LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42321\
Data File : BM@29627.D

Acqg On : 23 Apr 2021 23:45 Instrument :
Operator : CG/JU BNA_M

Sample : M2143-01 5X ClientSampleld :
Misc : HD-01-042221

ALS Vvial : 15 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 M\Methods\8270-BM042121.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@29627.D\data.ms

peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total

1 10.410 1269 1279 1285 rBV2 495687 1058522 1 0
2 11.851 1518 1524 1534 rBV 426130 672915 1 0
3 13.110 1731 1738 1745 rBV 677812 992730 1.61% 0.464%
4 14.192 1916 1922 1927 rBV 868676 1100329 1 0
5 14.280 1930 1937 1944 rVB 734388 1190093 1 0

6 15.145 2076 2084 2089 rBV 857890 1160521 1.88% ©
7 15.768 2185 2190 2199 rVB3 398227 657976 1.07% ©
8 16.009 2226 2231 2244 rBV 951959 1654113 2.68% ©.773%
9 16.798 2361 2365 2369 rBV 773516 912519 1.48% o
10 17.027 2399 2404 2407 rBV 821405 1183956 1.92% o

11 17.068 2407 2411 2416 rVB 1098501 1424835 2.31% ©.666%
12 17.533 2486 2490 2495 rBV 721598 925002 1.50% 0.432%
13 17.715 2515 2521 2525 rBV 17386411 21127106 34.21% 9.877%
14 17.945 2555 2560 2569 rVB2 1012578 1475758 2.39% ©0.690%
15 18.227 2602 2608 2611 rBV2 657885 936655 1.52% ©0.438%

16 18.874 2706 2718 2721 rBV2 29747313 61753956 100.00% 28.870%
17 18.909 2721 2724 2732 rVB2 30657627 51202533 82.91% 23.937%
18 18.974 2732 2735 2739 rVB4 560084 855077 1.38% ©.400%
19 19.027 2739 2744 2748 rBV 7739697 8725373 14.13% 4.079%
20 19.092 2748 2755 2758 rBV 5927791 9356031 15.15% 4.374%

21 19.227 2776 2778 2786 rVB4 527376 888093 1.44%  ©.415%
22 19.392 2802 2806 2809 rBV 1825059 2211295 3.58% 1.034%
23 19.450 2812 2816 2826 rVB 3522841 5451716  8.83%  2.549%
24 19.662 2845 2852 2855 rBv2 753908 1202605 1.95% ©.562%
25 19.886 2886 2890 2892 rBV 1391227 1646461 2.67% ©.770%
26 19.915 2892 2895 2897 rBV3 681192 796649 1.29% 0.372%
27 19.986 2904 2907 2909 rBV2 615979 742845 1.20% ©.347%
28 20.009 2909 2911 2915 rVB 952424 945459 1.53% 0.442%
29 20.121 2923 2930 2933 rBV3 1483677 2185907 3.54% 1.022%
30 20.692 3024 3027 3031 rVB 610035 666506 1.08% ©.312%
31 20.939 3065 3069 3073 rVW2 677083 915313 1.48% 0.428%
32 20.992 3075 3078 3083 rVB 510650 629159 1.02% 0.294%
33 21.197 3109 3113 3119 rBV2 3526366 6558164 10.62%  3.066%
34 21.250 3119 3122 3131 rVB 2922653 3573501 5.79% 1.671%
35 21.368 3139 3142 3147 rBV 621303 837150 1.36% ©.391%

36 21.797 3212 3215 3222 rVB3 840119 1294919 2.10% 0.605%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42321\
Data File : BM@29627.D

Acqg On : 23 Apr 2021 23:45
Operator : CG/JU

Sample : M2143-01 5X

Misc :

ALS Vvial : 15 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 M\Methods\8270-BM042121.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 22.756 3372 3378 3383 rBV 2650880 6120825 9.91% 2.861%
38 22.921 3402 3406 3413 rVB 609221 1002101 1.62% ©.468%
39 23.221 3453 3457 3465 rVB 1505745 2587254  4.19% 1.210%
40 23.315 3467 3473 3480 rVB 2340342 4424783 7.17%  2.069%

41 23.409 3486 3489 3493 rVB2 632227 860227 1.39% 0.402%

Sum of corrected areas: 213906932
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42321\
Data File : BM@29627.D

Acqg On : 23 Apr 2021 23:45
Operator : CG/JU

Sample : M2143-01 5X

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM029627.D\data.ms
3e+07

2.5e+07
2e+07
1.5e+07
1le+07

5000000

10.410

0 ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
Time--> 300 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

Abundance TIC: BM029627.D\data.ms
3e+07 1IRPOO

2.5e+07

2e+07
17.715
1.5e+07

1le+07

5000000

RE 13.110 144280 15.145 15 AB009 16. 74868 17.53817.948 227 8.
R

Time--> 12.00 1250 13.00 13,50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
Abundance TIC: BM029627.D\data.ms
3e+07

