LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@30521\
Data File : BGO48352.D

Acqg On : 6 Mar 2021 00:30
Operator : CG/JU

Sample : M1567-01 2X

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_G\METHODS\8270-BG021021.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO48352.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.853 422 428 442 rBV 243929 492143 26.37%  2.532%
2 7.592 711 724 741 rBV 241318 599590 32.12% 3.085%
3 8.080 800 807 814 rBvV2 182732 308376 16.52%  1.587%
4 9.261 1001 1008 1018 rBV 206165 383501 20.55% 1.973%
5 10.283 1176 1182 1188 rBV7 9411 21838 1.17% 0.112%
6 10.830 1268 1275 1279 rBV3 18050 35354 1.89% 0.182%
7 10.900 1279 1287 1294 rVVW 226956 408535 21.89% 2.102%
8 11.018 1300 1307 1314 rVB5 10214 22081 1.18% 0.114%
9 12.075 1482 1487 1491 rBV4 19428 26579 1.42% 0.137%
10 12.269 1513 1520 1529 rBV2 40811 86566 4.64% 0.445%
11 12.786 1598 1608 1613 rBV7 22539 50116 2.68% 0.258%
12 13.215 1676 1681 1685 rVB6 14753 24540 1.31% 0.126%
13 13.339 1696 1702 1711 rVB 488654 752914 40.34% 3.874%
14 13.503 1724 1730 1735 rBV2 56684 92345 4.95% 0.475%
15 13.650 1750 1755 1760 rBV8 14034 26614 1.43% 0.137%
16 14.032 1816 1820 1825 rBV6 17893 29492 1.58% 0.152%
17 14.161 1833 1842 1846 rBV8 37691 75654 4.05% ©.389%
18 14.202 1847 1849 1855 rVV6 15864 29194 1.56% 0.150%
19 14.273 1857 1861 1870 rVB6 24800 39520 2.12% 0.203%
20 14.449 1886 1891 1897 rBV2 25567 46300 2.48% 0.238%
21 14.572 1908 1912 1917 rBV2 69061 100122 5.36% 0.515%
22 14.713 1930 1936 1943 rVB 331058 528933 28.34% 2.722%
23 14.778 1944 1947 1950 rBv4 16574 23739 1.27% 0.122%
24 15.113 2000 2004 2011 rVB2 38162 65400 3.50% 0.337%
25 15.183 2012 2016 2023 rBV6 24788 51807 2.78% 0.267%
26 15.330 2036 2041 2047 rBV9 13986 32705 1.75% 0.168%
27 15.524 2070 2074 2079 rVB 77128 96995 5.20% 0.499%
28 15.759 2109 2114 2123 rVB2 52122 99562 5.33% 0.512%
29 16.047 2161 2163 2167 rVB2 17393 20412 1.09% 0.105%
30 16.200 2186 2189 2193 rBV4 18615 26116 1.40% 0.134%
31 16.259 2193 2199 2207 rVV 240734 391416 20.97% 2.014%
32 16.382 2216 2220 2229 rBV 66379 136295 7.30% 0.701%
33 17.175 2351 2355 2361 rBV3 71074 103008 5.52% 0.530%
34 17.222 2361 2363 2368 rVW2 26738 38805 2.08% 0.200%
35 17.281 2369 2373 2378 rVB2 33850 56938 3.05% 0.293%

36 17.463 2399 2404 2408 rBV 395814 623212 33.39%  3.207%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@30521\
Data File : BGO48352.D

Acqg On : 6 Mar 2021 00:30
Operator : CG/JU

Sample : M1567-01 2X

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_G\METHODS\8270-BG021021.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 17.510 2408 2412 2418 rVB 595917 867383 46.47% 4.463%
38 17.598 2423 2427 2432 rVB 120230 168133 9.01% ©0.865%
39 17.916 2478 2481 2487 rVB2 67467 90494  4.85% 0.466%
40 17.974 2487 2491 2495 rBv4 34252 44671 2.39% 0.230%
41 18.098 2507 2512 2518 rVB 288010 369937 19.82% 1.904%
42 18.339 2548 2553 2557 rBvV 97608 143864 7.71% 0.740%
43 18.386 2557 2561 2567 rVB2 122462 172836 9.26% ©0.889%
44 18.468 2572 2575 2579 rVB 42242 48012 2.57% ©0.247%
45 18.532 2580 2586 2590 rBV3 166382 307332 16.46% 1.581%
46 18.568 2590 2592 2595 rW 68634 76068 4.08% 0.391%
47 18.603 2596 2598 2602 rVB2 46833 47221 2.53% 0.243%
48 18.826 2633 2636 2642 rVB 71533 92940 4.98% 0.478%
49 19.232 2701 2705 2707 rBV 646583 747727 40.06%  3.848%
50 19.261 2707 2710 2714 rVB 877925 1024705 54.90% 5.273%
51 19.390 2728 2732 2739 rBV3 187584 249355 13.36% 1.283%
52 19.514 2747 2753 2759 rVB 1300978 1866599 100.00%  9.605%
53 19.837 2805 2808 2810 rBV2 156810 192055 10.29%  ©.988%
54 19.878 2810 2815 2821 rVB 1045184 1450136 77.69% 7.462%
55 20.060 2841 2846 2851 rVB 799557 1016413 54.45%  5.230%
56 20.360 2895 2897 2902 rVB 190507 235949 12.64% 1.214%
57 20.460 2911 2914 2918 rBV 108246 138337 7.41% 0.712%
58 21.723 3124 3129 3136 rBV2 599336 1620286 86.80%  8.338%
59 21.787 3137 3140 3147 rVB 513105 793511 42.51% 4.083%
60 23.985 3507 3514 3520 rBV2 317942 970722 52.00%  4.995%

