LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@62521\
Data File : BGO49104.D

Acqg On : 26 Jun 2021 ©00:10 Instrument :
Operator : CG/JU BNA_G

Sample : M2842-01 5X ClientSampleld :

Misc : BIN-2-72-11966-RB-21140

ALS Vvial : 16 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-BG061121.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO49104.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.664 440 447 457 rVB 102372 184624 2.29% 0.647%
2 7.263 711 719 731 rBV 110132 200488 2.48% 0.703%
3 8.109 853 863 870 rBV 161153 282074 3.49%  0.989%
4 9.272 1055 1061 1071 rBV2 67447 126073 1.56% 0.442%
5 10.929 1331 1343 1350 rBV 211298 403087 4.99% 1.414%
6 13.373 1752 1759 1769 rVB 166313 284582 3.52% 0.998%
7 13.567 1785 1792 1798 rBV 52326 85476 1.06% 0.300%
8 14.636 1970 1974 1979 rVB 77391 106910 1.32% 0.375%
9 14.754 1984 1994 2002 rVWV 299327 500074 6.19% 1.754%
10 15.588 2124 2136 2141 rBV 98837 153498 1.90% 0.538%
11 16.234 2238 2246 2254 rBV3 133346 233651 2.89% 0.819%
12 16.446 2278 2282 2285 rBV 110924 154105 1.91% 0.540%
13 16.634 2309 2314 2320 rVB2 69548 87367 1.08% 0.306%
14 17.239 2413 2417 2422 rBV 95949 127626 1.58% 0.448%
15 17.498 2455 2461 2467 rBV 352390 550903 6.82% 1.932%
16 17.985 2540 2544 2547 rBV 102842 140625 1.74% 0.493%

17 18.026 2547 2551 2558 rVB 271490 365244  4.52% 1.281%
18 18.162 2568 2574 2579 rBV 3099036 4101802 50.77% 14.385%
19 18.379 2606 2611 2617 rBV 168932 252902 3.13% ©0.887%
20 18.673 2655 2661 2664 rBV2 81413 124268 1.54% 0.436%

21 19.295 2761 2767 2770 rBV 4806996 6823544 84.46% 23.929%
22 19.331 2770 2773 2777 rVB 6578077 8078801 100.00% 28.332%

23 19.454 2789 2794 2799 rBV 1434246 1652189 20.45% 5.794%
24 19.507 2799 2803 2804 rBV 188562 208340 2.58% 0.731%
25 19.536 2804 2808 2816 rVB 381248 592965 7.34% 2.079%
26 19.818 2851 2856 2861 rVB 160944 218799 2.71% 0.767%
27 20.106 2900 2905 2911 rVB 257776 360931 4.47% 1.266%
28 20.306 2936 2939 2942 rBvV2 141019 187294 2.32% 0.657%
29 20.429 2958 2960 2970 rVB 184657 255503 3.16% 0.896%
30 20.541 2975 2979 2982 rBV 147392 166689 2.06% 0.585%
31 21.187 3083 3089 3095 rVB5 172985 353363 4.37% 1.239%
32 21.575 3152 3155 3160 rVB2 65993 83991 1.04% 0.295%
33 21.787 3186 3191 3197 rVB 325728 536998 6.65% 1.883%
34 25.112 3752 3757 3773 rVB2 167317 530422 6.57% 1.860%
Sum of corrected areas: 28515208
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 26 Jun 2021 00:10
: CG/JU
: M2842-01 5X

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062521\
BGO49104.D

BIN-2-72-11966-RB-21140

: 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P
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TIC: BG049104.D\data.ms

5.664 7.263 8.109 9.972 10.929
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TIC: BG049104.D\data.ms
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Time-->
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Time-->
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TIC: BG049104.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062521\
Data File : BG@49104.D

Acqg On : 26 Jun 2021 ©0:10

Operator : CG/JU

Sample : M2842-01 5X :

Misc . BIN-2-72-11966-RB-21140

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Tridecane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
13.567 3.42 ng 85476  Acenaphthene-d10 14.748
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 86
2 Decane, 2,3,6-trimethyl- 184 C13H28 062238-12-4 86
3 Tetradecane 198 C14H30 000629-59-4 81
4 Hexadecane 226 C16H34 000544-76-3 80
5 Undecane 156 C11H24 001120-21-4 72
Abundance Scan 1792 (13.567 min): BG049104.D\data.ms (-1785) (- m/z 57.10 100.00%
57.1
5000
85.2
T
13.50
126.2 154.1 198.
\‘NMMMn‘wq‘wmqn‘m“u“‘Hgﬁﬁ m/z 43.20 91.19%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48834: Tridecane
57.0
5000 85.0 T
13.50
29.0 m/z 71.15 48.25%
[ Ll ) 120 1a0 1840
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48886: Decane, 2,3,6-trimethyl-
43.0 W
1
71.0 13.50
5000 m/z 41.20 47 .04%
‘ 99.0 141.0
‘H‘JH‘WH‘W_ﬂ\w$‘umu“_“w“u“u“u“_‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59881: Tetradecane T
57.0 13.50
m/z 85.15 36.39%
5000
85.0
29.0
L‘ ! H [ 41130 1410 1690 1980 AN |yl Vi

m/z--> 20 40 60 80 100 120 140 160 180 200 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062521\
Data File : BG@49104.D

