LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012624\
Data File : BP019459.D

Acqg On : 26 Jan 2024 21:52
Operator : MA/JU

Sample : P1247-01

Misc :

ALS Vvial : 18 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_ P\Methods\8270E-BP012624.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@19459.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.487 401 408 416 rBV 1075063 1607995 54.45% 6.364%
2 7.081 667 679 688 rBV 1071529 1744274 59.07% 6.904%
3 7.916 810 821 829 rBV 307199 482736 16.35% 1.911%
4 9.081 1012 1019 1026 rBV 646785 1099623 37.24%  4.352%
5 10.716 1287 1297 1303 rBV 388850 702672 23.79% 2.781%
6 12.145 1533 1540 1547 rBV 55205 89473  3.03% 0.354%
7 12.369 1567 1578 1584 rVB5 20575 51988 1.76% 0.206%
8 13.098 1697 1702 1706 rVB4 20691 30022 1.02% 0.119%
9 13.181 1709 1716 1723 rVB 1381908 2113355 71.57% 8.364%
10 13.387 1746 1751 1758 rVB2 58106 88745 3.01% 0.351%
11 13.457 1758 1763 1772 rBV5 20699 50642 1.71% 0.200%
12 14.040 1859 1862 1866 rVB3 27830 37005 1.25% 0.146%
13 14.275 1896 1902 1908 rBV 34942 64126 2.17% 0.254%
14 14.463 1929 1934 1938 rVWV 57546 78671 2.66% 0.311%
15 14.545 1941 1948 1955 rVW 522905 844977 28.61%  3.344%
16 14.616 1955 1960 1968 rVB 30031 54970 1.86% ©0.218%
17 14.951 2014 2017 2025 rVB5 24606 51301 1.74% 0.203%
18 15.081 2036 2039 2046 rVB5 21658 33313  1.13% 0.132%
19 15.416 2092 2096 2103 rBV2 61152 77390 2.62% 0.306%
20 15.598 2122 2127 2132 rBV2 39243 61574 2.09% 0.244%
21 15.822 2161 2165 2173 rVB2 40150 64962 2.20% 0.257%
22 16.039 2196 2202 2211 rBV 1165134 1745756 59.12% 6.910%
23 16.286 2239 2244 2245 rBV2 73133 93861 3.18% 0.371%
24 17.086 2376 2380 2383 rBV 52782 66144  2.24% 0.262%
25 17.133 2383 2388 2396 rVB4 56861 117524 3.98% 0.465%
26 17.304 2412 2417 2421 rBV 647318 963859 32.64% 3.815%
27 17.351 2421 2425 2430 rVB 313313 441749 14.96% 1.748%
28 17.439 2436 2440 2446 rVB 129813 184032 6.23% 0.728%
29 17.498 2447 2450 2457 rVB7 20597 42124 1.43% 0.167%
30 17.716 2483 2487 2490 rBV 29249 40570 1.37% 0.161%
31 17.828 2503 2506 2511 rVB2 61120 69883 2.37% 0.277%
32 18.175 2561 2565 2568 rBV 58527 82271 2.79% 0.326%
33 18.216 2568 2572 2580 rVvv2 352022 525151 17.78% 2.078%
34 18.298 2583 2586 2590 rvv 52230 80009 2.71% 0.317%
35 18.363 2592 2597 2601 rVV3 117804 224550 7.60% 0.889%

36 18.398 2601 2603 2609 rVB 54909 63759 2.16% 0.252%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012624\
Data File : BP019459.D

Acqg On : 26 Jan 2024 21:52
Operator : MA/JU

Sample : P1247-01

Misc :

ALS Vvial : 18 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_ P\Methods\8270E-BP012624.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 18.504 2617 2621 2624 rBV 67110 82933 2.81% ©.328%
38 18.663 2645 2648 2651 rBV 36791 43545 1.47% 0.172%
39 18.945 2693 2696 2700 rBvV3 40130 57100 1.93% 0.226%
40 19.063 2712 2716 2720 rBV2 80603 126391 4.28% 0.500%
41 19.110 2720 2724 2735 rVB5 152612 343791 11.64% 1.361%
42 19.198 2736 2739 2744 rVB4 40825 58620 1.99% 0.232%
43 19.316 2754 2759 2767 rBV 765485 1213180 41.08% 4.802%
44 19.451 2778 2782 2788 rBv4 131199 221074 7.49% 0.875%
45 19.669 2811 2819 2828 rBV 740635 1308897 44.32% 5.180%
46 19.880 2850 2855 2864 rVB 2230608 2953037 100.00% 11.688%
47 20.151 2898 2901 2905 rVB2 148974 197332 6.68% 0.781%
48 20.198 2906 2909 2912 rBV 123809 139729 4.73% 0.553%
49 20.257 2916 2919 2922 rVB2 100818 120909 4.09% 0.479%
50 20.686 2990 2992 2996 rVB 124095 123056 4.17% 0.487%
51 21.139 3065 3069 3074 rVB3 265920 364020 12.33% 1.441%
52 21.404 3107 3114 3118 rBvV2 880579 1719478 58.23% 6.806%
53 21.439 3118 3120 3130 rVB 359970 490179 16.60% 1.940%
54 21.592 3144 3146 3152 rVB2 107375 127505 4.32% 0.505%
55 23.098 3398 3402 3407 rBV 208431 393933 13.34% 1.559%