61 24.866 3658 3664 3674 rVB 278048 751960 40.29%  3.869%

Sum of corrected areas: 19433363
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@30521\
Data File : BG@48352.D

Acqg On : 6 Mar 2021 00:30
Operator : CG/JU

Sample : M1567-01 2X

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG021021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG048352.D\data.ms
1400000

1200000
1000000
800000
600000

400000
5.853 7.592 9.261 10.900

200000 8.080
10.283 10.88018 1252369 12.786

O\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG048352.D\data.ms

1400000

19.514
19.878
1200000 19.261
1000000 I 221 '772:7

19.232

T 019-837
2

R L = e

Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG048352.D\data.ms

1400000

800000

600000 13.339

400000

200000

1200000
1000000
800000 23.985
24.866
600000
400000

200000

O‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00 32.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@30521\
Data File : BG@48352.D

Acqg On : 6 Mar 2021 00:30
Operator : CG/JU

Sample : M1567-01 2X

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG021021.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 9
R.T. EstConc Area Relative to ISTD R.T.
12.269 4.24 ng 86566 Naphthalene-d8 10.900
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 70
2 Undecane, 4,7-dimethyl- 184 C13H28 017301-32-5 59
3 Tetradecane 198 C14H30 000629-59-4 53
4 Sulfurous acid, hexyl 2-pentyl e... 236 C11H2403S 1000309-15-6 50
5 Octane, 6-ethyl-2-methyl- 156 C11H24 062016-19-7 50
Abundance Scan 1520 (12.269 min): BG048352.D\data.ms (-1513) (- m/z 57.10 100.00%
57.1
5000
85.1
— —
131.1 12.00 12.50
M‘ “‘!‘\‘\\H“H‘”\“\“\‘H“\HH\’\\H’\\\2\‘0\\7\\0‘\\\\‘\\\\2‘2(\)\5‘ m/Z 43.10 79.56%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #48835: Tridecane
57.0
5000 —r ——
12.00 12.50
29.0 m/z 71.10 60.81%
990
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #48860: Undecane, 4,7-dimethyl-
43.0
. —
12.00 12.50
5000 71.0 m/z 41.05 57.52%
“\ | |, 127.04550184.0
AT s e e AAAdaaaseaarssans
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #59879: Tetradecane T —
57.0 12.00 12.50
m/z 85.10 32.81%
5000
29. 0‘ 99.0
1
L ogpgotes
m/z--> 20 40 60 80 100120140160180200220240260 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@30521\
Data File : BG@48352.D

Acqg On : 6 Mar 2021 00:30
Operator : CG/JU

Sample : M1567-01 2X

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG021021.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
12.786 2.45 ng 50116 Naphthalene-d8 10.900
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 007524-63-2 70
2 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 013065-87-1 58
3 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 50
4 1(2H)-Naphthalenone, 3,4-dihydro... 160 C11H120 014944-23-1 49
5 1(2H)-Naphthalenone, 3,4-dihydro... 160 C11H120 001590-08-5 43
Abundance Scan 1608 (12.786 min): BG048352.D\data.ms (-1598) (-  m/z 118.10 100.00%
118.1
160.1
5000 j\
[WAT A AM
421 789 270.9 1250 13.00
: H 193 1 229.0 | -9303.! 12.50 13.00
bbb bl m/z 160.10 59.52%
miz--> 50 100 150 200 250 300
Abundance #30930: Naphthalene, 1,2,3,4-tetrahydro-2,6-dimethyl-
118.0
160.0
5000 “m ul
12 50 13.00

m/z 145.05 52.15%

380 770 ‘ M
T T \ \‘ “ ‘\H‘ \‘ ‘H\ \‘ M\ ‘\ ‘hw \M“‘ “\‘ T T T ‘ T T T T ‘ T L T ‘ T
miz--> 50 100 150 200 250 300
Abundance #30931: Naphthalene, 1,2,3,4-tetrahydro-2,7-dimethyl-
118.0 f\ M
il n\m W‘ hi

160.0

12.50 13.00
5000 m/z 117. 45.35%
390 770
‘ ‘L\‘ L\ i“‘ A M“M \“ s “hlh " [ e —
miz--> 50 100 150 200 250 300 rM
Abundance #30943: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethyl-
118.0 12 50 13 OO

m/z 114.95  32.36%

5000
60.0
= 1, 2, M
I ‘\ ‘ i \h\ | \h‘\ A Wf\

m/z--> 50 100 150 200 250 300 12. 50 13 00

8270-BGO21021.M Sat Mar 06 04:58:40 2021 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@30521\
Data File : BG@48352.D

Acqg On : 6 Mar 2021 00:30
Operator : CG/JU

Sample : M1567-01 2X

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG021021.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 Tetradecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.503 3.49 ng 92345  Acenaphthene-d10 14.713
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 97
2 Hexadecane 226 C1l6H34 000544-76-3 83
3 Pentadecane 212 C15H32 000629-62-9 80
4 Tridecane 184 C13H28 000629-50-5 80
5 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 80

