LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_E\Data\BE110624\
Data File : BE101519.D

Acqg On : 7 Nov 2024 5:25

Operator : RC/JU

Sample : P4711-01 2X

Misc . CF-613-COMP-16

ALS Vvial : 28 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 E\Methods\8270-BE110624.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BE1@1519.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.672 11 14 27 rVB 334267 388975 13.05% 1.334%
2 2.866 43 47 55 rBvV 140045 166127 5.57% 0.570%
3 4.787 371 374 386 rBV 18174 35700 1.20% 0.122%
4 5.310 456 463 485 rBV 449475 776164 26.03% 2.661%
5 6.937 732 740 760 rBV 432534 840466 28.19%  2.882%
6 7.072 760 763 776 rVB2 15837 32142 1.08% 0.110%
7 7.560 839 846 854 rBV 263619 434994 14.59% 1.491%
8 8.765 1044 1051 1071 rBV 300395 535584 17.96% 1.836%
9 9.716 1205 1213 1219 rBV3 20403 39493 1.32% 0.135%
10 10.322 1309 1316 1323 rBV 402199 718745 24.11% 2.464%
11 11.967 1590 1596 1604 rBV 26014 46350 1.55% ©0.159%
12 12.196 1629 1635 1653 rVB3 16195 42033 1.41% 0.144%
13 12.789 1729 1736 1744 rBV 1040132 1529400 51.30% 5.244%
14 13.318 1817 1826 1833 rBv4 13329 38571 1.29% 0.132%
15 13.471 1846 1852 1856 rBV 17447 31904 1.07% 0.109%
16 13.518 1856 1860 1870 rVB2 17814 33359 1.12% 114%

17 13.900 1917 1925 1940 rBV 53901 125012 4.19%
18 14.164 1964 1970 1977 rVB 735292 1089359 36.54%

OO WOoOo
~N
w
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S

19 14.752 2061 2070 2075 rBV3 15989 37112 1.24% 127%
20 15.210 2145 2148 2158 rBV3 15916 32077 1.08% 110%
21 15.533 2199 2203 2215 rVB 66557 102508 3.44%  ©.351%
22 15.674 2216 2227 2234 rBV 1002729 1473136 49.41%  5.051%
23 15.733 2234 2237 2245 rVB2 18108 32822 1.10% 0.113%
24 15.933 2265 2271 2278 rBV6 14598 33303 1.12% ©0.114%
25 16.579 2373 2381 2385 rBV 25672 55402 1.86% ©.190%
26 16.720 2401 2405 2410 rBV 27822 45038 1.51% 154%
27 16.808 2416 2420 2428 rBV2 44733 94466 3.17% 324%

28 16.902 2428 2436 2440 rVW 956092 1450632 48.65%

oORrPM,OO®
0
~
N
R

29 16.943 2440 2443 2448 rVB 401040 521909 17.50% 789%
30 17.031 2453 2458 2468 rVV 98277 167514 5.62% 574%
31 17.125 2469 2474 2484 rVB5 29398 71219 2.39% 0.244%
32 17.219 2486 2490 2496 rVB2 19322 37608 1.26% 0.129%
33 17.302 2499 2504 2510 rBV7 16150 38184 1.28% 0.131%
34 17.360 2510 2514 2519 rBV 41484 62872 2.11% ©.216%
35 17.466 2529 2532 2538 rVB4 34747 53413 1.79% ©.183%

36 17.754 2573 2581 2585 rBV2 145031 331802 11.13% 1.138%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_E\Data\BE110624\
Data File : BE101519.D