Acqg On : 26 Jun 2021 ©0:10

Operator : CG/JU

Sample : M2842-01 5X :

Misc . BIN-2-72-11966-RB-21140

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 Pentadecane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
14.636 4.28 ng 106910  Acenaphthene-die 14.748
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 91
2 Hexadecane 226 C1l6H34 000544-76-3 91
3 Tridecane 184 C13H28 000629-50-5 90
4 Nonadecane 268 C19H40 000629-92-5 86
5 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1000309-12-5 78

Abundance Scan 1974 (14.636 min): BG049104.D\data.ms (-1970) (- m/z 57.20 100.00%

57.2
5000 85.1
‘ 14.50 15.00
113.2 1412 . :
\\\‘\\\\U\‘\\‘\‘“\‘\‘“}\“H‘\\\“‘\\\H\‘\\\\‘\\\\‘\\\178‘\3\\2\‘2\1\-\2\‘3\\\\ m/z 43.15 82-65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71394: Pentadecane
57.0
5000 T —
85.0 14.50 15.00
20.0 m/z 71.10 54.69%
\\\‘\‘\‘\\“‘\\\H‘\\H\\“l\\\“%%\3\8\]\-\4’%9\]‘-§\8\9‘\\\\‘2\]\.\2\?\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83024: Hexadecane
57.0
— —
14.50 15.00
5000 85.0 ITI/Z 41.10 41.81%
29.0 '
e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48835: Tridecane T ——
57.0 14.50 15.00
m/z 85.10 40.90%
5000
85.0
29.0
| ‘\ Loy 11801410 1840 M
rrr e e e e e e e e =
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062521\
Data File : BG@49104.D

Acqg On : 26 Jun 2021 ©0:10

Operator : CG/JU

Sample : M2842-01 5X :

Misc . BIN-2-72-11966-RB-21140

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Hexadecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.588 6.14 ng 153498  Acenaphthene-die 14.748
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 94
2 Eicosane, 10-methyl- 296 C21H44 054833-23-7 90
3 Octadecane 254 C18H38 000593-45-3 86
4 Tridecane, 6-propyl- 226 Cl6H34 055045-10-8 83
5 Pentadecane, 2-methyl- 226 C16H34 001560-93-6 74

Abundance Scan 2136 (15.588 min): BG049104.D\data.ms (-2124) (-  m/z 57.15 100.00%
57.1

T T \
h 992 1201 1721 2262 1550
i, A PO S TS B — m/z 43.20  85.30%
miz--> 50 100 150 200 250
Abundance #83025: Hexadecane
57.0
5000 s :
15.50
m/z 71.15 51.01%
27‘\'0“\‘ I “‘9?'0‘ 141.0 1830 2260
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 #141431: Eicosane, 10-methyl-
57.0
o ‘
15.50
5000 ITI/Z 41.10 43.25%
‘ 99.0 0
A T 970 2390 2810
miz--> 50 100 150 200 250
Abundance #105884: Octadecane T
57.0 15.50
m/z 85.15 36.09%
5000
99.0
710 | || 40 a0 2si0 )
m/z--> 50 100 150 200 250 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062521\
Data File : BG@49104.D

Acqg On : 26 Jun 2021 ©0:10

Operator : CG/JU

Sample : M2842-01 5X :

Misc . BIN-2-72-11966-RB-21140

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 Octacosane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
16.446 5.59 ng 154105  Phenanthrene-die 17.498
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Pentadecane 212 C15H32 000629-62-9 87
3 Heptadecane 240 C17H36 000629-78-7 87
4 Octacosane 394 (C28H58 000630-02-4 86
5 Tridecane 184 C13H28 000629-50-5 80
Abundance Scan 2282 (16.446 min): BG049104.D\data.ms (-2278) (- m/z 57.15 100.00%
57.1
5000
85.2
——
16.50
11331412
1692 2014 2405 ./, 43.20  73.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #83025: Hexadecane
57.0
5000 T
16.50
290 850 m/z 71.20  52.06%
‘\ ‘ L | H‘ ,113.0 141.0 169.0 197.0 226.0
H\‘HH‘HH‘\H\‘\H\‘H\\‘H\\‘HH‘\\H’\H\‘\H\‘HH‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #71393: Pentadecane
57.0
—
16.50
m/z 41.10 38.14%
5000 85.0
290‘
113.0
o L L MR001e00 2120
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94345: Heptadecane 7
57.0 16.50
m/z 85.15 34.00%
5000 85.0
29.
\ ||| M30141016001060 240
‘H“H‘_“w‘H"H‘w“H‘H“_‘H“H‘W“W‘H“H‘w“ —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062521\
Data File : BG@49104.D

Acqg On : 26 Jun 2021 ©0:10

Operator : CG/JU

Sample : M2842-01 5X :

