LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122923\
Data File : BF136830.D

Acqg On : 29 Dec 2023 15:40
Operator : CG\JU

Sample : 05899-12

Misc :

ALS Vvial : 14 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_ F\Methods\8270-BF122023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF136830.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.381 35 50 59 rvB 72128 138457 8.38% 0.757%
2 4.187 348 357 362 rVB 16701 21761 1.32% 0.119%
3 4.257 365 369 375 rBV 22860 26751 1.62% 0.146%
4 4,387 387 391 397 rBV 184133 237561 14.37%  1.299%
5 4.469 402 405 412 rVB 15776 19942 1.21% 0.109%
6 5.016 493 498 508 rVB 30409 40973  2.48% 0.224%
7 5.275 538 542 546 rBV 178283 179511 10.86% 0.982%
8 5.381 556 560 564 rBV 342518 431706 26.12% 2.361%
9 5.422 564 567 575 rVB 1414902 1236809 74.83% 6.765%
106 5.634 600 603 607 rBV 166730 141093 8.54% 0.772%
11 5.698 611 614 618 rVB 21544 20293 1.23% 0.111%
12 5.951 652 657 661 rBvV 46868 53435 3.23% 0.292%
13 6.034 668 671 677 rBV3 23311 29523 1.79% 0.161%
14 6.245 704 707 711 rVB 98272 86562 5.24% 0.473%
15 6.310 715 718 720 rVV 452155 364800 22.07%  1.995%
16 6.339 720 723 726 rVB 212476 162470 9.83% 0.889%
17 6.381 726 730 734 rBV 190147 170311 10.30% 0.932%
18 6.428 734 738 741 rVV 1456877 1252158 75.76% 6.849%
19 6.469 742 745 750 rVB 126197 122318 7.40% 0.669%
20 6.604 765 768 772 rBV 502552 427969 25.89% 2.341%
21 6.781 794 798 802 rBV 540160 420193 25.42%  2.298%
22 6.834 804 807 813 rBV 84436 67697 4.10% 0.370%
23 6.957 825 828 831 rVB 106460 78149  4.73% 0.427%
24 7.028 837 840 843 rBV2 36213 47481 2.87% 0.260%
25 7.098 847 852 854 rBV 44502 40224  2.43% 0.220%
26 7.310 883 888 890 rBV 26316 27923 1.69% 0.153%
27 7.345 890 894 897 rVB 898360 823166 49.81% 4.503%
28 7.898 985 988 991 rVB 29527 24827 1.50% 0.136%
29 8.057 1011 1015 1017 rBV 685738 556541 33.67% 3.044%
30 8.081 1017 1019 1022 rW 323722 251738 15.23% 1.377%
31 8.128 1024 1027 1033 rVB 25077 24362 1.47% 0.133%
32 8.769 1133 1136 1144 rBV 137367 110384 6.68% 0.604%
33 8.869 1148 1153 1159 rVW 125790 97983 5.93% 0.536%
34 9.133 1194 1198 1201 rBV 1899303 1652766 100.00%  9.040%
35 9.233 1212 1215 1226 rVB 90561 84005 5.08% 0.459%
36 9.392 1239 1242 1248 rVB2 21708 31558 1.91% 0.173%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122923\
Data File : BF136830.D

Acqg On : 29 Dec 2023 15:40
Operator : CG\JU

Sample : 05899-12

Misc :