Acqg On : 7 Nov 2024 5:25

Operator : RC/JU

Sample : P4711-01 2X

Misc . CF-613-COMP-16

ALS Vvial : 28 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 E\Methods\8270-BE110624.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 17.801 2585 2589 2595 rVV 158249 237942 7.98% 0.816%
38 17.877 2599 2602 2606 rvV 39669 60997 2.05% 0.209%
39 17.948 2610 2614 2618 rVVv2 98687 220618 7.40% 0.756%
40 17.989 2618 2621 2630 rVB 93281 138351 4.64% 0.474%
41 18.148 2645 2648 2652 rVB2 28431 36298 1.22% 0.124%
42 18.253 2661 2666 2672 rBV 79453 130288 4.37% 0.447%
43 18.324 2675 2678 2682 rVB 77464 97614 3.27% 0.335%
44 18.541 2711 2715 2718 rBV2 61533 74594  2.50% 0.256%
45 18.582 2719 2722 2729 rVB2 38708 49730 1.67% 0.171%
46 18.665 2732 2736 2741 rBV 109332 168200 5.64% 0.577%
47 18.759 2750 2752 2756 rVB2 52625 62698 2.10% 0.215%
48 18.800 2757 2759 2762 rBvV2 24933 33305 1.12% 0.114%
49 18.847 2764 2767 2768 rBV 42307 46096 1.55% 0.158%
50 18.953 2777 2785 2789 rBV 933147 1336722 44.83% 4.583%
51 18.988 2789 2791 2795 rVB2 51008 62261 2.09% 0.213%
52 19.199 2824 2827 2835 rBv3 38167 75986 2.55% 0.261%
53 19.282 2837 2841 2843 rVV2 109097 163016 5.47% 0.559%
54 19.323 2843 2848 2852 rVB 848695 1154398 38.72% 3.958%
55 19.499 2872 2878 2884 rBV 2390960 2981563 100.00% 10.223%
56 19.628 2897 2900 2901 rBV 59664 64114 2.15% 0.220%
57 19.957 2954 2956 2960 rVB 104902 112842 3.78% 0.387%
58 20.104 2977 2981 2984 rBV 110304 143524  4.81% 0.492%
59 20.145 2985 2988 2995 rVB3 145584 209604 7.03% 0.719%
60 20.557 3055 3058 3062 rVB 115634 123165 4.13% 0.422%
61 20.709 3081 3084 3088 rBV3 190214 242065 8.12% 0.830%
62 20.798 3095 3099 3103 rBV2 115267 175248 5.88% 0.601%
63 21.068 3137 3145 3148 rBV2 1469471 2652403 88.96% 9.094%
64 21.103 3148 3151 3156 rVB 682430 852346 28.59% 2.922%
65 22.114 3320 3323 3331 rVB2 208085 314380 10.54% 1.078%
66 22.325 3355 3359 3364 rVB 258549 375857 12.61%  1.289%
67 22.648 3409 3414 3427 rVB 568076 1844903 61.88% 6.325%
68 23.148 3495 3499 3504 rBV 347158 544689 18.27% 1.868%
69 23.248 3511 3516 3523 rBV 380015 676410 22.69% 2.319%
70 23.359 3528 3535 3540 rBV 1084416 2158886 72.41% 7.402%

Sum of corrected areas: 29166508
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_E\Data\BE110624\
Data File : BE101519.D

Acqg On : 7 Nov 2024 5:25

Operator : RC/JU

Sample : P4711-01 2X

Misc . CF-613-COMP-16

ALS vial : 28 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_E\Methods\8270-BE110624.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BE101519.D\data.ms
2500000

2000000
1500000
1000000

5000001 ., 5.310 6.937 10.322
[ 7.560 8.765

2.866

4.787 .072 j\ 9.716
0\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

Time--> 300 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00
Abundance TIC: BE101519.D\data.ms
2500000 19.499

2000000

1500000

12.789 15.674 16.902 18.9539.32

1000000
14.164

500000 16(943

b
14.752 1521453813033 16188 ﬁﬂg@%

oL 11967196 13133pg71g-3-900
‘\\\\‘7\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time-> 11.50 12.00 1250 13.00 1350 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
Abundance TIC: BE101519.D\data.ms

2500000

2000000 21.068

23.359
1500000
21]103 22.648
1000000 233448

325

22.£1.
500000/2055%138 WWMM

0 \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
Time--> 20.50 21.00 21.50 22.00 2250 23.00 23.50 24.00 2450 25.00 25.50 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_E\Data\BE110624\
Data File : BE101519.D

Acqg On : 7 Nov 2024 5:25

Operator : RC/JU

Sample : P4711-01 2X

Misc . CF-613-COMP-16

ALS vial : 28 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_E\Methods\8270-BE110624.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 Propane, 2,2-dimethoxy- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.672 17.88 ng 388975 1,4-Dichlorobenzene-d4 7.560

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane, 2,2-dimethoxy- 104 C5H1202 000077-76-9 50
2 N-Ethylformamide 73 C3H7NO 000627-45-2 9
3 1,3-Dioxolane, 2-hexyl- 158 C9H1802 001708-34-5 9

4 2-Acetamido-N-methylacetamide 130 C5H1ON202 007606-79-3 9
5 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9

