LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120522\
Data File : BG@55897.D

Acqg On : 5 Dec 2022 23:16
Operator : CG/JU

Sample : N5872-01

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-BG111622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO55897.D\data.ms

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

# min scan scan scan TY height area % max. total
1 5.221 323 329 340 rBV 225556 362124 20.92%  1.896%
2 5.709 405 412 427 rBV 567732 933552 53.93% 4.889%
3 6.320 509 516 524 rvB2 13337 22051 1.27% ©.115%
4 7.330 679 688 701 rBV 567942 996595 57.57% 5.219%
5 8.171 825 831 839 rBV 153697 263007 15.19% 1.377%
6 9.346 1024 1031 1046 rBV 344824 625737 36.15% 3.277%
7 11.003 1306 1313 1320 rVB 214390 382637 22.10% 2.004%
8 12.178 1507 1513 1518 rBV6 9849 17536 1.01% 0.092%
9 12.377 1541 1547 1553 rBvV3 22980 38669 2.23% 0.203%
10 12.883 1626 1633 1638 rBV3 13657 23854 1.38% 0.125%
11 13.317 1701 1707 1711 rBV3 17402 26623 1.54% 0.139%
12 13.429 1719 1726 1736 rVB 909140 1382759 79.88% 7.241%
13 13.605 1747 1756 1760 rBV 57116 90044 5.20% 0.472%
14 13.740 1775 1779 1785 rVB3 22246 36156 2.09% ©0.189%
15 14.075 1831 1836 1840 rBV7 10723 23489 1.36% 0.123%
16 14.122 1840 1844 1849 rVV5 19480 37885 2.19% 0.198%
17 14.169 1849 1852 1857 rVW4 19874 29987 1.73% ©.157%
18 14.228 1857 1862 1863 rVW4 19677 25924 1.50% 0.136%
19 14.252 1863 1866 1870 rVVv2 34952 52900 3.06% 0.277%
20 14.299 1870 1874 1881 rVV5 20879 41208 2.38% 0.216%
21 14.369 1881 1886 1894 rVB6 22142 37572 2.17% 0.197%
22 14.534 1909 1914 1921 rBVS 11274 29560 1.71% 0.155%
23 14.669 1932 1937 1941 rBV 94975 121339 7.01% 0.635%
24 14.804 1954 1960 1966 rVV 333751 517659 29.90% 2.711%
25 14.869 1967 1971 1976 rVB 30703 43677 2.52% ©0.229%
26 15.004 1989 1994 2000 rBV5 14315 28135 1.63% 0.147%
27 15.115 2008 2013 2017 rBVv4 12551 28455 1.64% 0.149%
28 15.192 2024 2026 2035 rVB5 17616 43767  2.53% 0.229%
29 15.274 2035 2040 2048 rBV3 32226 68836 3.98% 0.360%
30 15.350 2050 2053 2058 rVB2 19194 22483 1.30% 0.118%
31 15.409 2059 2063 2068 rBVv6 16328 34167 1.97% 0.179%
32 15.615 2087 2098 2103 rBV 139935 211677 12.23% 1.109%
33 16.014 2160 2166 2170 rBV2 46813 79042 4.57% 0.414%
34 16.149 2185 2189 2200 rVB2 50910 95252 5.50%  0.499%
35 16.238 2200 2204 2207 rBV3 20887 27810 1.61% 0.146%

36 16.290 2207 2213 2222 rBV 651115 1002310 57.90% 5.249%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120522\
Data File : BG@55897.D

Acqg On : 5 Dec 2022 23:16
Operator : CG/JU

Sample : N5872-01

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-BG111622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 16.473 2239 2244 2247 rBV 155864 227483 13.14% 1.191%
38 16.813 2298 2302 2305 rBV3 16544 27152 1.57% 0.142%
39 16.978 2327 2330 2336 rVB4 20949 34409 1.99% 0.180%
40 17.048 2338 2342 2345 rBvV3 17375 23879 1.38% 0.125%
41 17.266 2374 2379 2383 rBV 132918 166193 9.60% 0.870%
42 17.313 2383 2387 2392 rW 50185 72878 4.21% 0.382%
43 17.548 2421 2427 2431 rBV 366291 583959 33.73% 3.058%
44 17.589 2431 2434 2440 rVB 201078 284543 16.44%  1.490%
45 17.677 2445 2449 2454 rVWV 56933 88762 5.13% 0.465%
46 17.736 2456 2459 2465 rVB3 33480 48695 2.81% ©.255%
47 17.806 2467 2471 2478 rBV6 18573 34172 1.97% 0.179%
48 17.947 2488 2495 2500 rBV3 29026 61235 3.54% 0.321%
49 18.000 2500 2504 2509 rVV 118640 148496 8.58% 0.778%
50 18.176 2529 2534 2541 rVB 356383 456019 26.34%  2.388%
51 18.406 2569 2573 2580 rBv2 189142 347628 20.08%  1.821%
52 18.464 2580 2583 2588 rVB 51409 83841 4.84% 0.439%
53 18.617 2603 2609 2612 rBV3 67083 133054 7.69% 0.697%
54 18.688 2617 2621 2625 rBV 98434 114195 6.60% ©.598%
55 19.310 2722 2727 2729 rBV2 1004558 1283883 74.16% 6.724%
56 19.340 2729 2732 2742 rVB 850823 1145729 66.18% 6.000%
57 19.469 2749 2754 2759 rBV 183981 237012 13.69% 1.241%
58 19.528 2760 2764 2766 rVV 158964 213353 12.32% 1.117%
59 19.557 2766 2769 2771 rVWV 281397 396415 22.90% 2.076%
60 19.587 2771 2774 2781 rVWW 613689 956384 55.25% 5.009%
61 19.669 2785 2788 2796 rVB3 65287 117078 6.76% 0.613%
62 19.886 2822 2825 2827 rBV 49072 52883 3.05% 0.277%
63 19.916 2827 2830 2832 rVV2 78573 110519 6.38% 0.579%
64 19.951 2832 2836 2844 rVB 492087 695122 40.15% 3.640%
65 20.133 2862 2867 2873 rVB 1304271 1731131 100.00% 9.066%
66 20.409 2911 2914 2916 rBV 62933 78044 4.51% 0.409%
67 20.538 2933 2936 2942 rBV2 50217 94211 5.44%  0.493%
68 21.831 3148 3156 3161 rBV2 406234 954318 55.13%  4.998%
69 21.878 3161 3164 3175 rVB 173167 287963 16.63% 1.508%