2.5e+07

2e+07

1.5e+07

1le+07

5000000

0\ L ‘ L ‘ L ‘ L ’ L ‘ L ‘ L ‘ L ‘ L ’ L ‘ L ‘ L ‘ L ’ L ’ L ‘ L ‘ L ‘ L
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_M\Data\BM@42321\
Data File : BM@29627.D

Acqg On : 23 Apr 2021 23:45
Operator : CG/JU

Sample : M2143-01 5X

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.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 Tridecane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

11.851 12.71 ng 672915 Naphthalene-d8 10.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 95
2 Tetradecane 198 C14H30 000629-59-4 90
3 Hexadecane 226 C16H34 000544-76-3 90
4 Sulfurous acid, 2-ethylhexyl iso... 278 C14H3003S 1000309-19-0 80
5 Decane, 3-bromo- 220 C10H21Br 030571-71-2 72

Abundance Scan 1524 (11.851 min): BM029627.D\data.ms (-1518) (- m/z 57.10 100.00%
57.1

> 50 J\JL\A/’
11‘56 ‘12‘00‘
113.2 184.2 ' ’
om‘m‘UWHM“MMw‘_mu_ﬂfl“r’ﬂ‘wwwwm m/z 43.10  90.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48835: Tridecane
57.0
5000 = T
85.0 11.50 12.00
29.0 m/z 71.10 65.26%
d ‘\ L |, ;11301410 184.0
O\\\‘\\\\‘}\\\‘\\\\“\\\\“\\\‘\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59881: Tetradecane
57.0
== T
11.50 12.00
5000 ITI/Z 41.10 55.54%
85.0
29.0
o L 1130 3630 10 1500
H‘_“w‘u“u‘w“u‘u“_‘u“H“H‘w“u‘u““‘u
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane o —
57.0 11.50 12.00
m/z 85.05 38.61%
5000
85.0
29.0
bbb 11201410 1690 1070 2260 A Ln
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42321\
Data File : BM@29627.D

Acqg On : 23 Apr 2021 23:45
Operator : CG/JU

Sample : M2143-01 5X

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.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 Tetradecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.110 16.68 ng 992730  Acenaphthene-d10 14.280
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 96
2 Hexadecane 226 C1l6H34 000544-76-3 91
3 Tridecane 184 C13H28 000629-50-5 86
4 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 80
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 78

Abundance Scan 1738 (13.110 min): BM029627.D\data.ms (-1731) - m/z 57.10 100.00%
57.1

- il W\J\M
‘ 13.00 13.50
113.2 154.1 198.2 : :
om‘m“i‘m‘uu”mmWHu_m_‘H_Mwwww m/z 43.10 82.78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59881: Tetradecane
57.0
5000 =T ==
85.0 13.00 13.50
290 m/z 71.10 64.47%
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83024: Hexadecane
57.0
= g
13.00 13.50
5000 ITI/Z 41.10 52.19%
85.0
29.0
0 ‘\‘ \‘\ H\ H\ 1 \\11\3014101690 226.0
AR R R e R e RAARARRRERRARR
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48835: Tridecane T ——
57.0 13.00 13.50
m/z 85.10 42.01%
5000
85.0
29.0
o Lm0 s
et e e e e e == e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42321\
Data File : BM@29627.D

Acqg On : 23 Apr 2021 23:45
Operator : CG/JU

Sample : M2143-01 5X

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.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 Hexadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

14.192 18.49 ng 1100330  Acenaphthene-d10 14.280
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Nonadecane 268 C19H40 000629-92-5 91
3 Tetradecane 198 C14H30 000629-59-4 90
4 Heptadecane 240 C17H36 000629-78-7 90
5 Pentadecane 212 C15H32 000629-62-9 86

Abundance Scan 1922 (14.192 min): BM029627.D\data.ms (-1916) (- m/z 57.10 100.00%
57.1

5000 85.1

%

14.00 14.50
\‘ h\ \H\ Ik \\‘1\3 140.1169.1 212.3

(O R e e AARRARRARRERERERRRA RS m/z 43.10 85.42%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #83024: Hexadecane
57.0
5000 e —r=
85.0 14.00 14.50
290 m/z 71.10  68.83%
LUl msomese a0
\‘HH‘\H\‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘\\H‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #117637: Nonadecane
57.0
A =
14.00 14.50
85.0 o
5000 ITI/Z 41.10 52.48%
29.0
0 \‘ -l HH\ \H\ \‘11\\\3 0141 0169.0197.0 268 (
R A e L B AR RRRRRRRRSRERS
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #59882: Tetradecane — —
57.0 14.00 14.50
m/z 85.10 44.75%
5000 85.0
29.0
ol L 1301410169 1%90 .
m/z--> 20 40 60 80 100120140 160180 200 220 240 260 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42321\
Data File : BM@29627.D