Abundance  Scan 14 (2.672 min): BE101519.D\data.ms (-11) (-) m/z 73.05 100.00%

73.0
5000

RARNRRLRA EREEEnE e
2.702.802.903.003.10

11132.9192.8  280.9342.0400.7459.1 524.2 ;
ok 1113291928 280.9342.0400.7459.1524.2 4/, 43,10 49.75%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5398: Propane, 2,2-dimethoxy-
73.0

o

5000 T[T T T[T T[T Tiir it
2.702.802.903.003.10
m/z 89.05 28.81%

O”J‘“

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

Abundance #837: N-Ethylformamide
30.0

R RRARAEEEEEAE S
2.702.802.903.003.10
5000 m/z 41.10 9.80%

0+ “‘

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #35331: 1,3-Dioxolane, 2-hexyl- P
73.0 2.702.802.903.003.10

m/z 45.10 7.61%

- //\JL
ol i 157.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 2.702.802.903.003.10

8270-BE110624.M Thu Nov 07 16:17:46 2024 Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_E\Data\BE110624\

Data File : BE101519.D

Acqg On 7 Nov 2024 5:25

Operator : RC/JU

Sample : P4711-01 2X

Misc CF-613-COMP-16

ALS vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_E\Methods\8270-BE110624.M
: 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 Butane, 2-methoxy-2-methyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
2.866 7.64 ng 166127 1,4-Dichlorobenzene-d4 7.560
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
4 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 14
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
Abundance  Scan 47 (2.866 min): BE101519.D\data.ms (-43) (-) m/z 73.10 100.00%
73.1
B e
‘ ‘ 2.80 3.00 3.20
oL idl 1708 2509 326138714442 549 .. 4365  37.06%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 LI L B Y L B
2.80 3.00 3.20
‘ m/z 87.05 25.69%
O J!‘\\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
A e
2.80 3.00 3.20
5000 ITI/Z 55.10 24 .30%
0 ‘HH
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #2307: 1,3-Dioxolane, 2-methyl- L B o e BB
73.0 2.80 3.00 3.20
m/z 41.10 12.63%
) J\JL
0 J\M“‘m_m_m‘mwm‘mWm_m_m‘mw A e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_E\Data\BE110624\
Data File : BE101519.D

Acqg On : 7 Nov 2024 5:25

Operator : RC/JU

Sample : P4711-01 2X

Misc . CF-613-COMP-16

ALS vial : 28 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_E\Methods\8270-BE110624.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 3 Phenanthrene, 2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.754 4.57 ng 331802  Phenanthrene-d10 16.902
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 95
2 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 93
3 Anthracene, 9-methyl- 192 C15H12 000779-02-2 93
4 Phenanthrene, 3-methyl- 192 C15H12 000832-71-3 93
5 Anthracene, 2-methyl- 192 C15H12 000613-12-7 91

Abundance Scan 2581 (17.754 min): BE101519.D\data.ms (-2573) (- m/z 192.05 100.00%
1

92.1
5000

—=
94.8 17.50 18.00

ol 38l ol 2561 355241494761 5481 ./, 191 19  59.23%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67038: Phenanthrene, 2-methyl-
192.0
5000 —T —=
17.50 18.00

m/z 189.00  31.15%

5/300 960 | |
\\\‘\\\\‘\\\\‘\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67043: Phenanthrene, 1-methyl-

192.0

—p
17.50 18.00

5000 m/z 190.10 16.24%
95.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67027: Anthracene, 9-methyl- — ]
192.0 17.50 18.00

m/z 193.00 14.87%

) JJ\]\N\/\JW
94.0
?8.0 || Ll

0Py et r pedd s —
miz--> 50 100 150 200 250 300 350 400 450 500 550 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_E\Data\BE110624\
Data File : BE101519.D

Acqg On : 7 Nov 2024 5:25

Operator : RC/JU

Sample : P4711-01 2X

Misc . CF-613-COMP-16

ALS vial : 28 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_E\Methods\8270-BE110624.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 4 Anthracene, 2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.801 3.28 ng 237942  Phenanthrene-di10 16.902
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 96
2 Anthracene, 2-methyl- 192 C15H12 000613-12-7 95
3 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 93
4 Anthracene, 1-methyl- 192 C15H12 000610-48-0 93
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 91

Abundance Scan 2589 (17.801 min): BE101519.D\data.ms (-2585) (- m/z 192.05 100.00%
192.1

=

5000
—r= :
94.7 17.50 18.00
o370 Ll 4l d 2691 3400 4206 5190 ;10105 57.46%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #67038: Phenanthrene, 2-methyl-
192.0
5000 T —=
17.50 18.00
m/z 189.00  28.44%
ol270 960 | |
‘\\\\‘\\\\‘\\\\‘\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #67024: Anthracene, 2-methyl-
192.0
— —
17.50 18.00
5000 ITI/Z 190.00 14.43%
83.0
b0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #67035: Phenanthrene, 1-methyl- —T N
192.0 17.50 18.00
m/z 193.05 13.61%
5000
0 279 ‘96|O \‘JJ\J\
R R RN R R S — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_E\Data\BE110624\
Data File : BE101519.D