Sum of corrected areas: 19095116
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120522\
Data File : BG@55897.D

Acq On : 5 Dec 2022 23:16
Operator : CG/JU

Sample : N5872-01

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG055897.D\data.ms
1400000

1200000
1000000
800000

600000 5.709 7.330

400000 9.346

5.221 11.003
200000 8.171

6.320 1212877 12.88¢

o\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘

Time--> 350 400 450 500 550 6.00 650 700 750 8.00 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG055897.D\data.ms

1400000 20.133

1200000

1000000 13.429 19340

800000
21.831

600000

17548 18.
400000 18.176 21878

229(BB8

200000

13 3fARP

e S NSNS S

Time--> 13.50 14.00 14.50 15.00 1550 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: BG055897.D\data.ms
1400000

1200000
1000000
800000
600000

200000

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

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
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120522\
Data File : BG@55897.D

Acq On : 5 Dec 2022 23:16
Operator : CG/JU

Sample : N5872-01

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.221 27.54 ng 362124  1,4-Dichlorobenzene-d4 8.176

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
4 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
5 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 9
Abundance Scan 329 (5.221 min): BG055897.D\data.ms (-323) (-) m/z 43.00 100.00%
3.0
59.0
5000
REEaE B R
101.0 4.80 5.00 5.20 5.40 5.60
"‘_‘H\‘um“im‘8‘359‘”””_‘”,” m/z 59.00 52.47%
miz--> 20 40 60 80 100 120 140
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 I N RN R R
59.0 4.80 5.00 5.20 5.40 5.60
m/z 101.00 16.18%
279 g3.0 1010
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\
miz—-> 20 40 60 80 100 120 140
Abundance #9479: 2-Hexanol, 2-methyl-
59.0
Rmaas e R
4.80 5.00 5.20 5.40 5.60
5000 m/z 58.00 14.31%
101.0
41.0
2T VN O AN
miz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester e
59.0 4.80 5.00 5.20 5.40 5.60
m/z 41.00 8.98%
5000 41.0
W] 126.0142,0
— 7 R e e
m/z--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120522\
Data File : BG@55897.D

Acq On : 5 Dec 2022 23:16
Operator : CG/JU

Sample : N5872-01

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 2 Tetradecane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.605 3.48 ng 90044  Acenaphthene-d1e 14.804
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 91
2 Hexadecane 226 C16H34 000544-76-3 90
3 Undecane 156 C11H24 001120-21-4 86
4 Tridecane 184 C13H28 000629-50-5 86
5 Pentadecane 212 C15H32 000629-62-9 86

Abundance Scan 1756 (13.605 min): BG055897.D\data.ms (-1747) (- | m/z 57.05 100.00%
57.0

5000

oo
a
[

1350  14.00
112.0
il 14001650 m/z 43.05 79.86%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74006: Tetradecane
57.0
5000 T ——
85.0 13.50 14.00
29.0 m/z 71.05 48.52%

\‘ I H | 1130 141.0 169.0 198.0

‘\\\\‘\\\\‘\\\\‘!\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\

miz--> 20 40 60 80 100 120 140 160 180 200 220

%

Abundance #107217: Hexadecane
57.0
\
13.50 14.00
5000 ITI/Z 41.00 41.51%
85.0
29.0
130 1410 1690 2260
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33081: Undecane 7 —
57.0 13.50 14.00

m/z 85.10  32.63%

5000

o]
al
o

29.0
M H \‘ \‘ I 11\3 0 15\6 0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120522\
Data File : BG@55897.D

Acq On : 5 Dec 2022 23:16
Operator : CG/JU

Sample : N5872-01

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 3 Hexadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.669 4.69 ng 121339  Acenaphthene-di0 14.804
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Tridecane 184 C13H28 000629-50-5 90
3 Dodecane, 2-methyl-6-propyl- 226 CleH34 055045-08-4 86
4 Tridecane, 4,8-dimethyl- 212 C15H32 055030-62-1 86
5 Dodecane, 1-iodo- 296 C12H25I1 004292-19-7 80

Abundance Scan 1937 (14.669 min): BG055897.D\data.ms (-1932) (- | m/z 57.05 100.00%

