LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040621\
Data File : BP0@5206.D

Acqg On : 06 Apr 2021 20:33 Instrument :
Operator : CG/JU BNA_P

Sample : M1924-01 ClientSampleld :
Misc : NB-07-040221

ALS Vvial : 17 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_ P\Methods\8270E-BP©32321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@5206.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.293 368 375 384 rBV 309963 437621 30.33% 4.814%
2 6.875 637 644 656 rVB 284246 460053 31.88% 5.061%
3 7.693 776 783 791 rVB 87602 133593 9.26% 1.470%
4 8.852 972 980 991 rBV 169827 283957 19.68%  3.124%
5 10.481 1250 1257 1264 rBV 105163 176162 12.21%  1.938%
6 12.963 1672 1679 1687 rBV 413181 588839 40.81% 6.477%
7 13.810 1817 1823 1830 rBV2 9379 18544 1.29% 0.204%
8 14.351 1908 1915 1921 rBV2 150303 229295 15.89%  2.522%
9 15.404 2089 2094 2099 rBV 12436 19415 1.35% 0.214%
10 15.851 2162 2170 2177 rBV 274915 396392 27.47% 4.360%
11 16.075 2204 2208 2216 rBVS8 7065 16428 1.14% 0.181%
12 17.110 2377 2384 2388 rBV 193943 267707 18.55% 2.945%
13 17.157 2388 2392 2397 rVB 59928 88035 6.10% ©.968%
14 17.245 2402 2407 2412 rVB 21790 31500 2.18%  0.346%
15 17.792 2495 2500 2506 rBV 385123 431340 29.89% 4.745%
16 17.986 2528 2533 2534 rBV 22648 26921 1.87% 0.296%
17 18.010 2534 2537 2547 rVB2 68808 126819 8.79%  1.395%
18 18.169 2559 2564 2569 rBV3 25645 49016 3.40% ©0.539%
19 18.210 2569 2571 2576 rVB 14450 15682 1.09% 0.173%
20 18.475 2610 2616 2621 rBv4 9267 14575 1.01% 0.160%

21 18.898 2680 2688 2691 rBV 1177389 1442873 100.00% 15.872%
22 18.933 2691 2694 2703 rVV2 933351 1160921 80.46% 12.770%
23 19.057 2711 2715 2720 rVB 186983 217541 15.08%  2.393%
24 19.133 2720 2728 2736 rBV 139209 226400 15.69%  2.490%

25 19.251 2742 2748 2751 rBV5 22231 36596 2.54%  ©.403%
26 19.486 2780 2788 2796 rVB 116174 181284 12.56%  1.994%
27 19.686 2817 2822 2833 rVB 733078 865528 59.99% 9.521%
28 19.969 2861 2870 2875 rBV2 26261 55898 3.87% ©.615%
29 20.016 2876 2878 2884 rVB7 14538 20714 1.44% 0.228%
30 20.069 2884 2887 2890 rVB2 19454 21623 1.50% 0.238%
31 20.128 2893 2897 2900 rBV 37912 43291 3.00% 0.476%
32 20.163 2900 2903 2909 rVB6 24468 35780 2.48% 0.394%
33 20.222 2909 2913 2917 rBV6 24485 33660 2.33% ©.370%
34 20.257 2917 2919 2922 rBV 14436 16191 1.12% ©0.178%
35 20.428 2944 2948 2952 rVB7 16604 23718 1.64% ©.261%

36 20.927 3029 3033 3040 rVB3 71614 106691 7.39% 1.174%

8270E-BP032321.M Wed Apr 07 08:40:24 2021 Pa 1



LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040621\
Data File : BP0@5206.D

Acqg On : 06 Apr 2021 20:33
Operator : CG/JU

Sample : M1924-01

Misc :

ALS Vvial : 17 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_ P\Methods\8270E-BP©32321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 21.051 3051 3054 3058 rBV4 14965 22023 1.53% 0.242%
38 21.210 3075 3081 3085 rBV2 274982 410866 28.48% 4.520%
39 21.245 3085 3087 3092 rVB 53258 58636 4.06% 0.645%