Acqg On : 7 Nov 2024 5:25

Operator : RC/JU

Sample : P4711-01 2X

Misc CF-613-COMP-16

ALS vial : 28 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_E\Methods\8270-BE110624.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 5 Anthracene, 1-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.948 3.04 ng 220618  Phenanthrene-di10 16.902
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Anthracene, 1-methyl- 192 C15H12 000610-48-0 83
2 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 76
3 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 70
4 Anthracene, 9-methyl- 192 C15H12 000779-02-2 70
5 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 70
Abundance Scan 2614 (17.948 min): BE101519.D\data.ms (-2610) (- | m/z 192.00 100.00%
192.0
=
94"6 ‘ 18.00
ol 3l bl 281.0344.1401.9460.05192 /7 191.10  63.01%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67028: Anthracene, 1-methyl-
192.0
5000 T
18.00
m/z 189.00  44.91%
96.0
OH\\‘i'\‘l\l\'"\ﬂ‘\lul\‘“\h\l\ R R NN R
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67039: Phenanthrene, 2-methyl-
192.0
=
18.00
5000 m/z 190.10 32.65%
94.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67016: 1H-Indene, 2-phenyl- N
192.0 18.00
m/z 165.00 17.53%
5000
510 1150
0mu%“"“‘\m““u [T T T T T T T T —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_E\Data\BE110624\
Data File : BE101519.D

Acqg On : 7 Nov 2024 5:25

Operator : RC/JU

Sample : P4711-01 2X

Misc CF-613-COMP-16

ALS vial : 28 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_E\Methods\8270-BE110624.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 Phenanthrene, 2,5-dimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.665 2.32 ng 168200 Phenanthrene-di10 16.902
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2,5-dimethyl- 206 C16H14 003674-66-6 98
2 9,10-Dimethylanthracene 206 Cl6H14 000781-43-1 96
3 di-p-Tolylacetylene 206 Cl6H14 002789-88-0 93
4 Phenanthrene, 2,3-dimethyl- 206 C1l6H14 003674-65-5 93
5 1,3-Diphenyl-3-methylcyclopropene 206 Cl6H14 086544-79-8 90

Abundance Scan 2736 (18.665 min): BE101519.D\data.ms (-2732) (- m/z 206.10 100.00%

206.1
5000

=
89.0 I 18.50 19.00
Ll L 283.1341.8401.1463.0 535.9 m/z 191.00 49.10%

Pt bl SES TR PATE TR 290

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #82944: Phenanthrene, 2,5-dimethyl-
206.0

5000 T
18.50 19.00
m/z 189.00  25.75%

| ’I

101.0
‘\?\gf.gWIVi“Jif\\1r\\“\Wf\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #82932: 9,10-Dimethylanthracene
206.0

T
18.50 19.00

o

o

5000 m/z 205.10 23.62%
89.0
o2 llasoll
mlz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #82923: di-p-Tolylacetylene T T
206.0 18.50 19.00

m/z 207.10  16.08%

o M\/\}MM/\/\/\WM/\
39.0 102.0

20 L

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_E\Data\BE110624\
Data File : BE101519.D

Acqg On : 7 Nov 2024 5:25

Operator : RC/JU

Sample : P4711-01 2X

Misc CF-613-COMP-16

ALS vial : 28 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_E\Methods\8270-BE110624.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 7 Octadecanal Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
22.114 2.37 ng 314380 Chrysene-d12 21.068
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanal 268 C18H360 000638-66-4 97
2 Oxirane, heptadecyl- 282 C19H380 067860-04-2 95
3 Hexacosanal 380 C26H520 026627-85-0 94
4 Tetradecanal 212 C14H280 000124-25-4 91
5 Pentacosanal 366 C25H500 058196-28-4 90
Abundance Scan 3323 (22.114 min): BE101519.D\data.ms (-3320) (- m/z 57.10 100.00%
57.1
‘ i e 2
247 1 . 5
0 _AﬂWuWMwm?ﬂuume§ﬂ4ﬁ§?E?w‘H4?99ﬁ?%?_ m/z 82.10 86.69%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #158569: Octadecanal
43.0
5000 — —
22.00 22.50
‘ 109.0 m/z 43.10 82.74%
222.0
AL by |
O\\Jf“\\ \”h““
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #176357: Oxirane, heptadecyl-
82.0
—— —
22.00 22.50
5000 m/z 55.10 67 .34%
osllllpszo 2n0 WWJU\M“
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #287971: Hexacosanal 7 —
57.0 22.00 22.50
m/z 96.10 61.37%
- ﬁmvawmeJ\wakwawM
362.0
oLl u 1020 2500
H"H‘W‘H‘_‘H‘HH‘H‘W‘H‘_‘HM‘H‘H‘W‘H‘_ —— ; ;
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.00 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_E\Data\BE110624\
Data File : BE101519.D