57.0
5000
85.0

H 1131 14511691  212.1 1450 1500
bl TS, AEDA169 2121 s 43,05 81.73%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane
57.0

5000 S .-
14.50 15.00
85.0

m/z 71.10 51.95%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59029: Tridecane
57.0

o

14.50 15.00
5000 ITI/Z 41.00 37.72%
85.0
29.0
L 0w e
m/z--> Zb 4b Gb éo 160 léO lAO 1é0 1é0 260 250
Abundance #107244: Dodecane, 2-methyl-6-propyl- T —
57.0 14.50 15.00

m/z 85.05 34.70%

) | \AAWL/
140.0
182.0
H h\ i ‘113 0 h || 226.0 : : ‘

T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120522\
Data File : BG@55897.D

Acq On : 5 Dec 2022 23:16
Operator : CG/JU

Sample : N5872-01

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 4 Naphthalene, 1,6,7-trimethyl- Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
15.274 2.66 ng 68836  Acenaphthene-d1e 14.804
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 86
2 4,6,8-Trimethylazulene 170 C13H14 000941-81-1 53
3 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 49
4 Dodecane 170 C12H26 000112-40-3 49
5 3,4-Dimethoxythiophenol 170 C8H1002S 000700-96-9 43

Abundance Scan 2040 (15.274 min): BG055897.D\data.ms (-2035) (- | m/z 57.05 100.00%

57.0
170.1
5000
85.0

I
113.0 141.0 15.00 15.50
N m“_m:‘: Aol s wz az.ee 94.72%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45537: Naphthalene, 1,6,7-trimethyl-
170.0

5000 m—— —
15.00 15.50
m/z 170.18  56.21%

27.0 510 76.0

TTT \ ‘ T ‘\ T “ T \“\ T ‘ u T ‘\ ‘U ‘H\H T \1\0‘2\ \()\ ‘\ ‘ T ‘!‘ T “g-\s\ ‘\ T ‘ TTT
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45527: 4,6,8-Trimethylazulene

i Al j\/\ M /\

15.00 15ﬁ50
5000 m/z 71.85 51.30%
390 128.0
i 30LL gsdp ]
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45539: Naphthalene, 2,3,6-trimethyl- ; ;

T
170.0 15.00 15.50
m/z 41.00 49.60%

B \N\A/\/\ﬁj\/w
128,
410 650 8501050 280 1500 |

T T
m/z--> 20 40 60 80 100 120 140 160 180 15.00 15.50

8270-BG111622.M Tue Dec 06 12:13:07 2022 Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120522\
Data File : BG@55897.D

Acq On : 5 Dec 2022 23:16
Operator : CG/JU

Sample : N5872-01

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 5 Pentadecane, 7-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.615 8.18 ng 211677  Acenaphthene-di0 14.804
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentadecane, 7-methyl- 226 Cl6H34 006165-40-8 91
2 Nonadecane 268 C19H40 000629-92-5 91
3 5-Ethyldecane 170 C12H26 017302-36-2 91
4 Hexadecane 226 Cl6H34 000544-76-3 91
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 2098 (15.615 min): BG055897.D\data.ms (-2087) (- | m/z 57.05 100.00%
57.0
5000
85.1
=5 —
15.50 16.00
1131  155.0
owmmf‘:mhwmmm\H;u_mw‘u_u?ﬁz‘}‘lwmzﬁ‘?x‘l‘w_m m/z 43.05 75.93%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #107232: Pentadecane, 7-methyl-
57.0
5000 1550  16.00
85.0 : =
290 m/z 71.05 51.54%
‘ 112.0140 0
\‘\‘\‘\\‘i‘“\”“\\”}\“u‘\\\h“H‘!‘\‘\\\\}‘\.\\\]_‘6\\8\.\()‘\\\\‘2\171\-\.9\H‘HH‘HH
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #158600: Nonadecane
57.0
= ~
15.50 16.00
m/z 41.00 38.49%
5000 85.0
29.0
| 3014101690070 268.(
A Raaa A e e ERaRARRsaEARAT R
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #45482: 5-Ethyldecane T ——
57.0 15.50 16.00
m/z 85.10 35.03%
5000
8.0 140.0
112.0 :
1700 ULNILY
m/z--> 20 40 60 80 100120140160 180 200 220 240 260 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120522\
Data File : BG@55897.D

Acq On : 5 Dec 2022 23:16

Operator : CG/JU

Sample : N5872-01

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method :
Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

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

Peak Number 6 Tridecane, 3-methyl- Concentration Rank 18

R.T EstConc Area Relative to ISTD R.T.
16.014 3.05 ng 79042  Acenaphthene-d1e 14.804
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tridecane, 3-methyl- 198 C14H3e 006418-41-3 72
2 Tridecane, 6-methyl- 198 C14H30 013287-21-3 58
3 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 53
4 Octadecane, 2,6-dimethyl- 282 C20H42 075163-97-2 53
5 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 53

Abundance Scan 2166 (16.014 min): BG055897.D\data.ms (-2160) (- | m/z 57.05 100.00%

57.0
5000

T I
99.0 169.1 16.00
‘L L | 339 200 m/z 43.05 48.17%

‘ :
m/z--> 50 100 150 200 250
Abundance #74014: Tridecane, 3-methyl-

57.0

5000

m/z 71.00 45.58%

210‘ 99.0 169.0
T ‘f‘ ‘ “\ ‘\ \“ T “ \‘ T ]‘-\3\9.(‘) T “\ T ]-\9‘9.9 T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #74011: Tridecane, 6-methyl-