40 23.486 3463 3468 3474 rVB2 166301 298830 20.71%  3.287%

Sum of corrected areas: 9090958
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

Abundance

1000000

800000

600000

400000

200000

: 06 Apr 2021 20:33
: CG/JU
: M1924-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040621\
BP005206.D

: 17  Sample Multiplier: 1

d : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NIST11.L
tion Parameters: LSCINT.P

TIC: BP005206.D\data.ms

5.293 6.875

8.852
7.693 10.481

0
Time-->
Abundance

1000000

800000

600000

400000

200000

350 4.00 450 5.00 5.50 6.00 650 7.00 750 800 850 9.00 9.50 10.00 10.50 11.00 11.50
TIC: BP005206.D\data.ms

18.898
18/933
19.686
12.963 17.792
15.851
17.110 19.057
14.351 '133.9.486
171157 ﬁ%ﬁ%ﬂﬂﬁ??
13.810 15.404  |16.075 35 475 | 251 1

0
Time-->
Abundance

1000000

800000

600000

400000

200000

0

12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
TIC: BP005206.D\data.ms

21.210

20.9271)245

Time-->

21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040621\
Data File : BP0@5206.D

Acqg On : 06 Apr 2021 20:33
Operator : CG/JU

Sample : M1924-01

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.792 32.22 ng 431340  Phenanthrene-d10 17.110
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 96
3 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 91
4 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86
5 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 83
Abundance Scan 2500 (17.792 min): BP005206.D\data.ms (-2495) (-  m/z 74.05 100.00%
74.0
5000
— —
H ‘H 1432 22‘73 17.50 18.00
ob ooty PRI MTSERS sz g7.05 7362
miz--> 100 150 200 250 300 350 400 450 500 550
Abundance #119408: Hexadecanoic acid, methyl ester
74.0
5000 foE r—f
17.50 18.00
143.0 m/z 43.10 4.55%
M ‘ 227.0
\\\\“\‘\‘\L\l“\\‘\\‘\\‘\‘\“\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
17 50 18 00
5000 m/z 55.05 %
1, 20 2o
\\\\‘\‘J1\\‘\\‘“\‘\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #84485: Tridecanoic acid, methyl ester =
74.0 17. 50 18 00
m/z 41.05 %
5000
143.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 17. 50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040621\
Data File : BP0@5206.D

Acqg On : 06 Apr 2021 20:33
Operator : CG/JU

Sample : M1924-01

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Phenanthrene, 2-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.986 2.01 ng 26921  Phenanthrene-die 17.110
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 93
2 Anthracene, 2-methyl- 192 C15H12 000613-12-7 93
3 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 81
4 Anthracene, 9-methyl- 192 C15H12 000779-02-2 81
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 81

Abundance Scan 2533 (17.986 min): BP005206.D\data.ms (-2528) (-  m/z 192.20 100.00%
1

9.2
5000
—

94.6 18.00
35,7 ubb ey did 2741 3411 414247738409 5 191 15 55.78%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #54749: Phenanthrene, 2-methyl-
192.0
5000 T
18.00

m/z 189.20  31.82%

39.0 %60 | |
\\\\‘\\\\‘\\\T[\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #54734: Anthracene, 2-methyl-
192.0
4

18.00

5000 ITI/Z 193.05 16.51%
96.0
H**M*ML**H\J”‘\H**w**w*w*\w**w**w**ww*w*\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #54727: 1H-Indene, 2-phenyl- T
192.0 18.00

m/z 190.15 15.99%

5000
510 1150
L

o
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040621\
Data File : BP0@5206.D

Acqg On : 06 Apr 2021 20:33
Operator : CG/JU

Sample : M1924-01

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

18.010 9.47 ng 126819  Phenanthrene-die 17.110
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Pentadecanoic acid 242 C15H3002 001002-84-2 62
3 Tetradecanoic acid 228 C14H2802 000544-63-8 53
4 Tridecanoic acid 214 C13H2602 000638-53-9 53
5 Octadecanoic acid 284 C18H3602 000057-11-4 53