Misc . BIN-2-72-11966-RB-21140

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 Tridecane, 6-methyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
17.239 4.63 ng 127626  Phenanthrene-die 17.498
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 6-methyl- 198 C14H30 013287-21-3 90
2 Eicosane 282 C20H42 000112-95-8 87
3 Octacosane 394 C28H58 000630-02-4 81
4 Tetracosane 338 (C24H50 000646-31-1 80
5 Tridecane, 2-methyl- 198 C14H30 001560-96-9 80

Abundance Scan 2417 (17.239 min): BG049104.D\data.ms (-2413) (- m/z 57.20 100.00%

57.2
5000
F oo i7s0
141.3 196.1 : ’
| ““‘w\LH_‘“_“‘2‘53;9‘_”‘_‘” m/z 43.20 72.89%
m/z--> 50 100 150 200 250 300 350
Abundance #59895: Tridecane, 6-methyl-
57.0
5000 — ——
17.00 17.50
8.0 m/z 71.15 52.30%
15Ql \L | T‘\ 140.0183.0
\\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57.0
— —
17.00 17.50
5000 ITI/Z 41.20 38.49%
\‘ ‘ | % | 141.0183.02250 282.0
i A A
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane 7 ——
57.0 17.00 17.50
m/z 85.10 32.62%
h N\NJ\/W
L H | 141 0183.0225.0 281.0 337.0 394.
“““‘ —— ——
m/z--> 50 100 150 200 250 300 350 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062521\
Data File : BG@49104.D

Acqg On : 26 Jun 2021 ©0:10

Operator : CG/JU

Sample : M2842-01 5X :

Misc . BIN-2-72-11966-RB-21140

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Tetradecane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
17.985 5.11 ng 140625  Phenanthrene-die 17.498
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 95
2 Octadecane 254 C18H38 000593-45-3 91
3 Heptadecane, 8-methyl- 254 C18H38 013287-23-5 89
4 Nonane, 5-butyl- 184 C13H28 017312-63-9 83
5 Heptadecane, 4-propyl- 282 C20H42 055044-10-5 83

Abundance Scan 2544 (17.985 min): BG049104.D\data.ms (-2540) (-  m/z 57.15 100.00%

57.1
5000

==
99.2 18.00
141.1 |
- 2Tt 18332228 2678 S3L' L, 4320 69.03%
miz--> 50 100 150 200 250 300
Abundance #59879: Tetradecane
57.0

-

5000 T

18.00
m/z 71.20 50.81%

99.0
1\5.\q‘\ ‘H\ ‘!‘ \“‘\ ““ \“ \‘]-\4\‘]“‘0‘\ T \1\98‘.\0\ T ’ T T T ‘ T T T
m/z--> 50 100 150 200 250 300
Abundance #105886: Octadecane
57.0
=
18.00
5000 m/z 41.15 41.44%
99.0
LVl 110 1830 2580
— e
miz--> 50 100 150 200 250 300
Abundance #105898: Heptadecane, 8-methyl- =
57.0 18.00
m/z 85.15 37.44%
5000
126.0
Ul e o o,
mlz--> 50 100 150 200 250 300 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062521\
Data File : BG@49104.D

Acqg On : 26 Jun 2021 ©0:10

Operator : CG/JU

Sample : M2842-01 5X :

Misc . BIN-2-72-11966-RB-21140

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 9-Hexadecenoic acid, methyl... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.026 13.26 ng 365244  Phenanthrene-d10 17.498
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Hexadecenoic acid, methyl este... 268 C17H3202 001120-25-8 99
2 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 64
3 Cyclopropaneoctanoic acid, 2-hex... 282 C18H3402 010152-61-1 58
4 7-Hexadecenoic acid, methyl este... 268 C17H3202 056875-67-3 58
5 Oxiraneundecanoic acid, 3-pentyl... 312 C19H3603 038520-31-9 47

Abundance Scan 2551 (18.026 min): BG049104.D\data.ms (-2547) (-  m/z 55.10 100.00%

5I:
5000
i 2363 wos
137.2 1943 .
B “‘ h“hhmmH\ mh\“h\ s wh . ‘h‘\‘ . ”‘ — ‘2‘97‘;‘ — ‘3??‘ m/z 41.10 69.14%
m/z--> 100 150 200 250 300 350
Abundance #117511: 9-Hexadecenoic acid, methyl ester, (2)-
55.0
5000 LT ‘
7.0 18.00
m/z 69.20 57.30%
‘ H “ 152.0 194.0 236.0
\\\\““ ‘ HH‘H“‘H“‘\‘H‘\“““““h“““““‘“‘
m/z--> 50 100 150 200 250 300 350
Abundance #141303: 9-Octadecenoic acid (Z)-, methyl ester
55.0
= ‘
18.00
5000 m/z 74.10 51.35%
15 CA H H ‘HH }\3\\7 0 180 0 222 0 26\4 0
H Al H Al H L L
iy L e e LA e
m/z--> 50 100 150 200 250 300 350
Abundance #129412 Cyclopropaneoctanoic acid, 2-hexyl-, methyl es e ‘
55.0 18.00

m/z 43.15 39.31%

5000
|

6.0
LLLLLLEse, ms02s00
i il Lk A1l I

m/z--> 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\BG062521\
Data File : BG@49104.D