57.0

5000 ITI/Z 41.00 22.85%
98.0
27|
70, 1y L a0 w0
m/z--> 50 100 150 200 250
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl- — ‘
57.0 16.00
m/z 85.05 17.78%
h NJKNMMNMJXVULM\«ﬁA
99.0
‘\\ “‘\ ll \‘ H‘ \14-}0 183.0 239.0 296.(
e S S
miz--> 50 100 150 200 250 16.00

8270-BG111622.M Tue Dec 06 12:13:08 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120522\
Data File : BG@55897.D

Acq On : 5 Dec 2022 23:16
Operator : CG/JU

Sample : N5872-01

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 7 Benzophenone Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
16.149 3.68 ng 95252  Acenaphthene-d1e 14.804
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 94
2 Benzoic acid, pentafluorophenyl ... 288 C13H5F502 1000360-67-9 47
3 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 46
4 2-(2-0x0-2-phenyl-ethyl)-malonon... 184 C11H8N20 1000296-76-9 46
5 Benzoylformic acid 150 C8H603 000611-73-4 43
Abundance Scan 2189 (16.149 min): BG055897.D\data.ms (-2185) (- | m/z 105.00 100.00%
105.0
77.0
182.0
5000
51.0
= =
16.00 16.50
e 1260 19RO 2070 s e 76.26%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 s -
16.00 16.50
51.0 m/z 182.00  60.44%
210 1260 1520
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #183449: Benzoic acid, pentafluorophenyl ester
105.0
LW VAW VN
16.00 16.50
5000 77.0 m/z 51.00 32.62%
51.0
270 | 1550 183.0
L e B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30107: Benzenecarbothioic acid, S-methyl ester
105.0 16.00 16.50
m/z 182.95 11.69%
77.0
5000
51.0
152.0
‘27‘-9‘_u\‘w”mHH‘mH‘w_‘l‘,w_ww o Lo MW’M ﬁ\(
m/z--> 20 40 60 80 100 120 140 160 180 200 16.00 16.50

8270-BG111622.M Tue Dec 06 12:13:09 2022 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120522\
Data File : BG@55897.D

Acq On : 5 Dec 2022 23:16
Operator : CG/JU

Sample : N5872-01

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 8 Eicosane, 10-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.473 7.79 ng 227483 Phenanthrene-d10 17.548
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Eicosane, 10-methyl- 296 C21H44 054833-23-7 91
2 Heptadecane 240 C17H36 000629-78-7 91
3 Nonadecane 268 C19H40 000629-92-5 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Heptacosane 380 C27H56 000593-49-7 90
Abundance Scan 2244 (16.473 min): BG055897.D\data.ms (-2239) (- | m/z 57.05 100.00%
57.0
- /\aim
——
99.1 167.0 16.50
A b b | 136070701971 2401 m/z 43.05 78.50%
miz--> 50 100 150 200 250
Abundance #194595: Eicosane, 10-methyl-
57.0
5000 1
16.50
m/z 71.05 55.42%
99.0 0
T ‘\“ “‘\ ”H‘ \‘h‘\ “L \h‘ it ‘h\ h\ \1\97‘0\ \2\3\9? T 2\8\1\0‘
miz--> 50 100 150 200 250
Abundance #123961: Heptadecane
57.0
——
16.50
5000 ITI/Z 41.00 37.36%
r7.0 99.0
[ h L. 1410 1830 240.0
R A B e
miz--> 50 100 150 200 250
Abundance #158598: Nonadecane —
57.0 16.50
m/z 85.10 36.77%
h /\uv\A/Lmﬁﬁ\wvvwﬂfJbv
99.0
270, | | 1", 1410 1830 268.0
Al A e ——
m/z--> 50 100 150 200 250 16.50

8270-BG111622.M Tue Dec 06 12:13:09 2022 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120522\
Data File : BG@55897.D

Acq On : 5 Dec 2022 23:16
Operator : CG/JU

Sample : N5872-01

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 9 Octadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.266 5.69 ng 166193 Phenanthrene-d10 17.548
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 94
2 Nonadecane 268 C19H40 000629-92-5 91
3 Tridecane, 6-methyl- 198 C14H30 013287-21-3 90
4 Pentadecane 212 C15H32 000629-62-9 87
5 Octacosane 394 (C28H58 000630-02-4 87

Abundance Scan 2379 (17.266 min): BG055897.D\data.ms (-2374) (- | m/z 57.05 100.00%

57.0
5000
85.0

A
17.00 17.50
‘ 11311410 1961
WW\Mm!_“‘m‘:u‘m_‘:h_uwH_W"_‘?,259,2‘?“‘,‘2‘” m/z 43.05 72.81%

m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #141058: Octadecane
57.0

5000 85.0 T T T T
17.00 17.50

m/z 71.10  55.52%

29.0 113.0
141.0
\H‘HH“\HH‘\\H}\‘w‘\H“H}‘\‘\“\H“H\‘ﬁ\eﬁ\o‘%\gz\ga’zﬁ\q’z\'\s\ﬁ’\o\H
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #158600: Nonadecane
57.0

o

— —
17.00 17.50
m/z 85.05 36.51%
5000 85.0
29.0
“ | h | 113.0141.0169.0197.0 268.(
AR RN LRSS e e e  RARRARRERROE
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #74019: Tridecane, 6-methyl- T T
57.0 17.00 17.50

m/z 41.00 33.06%

5000
85.0
29.0 ‘ 126.0
d | L ‘ |

| 154.0183.0

T —
m/z--> 20 40 60 80 100120140160180200220240260 17.00 17.50

8270-BG111622.M Tue Dec 06 12:13:10 2022

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120522\
Data File : BG@55897.D