ALS Vvial : 14 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_ F\Methods\8270-BF122023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 9.475 1252 1256 1258 rBV 23898 24498 1.48% 0.134%
38 9.816 1307 1314 1316 rBV 762928 626027 37.88% 3.424%
39 9.845 1316 1319 1323 rWV 513443 423565 25.63% 2.317%
40 9.886 1323 1326 1329 rVB 30898 25855 1.56% 0.141%
41 10.022 1345 1349 1353 rBV 233189 210191 12.72% 1.150%
42 10.363 1403 1407 1413 rBV 342728 277587 16.80% 1.518%
43 10.451 1420 1422 1424 rVB2 24745 18949 1.15% 0.104%
44 10.522 1432 1434 1438 rVB 29248 22567 1.37% 0.123%
45 10.610 1445 1449 1455 rBV 1123928 1005772 60.85% 5.501%
46 10.733 1464 1470 1475 rVWV 32170 31509 1.91% 0.172%
47 10.798 1478 1481 1485 rVB2 21854 19766 1.20% 0.108%
48 10.916 1495 1501 1503 rBV3 18927 21096 1.28% 0.115%
49 11.204 1547 1550 1555 rVB 44201 37839 2.29% 0.207%
50 11.310 1564 1568 1570 rBV 720199 700281 42.37%  3.830%
51 11.333 1570 1572 1575 rVV 728819 537982 32.55% 2.943%
52 11.386 1575 1581 1584 rVvV 704222 631548 38.21% 3.454%
53 11.545 1604 1608 1616 rBV 211999 201176 12.17% 1.100%
54 11.810 1648 1653 1656 rBV 28750 26215 1.59% 0.143%
55 11.839 1656 1658 1663 rBV2 100893 107202 6.49% 0.586%
56 11.886 1663 1666 1669 rVB 44087 37189 2.25% 0.203%
57 11.921 1669 1672 1675 rBV 95025 90470 5.47%  0.495%
58 12.110 1702 1704 1707 rVB 32612 24826 1.50% 0.136%
59 12.257 1726 1729 1732 rVB2 27625 21734 1.32% 0.119%
60 12.527 1771 1775 1778 rBV 484370 407677 24.67% 2.230%
61 12.757 1807 1814 1817 rBV 277145 331805 20.08% 1.815%
62 12.904 1835 1839 1842 rVB 1870985 1574301 95.25% 8.611%
63 12.980 1847 1852 1856 rVB2 10854 19275 1.17% 0.105%
64 13.086 1863 1870 1875 rVB 47975 55669 3.37% 0.304%
65 13.151 1875 1881 1884 rBV 49398 49100 2.97% 0.269%
66 13.963 2012 2019 2022 rBV2 520216 544739 32.96% 2.980%
67 13.986 2022 2023 2030 rVB 61654 42155 2.55% ©0.231%
68 14.063 2032 2036 2040 rBV2 26110 31696 1.92% 0.173%
69 15.010 2193 2197 2200 rBV 31042 48892 2.96% 0.267%
70 15.315 2246 2249 2255 rVB2 19719 26820 1.62% 0.147%
71 15.380 2255 2260 2265 rBv2 21235 39433 2.39% 0.216%
72 15.445 2266 2271 2275 rBV 304000 377872 22.86% 2.067%
73 15.921 2349 2352 2359 rVB4 12960 22249 1.35% 0.122%
74 16.956 2523 2528 2536 rVB4 10540 24643 1.49% 0.135%
75 17.056 2541 2545 2551 rVVW7 11843 23473  1.42% 0.128%
76 17.792 2662 2670 2675 rBV8 13636 35212 2.13% 0.193%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122923\
Data File : BF136830.D

Acqg On : 29 Dec 2023 15:40
Operator : CG\JU

Sample : 05899-12

Misc

ALS Vvial : 14 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_F\Methods\8270-BF122023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Sum of corrected areas: 18282255
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122923\
Data File : BF136830.D

Acqg On : 29 Dec 2023 15:40
Operator : CG\JU

Sample : 05899-12

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BF136830.D\data.ms
1500000 5.422 6.428
1000000 7.345
500000
5.3
4.387 5.27
2Js\s1 4425744 5.016 0
Orjﬁr\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\‘Y_Y‘\ ‘\ I ‘ B
Time--> 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 560 580600620640660680 700720740 7.60
Abundance TIC: BF136830.D\data.ms
9.133 12.904
1500000
10.610
1000000
9.816
8.057 T Pase
4
500000 9i845 12.527
8,081 10.363
10. 022 11,545 12.757
8.7%869 233
oL7:8988128 1 R e @63@&16 1129 1 %%j@%? 12588061
S A B e — - e
Time--> 8.00 8.50 9.00 9.50 1000 10.50 1100 1150 1200 1250 13.00
Abundance TIC: BF136830.D\data.ms
1500000
1000000
13.963
500000
15.445
. 138553 15.010 135880 15.921 16105656 17.792
T ‘ T T ‘A T T T ‘ T T ‘ T T T T ‘ T T T T ‘ T T ‘ T T T ‘ T T T ‘ T T T T ‘ T T ‘ T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122923\
Data File : BF136830.D

Acqg On : 29 Dec 2023 15:40
Operator : CG\JU

Sample : 05899-12

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 Heptane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
2.381 6.59 ng 138457 1,4-Dichlorobenzene-d4 6.781

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane 100 C7H16 000142-82-5 95
2 Hexane, 3-methyl- 100 C7H16 000589-34-4 50
3 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 40

4 Pentane, 2-methyl- 86 C6H14 000107-83-5 38
5 Pyrrolidine 71 C4HON 000123-75-1 37

Abundance  Scan 50 (2.381 mm) BF136830.D\data.ms (-35) (-) 43.05 100.00%

43.0
5000 ST 714
e B B i e
‘ ‘ g0 " 220 240 2.60 2.80
o"_‘H‘m‘_‘H‘HM‘_‘H‘HH‘m“uwmwmw 40.95 59.83%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4463: Heptane
43.0
57.0

5000 71.0 L T B A e
29.0 220 240 2.60 2.80
m/z 57.10 49.14%
100.0
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4465: Hexane, 3-methyl-
43.0
i e T
71.0 220 240 2.60 2.80
5000 m/z 71.10 44.00%
29.0
0 15.0 “ ‘ ‘ 850 1000
"WH‘HHWHWH“m‘mWm‘mwm“m‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #8638: Hexane, 3,3-dimethyl- i e
43.0 220 240 2.60 2.80

m/z 56.10  29.47%

57.0 71,0
5000 85.0
29.0
otso [ L w1 gy

m/z--> 10 20 30 40 50 60 70 80 90 100 220 240 2.60 280
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122923\
Data File : BF136830.D

Acqg On : 29 Dec 2023 15:40
Operator : CG\JU

Sample : 05899-12

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 3-Penten-2-one, 4-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
4.387 11.31 ng 237561 1,4-Dichlorobenzene-d4 6.781