Acqg On : 26 Jun 2021 ©0:10

Operator : CG/JU

Sample : M2842-01 5X :

Misc . BIN-2-72-11966-RB-21140

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.162 148.91 ng 4101800 Phenanthrene-d10 17.498
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 97
2 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 93
3 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 93
4 Methyl tetradecanoate 242 C15H3002 000124-10-7 87
5 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 87

Abundance Scan 2574 (18.162 min): BG049104.D\data.ms (-2568) (-  m/z 74.10 100.00%

74.1
5000
143.2 227.3 T T
ol il 3022y [ T Ly ST 38T sz 87.10 78.02%
miz--> 50 100 150 200 250 300
Abundance #119408: Hexadecanoic acid, methyl ester
74.0
5000 —— —
18.00 18.50
143.0 m/z 43.15  43.60%
\\\‘\\\‘\“\‘\\\‘\\‘\‘\“\\\‘\‘\\\\’\\\\
miz--> 50 100 150 200 250 300
Abundance #84485: Tridecanoic acid, methyl ester
74.0
T
18 00 18 50
5000 ITI/Z 55.15 38.34%
143.0
39/0 185.0
B ) Y P el B
miz--> 50 100 150 200 250 300
Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester
74.0 18 00 18 50
m/z 41.15 35.78%
5000
1 M 30 185.0 227.0 270.0
‘ “ ‘H‘lpgo L

m/z--> 100 150 200 250 300 18 00 18 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062521\
Data File : BG@49104.D

Acqg On : 26 Jun 2021 ©0:10

Operator : CG/JU

Sample : M2842-01 5X :

Misc . BIN-2-72-11966-RB-21140

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 n-Hexadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.379 9.18 ng 252902  Phenanthrene-die 17.498
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 Dodecanoic acid 200 C12H2402 000143-07-7 76
3 Undecanoic acid 186 C11H2202 000112-37-8 70
4 Pentadecanoic acid 242 C15H3002 001002-84-2 68
5 Tridecanoic acid 214 C13H2602 000638-53-9 64

Abundance Scan 2611 (18.379 min): BG049104.D\data.ms (-2606) (-  m/z 43.15 100.00%
43.1

5000

1292 913.2 o -

‘ 171 3 ‘ 256.4 18.00 18.50
“‘h \uMmhM\M - ‘h\‘H\‘\‘M ‘??5% ‘ m/z 60.10 91.90%

m/z--> 5 100 150 200 250 300
Abundance #107548: n-Hexadecanoic acid
4".
5000 256.0 /\ o
129.0 1800 1850
83.0 213.0 ITI z 73.10 86.75%
‘ ‘ 1710
. ““ \\‘H ‘H‘\ H\ ‘M ‘ ' “‘H A \‘ . “‘ L
m/z--> 100 150 200 250 300
Abundance #61120: Dodecanoic acid
60.0
1800 1850
m/z 55.15 74.63%
5000 129.0
71.0
‘ \\H u‘#qv‘ h‘ }h }‘ ‘ — “ —— 7
m/z--> 100 150 200 250 300
Abundance #50051: Undecanoic acid

\
60.0 18. 00 18 50
m/z 41.20 74.22%

5000
129.0
‘ ‘ % ‘ ‘ 186.0
‘\ i ‘u ‘ QH ‘ 1 | ‘

m/z--> 100 150 200 250 300 1800 1850
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062521\
Data File : BG@49104.D

Acqg On : 26 Jun 2021 ©0:10

Operator : CG/JU

Sample : M2842-01 5X :

Misc . BIN-2-72-11966-RB-21140

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 Eicosane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
18.673 4.51 ng 124268  Phenanthrene-die 17.498
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Tetratetracontane 619 C44H90 007098-22-8 83
3 Octacosane 394 (C28H58 000630-02-4 83
4 Tridecane, 7-hexyl- 268 C19H40 007225-66-3 80
5 Tetracosane 338 C24H50 000646-31-1 80

Abundance Scan 2661 (18.673 min): BG049104.D\data.ms (-2655) (- m/z 57.10 100.00%
57.1

5000

-

1850  19.00
27.3 2392
e ST 38D 4265 m/z 43.15 93.11%

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

Abundance #129491: Eicosane
57.0

?

5000
18.50 19.00

m/z 71.15 59.76%

l i127 0197.0 282.0

I |
T ‘\\u‘\\u‘\u\’\\u‘\u\‘\\u‘\u\‘uu‘uu‘uu‘uu‘\u

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

Abundance #241528: Tetratetracontane
57.0

—

18.50 19.00
5000 m/z 41.10 37.64%

| ‘H‘HZR@?OZM 0337.0407.0 491.0562.0
e e 20 33704070 A491.05620

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #209566: Octacosane

57.0 18.50 19.00
m/z 85.15 37.31%

?