Acqg On : 7 Nov 2024 5:25

Operator : RC/JU

Sample : P4711-01 2X

Misc CF-613-COMP-16

ALS vial : 28 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_E\Methods\8270-BE110624.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 Nonadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22.325 3.48 ng 375857  Perylene-d12 23.359
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 95
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 90
3 Docosane, 11-decyl- 451 C32H66 055401-55-3 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 87
Abundance Scan 3359 (22.325 min): BE101519.D\data.ms (-3355) (- m/z 57.10 100.00%
57.1
22‘06 ‘22‘50‘
127 . .
270 0
b MH“ L 2901 200 3401 4168 490.0549. ./, 71,10  73.10%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #158600: Nonadecane
57.0
5000 — S
22.00 22.50
m/z 43.10 61.97%
O \‘\"\J\\J‘\J‘\2\?\(‘)\\]-\9\7‘\0\\\2‘6\\8\0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #262017: Heptadecane, 9-octyl-
57.0
— ——
22.00 22.50
5000 m/z 85.10 54.11%
239.0
ol LS PPaeo
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #325757: Docosane, 11-decyl- — —
43.0 22.00 22.50
m/z 55.10 22.93%
. MW
3.0 309.0
o | B30 1630 2500 || 2660 4420
A e e e e e e — ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.00 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_E\Data\BE110624\
Data File : BE101519.D

Acqg On : 7 Nov 2024 5:25

Operator : RC/JU

Sample : P4711-01 2X

Misc CF-613-COMP-16

ALS vial : 28 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_E\Methods\8270-BE110624.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 Benzo[e]pyrene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
23.148 5.05 ng 544689  Perylene-d12 23.359
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 98
2 Benzo[k]fluoranthene 252 C20H12 000207-08-9 97
3 Benzo[a]pyrene 252 C20H12 000050-32-8 96
4 Benzo[b]fluoranthene 252 C20H12 000205-99-2 94
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 93
Abundance Scan 3499 (23.148 min): BE101519.D\data.ms (-3495) (- m/z 252.05 100.00%
252.1
- Mb
—= m—
125.0 23.00 23.50
0891 | 1871, | 8251 4103 5189 ./, 25 60 29.87%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #138554: Benzo[e]pyrene
252.0
5000 = —

23.00 23.50
m/z 253.10  20.98%

125.0
63.0 ;] 187.0,
\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #138563: BenzolKk]fluoranthene
252.0

R —
23.00 23.50

o

5000 ITI/Z 125.00 12.40%
126.0
0“‘H‘wﬂm‘_“w‘m‘u‘u“u‘_‘u‘u“_‘u‘u‘w‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #138555: Benzo[a]pyrene 7 —
252.0 23.00 23.50

m/z 126.00 10.91%

5000
126.0
63.0 187.0

oH‘HH“ﬂu“u‘uwuwHH_m_m_m_m_m_ _—_ T
miz--> 50 100 150 200 250 300 350 400 450 500 550 23.00 23.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_E\Data\BE110624\
Data File : BE101519.D

Acqg On : 7 Nov 2024 5:25

Operator : RC/JU

Sample : P4711-01 2X

Misc . CF-613-COMP-16

ALS Vvial : 28 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_E\Methods\8270-BE110624.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|
Propane, 2,2-di... 2.672 17.9 ng 388975 1 7.560 434994 20.0
Butane, 2-metho... 2.866 7.6 ng 166127 1 7.560 434994 20.0
Phenanthrene, 2... 17.754 4.6 ng 331802 4 16.902 1450630 20.0
Anthracene, 2-m... 17.801 3.3 ng 237942 4 16.902 1450630 20.0
Anthracene, 1-m... 17.948 3.0 ng 220618 4 16.902 1450630 20.0
Phenanthrene, 2... 18.665 2.3 ng 168200 4 16.902 1450630 20.0
Octadecanal 22.114 2.4 ng 314380 5 21.068 2652400 20.0
Nonadecane 22.325 3.5 ng 375857 6 23.359 2158890 20.0
Benzo[e]pyrene 23.148 5.0 ng 544689 6 23.359 2158890 20.0
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