Acq On : 5 Dec 2022 23:16
Operator : CG/JU

Sample : N5872-01

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 10 Nonadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
18.000 5.09 ng 148496  Phenanthrene-di0 17.548
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Nonadecane 268 C19H40 000629-92-5 90
3 Nonane, 5-butyl- 184 C13H28 017312-63-9 89
4 Decane, 1-iodo- 268 C10H21I1 002050-77-3 87
5 Octacosane 394 (C28H58 000630-02-4 87
Abundance Scan 2504 (18.000 min): BG055897.D\data.ms (-2500) (- | m/z 57.00 100.00%
57.0
e WM
——
h 99.1 141.0 18.00
ol b ok g 2O 1820 2240 2810 0 43 65 76.22%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107218: Hexadecane
57.0
5000 IR
18.00
m/z 71.10 56.79%
27‘ ‘ \ I ‘99\0 141.0 183.0 226.0
\‘HH‘\\H‘\\\\‘\\\\‘\H\‘HH‘\H\‘\\\\‘\H\‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #158600: Nonadecane
57.0
——
18.00
5000 ITI/Z 85.10 36.53%
99.0
270) h |, 1410 1830 268.0
w‘Hw‘Hw‘Hw‘HW‘HW‘HW‘HW‘HWH‘WH‘WH‘WH‘WH‘WH
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59031: Nonane, 5-butyl- —
43.0 18.00
m/z 41.00 32.14%
85.0
5000 126.0
1s501840 -
m/z--> 20 40 60 80 100120140160180200220240260280 18.00

8270-BG111622.M Tue Dec 06 12:13:11 2022 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120522\
Data File : BG@55897.D

Acq On : 5 Dec 2022 23:16
Operator : CG/JU

Sample : N5872-01

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 11 Hexadecanoic acid, methyl e... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.176  15.62 ng 456019  Phenanthrene-d10 17.548
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 97
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 92
5 Dodecanoic acid, 1@0-methyl-, met... 228 C14H2802 005129-65-7 87
Abundance Scan 2534 (18.176 min): BG055897.D\data.ms (-2529) (- | m/z 74.00 100.00%
74.0
5000 43.0
143.0 227.2 T T
: 18.00 18.50
M M 4 4110 ‘ 185.1 , 2701 9
Hw‘uwuuwum Mt e berhert prcbe bbb e e m/z 86.95 73.21%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 U
43.0 1800 18.50
143.0 43.00 42.41%
2270
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
1800 1850
5000 43.0 55.00  34.50%
‘ M‘ H‘H 11101""30 1850 227.0 270(
HWH‘WHH,HH“‘H_H‘_HW‘HWH‘WHH‘HH_‘H_H‘_HW
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126209: Methyl tetradecanoate
74.0 1800 1850
41.00  32.30%
5000
43.0
143.0
1990 2420
m/z--> 20 40 60 80 100120140160180200220240260 1800 1850

8270-BG111622.M Tue Dec 06 12:13:11 2022 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120522\
Data File : BG@55897.D

Acq On : 5 Dec 2022 23:16
Operator : CG/JU

Sample : N5872-01

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 12 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.406 11.91 ng 347628 Phenanthrene-di0 17.548
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 70
3 Tridecanoic acid 214 C13H2602 000638-53-9 64
4 Undecanoic acid 186 C11H2202 000112-37-8 64
5 Tetradecanoic acid 228 C14H2802 000544-63-8 58
Abundance Scan 2573 (18.406 min): BG055897.D\data.ms (-2569) (- m/z 43.00 100.00%
43.0 73.0
5000
129.0 192.0
——
‘ ‘ % 256.1 18.50
. Al o) 102D 1Ly 2251 | 2874 3 60 op.52%
miz--> 50 100 150 200 250
Abundance #143510:n-Hexadecanok:add
5000 129.0 T
18.50
97.0 1710 213.0 256.0 m/z 59.95 86.54%
— ‘“‘ H\‘\ Hh”\ ‘H‘\ i ‘ ‘ ‘ . \‘ ““\‘ . “\‘ —
miz--> 50 150 200 250
Abundance #126199.Pentadecanok:add
43.0 73.0
—=
18.50
5000 129.0 m/z 41.00 75.15%
‘ 199.0 2420
1 H\ HH‘\‘ H\h\ \M A “‘1‘61‘-0;\‘ \i L ‘\“ -
miz--> 150 200 250
Abundance #92069.Tndecanok:add —
73.0 18.50
43.0 m/z 57.00 74.42%
5000 129.0
171.0
‘ 214.0
: “‘ H\‘u‘h HH \h“\ - \“ L “‘ ‘ “\‘ — ——
m/z--> 100 150 200 250 18.50

8270-BG111622.M Tue Dec 06 12:13:12 2022 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120522\
Data File : BG@55897.D

Acq On : 5 Dec 2022 23:16
Operator : CG/JU

Sample : N5872-01

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 13 1H-Indene, 1-phenyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.