5000

1] 2870 197 0 281.0 3940

m/z--> 0 50 100150200250300350400450500550600 18.50 19.00

?
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062521\
Data File : BG@49104.D

Acqg On : 26 Jun 2021 ©0:10

Operator : CG/JU

Sample : M2842-01 5X :

Misc . BIN-2-72-11966-RB-21140

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 11 9,12-Octadecadienoic acid, ... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.296 247.72 ng 6823540 Phenanthrene-di10 17.498
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
2 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 98
3 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 98
4 8,11-Octadecadienoic acid, methy... 294 C19H3402 056599-58-7 98
5 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 97

Abundance Scan 2767 (19.295 min): BG049104.D\data.ms (-2761) (- m/z 67.10 100.00%
67.1

5000 Mﬂ
1900  19.50
263.4 : :
ol LU ”H i (4782 %P4 51033734 438, ., 8120 s4.67%
mlz--> 50 100 150 200 250 300 350 400
Abundance  #139708: 9,12-Octadecadienoic acid, methyl ester
67.0
5000 — VS
19.00 19.50
’ m/z 55.15  73.20%
294.0
L H\“\‘\H‘ﬂ‘h‘ul‘ A8 02280 (T
miz--> 50 100 150 200 250 300 350 400
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
67.0
T i
19.00 19.50
5000 m/z 41.20 58.98%
Hw\ J e a0
miz--> 50 100 150 200 250 300 350 400
Abundance #139734: 9,15-Octadecadienoic acid, methyl ester, (Z,2)- — =
67.0 19.00 19.50
m/z 95.15 55.56%
5000
294.0
BN it S N S o WO
m/z--> 50 100 150 200 250 300 350 400 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062521\
Data File : BG@49104.D

Acqg On : 26 Jun 2021 ©0:10

Operator : CG/JU

Sample : M2842-01 5X :

Misc . BIN-2-72-11966-RB-21140

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 12 13-Octadecenoic acid, methy... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

19.331 293.29 ng 8078800 Phenanthrene-d10 17.498
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 99
2 12-Octadecenoic acid, methyl ester 296 C19H3602 056554-46-2 99
3 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 99
4 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 99
5 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 98

Abundance Scan 2773 (19.331 min): BG049104.D\data.ms (-2770) (- m/z 55.20 100.00%

558.2
5000
— A
264.4 19.00 19.50
|
ol 3271 3964 4600 nyz 41.20  67.29%
mlz--> 50 100 150 200 250 300 350 400 450
Abundance #141286: 13-Octadecenoic acid, methyl ester
558.0
5000 — SIS
19.00 19.50
264.0 m/z 69.15  65.90%
QO
\h‘\ ‘\‘““H l‘ ‘JH“‘\I‘I\ I‘\” ‘"\‘\ \l\ ‘ f‘\ T ‘ \‘\ T \“ T 1T ‘ T 1T ‘ T 1T ‘ T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #141284: 12-Octadecenoic acid, methyl ester
55.0
— L
19.00 19.50
5000 m/z 74.10 56.31%
264.0
i
TS ) s U
miz--> 50 100 150 200 250 300 350 400 450
Abundance #141287: 14-Octadecenoic acid, methyl ester — o
55.0 19.00 19.50
m/z 83.15 51.65%
5000
264.0
180.0
i i UV
m/z--> 50 100 150 200 250 300 350 400 450 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062521\
Data File : BG@49104.D

Acqg On : 26 Jun 2021 ©0:10

Operator : CG/JU

Sample : M2842-01 5X :

Misc . BIN-2-72-11966-RB-21140

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 13 Methyl stearate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.454 59.98 ng 1652190 Phenanthrene-d10 17.498
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 95
2 Methyl tetradecanoate 242 C15H3002 000124-10-7 90
3 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 90
4 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 90
5 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 87

Abundance Scan 2794 (19.454 min): BG049104.D\data.ms (-2789) (- m/z 74.10 100.00%

74.1
5000
199.2 2553 19 50
LAl | 2984 3451
owwmm‘ = ‘H_Hu,mqu”,””_m m/z 87.10 77.79%
m/z--> 100 150 200 250 300 350
Abundance #143128: Methyl stearate
74.0
5000 T
19.50
143.0 m/z 43.15 49.74%
‘ 199.0 255.0 208.0 /
\\“\ ‘\“‘\ T \‘“‘\““‘ \‘\‘\ T ‘ \ \ \‘\L \‘\ T \ “\h\ T \" L ‘ T T
m/z-> 100 150 200 250 300 350
Abundance #95862: Methyl tetradecanoate
74.0
=
19.50
5000 ITI/Z 55.20 40.63%
(ﬂ 143.0 199.0 242.0
m/z--> 50 100 150 200 250 300 350
Abundance #107593: Pentadecanoic acid, methyl ester P
74.0 19.50
m/z 41.20 35.31%
5000
143.0
(ﬂ ‘ 213.0 256.0
s 1 O s Ao
m/z--> 50 100 150 200 250 300 350 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062521\
Data File : BG@49104.D