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 87
4 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 86
5 2-Pentene, 4,4-dimethyl-, (E)- 98 C7H14 000690-08-4 86
Abundance Scan 391 (4.387 min): BF136830.D\data.ms (-387) (-) m/z 55.10 100.00%
58.1 83.0
5000
43.0 98.1
T
‘ 67.0 4.00 4.20 4.40 4.60 4.80
o RESERSENSSMBS I FMVT MM MRS MBS m/z 83.00  99.01%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3646: 3-Penten-2-one, 4-methyl-
55.0 83.0
43.0
5000 29.0 RREE R e
98.0 4.00 4.20 4.40 4.60 4.80
m/z 43.00  39.23%
‘\ H‘\ \‘\ 67.0 I
0\\\‘\\\\‘\\‘\\‘\\\\‘\\\\iii\\‘\\\\‘\\\\"\\\\’\\\\"\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3553: 3-Hexen-2-one
55.0
83.0 P e
200 43.0 4.00 4.20 4.40 4.60 4.80
5000 m/z 98.10  33.18%
98.0
15.0
ST R 1 O PN N R
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3784: 2-Pentene, 2,4-dimethyl- Raaas e Emman a R
83.0 4.00 4.20 4.40 4.60 4.80
55.0 m/z 39.10  28.07%
41.0
5000
27.0 98.0
15.0 ‘ 67.0
oH“H“wHw“Hm}mHM!wHu‘u‘Hu,wlu,um,uu R NN .
mlz--> 10 20 30 40 50 60 70 80 90 100 4.00 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122923\
Data File : BF136830.D

Acqg On : 29 Dec 2023 15:40
Operator : CG\JU

Sample : 05899-12

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 Ethylbenzene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.275 8.54 ng 179511 1,4-Dichlorobenzene-d4 6.781

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethylbenzene 106 C8H10 000100-41-4 94
2 p-Xylene 106 C8H1e0 000106-42-3 86
3 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 64
4 o-Xylene 106 C8H10 000095-47-6 64
5 1,3-Cyclopentadiene, 5-(1-methyl... 106 C8H1@ 002175-91-9 53
Abundance Scan 542 (5.275 min): BF136830.D\data.ms (-538) (-) m/z 90.95 100.00%
91.0
5000
106.1
51.0 65.0 78.0 5.00 5.20 5.40 5.60
0l 280l m/z 106.10  31.41%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110
Abundance #5732: Ethylbenzene
91.0
5000 T T T T T
106.0 5.00 5.20 5.40 5.60
10 m/z 51.00 9.89%
27.0 %10 650 780
0 \\\1’\\\\"]\\f\o\’\\\‘\‘\\\W"W\H}}H\‘\‘\‘H‘\HH“\H\‘l\\\‘\‘\‘\‘\‘\\\
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110
Abundance #5720: p-Xylene
91.0
R S
106.0 5.00 5.20 5.40 5.60
5000 m/z 65.00 8.74%
51.0 77.0
Oy t40 200 840 L L
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 A
Abundance #5749: Benzene, 1,3-dimethyl- H“‘H‘,H“_“W“H
91.0 5.00 5.20 5.40 5.60
m/z 77.00 7.86%
5000 106.0 Jk
39.0 77.0
63.0 ‘
olrrrprrrrrrrr 288 L Ul SENBUNS | .
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122923\
Data File : BF136830.D

Acqg On : 29 Dec 2023 15:40
Operator : CG\JU

Sample : 05899-12

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 p-Xylene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
5.634 6.72 ng 141093 1,4-Dichlorobenzene-d4 6.781

Hit# of 4 Tentative ID MW MolForm CASH# Qual
1 p-Xylene 106 C8H10 000106-42-3 97
2 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 97
3 o-Xylene 106 C8H10 000095-47-6 97
4 Ethylbenzene 106 C8H10 000100-41-4 87
Abundance Scan 603 (5.634 min): BF136830.D\data.ms (-600) (-) m/z 91.05 100.00%
91.0
5000 106.1
\\\\‘\\\\‘\\\\‘\\\\‘\\\
391 51.0 g5q 770 5.40 5.60 5.80 6.00
0"_‘H"H‘M‘m“‘H‘MM‘WMJH‘HwW“HWM‘W‘Mm‘H‘ m/z 106.10 44.07%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5725: p-Xylene
91.0
106.0 A
5000 L I L L L R B
5.40 5.60 5.80 6.00
390 510 450 77.0 ‘ m/z 105.10  19.55%
0H"‘““Z‘Zfo"m“"HH‘M‘1‘1‘”‘mU‘HH“!H““m‘wm
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5747: Benzene, 1,3-dimethyl-
91.0
\/\\\\‘\\\\‘\\\\‘\\\\‘\\\
5.40 5.60 5.80 6.00
106.0 o
5000 m/z 77.00 11.64%
39.0 510 g0 770 ‘
0\\‘1\?\-\0‘\Z\Z\.’O\\\\“\\\\H\“\\\‘}‘\‘\\‘\\\‘U‘\\\\“1\\\‘\‘\‘\‘\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5719:O-Xy|ene T T T T T T T T T T
91.0 5.40 5.60 5.80 6.00
m/z 51.00 11.09%
5000 106.0
39.0 510 50 770 ‘
0L 180 270
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122923\
Data File : BF136830.D

