LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@61523\
Data File : BG®57733.D

Acqg On : 15 Jun 2023 20:57
Operator : CG/JU

Sample : 03222-07 2X

Misc :

ALS Vvial : 17 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-BG061323.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO57733.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.14e 3 9 23 rVB 54278 139696 14.07%  1.192%
2 4.456 227 233 237 rBV3 6873 10085 1.02% 0.086%
3 5.049 329 334 342 rBV 31999 49541 4.99% 0.423%
4 5.514 406 413 422 rBV 305762 515247 51.89% 4.397%
5 7.094 673 682 693 rBV 318058 544622 54.85% 4.648%
6 7.940 818 826 832 rBV 148279 248002 24.97% 2.116%
7 9.092 1015 1022 1030 rBV 175985 306457 30.86% 2.615%
8 10.737 1292 1302 1308 rBV 199661 361112 36.37% 3.082%
9 10.790 1308 1311 1319 rVB 10386 15903 1.60% 0.136%
10 12.400 1578 1585 1590 rVB2 12885 21352 2.15% 0.182%
11 12.617 1616 1622 1626 rBV2 8393 12884 1.30% 0.110%
12 13.193 1713 1720 1727 rBV 467354 702586 70.75% 5.996%
13 13.398 1749 1755 1760 rVB4 10033 15275 1.54% 0.130%
14 13.886 1833 1838 1844 rBV2 8220 14734 1.48% 0.126%
15 14.292 1898 1907 1915 rBV3 9668 20165 2.03% 0.172%
16 14.568 1945 1954 1960 rBV 293229 453013 45.62% 3.866%
17 14.632 1960 1965 1973 rVB2 26273 39808 4.01% 0.340%
18 14.967 2015 2022 2028 rBV 22441 34536  3.48% 0.295%
19 15.614 2126 2132 2143 rBV2 29436 50313 5.07% 0.429%
20 15.743 2143 2154 2156 rBV6 4550 11092 1.12% 0.095%
21 15.919 2177 2184 2190 rVB 96269 145182 14.62% 1.239%
22 16.048 2197 2206 2215 rBV 320296 493460 49.69% 4.211%
23 16.277 2241 2245 2247 rBV3 11459 14639 1.47% 0.125%
24 16.301 2247 2249 2257 rVB5 11242 14512 1.46% 0.124%
25 16.483 2274 2280 2287 rBV 14271 23079 2.32% 0.197%
26 16.959 2355 2361 2368 rVB 16068 27005 2.72% 230%
27 17.129 2385 2390 2394 rBV2 20339 28687 2.89% 245%

28 17.312 2414 2421 2425 rBV 359296 551595 55.55%
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R

29 17.353 2425 2428 2434 rVB 260391 355393 35.79% 033%
30 17.441 2439 2443 2448 rVWV 58647 89222  8.98% 761%
31 17.494 2448 2452 2458 rVB4 8934 14198 1.43% ©0.121%
32 17.617 2469 2473 2478 rVB8 6308 9945 1.00% ©0.085%
33 17.711 2480 2489 2494 rBV2 29160 60719 6.11% ©.518%
34 17.811 2503 2506 2508 rBV4 9685 11806 1.19% ©.101%
35 17.887 2516 2519 2523 rBV6 8885 12464 1.26% ©0.106%
36 17.970 2529 2533 2540 rBV10 5541 12505 1.26% 0.107%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@61523\
Data File : BG®57733.D

Acqg On : 15 Jun 2023 20:57
Operator : CG/JU

Sample : 03222-07 2X

Misc :