Acqg On : 26 Jun 2021 ©0:10

Operator : CG/JU

Sample : M2842-01 5X :

Misc . BIN-2-72-11966-RB-21140

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 14 9,12-Octadecadienoic acid (... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

19.507 7.56 ng 208340  Phenanthrene-die 17.498
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid (Z,Z)- 280 C18H3202 000060-33-3 95
2 4-Tetradecyne 194 C14H26 060212-33-1 89
3 5-Dodecyne 166 C12H22 019780-12-2 87
4 11,13-Eicosadienoic acid, methyl... 322 C21H3802 056599-57-6 78
5 11,14-Eicosadienoic acid, methyl... 322 C21H3802 002463-02-7 70

Abundance Scan 2803 (19.507 min): BG049104.D\data.ms (-2799) (- m/z 67.10 100.00%
67.1

5000
09.1
T 1
19.50
‘ 2172 2804
. H‘ “H“ “”““““‘w‘w M2 (T 3431389 81.15  86.84%
mlz--> 50 100 150 200 250 300 350
Abundance #127648: 9,12-Octadecadienoic acid (Z,2)-
67.0
5000 o :
19.50
09.0 m/z 55.20  73.00%
Ll 0
2600 R4 41500 19600370 T
m/z--> 50 100 150 200 250 300 350
Abundance #56467: 4-Tetradecyne
67.0
T T
19.50
5000 m/Z 41.10 65.54%
{ 09.0
g | #0000
m/z--> 50 100 150 200 250 300 350
Abundance #35140: 5-Dodecyne == ‘
67.0 19.50
m/z 95.15 55.78%
5000
09.0
g0 .
m/z--> 50 100 150 200 250 300 350 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062521\
Data File : BG@49104.D

Acqg On : 26 Jun 2021 ©0:10

Operator : CG/JU

Sample : M2842-01 5X :

Misc . BIN-2-72-11966-RB-21140

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 15 Oleic Acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

19.536 21.53 ng 592965  Phenanthrene-d10 17.498
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oleic Acid 282 C18H3402 000112-80-1 91
2 9-Octadecenoic acid, (E)- 282 C18H3402 000112-79-8 91
3 6-Octadecenoic acid, (Z)- 282 C18H3402 000593-39-5 80
4 Octadec-9-enoic acid 282 C18H3402 1000190-13-7 80
5 14-Pentadecenoic acid 240 C15H2802 017351-34-7 49

Abundance Scan 2808 (19.536 min): BG049104.D\data.ms (-2804) (-  m/z 55.20 100.00%

558.2
5000 7.2
T \
264.4 19.50
151.2 . :
R Hw\ \j‘M\ iy hporiop ’?‘2;”2"3‘ ’ ‘L‘ T ‘3‘39-‘1‘3‘8‘2;- m/z 41.20 67.16%
m/z--> 50 100 150 200 250 300 350
Abundance #129338: Oleic Acid
53.0
7.0
5000 s i
19.50
264.0 m/z 69.15 65.15%
LAk 1002220”]
T \M s ‘xh““\““m{ ““h‘ \‘h\ 4 \"‘\ 1“ T T o LA B
m/z--> 50 100 150 200 250 300 350
Abundance #129353: 9-Octadecenoic acid, (E)-
55.0
T \
7.0 19.50
5000 m/z 43.20 55.55%
264.0
| 370 180.0222.0
LI ‘ ‘\‘\‘
m/z--> 50 100 150 200 250 300 350
Abundance #129348: 6-Octadecenoic acid, (Z)- = ‘
55.0 19.50
m/z 83.15 51.97%
5000
37.0180.0222.0
150 | e
m/z--> 50 100 150 200 250 300 350 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062521\
Data File : BG@49104.D

Acqg On : 26 Jun 2021 ©0:10

Operator : CG/JU

Sample : M2842-01 5X :

Misc . BIN-2-72-11966-RB-21140

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 16 Methyl 1@-trans,12-cis-octa... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

19.818 8.15 ng 218799 Chrysene-d12 21.787
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl 1@-trans,12-cis-octadecad... 294 C19H3402 1000336-44-2 98
2 11,14-Octadecadienoic acid, meth... 294 C19H3402 056554-61-1 91
3 9,12-0Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 91
4 Linoleic acid ethyl ester 308 C20H3602 000544-35-4 89
5 iso-Propyl 9-.cis.,11-.trans.-oc... 322 C21H3802 1000336-68-5 89

Abundance Scan 2856 (19.818 min): BG049104.D\data.ms (-2851) (- m/z 67.10 100.00%
67.1