56 23.833 3522 3527 3533 rVB 502153 1010128 34.21%  3.998%

Sum of corrected areas: 25265893
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012624\
Data File : BP019459.D

Acqg On : 26 Jan 2024 21:52
Operator : MA/JU

Sample : P1247-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012624.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BP019459.D\data.ms

2000000

1500000

5.487 7.081
1000000

9.081
500000 10.716

7.916
-

0\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

Abundance TIC: BP019459.D\data.ms

19.880

2000000

1500000 13.181
16.039

19.3169.669

12145360 13.0089887 14.0v03#5h8 1641800815 49GBE23 16286
L L L S I B L B B A B BN

Time--> 12.00 1250 13.00 13.50 14.00 1450 1500 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00

1000000

14.545
500000

Abundance TIC: BP019459.D\data.ms

2000000

1500000 21,404

23.833
1000000
1439 23.098
A 1.592
500000 /0-686
Ww
0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\

Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 2450 2500 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012624\
Data File : BP019459.D

Acqg On : 26 Jan 2024 21:52
Operator : MA/JU

Sample : P1247-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012624.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Tridecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.146 2.55 ng 89473  Naphthalene-d8 10.716
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 95
2 Nonane, 5-butyl- 184 C13H28 017312-63-9 90
3 Hexatriacontane 507 C36H74 000630-06-8 90
4 Hexadecane 226 C16H34 000544-76-3 90
5 Tetradecane 198 C14H30 000629-59-4 90

Abundance Scan 1540 (12.145 min): BP019459.D\data.ms (-1533) (- m/z 57.05 100.00%
0

57.
5000

B —
12.00 12.50
111 126.1184.0 258.9 327.0385.2 472.6534.3

AL £ PR 2989 9210389.2 1209945 m/z 43.18  74.98%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #59029: Tridecane
57.0

5000 — o
12.00 12.50

m/z 71.05 49.44%

ol L1 2701850
‘\\\’1!1\‘\\\!‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #59031: Nonane, 5-butyl-

43.0

e T
12.00 12.50

o

5000 126.0 m/Z 41.05 45.69%
Oprrrbibdi b 1840
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #339056: Hexatriacontane — —
57.0 12.00 12.50

m/z 85.00 36.37%

5000
0 I AJ“??O 197.0  295.0 365.0 435.0 506.0
T

R e B B e e A EARERRE RS

! ‘ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012624\
Data File : BP019459.D

Acqg On : 26 Jan 2024 21:52
Operator : MA/JU

Sample : P1247-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012624.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 Dodecane, 2-methyl-6-propyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.387 2.10 ng 88745  Acenaphthene-dile 14.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 81
2 Docosane, 7-butyl- 366 C26H54 055282-15-0 80
3 Sulfurous acid, 2-ethylhexyl iso... 278 C14H3003S 1000309-19-0 72
4 Nonadecane 268 C19H40 000629-92-5 72
5 Tridecane, 1-iodo- 310 C13H271 035599-77-0 72
Abundance Scan 1751 (13.387 min): BP019459.D\data.ms (-1746) (- | m/z 57.05 100.00%
57.0
o \/\M/\f/
— —
15?-0 13.00 13.50
b d bl b 2018 3280 4150 5128 /7 43,10 81.81%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0
5000 “ ——
13.00 13.50
m/z 71.00 62.15%
140.0
0\\ ‘H!\'\J[T“\‘\lh‘\l!‘\\‘2\2\6\.\0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275541: Docosane, 7-butyl-
43.0
— —
13.00 13.50
5000 m/z 41.05 43.64%
154.0
ol a0 00
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #170578: Sulfurous acid, 2-ethylhexyl isohexyl ester — —
57.0 13.00 13.50
m/z 85.05 43.31%
) L
ol e e SUNA Wi,
mlz--> 50 100 150 200 250 300 350 400 450 500 550 13.00 13.50
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Data Path : Z

