LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121522\
Data File : BG@55986.D

Acqg On : 15 Dec 2022 21:14
Operator : CG/JU

Sample : N6058-01 2X

Misc :

ALS Vvial : 14 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : @ Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ G\Methods\8270-BG121322.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO55986.D\data.ms

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

# min scan scan scan TY height area % max. total
1 3.412 16 21 29 rBB3 6707 11435 1.64% 0.369%
2 5.421 359 363 368 rBB2 5896 8942 1.28% 0.289%
3 5.897 438 444 451 rBB 55131 89971 12.88% 2.904%
4 7.507 711 718 725 rBB 57547 99687 14.27%  3.218%
5 8.383 861 867 873 rBB 39097 65714  9.41%  2.121%
6 9.552 1059 1066 1072 rBB 35323 61685 8.83% 1.991%
7 11.215 1342 1349 1356 rBB 51446 89868 12.87% 2.901%
8 13.612 1751 1757 1764 rBB 123039 188328 26.96% 6.079%
9 14.987 1985 1991 1998 rBB2 87513 136073 19.48% 4.392%
10 16.461 2236 2242 2249 rBV 128071 192041 27.49% 6.199%
11 17.725 2451 2457 2461 rBV 119934 173983 24.91% 5.616%
12 17.766 2461 2464 2470 rVB 13966 20644 2.96% 0.666%
13 18.353 2559 2564 2569 rVB 124534 161544 23.13% 5.214%
14 18.571 2597 2601 2608 rBV3 18195 34974 5.01% 1.129%
15 18.641 2609 2613 2618 rVB 9512 13806 1.98% 0.446%
16 18.782 2631 2637 2640 rBV3 10800 22393  3.21% ©.723%
17 19.035 2676 2680 2682 rBV4 4938 8000 1.15% ©.258%

18 19.481 2751 2756 2759 rBV 558805 698518 100.00% 22.547%
19 19.511 2759 2761 2770 rVB2 294843 380577 54.48% 12.285%

20 19.634 2778 2782 2787 rBV 64290 81420 11.66% 2.628%

21 19.752 2798 2802 2806 rBV 24972 36140 5.17% 1.167%

22 20.075 2855 2857 2859 rBV3 9362 9249 1.32% 0.299%

23 20.116 2860 2864 2869 rVB 30433 50296 7.20% 1.623%

24 20.298 2890 2895 2900 rBV 226372 300010 42.95% 9.684%

25 22.037 3186 3191 3197 rVB2 95304 162708 23.29% 5.252%
Sum of corrected areas: 3098006
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Data Path :

Data File
Acq On
Operator
Sample
Misc

ALS Vial

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121522\
: BGO55986.D

: 15 Dec 2022 21:14

: CG/JU

: N6058-01 2X

: 14  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Time-->
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100000

Abundance TIC: BG055986.D\data.ms

5.897 7.507 8.383 9552 11.215
412 5.421
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Time-->

500000

400000
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100000 14.987

Abundance TIC: BG055986.D\data.ms

19.481

19511

22.037

13.612 16.461 17.725 18.353

17||766 035
T L A S e T o e e e L L L e e L L B S e R L A B LA AR AR SR R

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

o

Time-->
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400000

300000

200000

100000

Abundance TIC: BG055986.D\data.ms

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

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\BG121522\
Data File : BG@55986.D

Acq On : 15 Dec 2022 21:14
Operator : CG/JU

Sample : N6058-01 2X

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 wunknown3.412 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
3.412 3.48 ng 11435 1,4-Dichlorobenzene-d4 8.383

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Isobutylamine 73 C4H11IN 000078-81-9 4

2 (3S)-3-Pyrrolidinol 87 C4HONO 100243-39-8 4
3 1-Trifluoroacetoxy-2-methylpentane 198 C8H13F302 155089-96-6 4
4 Hydroperoxide, 1-methylbutyl 104 C5H1202 014018-58-7 4

5 2-Butanone, 3-methoxy-3-methyl- 116 C6H1202 036687-98-6 4
Abundance  Scan 21 (3.412 min): BG055986.D\data.ms (-16) (-) m/z 73.00 100.00%

73.0
43.1
5000
55.0 87.0

H 340 360 3.80
oH_m_m_m“!”wHH_HW‘HH_M‘HH m/z 43.10 61.89%

m/z--> 10 20 30 40 50 60 70 80 90
Abundance #861: Isobutylamine
30.0
5000 \‘\\\\\\\\‘\\