5000 /kA
—
‘ ‘ } ‘ 2202 294.4 19,50 20.00
HH“ Mu“p‘h J“M"wwm bbb 5903 A8 s 8110 67.66%
miz--> 100 150 200 250 300 350 400
Abundance #139709: Methyl 10-trans,12-cis-octadecadienoate
67.0
5000 LT
19. 50 20.00
0 294.0 m/z 95.15 48.53%
\\\\““‘\‘\ ‘\‘l‘]m\ \hH\H“\ Hl]\“\\\‘\2\:3\4\(‘)\“\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance  #139719: 11,14-Octadecadienoic acid, methyl ester
67.0
19. 50 20 00
5000 m/z 55.20 48.00%
23.0 294.0
HHJ“J; 1 U T L N
m/z--> 50 100 150 200 250 300 350 400
Abundance #139724: 9,12-Octadecadienoic acid (Z,Z)-, methyl ester e —
67. 19.50 20.00
m/z 79.15 47.04%
5000
l“ZS .0 294.0
15.0 M“ \\‘M ’WH Hh‘ | \L ‘780 234.0] L

m/z--> 50 100 150 200 250 300 350 400 19 50 20 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062521\
Data File : BG@49104.D

Acqg On : 26 Jun 2021 ©0:10

Operator : CG/JU

Sample : M2842-01 5X :

Misc . BIN-2-72-11966-RB-21140

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 17 Methyl 5,9,12-octadecatrien... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
20.306 6.98 ng 187294 Chrysene-d12 21.787
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl 5,9,12-octadecatrienoate 292 C19H3202 1000336-37-5 93
2 Cyclooctene, 3-ethenyl- 136 C10H16 002213-60-7 90
3 Methyl 5,11,14-eicosatrienoate 320 C21H3602 1000336-40-2 74
4 1,3(2),13-Tetradecatriene 192 C14H24 1000098-05-7 70
5 Bicyclo[10.1.0]tridec-1-ene 178 C13H22 054766-91-5 66

Abundance Scan 2939 (20.306 min): BG049104.D\data.ms (-2936) (- m/z 67.10 100.00%
67.1

1212 2056 éo%d
‘HM‘ “‘H“n 11200 28a 23030 3502 4305 "0 1 4. 15%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #138061: Methyl 5,9,12-octadecatrienoate
67.0
5000 — ——
136.0 20.00 20.50
‘ m/z 81.15 70.34%
TTTT ‘H\ ‘\“ M M ”l \"“\‘ “L \M\‘H‘ \h \ \2\4.\3‘ (\)\2\9\2‘(\)\ T ‘ TTTT ‘ TTTT ‘ TTT
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #15736: Cyclooctene, 3-ethenyl-
67.0
P P
20.00 20.50
5000 ITI/Z 41.15 65.43%
} “121 .0
mlz--> 50 100 150 200 250 300 350 400 450
Abundance #161551: Methyl 5,11,14-eicosatrienoate — ——
67.0 20.00 20.50
m/z 55.10 55.96%
5000
205.0
Il 271.0320.0
i T T
m/z--> 50 100 150 200 250 300 350 400 450 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062521\
Data File : BG@49104.D

Acqg On : 26 Jun 2021 ©0:10

Operator : CG/JU

Sample : M2842-01 5X :

Misc . BIN-2-72-11966-RB-21140

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 18 Methyl 13-eicosenoate Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
20.429 9.52 ng 255503 Chrysene-d12 21.787
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl 13-eicosenoate 324 C21H4002 1000336-48-4 72
2 Cyclopropanenonanoic acid, methy... 212 C13H2402 010152-60-0 64
3 Methyl 16-pentacosenoate 394 C26H5002 1000336-24-3 59
4 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 49
5 cis-13-Eicosenoic acid, methyl e... 324 C21H4002 1000333-52-1 47

Abundance Scan 2960 (20.429 min): BG049104.D\data.ms (-2958) (-  m/z 55.10 100.00%

55.1
5000
20.50
362.4 420.2 ’
‘;,i’w\., 031 /2 69.20  60.45%
miz--> 0 100 150 200 250 300 350 400 450 500
Abundance #164499: Methyl 13-eicosenoate
55.0
5000 ‘20\50‘
292.0 :
10 m/z 41.10 49.11%
!‘h Ly 2080
1y
\\‘1\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance  #71100: Cyclopropanenonanoic acid, methyl ester
55.0
—
20.50
5000 m/z 83.20  48.85%
L, s
T e e —
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #209542: Methyl 16-pentacosenoate ——
55.0 20.50
m/z 43.15 45.59%
362.0
5000
278.0
\H.ulﬁsozwm .
m/z--> 50 100 150 200 250 300 350 400 450 500 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062521\
Data File : BG@49104.D

Acqg On : 26 Jun 2021 ©0:10

Operator : CG/JU

Sample : M2842-01 5X :

Misc . BIN-2-72-11966-RB-21140

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 19 Methyl 18-methylnonadecanoate Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
20.541 6.21 ng 166689 Chrysene-d12 21.787
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl 18-methylnonadecanoate 326 C21H4202 1000352-20-6 94
2 Methyl stearate 298 C19H3802 000112-61-8 93
3 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 90
4 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 90
5 Eicosanoic acid, methyl ester 326 C21H4202 001120-28-1 87

Abundance Scan 2979 (20.541 min): BG049104.D\data.ms (-2975) (- m/z 74.10 100.00%

