LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120224\
Data File : BF140688.D

Acqg On : 02 Dec 2024 15:03
Operator : RC/JU

Sample : P5021-05

Misc :

ALS vial : 9 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-BF112124.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF140688.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.152 3 10 17 rVB 2077269 3282941 100.00% 15.227%
2 2.258 23 28 41 rVB 24157 42966 1.31% 0.199%
3 5.357 549 555 561 rBV 333952 441029 13.43%  2.046%
4 5.499 568 579 595 rBV 782210 1160698 35.36% 5.383%
5 5.722 612 617 622 rBV 85291 114687 3.49% 0.532%
6 6.040 667 671 676 rBV 31974 39032 1.19% 0.181%
7 6.328 716 720 725 rVB 49195 59079 1.80% 0.274%
8 6.393 726 731 734 rBV 138578 173535 5.29% 0.805%
9 6.428 734 737 741 rVB 51226 62697 1.91% 0.291%
106 6.504 746 750 755 rVWW 472768 660737 20.13%  3.065%
11 6.551 755 758 766 rVB 195234 249768 7.61% 1.158%
12 6.693 776 782 789 rBV2 53325 79112 2.41% 0.367%
13 6.869 807 812 818 rBV 386758 496784 15.13% 2.304%
14 6.922 818 821 829 rVB2 81431 114677 3.49% 0.532%
15 7.046 835 842 847 rVB 174885 240396  7.32% 1.115%
16 7.134 849 857 862 rVW3 44344 103966 3.17% 0.482%
17 7.187 862 866 875 rVB2 67590 107373  3.27% 0.498%
18 7.434 897 908 915 rBV 1243489 1824366 55.57% 8.462%
19 7.545 923 927 935 rVB 26836 39496 1.20% 0.183%
20 7.634 939 942 948 rVB 32560 38956 1.19% 0.181%
21 7.822 967 974 980 rVB 37108 58989 1.80% 0.274%
22 7.887 980 985 994 rBV 103756 170788 5.20% 0.792%
23 8.151 1023 1030 1039 rBV 460230 666089 20.29%  3.089%
24  8.369 1057 1067 1072 rBV3 22108 42471 1.29% ©0.197%
25 8.887 1147 1155 1163 rBv4 21532 43071 1.31% ©0.200%
26 9.222 1206 1212 1222 rBV 2384712 3158814 96.22% 14.651%
27  9.745 1292 1301 1305 rBV 34627 59232 1.80% 0.275%
28 9.904 1319 1328 1334 rBV 574025 810583 24.69% 3.760%
29 9.963 1334 1338 1345 rBV2 37974 78951 2.40% 0.366%
30 10.116 1360 1364 1371 rVB 41931 58649 1.79% 0.272%
31 10.369 1403 1407 1412 rVB 38687 46292 1.41% 215%
32 10.698 1457 1463 1478 rBV 1479447 1968145 59.95% 129%
33 11.057 1516 1524 1526 rBV4 17700 34459 1.05%

34 11.398 1576 1582 1596 rVB 567782 769899 23.45%
35 11.916 1665 1670 1685 rBvV2 98493 184554  5.62%

OWwWOoO VU
=
(o))
(o]
B

36 12.704 1799 1804 1818 rBV3 25292 57773 1.76% 0.268%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120224\
Data File : BF140688.D

Acqg On : 02 Dec 2024 15:03
Operator : RC/JU

Sample : P5021-05

Misc

ALS vial : 9 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-BF112124.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 12.980 1845 1851 1857 rBV 2193925 2997172 91.30% 13.901%
38 13.886 2000 2005 2021 rVB9 13236 38392 1.17% 0.178%
39 14.051 2028 2033 2047 rVB 373399 533431 16.25% 2.474%
40 14.833 2161 2166 2175 rBV3 17331 33278 1.01% 0.154%