Library Search Compound Report

:\svoasrv\HPCHEM1\BNA_P\Data\BP012624\

Data File : BP@19459.D

Acqg On : 26 Jan 2024 21:52
Operator : MA/JU

Sample : P1247-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012624.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 Docosane Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
17.134 2.44 ng 117524  Phenanthrene-di10 17.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosane 310 C22H46 000629-97-0 78
2 1-Todo-2-methylnonane 268 C10H211I 1000101-47-9 60
3 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 55

054833-48-6 53
000638-36-8 53

4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44
5 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42

Abundance Scan 2388 (17.133 min): BP019459.D\data.ms (-2383) (- m/z 57.00 100.00%

57.0
5000 184.0

—
| 1‘217-1 o432 ‘ 17.00 17.50
O bbb bbbl ki 243:2 3142 4192 487.5546.° ./, 71 99 76.95%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #212282: Docosane
57.0

5000 T T
17.00 17.50
m/z 43.05 55.60%

ULED gm0
0\1‘\\\‘\‘\J\‘\‘\“\l\\l\“\‘\‘\‘\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #157266: 1-lodo-2-methylnonane
43.0

—
17.00 17.50
5000 m/z 85.00 42.98%

127.0
0 A Ll 211.0268.0
e RN AR R A
m/z--> 50 100 150 200 250 300 350 400 450 500 550

Abundance #123971: Tetradecane, 2,6,10-trimethyl- —
57.0 17.00 17.50

m/z 184.00 40.67%

5000
155.0
0 II {i ‘” J L \\ | 225.0

—— —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 17.00 17.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Libra

. 26

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012624\
BP019459.D

Jan 2024 21:52

: MA/JU
: P1247-01

. 18

ry

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012624.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 4 n-Hexadecanoic acid Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
18.216 10.90 ng 525151  Phenanthrene-d10 17.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Anthracene, 1-methyl- 192 C15H12 000610-48-0 90
3 Anthracene, 9-methyl- 192 C15H12 000779-02-2 90
4 Tridecanoic acid 214 C13H2602 000638-53-9 78
5 Anthracene, 2-methyl- 192 C15H12 000613-12-7 60

Abundance Scan 2572 (18.216 min): BP019459.D\data.ms (-2568) (- m/z 73.00 100.00%

73.0
192.1
5000
—— —
“H | L \ 256.1 18.00 18.50
of o AMAMAIRBAL L) | 3419 4450 5203 . p 6p  78.05%
m/z-—> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid
430 256.0
5000 —— e
129.0 18.00 18.50
“ m/z 43.05 71.61%
0‘\\\‘““‘ ‘\JL““HM\L“}W‘K‘L’\P%ﬂ’.é\\\‘l\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

-

Abundance #67021: Anthracene, 1-methyl-
192.0
— —
18.00 18.50
5000 m/z 57.05 65.86%
83.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #67026: Anthracene, 9-methyl- — —
192.0 18.00 18.50
m/z 41.00 64.76%
5000
96.0
U AU N A S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012624\
Data File : BP019459.D

Acqg On : 26 Jan 2024 21:52
Operator : MA/JU

Sample : P1247-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012624.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

R.T. EstConc Area Relative to ISTD R.T.
18.363 4.66 ng 224550  Phenanthrene-di10 17.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 196 C15H10 000203-64-5 89
2 6H-Cyclobuta[jk]phenanthrene 190 C15H10 083469-43-6 53
3 Carbonic acid, ethyl 2-formyl-4,... 262 C1OH8C1204 1000331-34-4 38
4 2,2'-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 38
5 4-Bromothiophene-2-aldehyde 190 C5H3Bros 018791-75-8 25

Abundance Scan 2597 (18.363 min): BP019459.D\data.ms (-2592) (- | m/z 190.05 100.00%
19D.1
- MM/\
94.5 — e
\ 18.00 18.50
013800l i kA 2471 354.9 4353 5050 /7 189.00  98.92%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #64923: 4H-Cyclopenta[deflphenanthrene
190.0
5000 = P
94.0 18.00 18.50
’ m/z 192.10  43.43%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #64922: 6H-Cyclobuta[jk]phenanthrene
189.0
— =
18.00 18.50
5000 m/z 191.10  38.29%
94.0
0 N ————
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #149879: Carbonic acid, ethyl 2-formyl-4,6-dichloropheny == T
190.0 18.00 18.50
m/z 187.05 21.18%
5000
9.0 133.0
0 ﬂ“h‘qxuhnuw“m“_“w“u“u“u“_"w“u“ e S
mlz--> 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012624\
Data File : BP019459.D