ALS Vvial : 17 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-BG061323.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 18.146 2559 2563 2565 rvv3 17878 25247  2.54%  0.215%
38 18.199 2566 2572 2576 rvv3 91512 192463 19.38% 1.642%
39 18.234 2576 2578 2586 rvVv 69549 104585 10.53% 0.892%
40 18.310 2588 2591 2596 rVV 21268 39022 3.93% 0.333%
41 18.381 2597 2603 2607 rVV2 60346 123620 12.45% 1.055%
42 18.416 2607 2609 2616 rVB2 27490 35315 3.56% 0.301%
43 18.686 2650 2655 2658 rBV 32660 48948 4.93% 0.418%
44 18.722 2658 2661 2664 rVB3 15321 18818 1.90% 0.161%
45 19.015 2709 2711 2715 rVB2 14573 17952 1.81% 0.153%
46 19.098 2721 2725 2729 rBV 28549 45923 4.62% 0.392%
47 19.233 2745 2748 2755 rVB2 21618 36201 3.65% 0.309%
48 19.362 2765 2770 2776 rBV 492680 676673 68.14% 5.775%
49 19.726 2822 2832 2840 rBV 422784 755380 76.07% 6.446%
50 19.926 2860 2866 2871 rBV 697223 918225 92.47% 7.836%
51 20.214 2912 2915 2919 rVB 52033 59470 5.99% 0.507%
52 20.514 2964 2966 2969 rBV 23907 27421 2.76% 0.234%
53 21.225 3085 3087 3095 rvB4 78731 137598 13.86% 1.174%
54 21.466 3125 3128 3134 rVB 74187 91421 9.21% ©.780%
55 21.565 3137 3145 3150 rVV2 402694 993020 100.00%  8.474%
56 21.612 3150 3153 3166 rVB 203357 326767 32.91% 2.789%
57 23.728 3506 3513 3521 rBV 154991 501132 50.47% 4.276%
58 24.438 3629 3634 3645 rVB 101337 260949 26.28%  2.227%
59 24.574 3652 3657 3666 rVB 131552 319475 32.17% 2.726%
60 24.732 3676 3684 3691 rBV 198775 531827 53.56% 4.538%

Sum of corrected areas: 11718286
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@61523\
Data File : BG®57733.D

Acqg On : 15 Jun 2023 20:57
Operator : CG/JU

Sample : 03222-07 2X

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance .
800000 TIC: BG057733.D\data.ms

700000
600000
500000

400000

5.514 7.094
300000

200000 - 010 9.092 10.737

10000071140

4.456 5'(/249 10,790 12.490517

0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

Time--> 350 4.00 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50 12.00 12.50

Abundance TIC: BG057733.D\data.
800000 \data.ms 19.026

700000

600000 19.362 21.565

500000113.193 19.724

400000 17.312 21612
16.048

21.2254

200000

20.2
100000 15.548 1.441

AR
632.967 15p14 16150200 24 AgrRTe 2]
13.39813.886.4.2 9 1545 |16 20m83 16 9502077 SAlTmAET:
I

e e L L T e
Time-> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

Abundance .
800000 TIC: BG057733.D\data.ms

700000
600000
500000
400000
24.732
300000 23.728
24.4
200000

100000

0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\ 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\BG@61523\
Data File : BG®57733.D

Acqg On : 15 Jun 2023 20:57
Operator : CG/JU

Sample : 03222-07 2X

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.140 11.27 ng 139696 1,4-Dichlorobenzene-d4 7.940

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 25
3 1,3-Dioxolane, 2-propyl- 116 C6H1202 003390-13-4 23
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9
5 Octanal, 7-methoxy-3,7-dimethyl- 186 C11H2202 003613-30-7 9

Abundance Scan 9 (3.140 min): BG057733.D\data.ms (-3) (-) m/z 73.00 100.00%

3.0
5000 43.0 /\
87.0 st e EeEaEa——
00 | ‘ 3.203.303.403.50
Obrrrererrerepretibe b L mjz 43.00  41.64%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L U AL R R B
43.0 3.203.303.403.50
' 87.0 m/z 55.00  32.99%
29.0
M‘ \‘\“ %90 ‘ | ‘
O\\‘\H\‘H\\’\\\\‘\\H‘\H‘\“H\\’\\\\‘\\H‘\H\‘H\\’\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9513: 3-Pentanol, 2,4-dimethyl-
73.0
PR AT
3.203.303.403.50
5000 55.0 m/z 87.00 21.28%
270 4L
Ol b e 980
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9210: 1,3-Dioxolane, 2-propyl- e RAREARRREERE RS
73.0 3.203.303.403.50
m/z 71.00 12.96%
5000
45.0
0 N " _86.0 990 115.0 A
e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 3.203.303.403.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@61523\
Data File : BG®57733.D

Acqg On : 15 Jun 2023 20:57
Operator : CG/JU

Sample : 03222-07 2X

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
5.049 4.00 ng 49541 1,4-Dichlorobenzene-d4 7.940