41 15.568 2285 2291 2304 rBV 237597 417045 12.70%  1.934%

Sum of corrected areas: 21560372
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120224\
Data File : BF140688.D

Acqg On : 02 Dec 2024 15:03
Operator : RC/JU

Sample : P5021-05

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF140688.D\data.ms
.152
2000000

1500000
7.434

1000000
5.499

500000

.258

\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\r\\\\

Time--> 2202402602803003203403603804004204404604805005205405605806006206406.60 6.80 7.00 7.20 7.40 7.60

Abundance TIC: BF140688.D\data.ms
9.222

12.980

2000000

1500000 10.698

1000000

9.904 11.398
500000 8.151

. 857 | g 369 8.887 L 9.7459|960.11610.369 11,057 11918 12,704 L
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 T T T T T T T T T T T T I N T T
Time--> 8.00 850  9.00 9.50 1000 1050 1100 1150 1200 1250  13.00

Abundance TIC: BF140688.D\data.ms

2000000

1500000

1000000

500000 14.051
15.568

o 13.886 14.833
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 ‘ 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 Re

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120224\
Data File : BF140688.D

Acqg On : 02 Dec 2024 15:03
Operator : RC/JU

Sample : P5021-05

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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

port

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.152 132.17 ng 3282940 1,4-Dichlorobenzene-d4 6.869

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 25
4 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 22
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
Abundance  Scan 10 (2.152 min): BF140688.D\data.ms (-3) (-) m/z 73.10 100.00%
73.1
5000
43.0
87.1
A
01 2.202.302.402.502.60
Oyl B2 1011 wjz 43.e5  36.11%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5060: Butane, 2-methoxy-2-methyl-
73.0
5000 T T T T T[T T T T[T T T[T ITT Tt
55.0 2.202.302.402.502.60
F 87.0 m/z 87.10 27.04%
0H’\Hm“}H\“‘\H\‘\\H‘\H\H\1\\‘HH‘HH‘HH‘\H\‘\\H‘H\\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 AP
2.202.302.402.502.60
5000 41.0 550 m/z 55.10 26.08%
27.0
0 I ‘ ‘ 112.0 129.0
H,H‘W‘H‘_‘H‘H‘W‘H‘ R A Ra e AR RRR
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2307: 1,3-Dioxolane, 2-methyl- AT
73.0 2.202.302.402.502.60
m/z 41.05 11.94%
5000 43.0
58.0
0“W‘WWH‘W‘H‘_‘H‘H‘W‘M‘_‘L‘H‘W‘H‘M‘H‘H‘W‘H‘

m/z--> 20 30 40 50 60 70 80 90 100 110120 130 2.202.302.402.502.

60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120224\
Data File : BF140688.D

Acqg On : 02 Dec 2024 15:03
Operator : RC/JU

Sample : P5021-05

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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, 1l-ethyl-2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
6.393 6.99 ng 173535 1,4-Dichlorobenzene-d4 6.869

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 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 731 (6.393 min): BF140688.D\data.ms (-726) (-) m/z 105.10 100.00%
105.1
5000
120.1 /\
771 910 R AR A
39.0 1 6.00 6.20 6.40 6.60 6.80
O g rrnpepree bl ool il s m/z 120.10  31.58%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0

120.0 6.00 6.20 6.40 6.60 6.80
m/z 91.05  13.32%

91.0
IR - il Y
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
AL NSAL AR RAAASAR
6.00 6.20 6.40 6.60 6.80
5000 ITI/Z 77.10 12.48%
120.0
77.0 91.0
0380, 00 80 i
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 I\ /\ /\
Abundance #10721: Benzene, 1-ethyl-4-methyl- REasaw A BRaRamEsEETE
105.0 6.00 6.20 6.40 6.60 6.80
m/z 79.10 9.78%
5000
120.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120224\
Data File : BF140688.D