Acqg On : 29 Dec 2023 15:40
Operator : CG\JU

Sample : 05899-12

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 Benzene, (1-methylethyl)- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
5.951 2.54 ng 53435 1,4-Dichlorobenzene-d4 6.781

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 95
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 80
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 80
5 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 80
Abundance Scan 657 (5.951 min): BF136830.D\data.ms (-652) (-) m/z 105.10 100.00%
105.1
5000
120.1 N 1
771 \‘\\\\‘\\\\‘\\\\‘\\\\’\
51.0 | o0 5.60 5.80 6.00 6.20

o“_‘H_‘H‘Huwu‘quuwumw‘ulﬁu‘w‘H_MM‘HHVH‘W m/z 120.10  28.52%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120

Abundance #10706: Benzene, (1-methylethyl)-

105.0
5000 \‘HH‘\H}\\‘HH‘}\\\H’\
5.60 5.80 6.00 6.20
120.0 9
510 770 m/z 77.10 16.86%
27.0 | H 91.0
0H‘\\H‘H\‘\‘\\\\“‘H\\i‘\\\\‘\‘\‘\\‘\\\1‘\\\\“\\H‘\Ml\‘\\\\“\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10710: Benzene, 1,2,3-trimethyl-
105.0

G W Y%

5.60 5.80 6.00 6.20
5000 120.0 m/z 79.00 14.91%

39.0
7.0
630 91.0
0H_wzﬁr’:‘p"":Uw}‘\hm“‘w;‘!‘wu“mH_‘:Mmu“hw
m/z--> 10 20 30 40 50 60 70 80 90 100110120 J\
Abundance #10726: Benzene, 1-ethyl-4-methyl- R Eamas e ‘A‘ R RRRRRanad
105.0 5.60 5.80 6.00 6.20

m/z 51.00 13.02%

5000
510 77.0 91.0 120.0 j\
O 27.0 ‘ \‘\. 6?‘.0 m ‘ ‘ ‘ 1 J\A

T e e e e o e e R B e e

m/z--> 10 20 30 40 50 60 70 80 90 100110120 5.60 5.80 6.00 6.20

8270-BF122023.M Mon Jan 01 02:05:14 2024 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122923\
Data File : BF136830.D

Acqg On : 29 Dec 2023 15:40
Operator : CG\JU

Sample : 05899-12

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 Benzene, propyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
6.245 4.12 ng 86562 1,4-Dichlorobenzene-d4 6.781

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, propyl- 120 CSH12 000103-65-1 91
2 Phenethylamine, N-benzyl-p-chloro- 245 C15H16CIN 013622-43-0 72
3 N-Benzyl-2-phenethylamine 211 C15H17N 003647-71-0 72
4 N-Butylbenzylamine 163 C11H17N 002403-22-7 64
5 1,2-Ethanediamine, N,N'-bis(phen... 240 C16H20N2 000140-28-3 64
Abundance Scan 707 (6.245 min): BF136830.D\data.ms (-704) (-) m/z 91.10 100.00%
91.1
5000 A
120.1 \\\\‘\\\\‘\\\\‘\\\\’\\\
39,0 650 6.00 6.20 6.40 6.60
Ol b b m/z 120,10 25.16%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10702: Benzene, propyl-
91.0
5000 AAAJ\,
6.00 6.20 6.40 6.60
120.0 m/z 92.00 10.06%
39.0 6?0
0 \\\‘\‘\\\“‘\\“1\“\\\\“‘\\‘\\‘\‘\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #129554: Phenethylamine, N-benzyl-p-chloro-
91.0 A
120.0 6.00 6.20 6.40 6.60
5000 m/z 65.00 9.73%
0 . 4‘1"0‘ 65‘0 | “ | [ 16\40
R A e B o
m/z--> 20 40 60 80 100 120 140 160 180 200 ﬂﬂﬂ
Abundance #88775: N-Benzyl-2-phenethylamine e
91.0 6.00 6.20 6.40 6.60
m/z 78.00 5.10%
5000 120.0
65.0
0 15? 3%0‘ ‘ﬂ A s L A ?090 | A
i B B M o R R e
mlz--> 20 40 60 80 100 120 140 160 180 200 6.00 6.20 6.40 6.60

8270-BF122023.M Mon Jan 01 02:05:15 2024 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122923\
Data File : BF136830.D

Acqg On : 29 Dec 2023 15:40
Operator : CG\JU

Sample : 05899-12

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 Benzene, 1l-ethyl-2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
6.310 17.36 ng 364800 1,4-Dichlorobenzene-d4 6.781