Acqg On : 23 Apr 2021 23:45
Operator : CG/JU

Sample : M2143-01 5X

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.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 4 Tridecane, 7-propyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.145 19.50 ng 1160520  Acenaphthene-d10 14.280
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 96
2 Tetradecane 198 C14H30 000629-59-4 87
3 Tridecane, 7-propyl- 226 C16H34 055045-09-5 86
4 Dodecane, 2-methyl-6-propyl- 226 C1l6H34 055045-08-4 80
5 Tridecane 184 C13H28 000629-50-5 64
Abundance Scan 2084 (15.145 min): BM029627.D\data.ms (-2076) (- m/z 57.10 100.00%
57.1
> T ¥/\/bjk/‘/t
‘ 1500 1550
1 165.1 : :
ow_m‘wml‘“;H:“‘Wmm‘_wfﬁl‘?w“““197_2”‘2‘2?? m/z 43.10 81.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83026: Hexadecane
57.0
5000 85.0 T T
15.00 15.50
m/z 71.1@6 70.97%
29.0 11
O\\\\‘\\\\‘\\\H‘\\Hl\‘w‘\\\H“\\‘H\‘\“\]\-\4'i‘].\\()\‘\]‘-\62\()‘\J\-\QZF)\\\Z‘Z\G\\O\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59880: Tetradecane
57.0
== =
15.00 15.50
5000 85.0 m/z 41.10 51.62%
29.0
ook 1201010 1600 2580
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83029: Tridecane, 7-propyl- T —
43.0 15.00 15.50
m/z 85.10 47.25%
71.0
5000
140.0
99.0 183.0
obreerebe e ke L T 2260 i
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.00 15.50

8270-BM042121.M Mon Apr 26 14:54:11 2021 Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42321\
Data File : BM@29627.D

Acqg On : 23 Apr 2021 23:45
Operator : CG/JU

Sample : M2143-01 5X

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.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 Nonadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.009 27.94 ng 1654110 Phenanthrene-d10 17.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 93
2 Nonadecane 268 C19H40 000629-92-5 87
3 Heptadecane 240 C17H36 000629-78-7 86
4 Pentadecane 212 C15H32 000629-62-9 83
5 Tetracosane 338 C24H50 000646-31-1 83

Abundance Scan 2231 (16.009 min): BM029627.D\data.ms (-2226) (- m/z 57.10 100.00%
57.1

> T /LN\AL
16.00 |
113.1 :
0 m‘HH\‘em!wH:WU‘HJ“_u:h_ul“f';‘l”lﬁ??‘l&?m"_%“‘9‘?"‘_”‘ m/z 43.10 82.75%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #48835: Tridecane
57.0
5000 = :
85.0 16.00
29.0 m/z 71.10 72.06%
d L |} ) 1301410 184.0
O H\‘HHH\H‘\\}\“\H\“\H‘\‘\‘\H‘HH‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #117637: Nonadecane
57.0
T I
16.00
5000 850 m/z 85.05 48.71%
29.0
Ol o b S4LOI60 01070 268
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #94345: Heptadecane T
57.0 16.00
m/z 41.10 48.52%
5000 85.0
29.
0 ‘ h Il \\‘113 0\141 0169.0197.0 240 0
HwHH_‘H_Hw‘HWHH‘HHMH‘_HWH‘WHHMH‘_HWH“ —
m/z--> 20 40 60 80 100120140160180200220240260 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42321\
Data File : BM@29627.D

Acqg On : 23 Apr 2021 23:45
Operator : CG/JU

Sample : M2143-01 5X

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.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 Octadecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

16.798 15.41 ng 912519  Phenanthrene-d10 17.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 97
2 Nonadecane 268 C19H40 000629-92-5 91
3 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 91
4 10-Methylnonadecane 282 C20H42 056862-62-5 91
5 Heptadecane 240 C17H36 000629-78-7 90

Abundance Scan 2365 (16.798 min): BM029627.D\data.ms (-2361) (- m/z 57.10 100.00%
57.1

> J\KAAfwAAA\~A/xNN\
1650  17.00
1411 : :
b, L “‘ Lot 18312141 2543 3021/, 43,10 79.71%
m/z--> 50 100 150 200 250 300
Abundance #105886: Octadecane
57.0
5000 — ——
16.50 17.00
m/z 71.10 72.59%
99.0 10 /
O?\GLO\‘ ‘H‘ “‘ H‘ H‘ \ T \ } “\ %8\3\0“ T T T \25‘4\0\ T T ‘ T
m/z--> 50 100 150 200 250 300
Abundance #117637: Nonadecane
57.0
— —
16.50 17.00
5000 m/z 85.10 49.43%
ok \“ \“\ ‘w‘\ u“\ H\ h ‘u\ : ]"4‘1"0‘ ?‘8‘3"0‘ e ‘2‘6%9‘ -
m/z--> 50 100 150 200 250 300
Abundance #152416: Tridecane, 1-iodo- T T
57.0 16.50 17.00
m/z 41.10 46.39%
5000
‘ 0 183.0
0280 I L L e T sion SV e
m/z--> 50 100 150 200 250 300 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42321\
Data File : BM@29627.D

Acqg On : 23 Apr 2021 23:45
Operator : CG/JU

Sample : M2143-01 5X

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.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 Dodecane, 4-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