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 53
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 38
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
4 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 23
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 10
Abundance Scan 334 (5.049 min): BG057733.D\data.ms (-329) (-) m/z 43.00 100.00%
43.0
59.0
5000
R A RmSEaS:
‘ 630 101.0 4.80 5.00 5.20 5.40
0 rprererretiiier bl ey vier e e M/z 59,08 61.50%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L I L LI L B
59.0 4.80 5.00 5.20 5.40
m/z 58.00 21.97%
0 27\\\ il . ‘ 830 1oL.o
\\‘H\\‘HH‘HH‘HH‘H\\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
4.80 5.00 5.20 5.40
5000 m/z 101.00 15.60%
41.0
27.‘0 ‘ 101.0
o N S £
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester R AANEREREY
59.0 4.80 5.00 5.20 5.40
m/z 41.00 8.78%
5000 41.0
o A=Y 1260 1420
e  Raa e A REARARREY
m/z--> 20 30 40 50 60 70 80 90 100110120130140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@61523\
Data File : BG®57733.D

Acqg On : 15 Jun 2023 20:57
Operator : CG/JU

Sample : 03222-07 2X

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.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 Benzophenone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.919 6.41 ng 145182  Acenaphthene-di10 14.568
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 53
3 Methyl 2-benzoyl-4-cyanobutanoate 231 C13H13NO3 1010486-83-8 47
4 Vinyl benzoate 148 C9H802 000769-78-8 47
5 5-0xo-5-phenylpentanenitrile 173 C11H11NO 1000486-83-7 47
Abundance Scan 2184 (15.919 min): BG057733.D\data.ms (-2177) (- | m/z 105.00 100.00%
105.0
77.0
182.0
5000
51.0
e
152.0 | 16.00
0l e b e ey M/Z 77.000 69.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56925: Benzophenone
105.0
77.0 182.0
5000 T
16.00
51.0 m/z 182.00  55.80%
| ‘ 152.0 |
O\\\\‘\‘\H“\\\\’H\h\“\\H‘\\\\’H\\‘\\‘\‘\‘\\\\’1\\\‘\\\\‘\\\\’
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #30107: Benzenecarbothioic acid, S-methyl ester
105.0
LA
77.0 16.00
5000 m/z 51.00 29.82%
51.0
152.0
0“H‘ﬁ‘wuﬂ‘,Hwm‘H‘_“W‘H‘_‘H“H‘V‘H“H‘_‘H,
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #112585: Methyl 2-benzoyl-4-cyanobutanoate Py L
105.0 16.00
m/z 181.00 11.08%
5000 77.0
51.0
15.0
0 ‘\ H I L L I | 1330 173.0200.0 231.0 LA /\ A
s e e e e e e A e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@61523\
Data File : BG®57733.D

Acqg On : 15 Jun 2023 20:57
Operator : CG/JU

Sample : 03222-07 2X

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.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 G5H-Indeno[1,2-b]pyridine Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.711 2.20 ng 60719  Phenanthrene-di0 17.312
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5H-Indeno[1,2-b]pyridine 167 C12HSN 000244-99-5 87
2 9H-Carbazole, 9-nitroso- 196 C12H8N20 002788-23-0 83
3 Carbazole 167 C12HSN 000086-74-8 81
4 1-Naphthaleneacetonitrile 167 C12HSN 000132-75-2 64
5 2-Azafluorene 167 C12HSN 000244-40-6 64
Abundance Scan 2489 (17.711 min): BG057733.D\data.ms (-2480) (- | m/z 167.00 100.00%
167.0
5000
e —
83.5 139.0 17.50 18.00
o0 630 113.1 196.0 : '
0l 390,080 L Bl 198 tes.e0  24.01%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #42490: 5H-Indeno[1,2-b]pyridine
167.0
5000
17.50 18.00
140.0 m/z 139.00 13.37%
0 A 3?0 I 6%0\ 870 11\30 ‘H\ \ ‘
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71569: 9H-Carbazole, 9-nitroso-
167.0
17.50 18.00
5000 m/z 168.10 13.09%
139.0
39.0 690 g9 1130 | |
R e e I o
m/z--> 20 40 60 80 100 120 140 160 180 200 m
Abundance #42483: Carbazole T 1 ‘
167.0 17.50 18.00
m/z 83.50 10.95%
5000
139.0
00 620 0 w30 |
R e
m/z--> 20 40 60 80 100 120 140 160 180 200 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@61523\
Data File : BG®57733.D

Acqg On : 15 Jun 2023 20:57
Operator : CG/JU

Sample : 03222-07 2X

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.199 6.98 ng 192463  Phenanthrene-di10 17.312
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 80
2 Undecanoic acid 186 C11H2202 000112-37-8 50
3 Tridecanoic acid 214 C13H2602 000638-53-9 46
4 Pentadecanoic acid 242 C15H3002 001002-84-2 43
5 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 35