Abundance Scan 1730 (13.503 min): BG048352.D\data.ms (-1724) (- m/z 57.05 100.00%
57.0

5000

-

L —
99.1 13.50

1311 1740 230.0 287.¢
“‘ H‘ ‘h“ H‘ “‘ 4 H\‘\‘\i\‘\\\‘\\\‘\‘\\\\“\\H‘H“H‘HH‘HH‘\‘}H m/Z 43.10 87.11%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59881: Tetradecane
57.0
5000 e
13.50
m/z 71.10 52.47%
27,0 99.0
‘\ “\ HH\ ‘H\ Il \\‘ I 1410 1980

‘\\H‘\\H‘\\H‘\\H‘\\\\‘\H\\\‘\\\\‘\\\\‘\H\“\H\‘HH‘HH‘HH‘HH

m/z--> 20 40 60 80 100120140160180200220240260280

-

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #71394: Pentadecane T
57.0 13.50
m/z 85.10  40.25%

B M
99.0
270 || 7 1410 18902120 N st

RARNEARAN R R R AR RN N RN RN R RS AR RAR RN L R B B B

m/z--> 20 40 60 80 100120140160180200220240260280 13.50

Abundance #83024: Hexadecane
57.0
— |
13.50
5000 m/z 41.10 51.49%
R7.0
DL L1990 1410 1830 2260 W
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@30521\
Data File : BG@48352.D

Acqg On : 6 Mar 2021 00:30
Operator : CG/JU

Sample : M1567-01 2X

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG021021.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 unknownl4.161 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.161 2.86 ng 75654  Acenaphthene-d10 14.713
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dichloroacetic acid, 2,2-dimethy... 198 C7H12C1202 1000282-43-5 38
2 Phenmetrazine 177 C11H15NO 000134-49-6 35
3 Sulfurous acid, dodecyl pentyl e... 320 C17H3603S 1000309-14-5 27
4 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 25
5 Sulfurous acid, butyl octyl ester 250 C12H2603S 1000309-17-5 22

Abundance Scan 1842 (14.161 min): BG048352.D\data.ms (-1833) (- m/z 57.05 100.00%
57.0

163.0
5000
T —
‘ ‘ ‘ 14.00 14.50
“Mf\M m/z 71.00 94.87%
mi/z--> 50 100 150 200 250 300 350
Abundance #60045: Dichloroacetic acid, 2,2-dimethylpropyl ester
57.0
5000 L A
14.00 14.50
m/z 43.10 92.69%
\‘ HH \‘\ h 111.0 18§.0
\\\’\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
mi/z--> 50 100 150 200 250 300 350
Abundance #43246: Phenmetrazine
71.0
—— —
14.00 14.50
5000 m/z 163.00 73.18%
28.0
‘ ¥ ‘ e o
| I L
e
m/z--> 50 100 150 200 250 300 350
Abundance #161091: Sulfurous acid, dodecyl pentyl ester
71.0 14.00 14.50
m/z 41.10 65.99%
5000
29.% ‘
13.0 169.0
AL e e B
m/z--> 50 100 150 200 250 300 350 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@30521\
Data File : BG@48352.D

Acqg On : 6 Mar 2021 00:30
Operator : CG/JU

Sample : M1567-01 2X

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG021021.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 Pentadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.572 3.79 ng 100122  Acenaphthene-die 14.713
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 91
2 Hexadecane 226 C1l6H34 000544-76-3 74
3 Tetradecane 198 C14H30 000629-59-4 72
4 1-Iodoundecane 282 C11H23I 004282-44-4 72
5 Decane, 3-bromo- 220 C10H21Br 030571-71-2 72

Abundance Scan 1912 (14.572 min): BG048352.D\data.ms (-1908) (-  m/z 57.10 100.00%
57.1

-

5000
1450 |
113.1 2123  303.0361. : '
‘\\\\\‘\J\“\“\“I‘\I\‘\‘\”“\‘\\\‘\I\\\‘\\\\"\\\3\‘6\1\\9\‘\\\\‘\\\\‘\5?\3\" m/Z 43.10 77.76%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #71393: Pentadecane
57.0
5000 — ‘
14.50
m/z 71.10 50.94%
H R0 2120
‘\\\\‘\\\\I\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #83024: Hexadecane
57.0
T \
14.50
5000 ITI/Z 41.10 48.43%

113.0169.0226.0

i3

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

3

Abundance #59880: Tetradecane T ‘
57.0 14.50
m/z 85.10 34.71%
5000
\‘\ | (30 1980
e A e e e e e e ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@30521\
Data File : BG@48352.D

Acqg On : 6 Mar 2021 00:30
Operator : CG/JU

Sample : M1567-01 2X

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG021021.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 Benzene, 1,3,5-trimethoxy- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.