17.533 15.63 ng 925002  Phenanthrene-d10 17.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 4-methyl- 184 C13H28 006117-97-1 91
2 Heptadecane 240 C17H36 000629-78-7 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Tetradecane 198 C14H30 000629-59-4 87
5 Nonadecane 268 C19H40 000629-92-5 87

Abundance Scan 2490 (17.533 min): BM029627.D\data.ms (-2486) (- m/z 57.10 100.00%
7.1

5
5000

| 99\'1 1412 203.1 1750
ol d by 34h2 2031 26833000 3%5. ./, 43.10 82.73%
m/z--> 50 100 150 200 250 300 350
Abundance #48846: Dodecane, 4-methyl-
43.0
5000 85.0 LN \
17.50
m/z 71.10 71.40%
141.0
O\\“\‘ ‘h\‘\‘h\h“\‘h\\U‘\]\-8\4\.0‘\\\\’\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane
57.0
Ty \
17.50
5000 ITI/Z 85.10 50.88%
9.0
osd L LLL 100 200
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane 7
57.0 17.50
m/z 41.10 42.72%
5000
9.0
obs9 |4l | #H0s02m0 2960 .
m/z--> 50 100 150 200 250 300 350 17.50

8270-BM@42121.M Mon Apr 26 14:54:13 2021

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42321\
Data File : BM@29627.D

Acqg On : 23 Apr 2021 23:45
Operator : CG/JU

Sample : M2143-01 5X

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.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 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.715 356.89 ng 21127100 Phenanthrene-d10 17.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 95
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 95
3 Methyl tetradecanoate 242 C15H3002 000124-10-7 93
4 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 91
5 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 87
Abundance Scan 2521 (17.715 min): BM029627.D\data.ms (-2515) (-  m/z 74.05 100.00%
74.0
5000
” ‘ 143.1 227.2 70 U
185.2 2703 : :
ol 38 ‘“ H Aty “ bbb 3071 395,y 87,10 73.29%
mlz--> 50 100 150 200 250 300 350
Abundance #119407: Hexadecanoic acid, methyl ester
74.0
5000 —— ——
17. 50 18.00
143.0 m/z 29.17%
270.0
o
O\‘\\‘\“‘“‘“\\‘\\‘\\\\\\‘\‘\‘\\‘\\‘\\\\‘\
miz-> 100 150 200 250 300 350
Abundance #119423:PeMadecanmcacm,l44nemyh,meﬂwleﬁer
74.0
T
17 50 18 00
5000 m/z 23.73%
29.
S, eomozmo o
miz--> 50 100 150 200 250 300 350
Abundance #95860: Methyl tetradecanoate ‘
74.0 17 50 18 00
m/z 23.51%
5000
29.
L, 0 0
ol il e
m/z--> 50 100 150 200 250 300 350 17 50 18 00

8270-BMO42121.M Mon Apr 26 14:54:14 2021 Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42321\
Data File : BM@29627.D

Acqg On : 23 Apr 2021 23:45
Operator : CG/JU

Sample : M2143-01 5X

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.945 24.93 ng 1475760  Phenanthrene-d10 17.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Anthracene, 2-methyl- 192 C15H12 000613-12-7 93
3 Anthracene, 1-methyl- 192 C15H12 000610-48-0 93
4 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 93
5 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 93
Abundance Scan 2560 (17.945 min): BM029627.D\data.ms (-2555) (- 192.10 100.00%
192.1
73.1
5000
129.0
‘ 256.3 18 00
0 by M‘u‘w‘m At 3100 356y p 78.23%
mlz--> 50 100 150 200 250 300 350
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0
18 00
‘ 171.0 213.0 256.0 m/z 43.10 68.77%
0! \‘Mh“\ ‘ﬂ‘\ u \ ‘ ‘ ‘ \ “‘\‘ ; “\‘ I I
miz--> 50 100 150 200 250 300 350
Abundance #54735: Anthracene, 2-methyl-
192.0
A M
18.00
5000 m/z 60.05 65.40%
ol 390 830 1300, |
e B L B T
miz--> 50 100 150 200 250 300 350 /t
Abundance #54741: Anthracene, 1-methyl- —
192.0 18.00
m/z 41.10 61.58%
- JLAJL
oLZ0 %60 120, | o
m/z--> 50 100 150 200 250 300 350 18.00

8270-BMO42121.M Mon Apr 26 14:54:15 2021 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42321\
Data File : BM@29627.D