Abundance Scan 2537 (18.010 min): BP005206.D\data.ms (-2534) (-  m/z 73.10 100.00%

7’2
5000
2133 S :
I 500
A l"‘HHw\w_m_m 3423 44345068  n/z 60.05  69.75%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 T I
18.00
213.0 m/z 55.10 56.91%
\\\“‘ }’l’“th\‘k\\‘\”
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #95855: Pentadecanoic acid
73.0
T [
18.00
5000 m/z 41.05 51.38%
‘ 143.0 242.0
1, MMHM,,
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #84453: Tetradecanoic acid — ‘
73.0 18.00
m/z 43.10 48.93%
5000
L 228.0
143.0 \
el | gy
m/z--> 50 100 150 200 250 300 350 400 450 500 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040621\
Data File : BP@@5206.D

Acqg On : 06 Apr 2021 20:33

Operator : CG/JU

Sample : M1924-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 unknownl8.169 Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
18.169 3.66 ng 49016  Phenanthrene-d10 17.110
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphtho[1,2-b]norbornadiene 192 C15H12 1000210-14-8 46
2 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 35
3 Anthracene, 2-methyl- 192 C15H12 000613-12-7 30
4 Anthracene, 1-methyl- 192 C15H12 000610-48-0 30
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 30

Abundance Scan 2564 (18.169 min): BP005206.D\data.ms (-2559) (-

m/z 189.15 100.00%

189.2
5000
94.7
= —
{ ‘ ‘ 18.00 18.50
phithhe gk b 28213473 4151 5054 /0 192,15  89.28%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #54755: Naphtho[1,2-b]norbornadiene
192.0
5000 e -
18.00 18.50
m/z 190.20 80.00%
95.0 |
‘H\‘\"\‘\“rl"\‘l‘\l\'\\\‘"\”\‘\ (L B L L L B B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #53204: 4H-Cyclopenta[deflphenanthrene
190.0
— =y
18.00 18.50
5000 ITI/Z 191.15 61.18%
95.0
27.0 A
S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #54735: Anthracene, 2-methyl- ol ””W“qMAW
192.0 18.00 18.50
m/z 94.70 26.78%
5000
83.0
150 [ |
R R R AR A B e e R RN RRRRN —— —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040621\
Data File : BP0@5206.D

Acqg On : 06 Apr 2021 20:33
Operator : CG/JU

Sample : M1924-01

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 9,12-Octadecadienoic acid (... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

18.898 107.80 ng 1442870 Phenanthrene-d10 17.110
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 99
2 Methyl 10-trans,12-cis-octadecad... 294 C19H3402 1000336-44-2 95
3 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 95
4 cis-7-Dodecen-1-yl acetate 226 C14H2602 014959-86-5 94
5 12,15-Octadecadienoic acid, meth... 294 C19H3402 057156-97-5 93

Abundance Scan 2688 (18.898 min): BP005206.D\data.ms (-2680) (-  m/z 67.05 100.00%

67.0
5000
{ ’ ” m F’ 05. 326 18 50 19 00
O bl Lkah%“H‘_‘H3%?%‘H4E5E?Z32‘?ﬁ%F m/z 81.10  86.20%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #139724: 9,12-Octadecadienoic acid (Z,Z)-, methyl ester
67.0
5000 7
18.50 19 00
0.0 2040 m/z 95.15 60.17%
‘ T \l‘\ \\"h’\ m“”\lh\ﬂ:lh\ ‘}[\‘\‘\ \2‘?\0\\0‘ \‘{\ T \“ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #139709: Methyl 10-trans,12-cis-octadecadienoate
67.0
—
18.50 19 00
5000 ITI/Z 55.10 51.71%

294.0
il |’ LL 1 | 2200

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

Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)- — —
67.0 18.50 19.00

m/z 82.10 45.36%

5000

hﬂﬁn|\ 262.0

T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040621\
Data File : BP0@5206.D