18.464 2.87 ng 83841  Phenanthrene-d10 17.548
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1H-Indene, 1-phenyl- 192 C15H12 001961-96-2 94
2 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 93
3 Anthracene, 1-methyl- 192 C15H12 000610-48-0 93
4 Anthracene, 2-methyl- 192 C15H12 000613-12-7 93
5 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 91

Abundance Scan 2583 (18.464 min): BG055897.D\data.ms (-2580) (- | m/z 192.00 100.00%
192.0

5000

=

—
94.3 18.50

. 151. .1276.1 .

50.9 b ‘ h%wwﬁ‘ 241.1276.1 312 m/z 191.00 64.32%

miz--> 50 100 150 200 250 300
Abundance #67017: 1H-Indene, 1-phenyl-
192.0

5000 T
18.50

m/z 189.00  33.63%

280 650 1501520 |
\\\\’\\\1‘\\\\‘\\\\‘\\\\‘\\\\’\\
miz--> 50 100 150 200 250 300
Abundance #67039: Phenanthrene, 2-methyl-
192.0

—
18.50

5000 ITI/Z 193.00 18.45%
94.0
51Q | M ]\'5\‘\2'\\ L MH
e e e
miz--> 50 100 150 200 250 300
Abundance #67021: Anthracene, 1-methyl- ——
192.0 18.50
m/z 190.00 16.94%
5000
83.0
390 | 111601520
e e e e
m/z--> 50 100 150 200 250 300 18.50

8270-BG111622.M Tue Dec 06 12:13:12 2022 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120522\
Data File : BG@55897.D

Acq On : 5 Dec 2022 23:16
Operator : CG/JU

Sample : N5872-01

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 14 4H-Cyclopenta[def]phenanthrene Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
18.617 4.56 ng 133054  Phenanthrene-di0 17.548
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 74
2 6H-Cyclobuta[jk]phenanthrene 190 C15H10 083469-43-6 64
3 2,2'-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 45
4 1-Aminocyclopentanecarboxylic ac... 319 C15H26C1NO4 1000329-16-6 27
5 1,4-Naphthalenedione, 2,5-dihydr... 190 C10H604 004923-55-1 25

Abundance Scan 2609 (18.617 min): BG055897.D\data.ms (-2603) (- | m/z 189.00 100.00%
189.0
- JV\JW
94.6 Y -
62.0 139.0 Jm 256.1 292.1 18.50 19.00
iy 220 g 222029002950 /7 190.00  93.22%
m/z--> 50 100 150 200 250 300
Abundance #64923: 4H-Cyclopenta[deflphenanthrene
190.0
5000 e ——
18.50 19.00
94.0 m/z 192.00  29.31%
300 \‘\ 1370 |
L ‘ \ L L ‘ ToTT ‘ L ‘ T T T T ‘ L
m/z--> 50 100 150 200 250 300
Abundance #64922: 6H-Cyclobuta[jk]phenanthrene
189.0
—— =
18.50 19.00
m/z 191.00 26.59%
5000
94.0
T T T T ‘ T \‘ T ‘ T T T T ‘ L h T T T T ‘ T T T T ‘ T
m/z--> 50 100 150 200 250 300
Abundance #64351: 2,2'-Bis(4,5-dimethylimidazole) T —
190.0 18.50 19.00
42.0
m/z 94.60 21.29%
5000 122.0 VAMMWfJMMAMMMMWWWMM
SN — —
m/z--> 50 100 150 200 250 300 18.50 19.00

8270-BG111622.M Tue Dec 06 12:13:13 2022 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120522\
Data File : BG@55897.D

Acq On : 5 Dec 2022 23:16

Operator : CG/JU

Sample : N5872-01

Misc

ALS vial : 15

Quant Method :
Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 15 Heptadecane Concentration Rank 15

R.T EstConc Area Relative to ISTD R.T.
18.688 3.91 ng 114195 Phenanthrene-d10 17.548
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 94
2 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 93
3 Heptacosane 380 C27H56 000593-49-7 91
4 Nonadecane 268 C19H40 000629-92-5 91
5 Eicosane 282 (C20H42 000112-95-8 91

Abundance Scan 2621 (18.688 min): BG055897.D\data.ms (-2617) (-~ | m/z 57.05 100.00%

57.0
5000

T
18.50 19.00

9.1
141.0 183 1
ob b A [ 3401831 2471 8420 h; 43.05  74.93%
m/z--> 50 100 150 200 250 300 350
Abundance #123959: Heptadecane
57.0
5000 T ‘ T T ‘ T

18.50 19.00
m/z 71.00 52.97%

9.0
\“\ ‘h “ F ““ \‘ \%4\]-‘0\].\8\2\0‘ T \2\4\()‘0\ L ‘ T T T ‘ T 1T
miz--> 100 150 200 250 300 350
Abundance #107244: Dodecane, 2-methyl-6-propyl-

57.0

T
18.50 19.00
5000 m/z 85.10 38.35%

9.0 140.0
1820
Hw“ L M0e0
m/z--> 100 150 200 250 300 350

Abundance #287977: Heptacosane T —
57.0 18.50 19.00

m/z 41.00 30.81%

h m
i

| F |, 141.0183.0 225.0 267.0 323 0 380.(

T T
m/z--> 50 100 150 200 250 300 350 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120522\
Data File : BG@55897.D