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 95
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 95
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 91
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
5 Mesitylene 120 CS9H12 000108-67-8 91
Abundance Scan 718 (6.310 min): BF136830.D\data.ms (-715) (-) m/z 105.05 100.00%
105.1
5000
120.1
77.0 91.0
90 gz 090 | 6.00 6.20 6.40 6.60
Ot et e e e m/z 120.05  33.22%
miz--> 10 20 30 40 50 60 70 80 90 100110120 130
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 A}\ﬂ,ﬂ
1200 6.00 6.20 6.40 6.60
m/z 91.05 11.70%
39.0 77.0 91.0
0 \\‘HH‘2\‘\5\.‘\0‘\H\“‘H\\i‘{‘ui‘s‘?\.‘\ow‘\H‘H‘HHHH\‘\‘11\‘\\‘\\“‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120 130
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
R RREmERTL L
6.00 6.20 6.40 6.60
5000 m/z 77.00 11.54%
120.0
77.0 91.0
T B . B T S Y N
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 ﬂ
Abundance #10728: Benzene, 1-ethyl-4-methyl- J‘\‘ e A /\‘
105.0 6.00 6.20 6.40 6.60
m/z 79.00 9.46%
5000
120.0
77.0 91.0
P M NN B Mot SO T N AAM/\
miz--> 10 20 30 40 50 60 70 80 90 100110120 130 6.00 6.20 6.40 6.60

8270-BF122023.M Mon Jan 01 02:05:16 2024 Page: 11



Data Path :
Data File :

Acqg On
Operator
Sample

Misc

ALS vial

Quant Method
Quant Title

TIC Library

BF136830.D

: 29 Dec 2023 15:40
¢ CG\JU

: 05899-12

: 14  Sample Multiplier: 1

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122923\

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Benzene, 1l-ethyl-4-methyl-

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
6338 7.73ng 162470  1,4-Dichlorobenzene-d4  6.781
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1.ethyl-z-methyl- 120 com2 000611-14-3 95

2 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 93
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 91
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 723 (6.339 min): BF136830.D\data.ms (-720) (-) m/z 105.10 100.00%
105.1
5000
120.1
77.0 91.1 6.00 6.20 6.40 6.60
380 210640 | | |
O bt bt el e - m/z 120,05 30.73%
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000
120.0 6.00 6.20 6.40 6.60
m/z 91.10 10.65%
77.0 91.0
0\\‘1\5\-\0‘\\\‘\‘\?\9‘.?\\\“\\\\6‘:\3‘\-‘\0\‘\\\}“HH“M\\‘\Ml\‘\\‘\‘\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10726: Benzene, 1-ethyl-4-methyl-
105.0
6.00 6.20 6.40 6.60
5000 m/z 77.05 10.27%
120.
510 77.0 91.0 0-0
27.0 ~ 64.0
O‘W‘HW‘HMMHJM‘HNwH‘ﬁH‘mJWH‘WM‘WJJW‘MHpH‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0 6.00 6.20 6.40 6.60
m/z 79.05 9.85%
5000
120.0
77.0 91.0 M
39.0
o“_‘1?"‘9”“"m“mw‘mﬁ?"‘(‘)wu“:“w“mHmlww‘uw ‘}‘\_HWAHWHH,MN
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 6.00 6.20 6.40 6.60

8270-BF122023.M Mon Jan 01 02:05:17 2024

Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122923\
Data File : BF136830.D

Acqg On : 29 Dec 2023 15:40
Operator : CG\JU

Sample : 05899-12

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 Mesitylene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.604 20.37 ng 427969  1,4-Dichlorobenzene-d4 6.781

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 97
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 95

4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 90
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 90

Abundance Scan 768 (6.604 min): BF136830.D\data.ms (-765) (-) m/z 105.05 100.00%

105.1

=

5000 1201
39.0 63.0 77‘-1 91‘.1 | 6.20 6.40 6.60 6.80 7.00
O bt el el i m/z 120,05 44.05%
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #10692: Mesitylene
105.0
5000 120.0
6.20 6.40 6.60 6.80 7.00
m/z 77.10 11.73%
51.0 770 g1
0 \\’\H\’\2\\7\.?\\\\"\H\"“\‘\\\“6\4\.’-1(\)‘\H‘H‘HH“\H\‘\‘}1\‘\\‘\‘\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0
6.20 6.40 6.60 6.80 7.00
m/z 119.10 11.37%
5000 120.0 /
39.0 77.0 91.0
0 ",1‘?'9,‘H‘\,m“,Mm‘,‘\u‘ﬁ:‘?“.‘?‘,m‘l‘,‘m,‘uH,“‘!‘,HMH‘,‘HH,
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10717: Benzene, 1,2,4-trimethyl-
105.0 6.20 6.40 6.60 6.80 7.00
m/z 91.10 9.86%
120.0
5000
270 510 77.0 910
0"M‘HM‘MM‘HﬂuHﬂwmqﬂh‘uﬂmu‘wh‘wJNW‘mmhuw
miz--> 10 20 30 40 50 60 70 80 90 100110 120 6.20 6.40 6.60 6.80 7.00

8270-BF122023.M Mon Jan 01 02:05:18 2024 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122923\
Data File : BF136830.D

Acqg On : 29 Dec 2023 15:40
Operator : CG\JU

Sample : 05899-12

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 Benzene, 1,2,3-trimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
6.834 3.22 ng 67697 1,4-Dichlorobenzene-d4 6.781