340 3.60 3.80
m/z 55.00 31.53%

73.0
w0 | %0 so 7
\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #2106: (3S)-3-Pyrrolidino
43.0
“‘ T
3.40 360 3.80
5000 ITI/Z 87.00 31.45%
300 60 87.0
57.0 .
obrrg 289 Al ol ST0 BT |
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #74302: 1-Trifluoroacetoxy-2-methylpentane T
43.0 3.40 3.60 3.80
69.0 m/z 45.08  17.58%
5000 55.0
‘ 84.0
ou_m_m_m“!"}“w!u_mum_“wu” I —
m/z--> 10 20 30 40 50 60 70 80 90 3.40 360 3.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121522\
Data File : BG@55986.D

Acq On : 15 Dec 2022 21:14
Operator : CG/JU

Sample : N6058-01 2X

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 2 Oxirane, [(1-methylethoxy)m... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
5.421 2.72 ng 8942 1,4-Dichlorobenzene-d4 8.383

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Oxirane, [(1-methylethoxy)methyl]- 116 C6H1202 004016-14-2 64
2 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 9
3 Butane 58 C4H1e 000106-97-8 7
4 2,3-Butanedione, monooxime 101 C4H7NO02 000057-71-6 7
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 5

Abundance Scan 363 (5.421 min): BG055986.D\data.ms (-359) (-) m/z 43.00 100.00%

59.0
5000
101.0 R R RRRN
‘ 5.00 5.20 5.40 5.60 5.80
0Ll e m/z 59.00 52.95%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #9299: Oxirane, [(1-methylethoxy)methyl]-
43.0
59.0
29.0
5000 I L AU N R
5.00 5.20 5.40 5.60 5.80
101.0 . .57%
23.0 m/z 101.00 19.57
Ly M‘ H‘ ‘ 86.0 ‘
O \\\‘\\\\‘\\\\‘\\\\‘\\\w’\\\\‘\\\\}\\\\‘\‘1\\‘\\}\‘\\\\‘\\\\‘\
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
R R RRRN
5.00 5.20 5.40 5.60 5.80
5000 59.0 m/z 58.00 12.81%
101.0
29.‘0 L ‘ 83.0
0L el e e e
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #263: Butane e
43.0 5.00 5.20 5.40 5.60 5.80
m/z 41.00 11.17%
5000 29.0
58.0
m/z--> 0 10 20 30 40 50 60 70 80 90 100 5.00 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121522\
Data File : BG@55986.D

Acq On : 15 Dec 2022 21:14
Operator : CG/JU

Sample : N6058-01 2X

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 Pentadecanoic acid, 14-meth... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.353 18.57 ng 161544  Phenanthrene-di10 17.724
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 90
2 Hexadecanoic acid, 2-methyl- 270 C17H3402 027147-71-3 89
3 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 83
4 Methyl 11-methyl-dodecanoate 228 C14H2802 1000336-45-1 78
5 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 76
Abundance Scan 2564 (18.353 min): BG055986.D\data.ms (-2559) (- | m/z 74.00 100.00%
74.0
43.1
5000 227.2
143.0
— ——
H ‘ 185.1 2701 18.00 18.50
OwwwuwNMNWNMJMﬁﬁﬁﬂHuwﬂuwwwwkwth‘qu\uwmw, m/z 87.00 84.34%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #161238: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
5000 270.C T 1
43.0 18.00 18.50
143.0 227.0 m/z 43.10 56.19%
185.0 ‘
O \H‘\‘\‘H“‘\\\”\‘M‘\\“‘\“\“M\‘\‘]‘TH‘\‘\‘\‘\H‘HH‘\\H‘HH“\\H‘HH“HH‘HH’
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #161190: Hexadecanoic acid, 2-methyl-
74.0
== T
18.00 18.50
5000 270.C m/z 41.05 51.04%
43.0
H 1020 1430 . 2130
0 m_m_m,m“m‘M“""""""J"m"‘ww_ww_m,
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #109335: Tridecanoic acid, methyl ester o T
74.0 18.00 18.50
m/z 55.00 47.53%
5000
43.0 143.0
185.0
m/z--> 20 40 60 80 100120140160180200220240260 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121522\
Data File : BG@55986.D