15.113 2.47 ng 65400  Acenaphthene-die 14.713
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3,5-trimethoxy- 168 C9H1203 000621-23-8 59
2 5,6,7,8-Tetrahydro-thiazolo[5,4-... 168 C7H8N20S 1000317-75-4 56
3 Dibenzofuran 168 C12H80 000132-64-9 50
4 9H-Pyrido[3,4-b]indole 168 C11H8N2 000244-63-3 47
5 1,1'-Biphenyl, 4-methyl- 168 C13H12 000644-08-6 43

Abundance Scan 2004 (15.113 min): BG048352.D\data.ms (-2000) (-  m/z 168.00 100.00%
168.0

5000

P

A - '

63.0 113.1 15.00 15.50
——t pwu"wh \"“““ sl ol 2“1302?6130‘30 ; ‘3‘6‘1‘1‘ m/z 139.00 39.58%

m/z--> 50 100 150 200 250 300 350
Abundance #37296: Benzene, 1,3,5-trimethoxy-
168.0
5000

15.00 15.50
m/z 170.05 17.80%

109.0
69.0
150 nﬂ Mm |

m/z--> 50 100 150 200 250 300 350
Abundance #37115: 5,6,7,8-Tetrahydro-thiazolo[5,4-clazepin-4-one

1P AA/\M/\A [} A/ﬂﬁ\

84.0 15.00 15.50
5000 m/z 168.95  14.00%
“‘MMLWJM\%JCJ“h‘““““H“““““
miz--> 50 100 150 200 250 300 350
Abundance #36883: Dibenzofuran
168.0 15.00 15.50

m/z 63.00 11.75%

5000

39.0 84.0 $
240 |

m/z--> 50 100 150 200 250 300 350 15.00 15.50

i
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@30521\
Data File : BG@48352.D

Acqg On : 6 Mar 2021 00:30
Operator : CG/JU

Sample : M1567-01 2X

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG021021.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 Hexadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.524 3.67 ng 96995  Acenaphthene-d10 14.713
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 81
2 Tridecane 184 C13H28 000629-50-5 72
3 Pentadecane 212 C15H32 000629-62-9 72
4 Undecane, 4,7-dimethyl- 184 C13H28 017301-32-5 64
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 64

Abundance Scan 2074 (15.524 min): BG048352.D\data.ms (-2070) (-  m/z 57.10 100.00%
57.1

%

5000
9.1 141.0 193.1 1550
L‘2420 2880 3620 4,7 43.10 88.86%
miz--> 50 100 150 200 250 300 350
Abundance #83023: Hexadecane
57.0
5000 — ‘
15.50
m/z 71.05 49.43%
18.0 “H | “\ | 141.0 183.0 226.0
\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350
Abundance #48835: Tridecane
57.0
T \
15.50
5000 m/z 41.10 49.11%

LW 0 141.0 184.0

miz-> 50 100 150 200 250 300 350

Abundance #71394: Pentadecane
57.0 15.50

m/z 85.10  37.22%

—

5000

9.0

m/z--> 50 100 150 200 250 300 350 15.50

-
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@30521\
Data File : BG@48352.D

Acqg On : 6 Mar 2021 00:30
Operator : CG/JU

Sample : M1567-01 2X

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG021021.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 Eicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

16.382 4.37 ng 136295  Phenanthrene-die 17.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 83
2 Tetradecane 198 C14H30 000629-59-4 80
3 Heneicosane 296 C21H44 000629-94-7 80
4 Pentadecane 212 C15H32 000629-62-9 80
5 Undecane, 5-ethyl-5-propyl- 226 C16H34 002755-07-9 80

Abundance Scan 2220 (16.382 min): BG048352.D\data.ms (-2216) (- m/z 57.10 100.00%
57.1

2 /\MMJ\IM
9.1 1abd iGEd
" 142.0 190. 4 287.9329.7 g :
A b, 2920 1900 2404 28793297 . 43.05  90.14%
mi/z--> 50 100 150 200 250 300 350
Abundance #129491: Eicosane
57.0
5000 — —
16.00 16.50
m/z 71.10 66.02%
9.0
‘\ 1 u“\ \“\ H‘ | %4%? ]\-8\39 2250 282.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
mi/z--> 50 100 150 200 250 300 350
Abundance #59880: Tetradecane
57.0
— ——
16.00 16.50
5000 m/z 41.10 53.96%
9.0
50| || 2000 w0
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane “ —
57.0 16.00 16.50
m/z 85.05 45.12%
5000
9.0
15.0 ‘L || [141018302050 2960
L L e B RS A SRR R — ——
m/z--> 50 100 150 200 250 300 350 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@30521\
Data File : BG@48352.D

Acqg On : 6 Mar 2021 00:30
Operator : CG/JU

Sample : M1567-01 2X

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG021021.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 10-Methylnonadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17.175 3.31 ng 103008 Phenanthrene-die 17.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 90
2 Tetradecane 198 C14H30 000629-59-4 89
3 10-Methylnonadecane 282 C20H42 056862-62-5 83
4 Octadecane, 2-methyl- 268 C19H40 001560-88-9 80
5 Octacosane 394 C28H58 000630-02-4 68

Abundance Scan 2355 (17.175 min): BG048352.D\data.ms (-2351) (-  m/z 57.10 100.00%
57.1