Abundance Scan 2572 (18.199 min): BG057733.D\data.ms (-2566) (- | m/z 43.00 100.00%

43.0 73.0
192.1
5000

i
| 1800 1850
Obrrr e m/z 73.00 97.47%

m/z--> 20 40 60 80 100 120 140160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
Y

5000 129.0 T T U

) 157.01g85 213.0  256.0 :
0,
m/z--> 20 40 60 80 100120 140160 180200 220240 260
Abundance #60689: Undecanoic acid
60.0
M MM AN

e 1
18.00 18.50
5000 ITI/Z 57 .00 89.11%
29.0 870 129.0
Ll ] sroese
0m‘\m‘\‘u“\‘HM“‘1\u“‘\m‘U‘m‘mu“uu_m_m_m_m_
m/z--> 20 40 60 80 100120 140160 180200 220 240 260
Abundance #92070: Tridecanoic acid T —
73.0 18.00 18.50
m/z 192.05 73.97%
43.0
5000
129.0
1710 2140 N\)\
101.0 ‘ ‘
015‘0(ﬂ SENPAEVE IS
m/z--> 20 40 60 80 100120 140160 180200 220 240 260 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@61523\
Data File : BG®57733.D

Acqg On : 15 Jun 2023 20:57
Operator : CG/JU

Sample : 03222-07 2X

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.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 Phenanthrene, 2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

18.234 3.79 ng 104585  Phenanthrene-di10 17.312
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 87
2 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 83
3 Anthracene, 1-methyl- 192 C15H12 000610-48-0 83
4 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 83
5 Anthracene, 2-methyl- 192 C15H12 000613-12-7 83
Abundance Scan 2578 (18.234 min): BG057733.D\data.ms (-2576) (- | m/z 192.00 100.00%

192.0
5000 J\M
82. 165.0 1800 1850

6
126.0
a0 bl m/z 191.08 62.70%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67039: Phenanthrene, 2-methyl-
192.0

o

5000
1800 1850
165.0 m/z 189.00 27.22%
0 39.0 630 | M 11601390 | A ]
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67035: Phenanthrene, 1-methyl-
192.0 M
s
18.00 1850
5000 ITI/Z 190.05 16.98%
165.0
0 39.0 63.0 960 1390 |
T
m/z--> 20 40 60 80 100 120 140 160 180 200 AA
Abundance #67021: Anthracene, 1-methyl- —r—5
192.0 18.00 1850

m/z 165.00  14.24%

5000
83.0 165.0
150 39.0 61,0 | | 11501390 |

O LR ettt e et el e
miz--> 20 40 60 80 100 120 140 160 180 200 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@61523\
Data File : BG®57733.D

Acqg On : 15 Jun 2023 20:57
Operator : CG/JU

Sample : 03222-07 2X

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.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 Thiophene-3-carboxaldehyde,... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.381 4.48 ng 123620  Phenanthrene-di10 17.312
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Thiophene-3-carboxaldehyde, 5-ch... 190 C5H4BC103S 036155-87-0 72
2 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 60
3 Benzaldehyde, 3,5-dichloro-2-hyd... 190 C7H4C1202 000090-60-8 50
4 2,2'-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 43
5 Methyl diselenide 190 C2H6Se2 007101-31-7 43
Abundance Scan 2603 (18.381 min): BG057733. D\data ms (-2597) (- | m/z 189.00 100.00%
189.
5000 M ﬂ
94‘6 ‘ T T T T ‘
18.00 18.50
62.9 139.0
0 el 220l 2200 281U 190, 00 95.05%
miz-> 50 100 150 200 250
Abundance #64996: Thiophene-3-carboxaldehyde, 5-chloro-2-dihydr
45.0 190.0
' 146.0
5000 82.0 M T
18 00 18.50
m/z 192.00  45.87%
116.
0! [\‘MHH }h\\‘ ‘\‘ R
m/z--> 50 100 150 200 250
Abundance #64924: 4H-Cyclopenta[deflphenanthrene
190.0
— e
18.00 18.50
5000 m/z 191.10 40.83%
95.0
ol 20,80 | o, [
miz--> 50 100 150 200 250
Abundance #65125: Benzaldehyde, 3,5-dichloro-2-hydroxy-
190.0 18 00 18 50
m/z 94.60  24.55%
5000
63.0
133.0
29.0 9 0 ‘
0 o u\ “‘\‘\‘M‘ ‘H‘ | ““‘M ‘M‘M‘ mm‘ : —
m/z--> 50 100 150 200 250 18 00 18 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@61523\
Data File : BG®57733.D

