 50 100 150 200 250 300 350 27.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO61423\
Data File : BG®57709.D

Acqg On : 14 Jun 2023 15:50
Operator : CG/JU

Sample : 03141-04

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.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 Eicosane, 7-hexyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
27.274 9.15 ng 261292  Perylene-di2 24.735
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 91
2 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 91
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Eicosane 282 C20H42 000112-95-8 87

Abundance Scan 4116 (27.274 min): BG057709.D\data.ms (-4105) (- m/z 57.00 100.00%
57.0

:

5000
27.00 27.50
7.1
o‘H‘J_mﬂfmw“2%53}‘m_HwHH‘HHw‘_m_wm m/z 71.e0 51.80%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane
57.0
5000 e e
27.00 27.50
m/z 43.00 51.24%
okl | 1 || £27:0197.0267.0337.0407.0 491.0562.0
‘\\\\‘\\H‘\\\\‘\\\!]W\\T[HT\‘TFH}\H\‘HH‘HH‘HH‘HH‘H\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #275543: Eicosane, 7-hexyl-
57.0
— —
27.00 27.50
5000 m/z 85.00 39.72%

ﬁ70170 281.0

—

U 0O VL0 o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #307033: Octacosane, 2-methyl-
57.0 27.00 27.50
m/z 55.00 23.31%
5000

?.

L J019700670 3650
o"H"H‘w"H‘Hu‘w‘H"H‘_“w“u‘u“_‘u“u‘_“w“

T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 27.00 27.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO61423\
Data File : BG®57709.D

Acqg On : 14 Jun 2023 15:50
Operator : CG/JU

Sample : 03141-04

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 17 Eicosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
28.907 8.91 ng 254533  Perylene-di12 24.735
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Octacosane, 2-methyl- 408 C29H60 001560-98-1 90
3 Tetratetracontane 619 C44H90 007098-22-8 90
4 4-Methylheneicosane 310 C22H46 025117-29-7 87
5 Eicosane, 7-hexyl- 366 C26H54 ©55333-99-8 87

Abundance Scan 4394 (28.907 min): BG057709.D\data.ms (-4381) (- | m/z 57.00 100.00%
57.0

-

5000
29.00
} |[[2/0197.1267.1 : .
Ol b i S e m/z 71.08 59.87%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #176386: Eicosane
57.0
5000 T
29.00
‘ m/z 43.00 57.98%
O‘\\J’\\‘J\l\J\?‘%Z\"?\J\-gz\.c\)\\‘2\\8%.‘0\\\\‘\\\\‘\\\\‘\\\\‘\H\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #307033: Octacosane, 2-methyl-
57.0
—
29.00
5000 ITI/Z 85.00 45.32%

J J Hm 197.0267.0 365.0

-

O A A e e e e e e e
mlz--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane 7
57.0 29.00
m/z 55.00  27.79%
5000 mvwwmwﬂwj/\wywﬁnmﬁ/x
o /] 1 | }27:0197.0 267.0337.0407.0 491.0562.0
R B e R AR S e  ARAR —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO61423\
Data File : BG®57709.D

Acqg On : 14 Jun 2023 15:50
Operator : CG/JU

Sample : 03141-04

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.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 Ergostanol Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
29.365 11.66 ng 333106  Perylene-d12 24.735
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ergostanol 402 C28H500 006538-02-9 55
2 2-Amino-5-bromo-3-fluorobenzoic ... 233 C7H5BrFNO2 874784-14-2 43
3 Tetrahydrosmilagenin 420 C27H4803 1000255-29-0 22
4 Succinic acid, 2,2,3,3-tetrafluo... 370 C17H26F404 1000390-19-4 22
5 Succinic acid, 2,2,3,3-tetrafluo... 370 C17H26F404 1000390-18-6 22
Abundance Scan 4472 (29.365 min): BG057709.D\data.ms (-4461) (1 m/z 43.00 100.00%
T 215.1
930 1490
5000
401.2 - S
| | 2761 | ‘ ‘ 29.00 29.50
ol il e L myz 215,10 82.62%
miz--> 50 100 150 200 250 300 350 400
Abundance #303933: Ergostano
215.0
=000 165.0
107.0 402.0 29.00 29.50
430 m/z 55.00  80.20%
276.0
LT sas0 \\
0! \‘Mﬂh‘ M“\ ‘\N‘ I ‘1 . ‘\‘ . ‘u‘ — ‘\‘ : ‘} “\‘ i o
m/z--> 50 100 150 200 250 300 350 400
Abundance #115159: 2-Amino-5-bromo-3-fluorobenzoic acid
215.0
— —
108.0 29.00 29.50
5000 m/z 93.00 59.23%
52.0 ‘ ‘ 162.0
AN ¥ Y i i
m/z--> 50 100 150 200 250 300 350 400
Abundance #313490: Tetrahydrosmilagenin — —
55.0 29.00 29.50
m/z 95.00 58.69%
B Ww/\ww
oL ‘H‘\““h‘ T T
m/z--> 50 100 150 200 250 300 350 400 29.00 29.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO61423\
Data File : BG®57709.D