5000 u“ﬂwwdemmﬂhmwwwmwww
1950 17.00 17.50
—— “H ‘\H ‘ Hhu” I“M‘]\‘T‘\ Im \3\\ Pl ‘\Hu‘\ I 2?9 8‘ . “2‘89'(: ITI/Z 43.10 93.06%
m/z--> 50 100 150 200 250
Abundance #71396: Pentadecane
57.0
5000 — —
17.00 17.50
99.0 m/z 71.10 68.62%
T 2\7&0‘\“ ‘ “\ \‘ \“‘\ “‘ \ T ]\-4\“]. Q\ ]\-8\2 \0‘21-\2 \o\ T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #59881: Tetradecane
57.0
—r —
17.00 17.50
5000 m/z 41.10 52.29%
27,0 99.0
TP e w0
m/z--> 50 100 150 200 250
Abundance #129494: 10-Methylnonadecane —— ——
57.0 17.00 17.50
m/z 85.10 46.52%
5000
99.0 154.0
‘??tOMM\HMm SR et e
mlz--> 50 100 150 200 250 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@30521\
Data File : BG@48352.D

Acqg On : 6 Mar 2021 00:30
Operator : CG/JU

Sample : M1567-01 2X

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG021021.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 Nonadecane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
17.916 2.90 ng 90494  Phenanthrene-d10 17.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 70
2 Nonadecane 268 C19H40 000629-92-5 50
3 2,6-Dimethyldecane 170 C12H26 013150-81-7 49
4 Eicosane, 10-methyl- 296 C21H44 054833-23-7 47
5 Pentacosane 352 C25H52 000629-99-2 46

Abundance Scan 2481 (17.916 min): BG048352.D\data.ms (-2478) (- m/z 57.10 100.00%

57.1
5000 167.1
18.00
9.0 .
bbb L o 2130, 27093160 ST 4 1 84.83%
m/z--> 50 100 150 200 250 300 350
Abundance #129491: Eicosane
57.0
5000 T T
18.00
m/z 71.10 55.34%
9.0
L 1|/ u“\ \H\ H‘ | %4%9 :!-8\39 2250 282.0
\!\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350
Abundance #117637: Nonadecane
57.0
—
18.00
5000 m/z 167.05 42 .34%
9.0
[LLL 0 14100830 2680
A I B B T L A H A o e R
m/z--> 50 100 150 200 250 300 350
Abundance #38322: 2,6-Dimethyldecane . —
43.0 18.00
m/z 85.10 41.11%
B [ VA\A/WNJ\MAMW
“‘ ‘ " h\ I L 127'0 170'0
T I A A T e S S B B ——
m/z--> 50 100 150 200 250 300 350 18.00

8270-BGO21021.M Sat Mar 06 04:58:44 2021 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@30521\
Data File : BG@48352.D

Acqg On : 6 Mar 2021 00:30
Operator : CG/JU

Sample : M1567-01 2X

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG021021.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 Tridecanoic acid, methyl ester Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
18.098 11.87 ng 369937  Phenanthrene-d10 17.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 95
2 Dodecanoic acid, methyl ester 214 C13H2602 000111-82-0 94
3 Methyl tetradecanoate 242 C15H3002 000124-10-7 93
4 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 93
5 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 83

Abundance Scan 2512 (18.098 min): BG048352.D\data.ms (-2507) (- m/z 74.00 100.00%
74.0
5000
—r=h :
| 14‘3-1 22\7'2 18.00 18.50
W_J“Umwuw,mJM‘;‘3‘0‘4‘-‘1‘3‘?9:2‘“}‘1?;?"49?‘- m/z 87.00 67.15%
m/z--> 0 100 150 200 250 300 350 400 450
Abundance #84485: Tridecanoic acid, methyl ester
74.0
5000 ety ‘
18.00 18.50
m/z 43.10 41.30%
143.0
\\\W‘H\L\“\“‘\\‘\\‘\\]_\\Z.\O\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 0 100 150 200 250 300 350 400 450
Abundance #72688: Dodecanoic acid, methyl ester
74.0
—— :
18.00 18.50
5000 m/z 41.10 34.45%
\ 143.0
sol il w0
m/fz--> 0 50 100 150 200 250 300 350 400 450
Abundance #95859: Methyl tetradecanoate 7 ‘
74.0 18.00 18.50
m/z 55.10 34.40%
5000
143.0
H ‘ 199.0
o S
m/z--> 0 50 100 150 200 250 300 350 400 450 18.00 18.50

8270-BGO21021.M Sat Mar 06 04:58:44 2021 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@30521\
Data File : BG@48352.D

Acqg On : 6 Mar 2021 00:30
Operator : CG/JU

Sample : M1567-01 2X

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG021021.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 Anthracene, 2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.339 4.62 ng 143864  Phenanthrene-die 17.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Anthracene, 2-methyl- 192 C15H12 000613-12-7 95
2 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 93
3 Anthracene, 9-methyl- 192 C15H12 000779-02-2 91
4 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 91
5 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 91

Abundance Scan 2553 (18.339 min): BG048352.D\data.ms (-2548) (-  m/z 192.10 100.00%

1921
5000
\ —

T T
(#’ 18.00 18.50
Ll

50.0 95.0 )
ORI A9 g 2810 8412 4051 5 191.10  59.99%

m/z--> 50 100 150 200 250 300 350 400
Abundance #54734: Anthracene, 2-methyl-
192.0