74.1
5000
143.2 g ‘
\ | 1092 O siosa0na a0 20.59
0 H‘MJJWNMMWWwaﬂ‘Nm"Hkq‘ﬁ“u“_“w“u{‘ m/z 87.10 82.11%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #166215: Methyl 18-methylnonadecanoate
74.0
5000 s ‘
20.50
‘ 143.0 326.0 m/z 43.15 57.10%
L\S\Q\)‘J “J\ h \M\L“ \J'\‘\\ \\‘ T \?‘9\?\2\‘5‘?\01‘\ L R R
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #143130: Methyl stearate
74.0
1 \
20.50
5000 m/z 55.10 48.49%
143.0
MMH \\ 199025?0
“H“HM\JH“H‘“H“_“‘_“w“‘w“u“‘u
miz—-> O 100 150 200 250 300 350 400 450
Abundance #131300: Heptadecanoic acid, methyl ester —— ‘
74.0 20.50
m/z 57.20 33.29%
o WWMNNMJMWAPWJJMMAWW
43.0
Ll im0, 20
\\MukﬁﬁwH\N\w\ﬂ\y\\Apu\\‘u\\‘\u\‘\u\‘\\u‘ P
m/z--> 0 50 100 150 200 250 300 350 400 450 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062521\
Data File : BG@49104.D

Acqg On : 26 Jun 2021 ©0:10

Operator : CG/JU

Sample : M2842-01 5X :

Misc . BIN-2-72-11966-RB-21140

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 20 unknown21.187 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.187 13.16 ng 353363 Chrysene-d12 21.787
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl ethyl cyclopentene 110 C8H14 019780-56-4 35
2 Bicyclo[2.2.1]heptane-2-methanol 126 C8H140 005240-72-2 27
3 3,7,11,Trimethyl-8,10- dodecedie... 266 C17H3002 1000374-10-3 27
4 Naphthalene, decahydro-1,1-dimet... 166 C12H22 035431-04-0 27
5 Methyl 2-octylcyclopropene-1-oct... 308 C20H3602 003220-60-8 25

Abundance Scan 3089 (21.187 min): BG049104.D\data.ms (-3083) (- m/z 81.10 100.00%

81.1
5000
237.3 —— —
308.4 3721 464.5 21.00 21.50
: : m/z 95.10 67.04%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #5965: Methyl ethyl cyclopentene
81.0
5000 e —r
21.00 21.50
m/z 55.10 65.48%
27.
‘H I 1“ \‘\‘ H L
\\\\‘\\ \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘

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

Abundance #11456: Bicyclo[2.2.1]heptane-2-methanol
95.0

3

— —
21.00 21.50

5000 m/z 151.20  53.00%

41.0

1 " ‘ﬂh‘m‘. ll il 1

miz—> 0 50 100 150 200 250 300 350 400 450

Abundance #115779: 3,7,11,Trimethyl-8,10- dodecedienylacetate — —r
81.0 21.00 21.50

m/z 67.10 48.03%

-

5000

-

H‘ 137.0
Ll gt 1910 266.0

T 7
m/z--> 0 50 100 150 200 250 300 350 400 450 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062521\
Data File : BGO49104.D

Acqg On : 26 Jun 2021 00:10
Operator : CG/JU

Sample : M2842-01 5X

Misc :

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Tridecane 13.567 3.4 ng 85476 3 14.748 500074 20.0
Pentadecane 14.636 4.3 ng 106910 3 14.748 500074 20.0
Hexadecane 15.588 6.1 ng 153498 3 14.748 1500074 20.0
Octacosane 16.446 5.6 ng 154105 4 17.498 550903 20.0
Tridecane, 6-me... 17.239 4.6 ng 127626 4 17.498 550903 20.0
Tetradecane 17.985 5.1 ng 140625 4 17.498 550903 20.0
9-Hexadecenoic ... 18.026 13.3 ng 365244 4 17.498 550903 20.0
Hexadecanoic ac... 18.162 148.9 ng 4101800 4 17.498 550903 20.0
n-Hexadecanoic ... 18.379 9.2 ng 252902 4 17.498 550903 20.0
Eicosane 18.673 4.5 ng 124268 4 17.498 550903 20.0
9,12-Octadecadi... 19.296 247.7 ng 6823540 4 17.498 550903 20.0
13-Octadecenoic... 19.331 293.3 ng 8078800 4 17.498 550903 20.0
Methyl stearate 19.454 60.0 ng 1652190 4 17.498 550903 20.0
9,12-Octadecadi... 19.507 7.6 ng 208340 4 17.498 550903 20.0
Oleic Acid 19.536 21.5 ng 592965 4 17.498 550903 20.0
Methyl 10-trans... 19.818 8.2 ng 218799 5 21.787 536998 20.0
Methyl 5,9,12-0... 20.306 7.0 ng 187294 5 21.787 536998 20.0
Methyl 13-eicos... 20.429 9.5 ng 255503 5 21.787 536998 20.0
Methyl 18-methy... 20.541 6.2 ng 166689 5 21.787 536998 20.0
unknown21.187 21.187 13.2 ng 353363 5 21.787 536998 20.0
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