Acqg On : 26 Jan 2024 21:52
Operator : MA/JU

Sample : P1247-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012624.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 9,10-Dimethylanthracene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.063 2.62 ng 126391  Phenanthrene-di10 17.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,10-Dimethylanthracene 206 Cl6H14 000781-43-1 90
2 Phenanthrene, 3,6-dimethyl- 206 Cl6H14 001576-67-6 81
3 di-p-Tolylacetylene 206 Cl6H14 002789-88-0 76
4 Phenanthrene, 2,5-dimethyl- 206 C1l6H14 003674-66-6 70
5 3-Methyl-1-phenyl-1H-indene 206 Cl6H14 022360-63-0 68
Abundance Scan 2716 (19.063 min): BP019459.D\data.ms (-2712) (- | m/z 206.05 100.00%
206.1
R [
88.9 284.1 19.00
Ol bt AT, 28413459 4114 490.5548( /7 191 05  49.07%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #82933: 9,10-Dimethylanthracene
206.0
5000 —— |
19.00
m/z 189.05  28.97%
89.0
0‘\2\8\.\0f\‘\n\1|\l‘“\\‘\\’l\J\‘I‘WJMJH\\‘HH‘\H\‘\H\‘HH‘HH‘\\H‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #82953: Phenanthrene, 3,6-dimethyl-
206.0
R \
19.00
5000 m/z 205.10 26.19%
102.0
LYYV T OO
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #82923: di-p-Tolylacetylene T ‘
206.0 19.00
m/z 207.05 14.68%
- WV\A/\/M/M
ol 3001020 |
R B B e e e ——
mlz--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP012624\

Data File : BP@19459.D

Acqg On : 26 Jan 2024 21:52
Operator : MA/JU

Sample : P1247-01

Misc

ALS vial : 18

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012624.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 Heptadecane Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
19.110 7.13 ng 343791  Phenanthrene-d10 17.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 Hexadecane 226 C1l6H34 000544-76-3 70
3 Tetratetracontane 619 C44H99 007098-22-8 53
4 Hexatriacontane 507 C36H74 000630-06-8 53
5 Tetracosane 338 C24H50 000646-31-1 49

Abundance Scan 2724 (19.110 min): BP019459.D\data.ms (-2720) (- m/z 57.05 100.00%

57.0
5000 206.1

—
19.00 19.50

‘ \ ﬁ‘.,mﬂm | 287.9356.3422.2487.4

O b U sl L m/z 43.10 78.06%
m/z--> 0 50 100150200250300350400450500550600
Abundance #123961: Heptadecane
57.0
5000 — ——
19.00 19.50
m/z 71.00 64.15%
Uiz 200
O‘H\‘\H\1H‘\HHH’\H\‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘\H

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

%

Abundance #107216: Hexadecane
57.0
19.00 19.50
5000 m/z 41.05 47.75%
“ 127.0 2260 mwwwwwwmﬁkwdﬁwﬂmw
0l m Lt e e e e
1 \ \ \ T \ I I 1 I 1 \ I

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane T T
57.0 19.00 19.50
m/z 85.05 42.07%

- Mkwwwmfwa\WUJ\”ﬂwwk
m 127.0197.0 267.0337.0407.0 491.0 562.0

O‘HL‘HHMprxuwu‘wu‘wu‘_HW‘HW‘HWH‘WH‘WH‘ — —

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012624\
Data File : BP019459.D

Acqg On : 26 Jan 2024 21:52
Operator : MA/JU

Sample : P1247-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012624.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 Heneicosanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.451 2.57 ng 221074  Chrysene-di12 21.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosanoic acid 326 C21H4202 002363-71-5 95
2 Octadecanoic acid 284 C18H3602 000057-11-4 87
3 Pentadecanoic acid 242 C15H3002 001002-84-2 78
4 Tridecanoic acid 214 C13H2602 000638-53-9 55
5 Tetradecanoic acid 228 C14H2802 000544-63-8 53
Abundance Scan 2782 (19.451 min): BP019459.D\data.ms (-2778) (- m/z 73.00 100.00%
73.0
o AJL
——
2841 19.50
ob ALk 342.1400.8458.3 548 ./, 43.00 87.67%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #232199: Heneicosanoic acid
43.0 326.0
129.0
5000 T
19.50
2270 m/z 60.00 81.13%
0‘\\“\“‘ H\U‘LM\MU‘\‘\‘\“\“\\L\\“‘\H\\‘\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid
73.0
—
19.50
5000 m/z 57.10 75.19%
\ ‘ 1850  284.0
o_ml‘u ‘J"-|Jw\*\wmmM‘H‘\‘_‘H_ww_ww_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126199: Pentadecanoic acid —
73.0 19.50
m/z 55.05 73.34%
- W
QL \ 199.0
O“Sh [ JHJ“‘““#Q\'\‘ e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012624\
Data File : BP019459.D