5000 = .
18.00 18.50
m/z 189.05 29.50%
96.0
‘H\“JW\H“\A““\““\H“\“H\““M“‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #54753: Phenanthrene, 1-methyl-
192.0
18.‘00 18.‘50
5000 m/z 193.85  17.77%
63.0 1sgpd‘l
miz-> 50 100 150 200 250 300 350 400
Abundance #54731: Anthracene, 9-methyl- — T
192.0 18.00 18.50

m/z 190.05 16.83%

5000
96.0
39.0 | 1410 M
SEN /| DVAN

f
m/z--> 50 100 150 200 250 300 350 400 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@30521\
Data File : BG@48352.D

Acqg On : 6 Mar 2021 00:30
Operator : CG/JU

Sample : M1567-01 2X

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG021021.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 Phenanthrene, 1-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.386 5.55 ng 172836  Phenanthrene-die 17.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 90
2 Anthracene, 1-methyl- 192 C15H12 000610-48-0 90
3 Anthracene, 2-methyl- 192 C15H12 000613-12-7 90
4 5H-Dibenzo[a,d]cycloheptene 192 C15H12 000256-81-5 87
5 Naphtho[2,3-b]norbornadiene 192 C15H12 107426-38-0 81

Abundance Scan 2561 (18.386 min): BG048352.D\data.ms (-2557) (- m/z 192.10 100.00%

192.1
5000

‘ 18. OO 18 50

94.5 139.1
S S00 DT IR L2429 287.93278 /7 191.65  59.52%

m/z--> 50 100 150 200 250 300 350
Abundance #54746: Phenanthrene, 1-methyl-
192.0

5000
1800 1850
m/z 189.10  27.57%

39.0 96.0 139.0

it L L W1
\\\‘\\\\‘\\\r[\\\‘\\\\‘\\\\‘\\\\’\\

m/z--> 50 100 150 200 250 300 350
Abundance #54741: Anthracene, 1-methyl-
192.0
= I
18.00 18.50
5000 m/z 165.00 17.13%
270 960 1520
I B T A B I B S OB S R
m/z--> 50 100 150 200 250 300 350
Abundance #54734: Anthracene, 2-methyl-
192.0 1800 1850

m/z 190.05 16.93%

5000
96.0
Ll 1890

m/z--> 50 100 150 200 250 300 350 1800 1850
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@30521\
Data File : BG@48352.D

Acqg On : 6 Mar 2021 00:30
Operator : CG/JU

Sample : M1567-01 2X

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG021021.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 4H-Cyclopenta[def]phenanthrene Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
18.532 9.86 ng 307332  Phenanthrene-d10 17.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 81
2 1-Aminocyclopentanecarboxylic ac... 361 C18H32C1NO4 1000329-17-0 27
3 Cyclohexanone, 2-(2-furanylmethy... 190 C12H1402 056053-07-7 27
4 1,4-Naphthalenedione, 2,5-dihydr... 190 C10H604 004923-55-1 25
5 Megastigmatrienone 190 C13H180 038818-55-2 22

Abundance Scan 2586 (18.532 min): BG048352.D\data.ms (-2580) (-  m/z 190.10 100.00%

190.1
5000
JUUVAY ‘
411 240 138.9 1 1850
ALl o) 1389 N 2401287.9338.23885435 ., 199 10 o5.84%
miz--> 50 100 150 200 250 300 350 400
Abundance #53203: 4H-Cyclopenta[deflphenanthrene
190.0
5000 L ‘
940 18.50
’ m/z 192.10 35.64%
390 .| 1390 |
\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #191157: 1-Aminocyclopentanecarboxylic acid, N-(2-chlo
190.0
\
1850
5000 m/z 191.85  32.55%
63,0 1100 254.0
L R R
miz--> 50 100 150 200 250 300 350 400
Abundance #53011: Cyclohexanone, 2-(2-furanylmethylene)-6-methy
190.0 1850
107.0 m/z 187.00  20.73%
: J/\/\JL
‘ {1 SN B POV A VLV
mlz--> 100 150 200 250 300 350 400 18.50

8270-BGO21021.M Sat Mar 06 04:58:45 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@30521\
Data File : BG@48352.D

Acqg On : 6 Mar 2021 00:30
Operator : CG/JU

Sample : M1567-01 2X

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG021021.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 1H-Indene, 2-phenyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.

18.568 2.44 ng 76068  Phenanthrene-d10 17.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 87
2 Anthracene, 1-methyl- 192 C15H12 000610-48-0 87
3 Anthracene, 2-methyl- 192 C15H12 000613-12-7 80
4 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 80
5 Propyne, 1,3-diphenyl- 192 C15H12 004980-70-5 80

Abundance Scan 2592 (18.568 min): BG048352.D\data.ms (-2590) (-  m/z 192.10 100.00%
192.1

5000

=

T I
69.0 1331 18.50
2701 357.1 ,
b b b L g 20 DI 4350 g 191,10 54.22%

m/z--> 0 50 100 150 200 250 300 350 400
Abundance #54727: 1H-Indene, 2-phenyl-
192.0
5000 e :
18.50
m/z 165.10 17.86%
63.0 1150
| i I -
\\\\‘\\\\‘\\\\’\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\
miz-> 0 50 100 150 200 250 300 350 400
Abundance #54739: Anthracene, 1-methyl-
192.0
T \
18.50
5000 m/z 193.10  14.14%