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 94
2 Mesitylene 120 C9H12 000108-67-8 94
3 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 93
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 807 (6.834 min): BF136830.D\data.ms (-804) (-) m/z 105.10 100.00%
105.1
5000 120.1
39.0 63, 77‘-0 91.0 6.60 6.80 7.00 7.20
Obrrpererprrerpreesbir ety ot bl il m/z 120010 39.86%
miz--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #10721: Benzene, 1-ethyl-4-methyl-
105.0
5000 U\Aseoeai)mono
120.0 . . . .
m/z 77.00 12.16%
77.0 91.0
0 \\’1\\5\.\0’ T \‘\’\\:3\?"\0\ H"\\\16‘:13‘1-‘9\‘\\\‘}“\\\\“\ T \‘\H 1 \‘H‘\‘\“‘\ T \‘
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #10692: Mesitylene
105.0
6.60 6.80 7.00 7.20
120.0 m/z 106.08  9.799
5000 . < /9%
77.0
51.0 .
Obrrgrrrr 28 byt bl il
m/z--> 10 20 30 40 50 60 70 80 90 100110120 \A ﬂ
Abundance #10707: Benzene, 1,2,3-trimethyl- Herrhtre ‘AH M
105.0 6.60 6.80 7.00 7.20
m/z 91.05 9.03%
S 120.0
39.0 77.0 91,0
0 ",1”5(‘0,‘H‘\,m“,Mm‘,‘\u"6‘%;‘9“”“1“‘m“uH‘M“HMH“‘HH‘
miz--> 10 20 30 40 50 60 70 80 90 100110 120 6.60 6.80 7.00 7.20

8270-BF122023.M Mon Jan 01 02:05:20 2024 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122923\
Data File : BF136830.D

Acqg On : 29 Dec 2023 15:40
Operator : CG\JU

Sample : 05899-12

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 11 Indane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
6.957 3.72 ng 78149  1,4-Dichlorobenzene-d4 6.781

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 93
2 Deltacyclene 118 C9H10 007785-10-6 80
3 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H10 1000191-13-7 72
4 Benzene, cyclopropyl- 118 C9H10 000873-49-4 72
5 (Z)-1-Phenylpropene 118 C9H1e0 000766-90-5 64

Abundance Scan 828 (6.957 min): BF136830.D\data.ms (-825) (-) m/z 117.10 100.00%

1171
5000
390 580 770 | 6.60 6.80 7.00 7.20
Ol prrrrprrrrpre e bt e e e m/z 118.18  52.92%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10181: Indane
117.0
5000 \/‘V\\H\‘HH’HH‘HH‘\
6.60 6.80 7.00 7.20
m/z 115.10  31.42%
300 630 910
0H‘HH‘HHO‘HH“\H\i‘\\\l‘}‘\‘\\‘\7\\7\‘0\\\\“\\\\1‘(\)‘\4.\\0‘\\!\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10184: Deltacyclene
117.0
I S | P
6.60 6.80 7.00 7.20
5000 m/z 91.05 15.10%
39.0 91.0
65.0 780 ‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10214: Tetracyclo[3.3.1.0(2,8).0(4,6)]-non-2-ene
117.0 6.60 6.80 7.00 7.20
m/z 116.10 7.35%
5000 91.0
39.0
65.0 78.0
O 280, 920, T T t0a0 |
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 6.60 6.80 7.00 7.20

8270-BF122023.M Mon Jan 01 02:05:21 2024 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122923\
Data File : BF136830.D

Acqg On : 29 Dec 2023 15:40
Operator : CG\JU

Sample : 05899-12

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 12 Benzene, 1,2-diethyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
7.028 2.26 ng 47481 1,4-Dichlorobenzene-d4 6.781

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 93
2 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 90
3 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 90
4 p-Cymene 134 C1eH14 000099-87-6 64
5 2,6-Dimethyl-1,3,5,7-octatetraen... 134 C10H14 000460-01-5 62
Abundance Scan 840 (7.028 min): BF136830.D\data.ms (-837) (-) m/z 119.10 100.00%
119.1
5000 134.1
91.0
39.0 64.9 ‘ ‘H 6.80 7.00 7.20 7.40
Obrerrrerrere et ety Mt A b /2 105,10 97.51%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17032: Benzene, 1,2-diethyl-
119.0
5000 134.0 uu‘}\\\u,uu‘uu‘\u
910 6.80 7.00 7.20 7.40
' m/z 134.05 44.72%
39.0 65.0
0 H‘1\\5\.\()‘\\\‘\“HH"‘\\Hi‘“\\‘\’\‘\‘\\‘\H‘H‘H\\‘H‘\H‘\‘H\’\\M‘}l\\\\‘\\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17034: Benzene, 1,3-diethyl-
119.0 M
SO TRV i
6.80 7.00 7.20 7.40
5000 134.0 m/Z 91.00 30.44%
91.0
39.0 65.0 ‘
0 \\‘u\\‘\\Mu\\‘,‘\\ui‘l‘m,\‘w‘\\‘\H‘U‘u\\‘,1\u‘M\,u‘;‘\l\m‘u‘wu
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17031: Benzene, 1,4-diethyl-
119.0 6.80 7.00 7.20 7.40
m/z 115.10 27.96%
5000 134.0
91.0
41.0 65.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 6.80 7.00 7.20 7.40