Acq On : 5 Dec 2022 23:16
Operator : CG/JU

Sample : N5872-01

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 16 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.310 43.97 ng 1283880  Phenanthrene-d10 17.548
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
2 Methyl 9-cis,11-trans-octadecadi... 294 C19H3402 013058-52-1 99
3 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
4 Methyl 1@-trans,12-cis-octadecad... 294 C19H3402 1000336-44-2 98
5 9,12-Octadecadienoic acid (Z,z)-... 294 C19H3402 000112-63-0 98
Abundance Scan 2727 (19.310 min): BG055897.D\data.ms (-2722) (- | m/z 67.00 100.00%
67.0
09.1 — I
150.0  206.0 263.1 19.00 19.50
0 by Loy 072990/ 81,00 82.69%
m/z--> 50 100 150 200 250 300
Abundance  #191900: 9,12-Octadecadienoic acid, methyl ester
67.0
5000 — ==
19.00 19.50
09.0 m/z 55.00 81.61%
2940
“‘ ‘“‘ \l\ ‘\\‘ T ‘22‘3‘0‘ 26-1‘0‘ . —
miz--> 50 100 150 200 250 300
Abundance  #191892: Methyl 9-cis,11-trans-octadecadienoate
67.0
T o
19.00 19.50
5000 m/z 41.00  68.50%
09.0 294.0
- ‘\‘“L\ Hh M\‘Hu‘ \}‘ ‘w 187.02200 |
m/z--> 50 100 150 200 250 300
Abundance #191926: 9,12-Octadecadienoic acid, methyl ester, (E,E) — ——
67.0 19.00 19.50
m/z 95.05 52.76%
5000
09.0
m/z--> 50 100 150 200 250 300 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120522\
Data File : BG@55897.D

Acq On : 5 Dec 2022 23:16
Operator : CG/JU

Sample : N5872-01

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 17 9-Octadecenoic acid (Z)-, m... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.340 39.24 ng 1145730  Phenanthrene-d10 17.548
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 91
2 9-Octadecenoic acid, methyl este... 296 C19H3602 001937-62-8 91
3 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 91
4 7-Octadecenoic acid, methyl ester 296 C19H3602 057396-98-2 91
5 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 91

Abundance Scan 2732 (19.340 min): BG055897.D\data.ms (-2729) (- | m/z 55.00 100.00%
558.0

5000

:

1 1801 2222 2641 19.00 19.50

37.
3270 m/z 41.00  64.54%

0,

miz--> 50 100 150 200 250 300
Abundance #194438: 9-Octadecenoic acid (Z)-, methyl ester
558.0

-

5000
19.00 19.50

264.0
m/z 69.00 53.14%

3.0 180.0 222.0

miz--> 50 100 150 200 250 300
Abundance #194450: 9-Octadecenoic acid, methyl ester, (E)-
55.0
— —
19.00 19.50
97.0 m/z 74.00  50.75%
5000 . (et
264.0
wsm 180.0 222.0 ‘
5. digd oy L2980
miz--> 50 100 150 200 250 300
Abundance #194425: 11-Octadecenoic acid, methyl ester — s
55.0 19.00 19.50
m/z 43.00 43.36%
5000 97.0
| 1370 1800 2220 264.0
].‘5.‘0“ “‘ ‘ H‘H\‘\ \“‘H‘H“h ul ‘\\‘ “\ e }L‘ e ‘98‘(‘)‘ ; — ——
m/z--> 50 100 150 200 250 300 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120522\
Data File : BG@55897.D

Acq On : 5 Dec 2022 23:16
Operator : CG/JU

Sample : N5872-01

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 18 Methyl stearate Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.469 8.12 ng 237012  Phenanthrene-die 17.548
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 93
2 Methyl tetradecanoate 242 C15H3002 000124-10-7 87
3 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 86
4 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 81
5 Nonadecanoic acid, methyl ester 312 C20H4002 001731-94-8 81

Abundance Scan 2754 (19.469 min): BG055897.D\data.ms (-2749) (- | m/z 74.00 100.00%
74.0

5000

—

143.0 204.0 255 2

o i, Ll 2901 e
—_ w 0] 18 Y S U R | m T m/z 87.00 81.11%

m/z--> 100 150 200 250 300
Abundance #197274: Methyl stearate
74.0
=

o

5000
19.50
143.0 298.0 m/z 43.00 47.74%
‘\ Iy 1900 2p7
I Y . . I |
\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 100 150 200 250 300
Abundance #126210: Methyl tetradecanoate
74.0
—
19.50
5000 m/Z 55.00 34.17%

29ﬂ“ 1430 1990 2420
miz-> 50 100 150 200 250 300

Abundance #197353: Heptadecanoic acid, 16-methyl-, methyl ester 7
74.0 19.50

m/z 41.00 30.27%

5000
143.0 255.0
‘ ‘ 199.0 298.0
‘\ H l ‘\ L | ! ‘ | | L

T
m/z--> 100 150 200 250 300 19.50

8270-BG111622.M Tue Dec 06 12:13:18 2022 Page: 21



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120522\
Data File : BG@55897.D