Acqg On : 23 Apr 2021 23:45
Operator : CG/JU

Sample : M2143-01 5X

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.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 Dodecane, 2-methyl-6-propyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
18.227 15.82 ng 936655  Phenanthrene-d10 17.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 94
2 Dodecane, 2-methyl-6-propyl- 226 C16H34 055045-08-4 94
3 Tridecane, 7-propyl- 226 C16H34 055045-09-5 93
4 Tridecane, 7-hexyl- 268 C19H40 007225-66-3 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 2608 (18.227 min): BM029627.D\data.ms (-2602) (- m/z 57.10 100.00%
57.1
> L\ML
—— —
91 1410 18.00 18.50
ol 4L | 1141018322252 2823 3290 /. 4310 79.47%
mlz--> 50 100 150 200 250 300 350
Abundance #83026: Hexadecane
57.0
5000 s s
18.00 18.50
9.0 m/z 71.10 73.82%
226.0
01\5\q\ ‘\““‘\ “‘!‘ \‘H‘\ HL \“‘ \:‘I‘-\4r‘%|“|9\ :!\-8\3\0‘ T \‘\ L B
miz--> 50 100 150 200 250 300 350
Abundance #83051: Dodecane, 2-methyl-6-propyl-
57.0
—— —
18.00 18.50
5000 m/z 85.10 51.15%
9.0 140.0
182.0
ol bbbl by L 02280
miz--> 50 100 150 200 250 300 350
Abundance #83029: Tridecane, 7-propyl- T —
43.0 18.00 18.50
m/z 41.10 39.61%
85.0
5000
140.0
‘ 183.0
ol b bd | [ ewo S
m/z--> 50 100 150 200 250 300 350 18.00 18.50

8270-BMO42121.M Mon Apr 26 14:54:16 2021 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42321\
Data File : BM@29627.D

Acqg On : 23 Apr 2021 23:45
Operator : CG/JU

Sample : M2143-01 5X

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.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 11 8,11-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.874 1043.18 ng 61754000 Phenanthrene-di10 17.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 8,11-Octadecadienoic acid, methy... 294 C19H3402 056599-58-7 99
2 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
3 Methyl 9-cis,1l-trans-octadecadi... 294 C19H3402 1000336-44-0 99
4 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
5 10,13-0Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 98

Abundance Scan 2718 (18.874 min): BM029627.D\data.ms (-2706) (- m/z 67.10 100.00%

67.
5000
— L
’ ’ 18.50 19.00
0 M‘U‘ 326.1  429.3 486.5 m/z 81.10 92.09%
mlz--> 100 150 200 250 300 350 400 450 500
Abundance #139707: 8,11-Octadecadienoic acid, methyl ester
67.0
5000 — A
18.50 19.00
150.0 294.0 m/z 95.15 65.76%
O' \M‘l”‘m\m\‘L\‘\\“\\2‘\2?\9‘ ‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
67.0
— R
18.50 19.00
5000 m/z 55.10  54.33%
LUk F|3|01780 262.0
o L e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance  #139701: Methyl 9-cis,11-trans-octadecadienoate — 2
67.0 18.50 19.00
m/z 82.10 45.92%
5000
294.0
o MU 00, | L
m/z--> 50 100 150 200 250 300 350 400 450 500 18.50 19.00

8270-BMO42121.M Mon Apr 26 14:54:17 2021 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42321\
Data File : BM@29627.D

Acqg On : 23 Apr 2021 23:45
Operator : CG/JU

Sample : M2143-01 5X

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.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 12 9-Octadecenoic acid, methyl... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

18.909 864.94 ng 51202500 Phenanthrene-d10 17.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid, methyl este... 296 C19H3602 001937-62-8 99
2 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 99
3 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 99
4 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 99
5 cis-13-Octadecenoic acid, methyl... 296 C19H3602 1000333-58-3 95

Abundance Scan 2724 (18.909 min): BM029627.D\data.ms (-2721) - m/z 55.10 100.00%
55.1
264.3

5000
1.2 180.2
JTTYTRYON
A bbb L L1/ 339.2 4203 4844 0 69 .10 84.32%

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

Abundance #141306: 9-Octadecenoic acid, methyl ester, (E)-
553.0

264.0
5000 j i
19.00
1800 m/z 74.10 81.98%
| J‘ \l”h.ul‘u fuad H Ll |
‘ TTT \ ‘ T ‘ T i ‘ LI ‘ T \ TT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TT

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

Abundance #141303: 9-Octadecenoic acid (Z)-, methyl ester
55.0

o

—

o

.

19.00
5000 m/z 264.30 81.67%
‘m‘

—

I [0 00 _aua
0/ Hﬂtwwwum‘_au‘M“_‘H‘H‘W‘H‘_‘H“
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #141292: 13-Octadecenoic acid, methyl ester :
55.0 19.00
m/z 83.10 79.11%
5000
H‘ 264.0
o‘ﬂﬂ‘m\ A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 19.00

8270-BMO42121.M Mon Apr 26 14:54:18 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42321\
Data File : BM@29627.D

Acqg On : 23 Apr 2021 23:45
Operator : CG/JU

Sample : M2143-01 5X

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.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 13 9,12,15-Octadecatrienoic ac... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
18.974 14.44 ng 855077  Phenanthrene-die 17.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12,15-Octadecatrienoic acid, m... 292 C19H3202 000301-00-8 91
2 Methyl 6-cis,9-cis,11-trans-octa... 292 C19H3202 1000336-37-7 87
3 Cyclohexane, 1-methylene-3-(1-me... 136 C1OH16 013837-95-1 68
4 3-Tetradecen-5-yne, (Z)- 192 C14H24 074663-68-6 64
5 3-Tetradecen-5-yne, (E)- 192 C14H24 074744-44-8 59