Acqg On : 15 Jun 2023 20:57
Operator : CG/JU

Sample : 03222-07 2X

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.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 11-Tricosene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.225 2.77 ng 137598  Chrysene-di12 21.565
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11-Tricosene 322 C23H46 052078-56-5 64
2 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 53
3 1-Eicosene 280 C20H40 003452-07-1 50
4 9-Tricosene, (Z)- 322 C23H46 027519-02-4 50
5 Cyclohexadecane, 1,2-diethyl- 280 C20H40 1000155-85-3 43
Abundance Scan 3087 (21.225 min): BG057733.D\data.ms (-3085) (- | m/z 57.00 100.00%
57.0 226.0
5000
12.0 — —r
L Lo 2550 2403 ol
ol LA Huh ‘h‘\ H\mh\‘u\‘h‘uuﬂ‘ mm il st all ) mw\’mw i RN m/z 226.00 94.61%
miz--> 50 100 150 200 250 300 350 400
Abundance #227235: 11-Tricosene
43.0
5000 J —
7.0 21.00 21.50
m/z 43.00 93.18%
. | || 14001830 2380 3220
\\‘\\\\‘\\\\‘\\T\‘\T\\‘T\\\’\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance  #321014: Heptafluorobutyric acid, hexadecyl ester
57.0
—— —
21.00 21.50
5000 m/z 83.00 61.72%
11.0 224.0
“ 169.0
SO 0 0 O . N
m/z--> 50 100 150 200 250 300 350 400
Abundance #173727: 1-Eicosene T —
43.0 21.00 21.50
97.0 m/z 55.00 60.09%
5000
280.0
gl me
m/z--> 50 100 150 200 250 300 350 400 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@61523\
Data File : BG@57733.D

Acqg On : 15 Jun 2023 20:57

Operator : CG/JU

Sample : 03222-07 2X

Misc

ALS vial : 17

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.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 1@ Benzo[e]pyrene Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
24.439 9.81 ng 260949  Perylene-di2 24.732
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 95
2 Benzo[k]fluoranthene 252 C20H12 000207-08-9 94
3 Benzo[b]fluoranthene 252 C20H12 000205-99-2 94
4 Benzo[a]pyrene 252 C20H12 000050-32-8 90
5 Perylene 252 C20H12 000198-55-0 81

Abundance Scan 3634 (24.438 min): BG057733.D\data.ms (-3629) (- | m/z 252.05 100.00%
25p.1
o /\/L\
A\
125.0 24.50
0890 80 | 1720207.0, | 28613188 ./, ys0.00 28.78%
miz--> 50 100 150 200 250 300
Abundance #138554: Benzo[e]pyrene
252.0
5000 /\“ 7
24.50
m/z 253.05 23.94%
125.0
ol 50.0 830 4 | 1580 2000 . |
T ‘ T L T T T T T T ’ T L ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250 300
Abundance #138565: BenzolKk]fluoranthene
252.0
——
24.50
5000 m/z 125.00 10.80%
126.0
b0t ,
m/iz--> 50 100 150 200 250 300
Abundance #138562: Benzo[b]fluoranthene —
252.0 24.50
m/z 251.00 8.88%
5000
126.0
0590 870 | ‘\\ 161.0 2090 - ‘
S R e P
m/z--> 50 100 150 200 250 300 24.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@61523\
Data File : BG®57733.D

Acqg On : 15 Jun 2023 20:57
Operator : CG/JU

Sample 1 03222-07 2X

Misc

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.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|
Butane, 2-metho... 3.140 11.3 ng 139696 1 7.940 248002 20.0
2-Pentanone, 4-... 5.049 4.0 ng 49541 1 7.940 248002 20.0
Benzophenone 15.919 6.4 ng 145182 3 14.568 453013 20.0
5H-Indeno[1,2-b... 17.711 2.2 ng 60719 4 17.312 551595 20.0
n-Hexadecanoic ... 18.199 7.9 ng 192463 4 17.312 551595 20.0
Phenanthrene, 2... 18.234 3.8 ng 104585 4 17.312 551595 20.0
Thiophene-3-car... 18.381 4.5 ng 123620 4 17.312 551595 20.0
11-Tricosene 21.225 2.8 ng 137598 5 21.565 993020 20.0
Benzo[e]pyrene 24.439 9.8 ng 260949 6 24.732 531827 20.0
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