Acq On : 5 Dec 2022 23:16
Operator : CG/JU

Sample : N5872-01

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 19 9,12-Octadecadienoic acid (... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
19.528 7.31 ng 213353 Phenanthrene-d10 17.548
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 9,12-Octadecadienoic acid (z,z)- 280 C18H3202 000060-33-3 99
2 Linoelaidic acid 280 C18H3202 000506-21-8 99
3 (9E,11E)-Octadecadienoic acid 280 C18H3202 000544-71-8 98
4 10E,12Z-Octadecadienoic acid 280 C18H3202 002420-56-6 97
5 Bicyclo[2.2.2]octane, 2-methyl- 124 C9H1e 000766-53-0 90

Abundance Scan 2764 (19.528 min): BG055897.D\data.ms (-2760) (- | m/z 67.00 100.00%

5000

5

09.0

19.50
220.1 280.1
O...20L SR 340, 1.0 76.50%

m/z--> 50 100 150 200 250 300 350
Abundance #173583: 9,12-Octadecadienoic acid (Z,2)-
67.0
5000 = :
19.50
09.0

m/z 55.00  72.84%
| h 280.0
d\\uum ‘WHMM\M“1960?360 \

L B R [ LN L L L L B

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

Abundance #173566: Linoelaidic acid
67.0

5

T I
19.50
5000 m/z 41.0  64.96%
09.0
29
h 280.0
ALiplese | T
m/z--> 50 100 150 200 250 300 350
Abundance #173580: (9E,11E)-Octadecadienoic acid — :
67.0 19.50

m/z 95.00 54.43%

5000

09.0
280.0

.

0.0
“\H‘ m “H “H i, \h b 195 0 237.0 |

m/z--> 50 100 150 200 250 300 350 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120522\
Data File : BG@55897.D

Acq On : 5 Dec 2022 23:16
Operator : CG/JU

Sample : N5872-01

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 20 Octadecanoic acid Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
19.669 4.01 ng 117078  Phenanthrene-di0 17.548
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 76
3 Tetradecanoic acid 228 (C14H2802 000544-63-8 74
4 Pentadecanoic acid, 15-bromo- 320 C15H29Bro02 056523-59-2 72
5 Undecanoic acid 186 C11H2202 000112-37-8 70

Abundance Scan 2788 (19.669 min): BG055897.D\data.ms (-2785) (- | m/z 43.05 100.00%
43.0

5000

185.1 241.1

T T
19.50 20.00

m/z 73.00 81.26%
m/z--> 50 100 150 200 250 300 350
Abundance #179089: Octadecanoic acid
5000 — ——
129.0 19.50 20.00
m/z 59.95 79.55%
185.0 547 2840

m/z--> 100 150 200 250 300 350
Abundance #143510: n-Hexadecanoic acid
60.0
PO
19.50 20.00
5000 129.0 m/z 57.00 76.14%
1710 213.0 256.0
m\h”w ‘u‘\ ! ‘\“H“\‘ ““\H“\HH‘HH“
m/z--> 50 100 150 200 250 300 350
Abundance #109281: Tetradecanoic acid — —
73.0 19.50 20.00
m/z 55.00 73.85%
5000
129.0
185.0 228.0
‘u‘u“\ uhh h” M‘\ al ‘ \‘h“ “\‘ \‘ . “\‘ A ammaae e o —— o
m/z--> 100 150 200 250 300 350 19.50 20.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120522\
Data File : BG@55897.D

Acqg On : 5 Dec 2022 23:16
Operator : CG/JU

Sample : N5872-01

Misc :

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
2-Pentanone, 4-... 5.221 27.5 ng 362124 1 8.176 263007 20.0
Tetradecane 13.605 3.5 ng 90044 3 14.804 517659 20.0
Hexadecane 14.669 4.7 ng 121339 3 14.804 517659 20.0
Naphthalene, 1,... 15.274 2.7 ng 68836 3 14.804 517659 20.0
Pentadecane, 7-... 15.615 8.2 ng 211677 3 14.804 517659 20.0
Tridecane, 3-me... 16.014 3.0 ng 79042 3 14.804 517659 20.0
Benzophenone 16.149 3.7 ng 95252 3 14.804 517659 20.0
Eicosane, 10-me... 16.473 7.8 ng 227483 4 17.548 583959 20.0
Octadecane 17.266 5.7 ng 166193 4 17.548 583959 20.0
Nonadecane 18.000 5.1 ng 148496 4 17.548 583959 20.0
Hexadecanoic ac... 18.176 15.6 ng 456019 4 17.548 583959 20.0
n-Hexadecanoic ... 18.406 11.9 ng 347628 4 17.548 583959 20.0
1H-Indene, 1-ph... 18.464 2.9 ng 83841 4 17.548 583959 20.0
4H-Cyclopenta[d... 18.617 4.6 ng 133054 4 17.548 583959 20.0
Heptadecane 18.688 3.9 ng 114195 4 17.548 583959 20.0
9,12-Octadecadi... 19.310 44.0 ng 1283880 4 17.548 583959 20.0
9-Octadecenoic ... 19.340 39.2 ng 1145736 4 17.548 583959 20.0
Methyl stearate 19.469 8.1 ng 237012 4 17.548 583959 20.0
9,12-Octadecadi... 19.528 7.3 ng 213353 4 17.548 583959 20.0
Octadecanoic acid 19.669 4.0 ng 117078 4 17.548 583959 20.0
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