Abundance Scan 2735 (18.974 min): BM029627.D\data.ms (-2732) - m/z 79.10 100.00%

o M
N
Mk o
292.1 ) .
0 %WHAM“LMWNN MM‘ 12491 "“‘3?54499y m/z 91.10 62.42%
mlz--> 50 100 150 200 250 300 350 400
Abundance #138095: 9,12,15-Octadecatrienoic acid, methyl ester, (Z
79.0
5000 T
19.00
21.0 m/z 41.10 56.41%
il \ | )30 2300 2020
ok ‘\\‘ by H‘ h\uhh‘u“\} Al e i e ‘\’ e
m/z--> 50 100 150 200 250 300 350 400
Abundance #138078: Methyl 6-cis,9-cis,11-trans-octadecatrienoate
79.0
L
19.00
5000 ITI/Z 93.10 55.69%
292.0
21.0 175.0
Al |, 2220
0! e e
miz--> 50 100 150 200 250 300 350 400
Abundance #15890: Cyclohexane, 1-methylene-3-(1-methylethenyl)-, e
79.0 121.0 19.00
m/z 67.10 48.64%
- /\\/\
mlz--> 100 150 200 250 300 350 400 19.00

8270-BMO42121.M Mon Apr 26 14:54:19 2021 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42321\
Data File : BM@29627.D

Acqg On : 23 Apr 2021 23:45
Operator : CG/JU

Sample : M2143-01 5X

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.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 14 Methyl stearate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

19.027 147.39 ng 8725370 Phenanthrene-d10 17.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 98
2 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 92
3 Heptadecanoic acid, 15-methyl-, ... 298 C19H3802 054833-55-5 90
4 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 87
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 87

Abundance Scan 2744 (19.027 min): BM029627.D\data.ms (-2739) (- m/z 74.10 100.00%

74.1
5000
143.1 1 T
1 l 199.2 25“5'3 19.00
0 “J“MH‘\‘_"M\h‘upﬁm3?QE3??puﬁ%qgw“ m/z 87.05 74.72%
m/z--> 0 100 150 200 250 300 350 400 450
Abundance #143126: Methyl stearate
74.0
5000 Atla :
19.00
143.0 m/z 43.10 34.62%
11 e
OL\\Q\\“\\l\J“‘\W\M\\\‘\\\l\“\‘\\4\‘&\?\\“\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #143189: Heptadecanoic acid, 16-methyl-, methyl ester
74.0
R \
19.00
5000 ITI/Z 55.10 26.05%
143.0 298.0
L] 255%do |
“.MHNHM ) Ll \9

o

miz—> 0 50 100 150 200 250 300 350 400 450
Abundance #143186: Heptadecanoic acid, 15-methyl-, methyl ester

-

19.00
m/z 41.10  25.20%

5000

-

O,
m/z--> 0 50 100 150 200 250 300 350 400 450 19.00

8270-BMO42121.M Mon Apr 26 14:54:20 2021 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42321\
Data File : BM@29627.D

Acqg On : 23 Apr 2021 23:45
Operator : CG/JU

Sample : M2143-01 5X

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.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 15 Methyl 1@-trans,12-cis-octa... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
19.392 6.74 ng 2211300 Chrysene-d12 21.215
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl 1@-trans,12-cis-octadecad... 294 C19H3402 1000336-44-2 98
2 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 93
3 Methyl 9-cis,1l-trans-octadecadi... 294 C19H3402 1000336-44-0 92
4 9,11-Octadecadienoic acid, methy... 294 C19H3402 013038-47-6 91
5 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 91
Abundance Scan 2806 (19.392 min): BM029627.D\data.ms (-2802) (- m/z 67.10 100.00%
67.1
5000
__/
‘ ‘ 2963 19.00 1950
78.1 : . :
0 H_ Mh A “‘U'u \Wl2342, | 3873 475 ./, g1.10  68.78%
mlz--> 100 150 200 250 300 350 400 450
Abundance #139709: Methyl 10-trans,12-cis-octadecadienoate
67.0
5000 . —_
19.00 19.50
294.0 m/z 95.10 49.91%
O T ““L‘ ‘m“““]“\ \m\‘l‘\ “\J\.I\‘\ \ ‘ \2'\:3\4:0\“\ T T 1T ‘ T 1T ‘ T 1T ‘ TTT
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #139734: 9,15-Octadecadienoic acid, methyl ester, (Z,2)-
67.0
P T
19.00 19.50
5000 m/z 79.10 42.82%
294.0
ol m\wﬁ?’?ﬂ?‘3‘4‘0”H\_ww_wm
miz--> 50 100 150 200 250 300 350 400 450
Abundance  #139701: Methyl 9-cis,11-trans-octadecadienoate - — M
67.0 19.00 19.50
m/z 41.10 38.20%
5000
294.0
o ST, 200 -
m/z--> 50 100 150 200 250 300 350 400 450 19.00 19.50