8270-BF122023.M Mon Jan @01 02:05:22 2024 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122923\
Data File : BF136830.D

Acqg On : 29 Dec 2023 15:40
Operator : CG\JU

Sample : 05899-12

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 13 1H-Indene, 2-phenyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.839 3.06 ng 107202  Phenanthrene-di10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 92
2 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 91
3 Anthracene, 2-methyl- 192 C15H12 000613-12-7 90
4 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 86
5 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 86

Abundance Scan 1658 (11.839 min): BF136830.D\data.ms (-1656) (- m/z 192.10 100.00%

1991
50001 431 730
\/\\ T ‘ T

129.0° 165.1 1150 12.00

227.1 256."
0! m/z 191.05 64.26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67016: 1H-Indene, 2-phenyl-
192.0
5000 e ‘ ‘M/\”ﬂ
11.50 12.00
165.0 m/z 73.00 39.59%
(/270 630 8901150 | \\\
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\w \‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67041: Phenanthrene, 4-methyl-
192.0
YRR M S
11.50 12.00
5000 m/z 43.16  38.88%
95.0 165.0
N 63.0 125.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67023: Anthracene, 2-methyl- WV‘%”&“% L
192.0 11.50 12.00
m/z 59.95 35.89%
5000
96.0 165.0 ‘
SN L SV SN - 1 e NSO I SR WY YN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.50 12.00

8270-BF122023.M Mon Jan 01 02:05:23 2024 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122923\
Data File : BF136830.D

Acqg On : 29 Dec 2023 15:40
Operator : CG\JU

Sample : 05899-12

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 14 4H-Cyclopenta[def]phenanthrene Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
11.922 2.58 ng 90470  Phenanthrene-d1e 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 196 C15H10 000203-64-5 94
2 6H-Cyclobuta[jk]phenanthrene 190 C15H10 083469-43-6 72
3 Methyl diselenide 190 C2H6Se2 007101-31-7 46
4 Thiophene-3-carboxaldehyde, 5-ch... 190 C5H4BC103S 036155-87-0 40
5 2,2'-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 33

Abundance Scan 1672 (11.921 min): BF136830.D\data.ms (-1669) (- m/z 190.10 100.00%
190.1

5000
94.6 gl
163.0 12.00
65.8
ol 289 98 . L amaetsrt L Ml m/z 189.05 97.43%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64923: 4H-Cyclopenta[deflphenanthrene
190.0
5000

1200
94.0 m/z 94.60  25.57%

390 630 || 1150137.0 1630 M
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64922: 6H-Cyclobuta[jk]lphenanthrene
189.0

o

12.00
5000 m/z 191.05  24.82%
94.0
163.0 M
) NS NS NN IR | S
miz—> 20 40 60 80 100 120 140 160 180 200
Abundance #64929: Methyl diselenide -t Sl
93.0 190.0 12.00
m/z 187.00  21.83%
5000
‘ 160.0
o‘m‘_m_ul“pm b M-
miz—> 20 40 60 80 100 120 190 160 180 200 12.00

8270-BF122023.M Mon Jan 01 02:05:24 2024 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122923\
Data File : BF136830.D

Acqg On : 29 Dec 2023 15:40
Operator : CG\JU

Sample : 05899-12

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 15 Fluoranthene, 2-methyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.086 2.04 ng 55669 Chrysene-d12 13.963
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 90
2 Pyrene, 1-methyl- 216 C17H12 002381-21-7 86
3 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 83
4 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 80
5 Pyrene, 2-methyl- 216 C17H12 003442-78-2 80
Abundance Scan 1870 (13.086 min): BF136830.D\data.ms (-1863) (- m/z 216.10 100.00%
216.1
5000
AL
107.7 13.00
189.1
0 m_mw?ﬁ“o“,m \M\‘\‘mﬂu‘\\1\:\3?:1\'\1?\5\'9‘\‘1‘\‘\‘\\‘\ m/z 215.05  70.45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #94578: Fluoranthene, 2-methyl-
216.0
5000 /*\/\\ Hoe
13.00
108.0 m/z 213.16  20.80%
. 510 810 ‘h‘ 13901630 157 MLT
\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #94565: Pyrene, 1-methyl-
216.0 /AAM
AEIARL S M
13.00
5000 m/z 217.10  16.43%
95.0 189.0
0140 390 630 | 11220 1630 |
L e R RARRARE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 ﬂ N
Abundance #94573: 11H-Benzo[alfluorene i ‘ﬂ ﬁ“h e e e
216.0 13.00
m/z 107.70 11.14%
5000
107.0
o140 440 810, " 13901630 1890 Il Al
T e e e e it
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122923\
Data File : BF136830.D