96.0 J
44'“01 wai \143|r o I

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

3

Abundance #54735: Anthracene, 2-methyl- T
192.0 18.50
m/z 133.05 9.84%
27.0 ‘8%? 139.0
B B A s e —
m/z--> 0 50 100 150 200 250 300 350 400 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@30521\
Data File : BG@48352.D

Acqg On : 6 Mar 2021 00:30
Operator : CG/JU

Sample : M1567-01 2X

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG021021.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 Naphthalene, 2-phenyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
18.826 2.98 ng 92940  Phenanthrene-d10 17.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-phenyl- 204 C16H12 000612-94-2 89
2 5,16[1',2']:8,13[1'",2"'']-Dibenz... 408 C32H24 005672-97-9 86
3 9,10-di(Chloromethyl)anthracene 274 CleH12C12 010387-13-0 64
4 [1,1'-Biphenyl]-4,4'-dicarbonitrile 204 C14H8N2 001591-30-6 58
5 9-Acridinecarbonitrile 204 C14H8N2 005326-19-2 53

Abundance Scan 2636 (18.826 min): BG048352.D\data.ms (-2633) (- m/z 204.10 100.00%

204.1
5000
18‘5(5 ‘19‘00‘ ‘JJ‘\
101.0 : -
451 1511 .
| b 2800 38694031 /7 202.00  34.45%
mi/z--> 50 100 150 200 250 300 350 400
Abundance #64594: Naphthalene, 2-phenyl-
204.0
5000 sl ey
18.50 19.00
101.0 m/z 203.00 33.60%
5%(\) i \‘\ .159'0\
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #215197: 5,16[1',2']:8,13[1",2"]-Dibenzenodibenzo[a,g]cy
204.0
T e
18.50 19.00
5000 m/z 205.05 18.53%
390 19101520 3130 408.0
L e e e S
m/z--> 50 100 150 200 250 300 350 400
Abundance #122693: 9,10-di(Chloromethyl)anthracene — ——
204.0 18.50 19.00
m/z 200.00 7.62%
5000
101.0
36\'0 L1y 1510 I 27?'0
R B B B e B O
m/z--> 50 100 150 200 250 300 350 400 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@30521\
Data File : BG@48352.D

Acqg On : 6 Mar 2021 00:30
Operator : CG/JU

Sample : M1567-01 2X

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG021021.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 9,12-Octadecadienoic acid, ... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

19.232 24.00 ng 747727  Phenanthrene-die 17.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
2 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 98
3 11,14-Octadecadienoic acid, meth... 294 C19H3402 056554-61-1 95
4 8,11-Octadecadienoic acid, methy... 294 C19H3402 056599-58-7 91
5 Methyl 9-cis,1l-trans-octadecadi... 294 C19H3402 1000336-44-0 90

Abundance Scan 2705 (19.232 min): BG048352.D\data.ms (-2701) (-  m/z 67.10 100.00%
67.1

5000 JL
T e
| ‘H 1“23.1 2051 e 50 19.00 19.50
AR g L1 3490 4151 sz 81.10  74.61%
m/z--> 50 100 150 200 250 300 350 400
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
67.0
5000 N o
19.00 19.50
‘ m/z 55.10  72.52%
T \“’M\‘ H‘h “ \““\“\ g:\l-\7\8\0’ T \2‘6\2\(\)\ ‘ L ‘ L ‘ L
m/z--> 50 100 150 200 250 300 350 400
Abundance #139708: 9,12-Octadecadienoic acid, methyl ester
67.0
T o
19.00 19.50
5000 m/z 41.10  65.05%
23.0
294.0
! ]ﬁ |47802230 T
m/z--> 50 100 150 200 250 300 350 400
Abundance  #139719: 11,14-Octadecadienoic acid, methyl ester T T
67.0 19.00 19.50
m/z 79.10 48.36%
5000
294.0
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\BG@30521\
Data File : BG@48352.D

Acqg On : 6 Mar 2021 00:30
Operator : CG/JU

Sample : M1567-01 2X

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG021021.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 14-Octadecenoic acid, methy... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.261 32.88 ng 1024710 Phenanthrene-d10 17.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 94
2 9-Octadecenoic acid, methyl este... 296 C19H3602 001937-62-8 94
3 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 93
4 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 91
5 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 91

Abundance Scan 2710 (19.261 min): BG048352.D\data.ms (-2707) (- m/z 55.10 100.00%

55.1
5000
T 1
19.00 19.50
ol Hd‘\ | 371 431 mjz 4110 70.06%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141287: 14-Octadecenoic acid, methyl ester
55.0
5000 T —
19.00 19.50
264.0 m/z 69.10 59.95%
‘ ‘ ‘ 10 oo ‘
‘|‘ ‘i‘“””\ Hw‘w{’h‘u‘w‘\ \Hm ‘\“‘u‘ . “m b 1“ - 1“‘\ - “‘ T e
m/z--> 50 100 150 200 250 300 350 400
Abundance #141309: 9-Octadecenoic acid, methyl ester, (E)-
55.0
T —
19.00 19.50
5000 m/z 74.10 53.85%
264.0
11.0
I ’ 180.0
T \‘ ‘u
m/z--> 50 100 150 200 250 300 350 400
Abundance #141283: 15-Octadecenoic acid, methyl ester P P
55.0 19.00 19.50
m/z 43.10 53.45%
5000
264.0
11.0
A“’ 180.0
L “ T T ‘ T T ‘ T
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\BG@30521\
Data File : BG@48352.D