Acqg On : 06 Apr 2021 20:33
Operator : CG/JU

Sample : M1924-01

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 9-Octadecenoic acid (Z)-, m... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.933 86.73 ng 1160920  Phenanthrene-d10 17.110
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 99
2 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 99
3 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 99
4 9-Octadecenoic acid, methyl este... 296 C19H3602 001937-62-8 99
5 9-Octadecenoic acid, methyl ester 296 C19H3602 002462-84-2 99

Abundance Scan 2694 (18.933 min): BP005206.D\data.ms (-2691) (-  m/z 55.10 100.00%

55.1
5000
—r
19.00
0l 8559  457.3 523.1 m/z 69.10 81.18%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141302: 9-Octadecenoic acid (Z)-, methyl ester
55.0
5000 T
19.00
m/z 74.10 72.46%
| 1800 264.0
\\‘\“\J \H‘“\d\u\lll\“‘“\“\\\\‘\J\\‘\I\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141287: 14-Octadecenoic acid, methyl ester
55.0
—rh
19.00
5000 m/z 83.10  65.46%
L 264.0
5.0
1
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141285: 10-Octadecenoic acid, methyl ester Co
55.0 19.00
m/z 41.10 65.02%
5000
264.0
‘ 3 0180.0
H“‘\"m'i‘u““'\"u‘uuM‘:uwmwuwmWm_m_m_ —~
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040621\
Data File : BP0@5206.D

Acqg On : 06 Apr 2021 20:33
Operator : CG/JU

Sample : M1924-01

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Methyl stearate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.057 16.25 ng 217541  Phenanthrene-die 17.110
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 99
2 Methyl tetradecanoate 242 C15H3002 000124-10-7 93
3 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 91
4 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 90
5 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 87

Abundance Scan 2715 (19.057 min): BP005206.D\data.ms (-2711) (-  m/z 74.05 100.00%

740
5000
1432 — 1L ‘
.
o‘H"M'HWH_m,m‘,Mm‘H?’ﬁ?’?”_43‘9_1”5‘39? m/z 87.10  77.36%

m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #143130: Methyl stearate
74.0
—r

5000
19.00
143.0 m/z 43.05 27.77%
| \ 255.0
\”‘W‘JWH*J‘W‘“J“”“”“W“W‘”‘\”“W‘”\‘”‘!
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #95861: Methyl tetradecanoate
74.0
1&00 |
5000 m/z 55.10  23.20%
w‘*w*M“%%ﬁi?*‘M%éig**M‘H\H*w**www*w*w*w
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #131300:Hemadecandcacm,meﬂwlesmr —r
74.0 19.00

m/z 41.05 21.33%

5000
\‘ 143.0 284.0
e 2130 7] |

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040621\
Data File : BP0@5206.D

Acqg On : 06 Apr 2021 20:33
Operator : CG/JU

Sample : M1924-01

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 11H-Benzo[b]fluorene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.969 2.72 ng 55898 Chrysene-d12 21.210
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 90
2 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 81
3 Pyrene, 1-methyl- 216 C17H12 002381-21-7 80
4 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 72
5 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 72

Abundance Scan 2870 (19.969 min): BP005206.D\data.ms (-2861) (-  m/z 216.20 100.00%

216.2
5000
106.9 éobd
43.1 ' 281.1 :
ot bkl T7R08410 4292 5364, 515 20 76.18%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #74418: 11H-Benzol[b]fluorene
216.0
5000 1
20.00
m/z 213.20  18.23%
107.0
39.0 | |
‘\\\\‘\\\\‘\\\\’\\\1’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #74423: 11H-Benzo[a]fluorene
216.0
e
20.00
5000 ITI/Z 217.15 17.36%
108.0
43.0 .
R R R R R N A R RARR RN
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #74411: Pyrene, 1-methyl- T
216.0 20.00
m/z 106.90 10.17%
5000
95.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040621\
Data File : BP0@5206.D