Acqg On : 29 Dec 2023 15:40
Operator : CG\JU

Sample : 05899-12

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 16 Benzo[j]fluoranthene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.009 2.59 ng 48892  Perylene-d12 15.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[j]fluoranthene 252 C20H12 000205-82-3 89
2 Benzo[a]pyrene 252 C20H12 000050-32-8 81
3 Benzo[k]fluoranthene 252 C20H12 000207-08-9 81
4 Perylene 252 C20H12 000198-55-0 76
5 Benzo[b]fluoranthene 252 C20H12 000205-99-2 76
Abundance Scan 2197 (15.010 min): BF136830.D\data.ms (-2193) (- m/z 252.10 100.00%
2521
R \
126.0 15.00
57.0 991 179.1 2241 m :
o‘wH‘ﬁqumuwuﬁww‘wu‘wm‘q‘uwumwwuw‘ w‘%glﬂ m/z 250.10 22.43%
m/z--> 40 60 80 100120 140 160 180 200 220 240 260 280
Abundance #138569: Benzo[j]fluoranthene
252.0
5000 — ﬂ‘”‘ ‘]\
15.00
126.0 m/z 253.10 17.72%
0 62.0 ‘99“0‘”‘ H 187.0 22ﬁ.0 HH
H‘HH‘HH‘HH‘HH‘H\\‘HH‘HH‘HH‘HH‘\H\‘H \‘HH‘\H
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #138560: Benzo[a]pyrene
252.0 m
A0 LA M/K‘ Ay
15.00
5000 m/z 126.00 12.14%
126.0
56.0 83.0 224.0
m/z--> 40 60 80 100120 140 160 180 200 220 240 260 280 ﬂ A
Abundance #138563: Benzo[K]fluoranthene U Lt i A
252.0 15.00
m/z 251.00 8.32%
5000
126.0
L .3 S 1
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122923\
Data File : BF136830.D

Acqg On : 29 Dec 2023 15:40
Operator : CG\JU

Sample : 05899-12

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 17 Perylene Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
15.380 2.09 ng 39433  Perylene-di2 15.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[j]fluoranthene 252 C20H12 000205-82-3 90
2 Perylene 252 C20H12 000198-55-0 90
3 Benzo[b]fluoranthene 252 C20H12 000205-99-2 87
4 Benzo[k]fluoranthene 252 C20H12 000207-08-9 86
5 Benzo[a]pyrene 252 C20H12 000050-32-8 81
Abundance Scan 2260 (15.380 min): BF136830.D\data.ms (-2255) (- m/z 252.10 100.00%
2521
126.1 R el
15.00 15.50
. . 171. 224.0
o420 819 0 2810 n/z 250.10  26.04%
miz--> 20 40 60 80 100120140160 180200220 240260280
Abundance #138569: Benzo[j]fluoranthene
252.0
5000 ‘ A At ”A ;
15.00 15.50
126.0 m/z 253.00 20.88%
0 840 ol H 187.0 22ﬁ.0 HH
‘HH‘HH‘HH‘H\\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H \‘HH‘H
m/z--> 20 40 60 80 100120140160 180200220240260280
Abundance #138552: Perylene
252.0
nﬂ‘ AR T
15.00 15.50
5000 m/z 126.10  20.44%
126.0
ol 500 870 \H 174.0  224.0 M
[ R e
m/z--> 20 40 60 80 100120140160 180200220240260280 ﬂ ﬂ
Abundance #138568: Benzob]fluoranthene S A T
252.0 15.00 15.50
m/z 251.10 12.82%
5000
126.0
ol..510 830 u“\\‘ 740 2240 ”H“ ‘ n/\ [ Aﬂﬂn
T T e
miz--> 20 40 60 80 100120140160 180200220 240260280 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122923\
Data File : BF136830.D

Acqg On : 29 Dec 2023 15:40
Operator : CG\JU

Sample : 05899-12

Misc

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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|
Heptane 2.381 6.6 ng 138457 1 6.781 420193 20.0
3-Penten-2-one,... 4.387 11.3 ng 237561 1 6.781 420193 20.0
Ethylbenzene 5.275 8.5 ng 179511 1 6.781 420193 20.0
p-Xylene 5.634 6.7 ng 141093 1 6.781 420193 20.0
Benzene, (1-met... 5.951 2.5 ng 53435 1 6.781 420193 20.0
Benzene, propyl- 6.245 4.1 ng 86562 1 6.781 420193 20.0
Benzene, 1-ethy... 6.310 17.4 ng 364800 1 6.781 420193 20.0
Benzene, 1-ethy... 6.339 7.7 ng 162470 1 6.781 420193 20.0
Mesitylene 6.604 20.4 ng 427969 1 6.781 420193 20.0
Benzene, 1,2,3-... 6.834 3.2 ng 67697 1 6.781 420193 20.0
Indane 6.957 3.7 ng 78149 1 6.781 420193 20.0
Benzene, 1,2-di... 7.028 2.3 ng 47481 1 6.781 420193 20.0
1H-Indene, 2-ph... 11.839 3.1 ng 107202 4 11.310 700281 20.0
4H-Cyclopenta[d... 11.922 2.6 ng 90470 4 11.310 700281 20.0
Fluoranthene, 2... 13.086 2.0 ng 55669 5 13.963 544739 20.0
Benzo[j]fluoran... 15.009 2.6 ng 48892 6 15.445 377872 20.0
Perylene 15.380 2.1 ng 39433 6 15.445 377872 20.0
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