Acqg On : 6 Mar 2021 00:30
Operator : CG/JU

Sample : M1567-01 2X

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG021021.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 Pentadecanoic acid, methyl ... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.390 8.00 ng 249355  Phenanthrene-die 17.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 70
2 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 53
3 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 53
4 Methyl cyclohexanepropionate 170 C10H1802 020681-51-0 50
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 50

Abundance Scan 2732 (19.390 min): BG048352.D\data.ms (-2728) (- m/z 74.00 100.00%

74.0
204.0
5000 J
143.1 255.2 ] T
‘ ‘ ‘ 19.00 19.50
e dll [, 30303560 4172 " og 00 7750y
miz--> 50 100 150 200 250 300 350 400
Abundance #107593: Pentadecanoic acid, methyl ester
74.0
5000 = e
19.00 19.50
143.0 m/z 204.00 54.09%
J ‘ 213.0
\\\‘\"‘h\‘\‘\M\N\‘f‘\\“\ \‘\‘\“ \‘\l\\“\\\\‘\\\\’\\\\‘\\\\
m/z--> 100 150 200 250 300 350 400
Abundance #84483: Tridecanoic acid, methyl ester
74.0
B =
19.00 19.50
5000 m/z 43.10  41.85%
143.0
279 |||, | 70
‘um‘,MMHL‘_m_m_m_M,HH_M
miz-> 50 100 150 200 250 300 350 400
Abundance #131319: Hexadecanoic acid, 15-methyl-, methyl ester — —
74.0 19.00 19.50
m/z 55.10 35.13%
5000
J 143.0 284.0
199 O
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\BG@30521\
Data File : BG@48352.D

Acqg On : 6 Mar 2021 00:30
Operator : CG/JU

Sample : M1567-01 2X

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG021021.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 11H-Benzo[b]fluorene Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
20.360 2.91 ng 235949 Chrysene-d12 21.740
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 94
2 Pyrene, 1-methyl- 216 C17H12 002381-21-7 91
3 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 90
4 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 87
5 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 87
Abundance Scan 2897 (20.360 min): BG048352.D\data.ms (-2895) (-  m/z 216.10 100.00%
216.1
= A=
400 94.4 163.1 ‘ ) 20.00 20.50
0l 200kt A 388:0.8339.1 4010 pg 215,10 81.23%
m/z--> 50 100 150 200 250 300 350 400
Abundance #74422: 11H-Benzo[b]fluorene
216.0
5000 = SR
20.00 20.50
108.0 m/z 217.10 16.72%
0 | 163.0, |
\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #74411: Pyrene, 1-methyl-
216.0
— ——
20.00 20.50
5000 m/z 213.00 15.54%
95.0
300 || 1630]
— it
m/z--> 50 100 150 200 250 300 350 400
Abundance #74424: Fluoranthene, 2-methyl- — —
216.0 20.00 20.50
m/z 94.40 9.31%
5000
108.0
SJ.TQ \u‘ \‘\ 1630\‘ L MM
e Pk
m/z--> 50 100 150 200 250 300 350 400 20.00 20.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@30521\
Data File : BGO48352.D

Acqg On : 6 Mar 2021 00:30
Operator : CG/JU

Sample : M1567-01 2X

Misc :

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG021021.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 12.269 4.2 ng 86566 2 10.900 408535 20.0
Naphthalene, 1,... 12.786 2.5 ng 50116 2 10.900 408535 20.0
Tetradecane 13.503 3.5 ng 92345 3 14.713 528933 20.0
unknownl14.161 14.161 2.9 ng 75654 3 14.713 528933 20.0
Pentadecane 14.572 3.8 ng 100122 3 14.713 528933 20.0
Benzene, 1,3,5-... 15.113 2.5 ng 65400 3 14.713 528933 20.0
Hexadecane 15.524 3.7 ng 96995 3 14.713 528933 20.0
Eicosane 16.382 4.4 ng 136295 4 17.463 623212 20.0
10-Methylnonade... 17.175 3.3 ng 103008 4 17.463 623212 20.0
Nonadecane 17.916 2.9 ng 90494 4 17.463 623212 20.0
Tridecanoic aci... 18.098 11.9 ng 369937 4 17.463 623212 20.0
Anthracene, 2-m... 18.339 4.6 ng 143864 4 17.463 623212 20.0
Phenanthrene, 1... 18.386 5.5 ng 172836 4 17.463 623212 20.0
4H-Cyclopenta[d... 18.532 9.9 ng 307332 4 17.463 623212 20.0
1H-Indene, 2-ph... 18.568 2.4 ng 76068 4 17.463 623212 20.0
Naphthalene, 2-... 18.826 3.0 ng 92940 4 17.463 623212 20.0
9,12-Octadecadi... 19.232 24.0 ng 747727 4 17.463 623212 20.0
14-Octadecenoic... 19.261 32.9 ng 1024710 4 17.463 623212 20.0
Pentadecanoic a... 19.390 8.0 ng 249355 4 17.463 623212 20.0
11H-Benzo[b]flu... 20.360 2.9 ng 235949 5 21.740 1620290 20.0
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