8270-BMO42121.M Mon Apr 26 14:54:20 2021 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42321\
Data File : BM@29627.D

Acqg On : 23 Apr 2021 23:45
Operator : CG/JU

Sample : M2143-01 5X

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.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 16 Methyl 5,11,14-eicosatrienoate Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
19.886 5.02 ng 1646460 Chrysene-d12 21.215
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl 5,11,14-eicosatrienoate 320 C21H3602 1000336-40-2 91
2 Bicyclo[10.1.0]tridec-1-ene 178 C13H22 054766-91-5 89
3 9,12-Tetradecadien-1-0l, acetate... 252 C16H2802 031654-77-0 89
4 Cis-4-methyl-exo-tricyclo[5.2.1.... 150 C11H18 1000215-29-2 83
5 Cis-8-methyl-exo-tricyclo[5.2.1.... 150 C11H18 1000215-29-3 76

Abundance Scan 2890 (19.886 min): BM029627.D\data.ms (-2886) (- m/z 67.10 100.00%

67.1
5000
121.1
— —
‘ ” ‘ ' 1950 20.00
0 ATRVR" ‘d- b 21713411 4161 506, .., 81,10  73.19%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #161551: Methyl 5,11,14-eicosatrienoate
67.0
5000 121.0 o N
19.50 20.00
‘ m/z 79.10 69.67%
O' XI" \“\lH\H! ‘\“‘\“\ l\l “‘ u \\\26\3\ \0\?\29\9‘ TTTT ‘ TTTT ‘ TTTT ‘ TT
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #44125: Bicyclo[10.1.0]tridec-1-ene
67.0
— —
19.50 20.00
5000 ITI/Z 41.10 54.73%
121.0
R T —
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance  #104067: 9,12-Tetradecadien-1-ol, acetate, (Z,E)- — —
67.0 19.50 20.00
m/z 55.10 49.05%
5000
21.0
1 ’ } 192.0
ob M T es0 T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42321\
Data File : BM@29627.D

Acqg On : 23 Apr 2021 23:45
Operator : CG/JU

Sample : M2143-01 5X

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.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 17 Methyl 18-methylnonadecanoate Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
20.121 6.67 ng 2185910 Chrysene-d12 21.215
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl 18-methylnonadecanoate 326 C21H4202 1000352-20-6 97
2 Eicosanoic acid, methyl ester 326 C21H4202 001120-28-1 97
3 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 95
4 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 95
5 Methyl stearate 298 C19H3802 000112-61-8 74

Abundance Scan 2930 (20.121 min): BM029627.D\data.ms (-2923) - m/z 74.10 100.00%

74.1
5000
1431 216.1 —= —
‘ ( 283.3 20.00 20.50
o_m‘m by | 3442 42124784 L) 8705 76.66%
m/z--> 0 100 150 200 250 300 350 400 450 500
Abundance #166215:Meﬂwl184nemymonadecanoam
74.0
5000 = —
20.00 20.50
143.0 326.0 m/z 43.10 43.96%
m/z--> 0 100 150 200 250 300 350 400 450 500
Abundance #166219: Eicosanoic acid, methyl ester
74.0
—— —
20.00 20.50
5000 ITI/Z 55.10 32.67%
‘ 143.0 326.0
bt L 0 20 |
m/z--> 0 100 150 200 250 300 350 400 450 500
Abundance #131300:HeMadecanMCacm,meﬁwleﬁer T —
74.0 20.00 20.50
m/z 41.10 31.00%
b M
143.0
a0, 2240
o i L S
m/z--> 0 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_M\Data\BM@42321\
Data File : BM@29627.D

Acqg On : 23 Apr 2021 23:45
Operator : CG/JU

Sample : M2143-01 5X

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.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 18 2-Methylchrysene Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
21.797 3.95 ng 1294920 Chrysene-d12 21.215
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methylchrysene 242 C19H14 003351-32-4 64
2 Triphenylene, 2-methyl- 242 C19H14 001705-84-6 64
3 Chrysene, 6-methyl- 242 C19H14 001705-85-7 60
4 Benz[a]anthracene, 11-methyl- 242 C19H14 006111-78-0 46
5 Benz[a]anthracene, 9-methyl- 242 C19H14 002381-16-0 46

Abundance Scan 3215 (21.797 min): BM029627.D\data.ms (-3212) (-  m/z 242.10 100.00%

57.1 242.1
5000
e —
i 1119'8 2002 21.50 22.00
oL “Mwh B3 2072 3762 44818134 0 57,10 89.20%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #96032: 2-Methylchrysene
242.0
5000 7 ——
21.50 22.00
m/z 71.10 70.63%
120.0 /
02\8‘\.\()‘\\\\“‘”I‘\\\‘\\\l\‘\”\l\\h‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #96045: Triphenylene, 2-methyl-
242.0
—— —
21.50 22.00
5000 m/z 43.10 64.69%
121.0
0 440 N 185.0, | | W
e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #96038: Chrysene, 6-methyl- T T
242.0 21.50 22.00
m/z 85.10 46.12%
- m
120.0
O e e e e e e e — —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.50 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42321\
Data File : BM@29627.D