Acqg On : 14 Jun 2023 15:50
Operator : CG/JU

Sample : 03141-04

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.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 .beta.-Sitosterol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
30.000 13.17 ng 376229  Perylene-d12 24.735
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .beta.-Sitosterol 414 C29H500 000083-46-5 98
2 .gamma.-Sitosterol 414 C29H500 000083-47-6 97
3 17-(1,5-Dimethylhexyl)-10,13-dim... 414 C29H500 1000210-86-9 72
4 Cholest-5-ene, 3-ethoxy-, (3.bet... 414 C29H500 000986-19-6 70
5 (35,85,95,10R,13R,14S,17R)-17-((... 414 C29H500 029365-29-5 64
Abundance Scan 4580 (30.000 min): BG057709.D\data.ms (-4567) (- | m/z 43.00 100.00%
43.0
5000 ij\/\/\/\
——
‘ l 30.00
ol il m/z 55.00  80.81%
miz--> 50 100 150 200 250 300 350 400
Abundance #310596: .beta.-Sitosterol
43.0
5000 éobd
107.0 .
1610 A4L 0 nyz s1.ee  57.35%
2130 303.0
n 257. 354.0
O+ " T
m/z--> 50 100 150 200 250 300 350 400
Abundance #310597: .gamma.-Sitosterol
43.0
——
30.00
5000 5.0 m/z 57.85 56.93%
213.0 303.0
0 ‘\“ | ’
m/z--> 50 100 150 200 250 300 350 400
Abundance #310625: 17-(1,5-Dimethylhexyl)-10,13-dimethyl-4-vinylh T
30.00
m/z 145.00 56.27%
5000
0
m/z--> 50 100 150 200 250 300 350 400
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO61423\
Data File : BG®57709.D

Acqg On : 14 Jun 2023 15:50
Operator : CG/JU

Sample : 03141-04

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.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 Carbonic acid, tetradecyl v... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
30.840 4.37 ng 124715  Perylene-di2 24.735
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, tetradecyl vinyl ... 284 C17H3203 1000382-54-5 58
2 Octadecane, 1-chloro- 288 C18H37C1 003386-33-2 58
3 Sulfurous acid, butyl tridecyl e... 320 C17H3603S 1000309-18-0 58
4 2-Methyltetracosane 352 (C25H52 001560-78-7 58
5 Carbonic acid, tridecyl vinyl ester 270 C16H3003 1000382-54-7 50
Abundance Scan 4723 (30.840 min): BG057709.D\data.ms (-4710) (- | m/z 57.00 100.00%
57.0
5000 JL
3050 3100
‘ H 147.0 213155, 302.3 303 5 1. a
Ot m/z 43.00 49.01%
miz--> 50 100 150 200 250 300 350
Abundance #178950: Carbonic acid, tetradecyl vinyl ester
57.0
5000 — ——
30.50 31.00
m/z 71.00 48.83%
O T \h‘\ ‘\L“ h “ \‘“\‘“\]\-5‘4.\0\]\-9\6‘\0\2\4\]-‘()\ T ‘ LU ‘ T T
miz--> 50 100 150 200 250 300 350
Abundance #184136: Octadecane, 1-chloro-
57.0
— ——
30.50 31.00
5000 m/z 85.80 35.27%
olso | u [ rowo0mo 20
m/z--> 0 100 150 200 250 300 350
Abundance #224370: Sulfurous acid, buty! tridecyl ester — —
57.0 30.50 31.00
m/z 69.00 29.64%
= WN\WM
183.0
0%4102350 SN
m/z--> 50 100 150 200 250 300 350 30.50 31.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGe61423\
Data File : BG®57709.D

Acqg On : 14 Jun 2023 15:50
Operator : CG/JU

Sample : 03141-04

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.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|
Butane, 2-metho... 3.131 13.0 ng 154682 1  7.938 237561 20.0
Benzophenone 15.922 5.6 ng 127771 3 14.571 454039 20.0
Tridecanoic acid 18.208 4.1 ng 116526 4 17.315 565104 20.0
Heptacosane 20.247 4.7 ng 140344 5 21.569 594166 20.0
Hexadecane 20.740 9.2 ng 272935 5 21.569 594166 20.0
Tetratetracontane 21.240 17.9 ng 532424 5 21.569 594166 20.0
Nonadecane, 1-b... 21.780 60.3 ng 1790040 5 21.569 594166 20.0
Heptadecane, 9-... 22.385 17.1 ng 506807 5 21.569 594166 20.0
Octacosane 23.067 15.0 ng 445639 5 21.569 594166 20.0
Supraene 23.255 4.4 ng 126359 6 24.735 571202 20.0
Hexacosane 23.866 20.7 ng 592182 6 24.735 571202 20.0
Hexadecane, 1-i... 24.806 13.1 ng 374841 6 24.735 571202 20.0
Hentriacontane 25.934 13.7 ng 392560 6 24.735 571202 20.0
Cyclopent[e]-1,... 26.475 9.1 ng 258579 6 24.735 571202 20.0
Cholestane, 14-... 26.998 8.4 ng 238626 6 24.735 571202 20.0
Eicosane, 7-hexyl- 27.274 9.2 ng 261292 6 24.735 571202 20.0
Eicosane 28.907 8.9 ng 254533 6 24.735 571202 20.0
Ergostanol 29.365 11.7 ng 333106 6 24.735 571202 20.0
.beta.-Sitosterol 30.000 13.2 ng 376229 6 24.735 571202 20.0
Carbonic acid, ... 30.840 4.4 ng 124715 6 24.735 571202 20.0
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