Acq On : 15 Dec 2022 21:14
Operator : CG/JU

Sample : N6058-01 2X

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.571 4.02 ng 34974  Phenanthrene-die 17.724
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 78
2 Dodecanoic acid 200 C12H2402 000143-07-7 35
3 Adipic acid, hexyl 2-methylbutyl... 300 C17H3204 1000324-67-5 27
4 Tridecanoic acid 214 C13H2602 000638-53-9 27
5 Chlorpropham 213 C10H12C1INO2 000101-21-3 27
Abundance Scan 2601 (18.571 min): BG055986.D\data.ms (-2597) (- | m/z 43.00 100.00%
43.0 73.0
213.2
129.0
5000 171.1
256.1
T \
NFTTInE |
ol LR L] “W L w2 730 9e.54%
miz--> 50 100 150 200 250 300
Abundance #143509: n-Hexadecanoic acid
43.0 73.0
5000 256.0 T T
129.0 18.50
213.0 m/z 55.00 84.98%
‘ ‘ ‘ 171.0
ok \“ M‘M \“‘H‘\‘H} ‘m“‘ “ “‘m‘ L ‘\r —
miz—-> 50 100 150 200 250 300
Abundance #75718: Dodecanoic acid
73.0
T \
18.50
m/z 60.00 75.28%
5000 43.0 129.0
71.0
o Ll e
miz--> 50 100 150 200 250 300
Abundance #199491: Adipic acid, hexyl 2-methylbutyl ester ‘A‘ — ‘
129.0 18.50
m/z 213.20  73.93%
5000 213.0
43.0
87.0 ‘ 171.0
PP T V. TR
m/z--> 50 100 150 200 250 300 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121522\
Data File : BG@55986.D

Acq On : 15 Dec 2022 21:14

Operator : CG/JU

Sample : N6058-01 2X

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 5 unknownl8.782 Concentration Rank 8

R.T EstConc Area Relative to ISTD R.T.
18.782 2.57 ng 22393 Phenanthrene-d10 17.724
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 43
2 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 43
3 Anthracene, 9-methyl- 192 C15H12 000779-02-2 43
4 1-(9-Phenanthrenyl)-2-propanol 236 C17H160 1000326-09-0 43
5 Anthracene, 2-methyl- 192 C15H12 000613-12-7 43

Abundance Scan 2637 (18.782 min): BG055986.D\data.ms (-2631) (- | m/z 192.00 100.00%
192.0
5000
NS rA A g I TRAIY]
79.0 111.0 147.0 238.9 19. 18.50 19.00
o220 L 1) L A m/z 190.00  75.33%
m/z--> 50 100 150 200 250 300
Abundance #67016: 1H-Indene, 2-phenyl-
192.0
5000 — mn AN

18.50 19.00
m/z 189.00  66.92%

O 27\0\ “63‘0 | 115 0 152 ¢ "
T L ’ T T ’ LI T \ L T ’ L L ’ L L ’ L
m/z--> 50 100 150 200 250 300
Abundance #67042: Phenanthrene, 4-methyl-
192.0
wldirtiyy/ 4

18.50 19.00
5000 m/z 191.00 57.80%
82.0
28.0 \ u\ 139.0 |
T \ T " \“\H\‘ T T T T \ "\h\‘\‘ ’ T T T T ’ T T T T ’ T T
miz--> 50 100 150 200 250 300
Abundance #67020: Anthracene, 9-methyl-
192.0 18.50 19.00
m/z 187.00 24.18%
5000
96.0
27 0 63 O A \“ 152 q L
e s e R
m/z--> 50 100 150 200 250 300 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121522\
Data File : BG@55986.D

Acq On : 15 Dec 2022 21:14
Operator : CG/JU

Sample : N6058-01 2X

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 Methyl 9-cis,11-trans-octad... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.481 80.30 ng 698518  Phenanthrene-di0 17.724
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Methyl 9-cis,11-trans-octadecadi... 294 C19H3402 013058-52-1 98
2 Methyl 10-trans,12-cis-octadecad... 294 C19H3402 1000336-44-2 98
3 8,11-Octadecadienoic acid, methy... 294 C19H3402 056599-58-7 96
4 9,11-Octadecadienoic acid, methy... 294 C19H3402 013038-47-6 96
5 11,14-Octadecadienoic acid, meth... 294 C19H3402 056554-61-1 95
Abundance Scan 2756 (19.481 min): BG055986.D\data.ms (-2751) (- | m/z 67.00 100.00%
67.0
5000
09.1
150.1 263.1 Ta'en
‘\‘ Hh Lo 2981 | 3020 19.50
0 b L bl bt d o SREH 0 m/z 81.00 80.15%
m/z--> 50 100 150 200 250 300
Abundance  #191892: Methyl 9-cis,11-trans-octadecadienoate
67.0
5000 =1
19.50
09.0 294.0 m/z 55.00 79.68%
‘ h 150.0 2200 ‘
O T T ““‘\ h M \‘HL’ ‘H\‘ \hH‘ \‘ HH\ "‘h \““\‘1'@7\”.0‘ T } .\ T ‘ \“ L \“ T T T
miz--> 50 100 150 200 250 300
Abundance  #191901: Methyl 10-trans,12-cis-octadecadienoate
67.0
T
19.50
5000 m/z 41.00 71.22%
09.0 294.0
‘ h 150.0
SEITH 1 R N
m/z--> 50 100 150 200 250 300
Abundance  #191899: 8,11-Octadecadienoic acid, methyl ester o
67.0 19.50
m/z 79.00 56.49%
5000
09.0
29.
150.0 294.0
o JH“,‘MW‘”p‘“u | 1187.02200 2590 | JL
m/z--> 50 100 150 200 250 300 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121522\
Data File : BG@55986.D