Acqg On : 23 Apr 2021 23:45
Operator : CG/JU

Sample : M2143-01 5X

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.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 19 Benzo[e]pyrene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
22.921 23.30 ng 1002100 Perylene-di2 23.409
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 94
2 Benzo[k]fluoranthene 252 C20H12 000207-08-9 94
3 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 90
4 Benzo[a]pyrene 252 C20H12 000050-32-8 81
5 Perylene 252 C20H12 000198-55-0 76

Abundance Scan 3406 (22.921 min): BM029627.D\data.ms (-3402) (-  m/z 252.10 100.00%

252.1
5000
T
551 125.1 23.00
oLl A8 A 3582 4302 SO75  n/z 250.10  29.30%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #104217: Benzo[e]pyrene
252.0
5000 T
23.00
m/z 253.10  22.65%
125.0
0l.830 ] 187.0, |
\\‘\\\\‘!\\\‘\\\\‘\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #104224: BenzolK]fluoranthene
252.0
—T
23.00
5000 ITI/Z 251.10 10.47%
126.0
Y
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #104227: Benz[e]acephenanthrylene —
252.0 23.00
m/z 125.10 8.61%
5000
126.0
0630 | 1870,
R e R N RS AR ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42321\
Data File : BM@29627.D

Acqg On : 23 Apr 2021 23:45
Operator : CG/JU

Sample : M2143-01 5X

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.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 20 Perylene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.221 60.15 ng 2587250 Perylene-di2 23.409
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 98
2 Benzo[k]fluoranthene 252 C20H12 000207-08-9 97
3 Perylene 252 C20H12 000198-55-0 95
4 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 93
5 Benzo[a]pyrene 252 C20H12 000050-32-8 93
Abundance Scan 3457 (23.221 min): BM029627.D\data.ms (-3453) (- m/z 252.10 100.00%
252.1
o Mﬂ
—— P
125.1 23.00 23.50
|
ol 431yl 1891, | 3481 4235 4914549 ., 356 19  29.87%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #104217: Benzo[e]pyrene
252.0
5000 —— LA
23.00 23.50
m/z 253.10  22.12%
125.0
ol 830 | 1870, |
\\\\‘\\\\‘\\\\’\\\\‘\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #104224: BenzolK]fluoranthene
252.0
— i
23.00 23.50
5000 m/z 125.10 11.29%
126.0
e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #104214: Perylene T —
252.0 23.00 23.50
m/z 251.10 9.91%
5000
125.0
ol7.0 | ‘ 187.0, |
R R e S R RAaamEE L S e ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 23.00 23.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42321\
Data File : BM@29627.D

Acqg On : 23 Apr 2021 23:45
Operator : CG/JU

Sample : M2143-01 5X

Misc :

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.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 11.851 12.7 ng 672915 2 10.416 1058520 20.0
Tetradecane 13.110 16.7 ng 992730 3 14.280 1190090 20.0
Hexadecane 14.192 18.5 ng 1100330 3 14.280 1190090 20.0
Tridecane, 7-pr... 15.145 19.5 ng 1160520 3 14.280 1190090 20.0
Nonadecane 16.009 27.9 ng 1654110 4 17.027 1183960 20.0
Octadecane 16.798 15.4 ng 912519 4 17.027 1183960 20.0
Dodecane, 4-met... 17.533 15.6 ng 925002 4 17.027 1183960 20.0
Hexadecanoic ac... 17.715 356.9 ng 21127100 4 17.027 1183960 20.0
n-Hexadecanoic ... 17.945 24.9 ng 1475760 4 17.027 1183960 20.0
Dodecane, 2-met... 18.227 15.8 ng 936655 4 17.027 1183960 20.0
8,11-Octadecadi... 18.874 1043.2 ng 61754000 4 17.027 1183960 20.0
9-Octadecenoic ... 18.909 864.9 ng 51202500 4 17.027 1183960 20.0
9,12,15-Octadec... 18.974 14.4 ng 855077 4 17.027 1183960 20.0
Methyl stearate 19.027 147.4 ng 8725370 4 17.027 1183960 20.0
Methyl 1@-trans... 19.392 6.7 ng 2211300 5 21.215 6558160 20.0
Methyl 5,11,14-... 19.886 5.0 ng 1646460 5 21.215 6558160 20.0
Methyl 18-methy... 20.121 6.7 ng 2185910 5 21.215 6558160 20.0
2-Methylchrysene 21.797 4.0 ng 1294920 5 21.215 6558160 20.0
Benzo[e]pyrene 22.921 23.3 ng 1002100 6 23.409 860227 20.0
Perylene 23.221 60.1 ng 2587250 6 23.409 860227 20.0

8270-BMO42121.M Mon Apr 26 14:54:24 2021 Pag 24