Acqg On : 26 Jan 2024 21:52
Operator : MA/JU

Sample : P1247-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012624.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 11H-Benzo[b]fluorene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
20.151 2.30 ng 197332  Chrysene-di2 21.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 89
2 Pyrene, 1-methyl- 216 C17H12 002381-21-7 76
3 Pyrene, 2-methyl- 216 C17H12 003442-78-2 72
4 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 72

5 7-(1-Piperidinylmethyl)-8-quinol... 314 C18H26N20Si 1000476-73-7 59

Abundance Scan 2901 (20.151 min): BP019459.D\data.ms (-2898) (- m/z 216.10 100.00%

216.1
5000
107.3 == T
43.1 }‘ 81.0 20.00 20.50
Ol bbb s g M | 281.0 353.1415.1 48245396 /5 595 19 71.85%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #94576: 11H-Benzo[b]fluorene
216.0
5000 T ——
20.00 20.50
108.0 ITI/Z 213.05 19.40%
0 \\\“\\Hh““\H‘\‘\“HM\‘\‘“\H“\H‘\\H‘HH‘HH‘HH‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #94566: Pyrene, 1-methyl-
216.0
T —
20.00 20.50
5000 m/z 107.30 16.76%
94.0
EZTRCT I
m/z--> 50 100 150 200 250 300 350 400 450 500 550 WWJ%A
Abundance #94567: Pyrene, 2-methyl- i —
216.0 20.00 20.50
m/z 217.10 16.23%
5000 95.0 m
0 "‘A“‘ — ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012624\
Data File : BP019459.D

Acqg On : 26 Jan 2024 21:52
Operator : MA/JU

Sample : P1247-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012624.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 1-Docosene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.139 4.23 ng 364020 Chrysene-d12 21.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Docosene 308 C22H44 001599-67-3 94
2 Eicosane, 9-cyclohexyl- 364 C26H52 004443-61-2 86
3 Cyclohexane, (1-hexyltetradecyl)- 364 C26H52 004443-60-1 70
4 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 64
5 Oxalic acid, isobutyl octadecyl ... 398 C24H4604 1000309-38-3 62
Abundance Scan 3069 (21.139 min): BP019459.D\data.ms (-3065) (- m/z 57.00 100.00%
57.0
5000 2291 uu
—— —
' F 305.1 21.00 21.50
ol bl ‘; bt prrpilh 29913691 46646292 ;0 43,10 86.58%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #209741: 1-Docosene
58.0
5000 —— P
21.00 21.50
m/z 55.05 71.65%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #273803: Eicosane, 9-cyclohexyl-
57.0
—— —
21.00 21.50
5000 m/z 71.10 56.95%
5.0
o | Win 20200 sno
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #273817: Cyclohexane, (1-hexyltetradecyl)- — —
43.0 21.00 21.50
m/z 83.05 51.34%
o JMWJN%WWwJ\WVWMAMMJk
1810 280.0
(- ok b o i S— —
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012624\
Data File : BP019459.D

Acqg On : 26 Jan 2024 21:52
Operator : MA/JU

Sample : P1247-01

Misc

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012624.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|
Tridecane 12.146 2.5 ng 89473 2 10.716 702672 20.0
Dodecane, 2-met... 13.387 2.1 ng 88745 3 14.551 844977 20.0
Docosane 17.134 2.4 ng 117524 4 17.310 963859 20.0
n-Hexadecanoic ... 18.216 10.9 ng 525151 4 17.310 963859 20.0
4H-Cyclopenta[d... 18.363 4.7 ng 224550 4 17.310 963859 20.0
9,10-Dimethylan... 19.063 2.6 ng 126391 4 17.310 963859 20.0
Heptadecane 19.110 7.1 ng 343791 4 17.310 963859 20.0
Heneicosanoic acid 19.451 2.6 ng 221074 5 21.404 1719480 20.0
11H-Benzo[b]flu... 20.151 2.3 ng 197332 5 21.404 1719480 20.0
1-Docosene 21.139 4.2 ng 364020 5 21.404 1719480 20.0
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