Acqg On : 06 Apr 2021 20:33
Operator : CG/JU

Sample : M1924-01

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Pyrene, 1-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
20.128 2.11 ng 43291 Chrysene-d12 21.210
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyrene, 1-methyl- 216 C17H12 002381-21-7 96
2 Pyrene, 4-methyl- 216 C17H12 003353-12-6 95
3 Pyrene, 2-methyl- 216 C17H12 003442-78-2 90
4 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 68
5 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 64
Abundance Scan 2897 (20.128 min): BP005206.D\data.ms (-2893) (-  m/z 216.15 100.00%
216.2
- s MM
= o
1 143.2 283.3 20.00 20.50
bl 250 357.3413.7470.4 5365 1/ 515 15 50.15%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #74415: Pyrene, 1-methyl-
216.0
5000 A il
20.00 20.50
m/z 74.10 37.70%
108.0
ﬂ]\“‘q\\\A“‘\\\\‘\\\il‘l\l‘\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #74409: Pyrene, 4-methyl-
216.0
— —
20.00 20.50
5000 m/z 87.10 24.37%
108.0
XY S Y
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #74413: Pyrene, 2-methyl- T 7
216.0 20.00 20.50
m/z 217.25 17.53%
5000 95.0 W\\M{\JM
\\\‘\\H"“HH‘M‘L“J‘MW\\,uH‘\m‘\m‘\m‘uu‘\ L — I —
m/z--> 50 100 150 200 250 300 350 400 450 500 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040621\
Data File : BP0@5206.D

Acqg On : 06 Apr 2021 20:33
Operator : CG/JU

Sample : M1924-01

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 2- Chloropropionic acid, oc... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

20.927 5.19 ng 106691 Chrysene-d12 21.210
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2- Chloropropionic acid, octadec... 360 C21H41C102 088104-31-8 94
2 Nonadecyl trifluoroacetate 380 C21H39F302 1000351-76-3 94
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91
4 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 91
5 1-Heneicosanol 312 C21H440 015594-90-8 91

Abundance Scan 3033 (20.927 min): BP005206.D\data.ms (-3029) (-  m/z 57.10 100.00%
57.1

5000

2 2262 21.00

_m,wH“Ww“h'}wmMe4“‘:‘3“«%97‘:1“3‘5“7:{ﬁ??;‘l”ﬁ?‘oﬁ_ m/z 83.10 96.74%

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

Abundance  #190678: 2- Chloropropionic acid, octadecyl ester
57.0

-

5000 T

21.00
m/z 69.10 96.31%

Ll |
‘\\\\’\

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

-

Abundance #202424: Nonadecy! trifluoroacetate
57.0
——
21.00
5000 ITI/Z 97.15 95.49%
125.0
311.0
A 2880 S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #175127: Trifluoroacetoxy hexadecane —
57.0 21.00

m/z 43.10  83.95%

5000

=
(4]
o

UL 2980 2690

n N |
(LA SR L L O L L B L I IR L R LI LRI IR B T

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00

8270E-BP032321.M Wed Apr 07 08:40:30 2021 Page: 13



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040621\
Data File : BP0@5206.D

Acqg On : 06 Apr 2021 20:33
Operator : CG/JU

Sample : M1924-01

Misc :

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP©32321.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|
Hexadecanoic ac... 17.792 32.2 ng 431340 4 17.110 267707 20.0
Phenanthrene, 2... 17.986 2.0 ng 26921 4 17.110 267707 20.0
n-Hexadecanoic ... 18.010 9.5 ng 126819 4 17.110 267707 20.0
unknown18.169 18.169 3.7 ng 49016 4 17.110 267707 20.0
9,12-Octadecadi... 18.898 107.8 ng 1442870 4 17.110 267707 20.0
9-Octadecenoic ... 18.933 86.7 ng 1160920 4 17.110 267707 20.0
Methyl stearate 19.057 16.3 ng 217541 4 17.110 267707 20.0
11H-Benzo[b]flu... 19.969 2.7 ng 55898 5 21.210 410866 20.0
Pyrene, 1-methyl-  20.128 2.1 ng 43291 5 21.210 410866 20.0
2- Chloropropio... 20.927 5.2 ng 106691 5 21.210 410866 20.0
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