Acq On : 15 Dec 2022 21:14
Operator : CG/JU

Sample : N6058-01 2X

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 7 11-Octadecenoic acid, methy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.511 43.75 ng 380577  Phenanthrene-die 17.724
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 98
2 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 98
3 trans-13-Octadecenoic acid, meth... 296 C19H3602 1000333-61-3 98
4 9-Octadecenoic acid, methyl este... 296 C19H3602 001937-62-8 96
5 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 96

Abundance Scan 2761 (19.511 min): BG055986.D\data.ms (-2759) (- | m/z 55.00 100.00%
55.0

-

5000
U \
19.50
0! m/z 41.00 74.43%
miz--> 50 100 150 200 250 300 350
Abundance #194424: 11-Octadecenoic acid, methyl ester JL
55.0
5000 7.0 264.0 1050 |
46.0 160.0 2220 ‘ m/z 43.05 51.52%
o! u\“hn‘n‘h\‘w \!\ - }\L P ‘\‘ ———
miz--> 50 100 150 200 250 300 350
Abundance #194419: 10-Octadecenoic acid, methyl ester
53.0
U \
19.50
5000 ITI/Z 69.00 48.67%
7.0
264.0
H | 1370 180.0 222.0
ol IR TH TR NG ‘ﬂ“‘w E—
m/z--> 50 100 150 200 250 300 350
Abundance  #194454: trans-13-Octadecenoic acid, methyl ester T :
53.0 19.50
m/z 74.00 39.31%
5000
97.0
oL 11| 500 1300 220 200
0 L U
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\BG121522\
Data File : BG@55986.D

Acq On : 15 Dec 2022 21:14
Operator : CG/JU

Sample : N6058-01 2X

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 8 Heptadecanoic acid, 16-meth... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.634 9.36 ng 81420  Phenanthrene-d10 17.724
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 93
2 Tridecanoic acid, 12-methyl-, me... 242 C15H3002 005129-58-8 83
3 Nonadecanoic acid, methyl ester 312 C20H4002 001731-94-8 83
4 Methyl stearate 298 C19H3802 000112-61-8 70
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 60
Abundance Scan 2782 (19 634 min): BG055986.D\data.ms (-2778) ( | m/z 74.00 100.00%
74.0
255.2
5000 1431 1991
293 1950 2000
oot o Lo, 3400 ' '
0! Ay \\muwm oy \\w Ll \u i, Ly N ST m/z 87.00 87.36%
m/z--> 50 100 150 200 250 300 350
Abundance #197353: Heptadecanoic acid, 16-methyl-, methyl ester
74.0
5000 1950 2000
143.0 255.0 : T
‘ 199.0 298.0 m/z 43.10 76.59%
O\\\\"‘\“‘\\“‘ ‘\“\“\ \‘ ‘\ \‘\‘\‘\\\\‘ ‘\‘\\\L‘\\\\‘\
miz--> 100 150 200 250 300 350
Abundance #126267.Tndecanmcacm,124nemyh,meﬂwleﬁer
74.0
e o
19.50 20.00
5000 m/z 55.00 58.58%
143.0 199.0
2L | ‘ 242.0
L St i .
m/z--> 50 100 150 200 250 300 350
Abundance #214951: Nonadecanoic acid, methyl ester == —
74.0 19.50 20.00
m/z 41.00 56.42%
5000
143.0
312.0
I ‘ 199.0 20907
oHH,““““uuk‘_m_mwum_uw_ SIS —
m/z--> 100 150 200 250 300 350 19.50 20.00

8270-BG121322.M Fri Dec 16 13:05:44 2022 Page: 10



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121522\
Data File : BG@55986.D

Acqg On : 15 Dec 2022 21:14
Operator : CG/JU

Sample : N6058-01 2X

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.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|
unknown3.412 3.412 3.5 ng 11435 1 8.383 65714 20.0
Oxirane, [(1-me... 5.421 2.7 ng 8942 1 8.383 65714 20.0
Pentadecanoic a... 18.353 18.6 ng 161544 4 17.724 173983 20.0
n-Hexadecanoic ... 18.571 4.0 ng 34974 4 17.724 173983 20.0
unknown18.782 18.782 2.6 ng 22393 4 17.724 173983 20.0
Methyl 9-cis,11... 19.481 80.3 ng 698518 4 17.724 173983 20.0
11-Octadecenoic... 19.511 43.8 ng 380577 4 17.724 173983 20.0
Heptadecanoic a... 19.634 9.4 ng 81420 4 17.724 173983 20.0
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