Acqg On : 02 Dec 2024 15:03
Operator : RC/JU

Sample : P5021-05

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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, 1l-ethyl-4-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
6.428 2.52 ng 62697 1,4-Dichlorobenzene-d4 6.869

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 94
2 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 94
3 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Mesitylene 120 CS9H12 000108-67-8 91
Abundance Scan 737 (6.428 min): BF140688.D\data.ms (-734) (-) m/z 105.10 100.00%
105.1
5000
120.1
771 911
301 30 | T 6.20 6.40 6.60 6.80
Ot e e e m/z 120.10 30.47%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0 ﬂ\\
5000 /\\\\\‘\\\\’\\\\‘\\\\‘\\\
120.0 6.20 6.40 6.60 6.80
m/z 77.10 13.28%
77.0 91.0
O \\’]\_\5\\0’\\\\’\\3\?’(\)\H"H\\6‘:\3‘\‘\0\‘\\\‘\“\\\\“\\\\‘\Ml\‘\\\‘\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10726: Benzene, 1-ethyl-4-methyl-
105.0 /\ f\f
A Ml e
6.20 6.40 6.60 6.80
5000 m/z 106.10 12.20%
120.0
510 77.0 91.0
PO/ NG .-JN Y Y A
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10707: Benzene, 1,2,3-trimethyl- A‘H“‘H,“H“‘H“‘
105.0 6.20 6.40 6.60 6.80
m/z 91.10 10.81%
5000 120.0
39.0 77.0 91.0
L I PSR OO RSSO T
m/z--> 10 20 30 40 50 60 70 80 90 100110120 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120224\
Data File : BF140688.D

Acqg On : 02 Dec 2024 15:03
Operator : RC/JU

Sample : P5021-05

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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, 1,2,3-trimethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
6.693 3.18 ng 79112  1,4-Dichlorobenzene-d4 6.869

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 97
2 Mesitylene 120 C9H12 000108-67-8 95
3 Benzene, 1,2,4-trimethyl- 120 CO9H12 000095-63-6 94
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 90
Abundance Scan 782 (6.693 min): BF140688.D\data.ms (-776) (-) m/z 105.10 100.00%
105.1
5000 120.1
510 77.1 91.0 6.40 6.60 6.80 7.00
380,700 839 |
Ly L m/z 120.10  43.33%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
120.0 /\ j\ J\
5000 UL B B I L B BN
6.40 6.60 6.80 7.00
m/z 119.10 13.04%
39.0 77.0 91.0
OH‘\H‘\‘H\‘\‘\H\“‘\\Hi“\‘\\\s‘%\"\o\‘\\\‘H‘HH“HH‘\Ml\‘\\‘\‘\“\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10692: Mesitylene
105.0
mm‘_mwf\ﬁ,ﬂm
6.40 6.60 6.80 7.00
5000 120.0 m/z 77.18  12.74%
77.0
51.0 91.0
Obrrrrrry 20 b 849 il il
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10717: Benzene, 1,2,4-trimethyl-
105.0 6.40 6.60 6.80 7.00
m/z 91.00 11.92%
120.0
5000
77.0
27.0 51.0 91.0 J\ A
0H‘HHM‘NMH‘$HanfﬁPM‘Mwu‘ﬁuwﬂﬂwuwbuu‘ “W‘H‘_Auwfﬁ,uﬁj
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.40 6.60 6.80 7.00

8270-BF112124.M Tue Dec 03 02:29:09 2024 Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120224\
Data File : BF140688.D

Acqg On : 02 Dec 2024 15:03
Operator : RC/JU

Sample : P5021-05

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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 Indane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
7.046 9.68 ng 240396 1,4-Dichlorobenzene-d4 6.869

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 93

2 Benzene, cyclopropyl- 118 C9H10 000873-49-4 83

3 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H10 1000191-13-7 80
4 Benzene, l-ethenyl-2-methyl- 118 C9H10 000611-15-4 60

5 Benzeneethanol, .beta.-ethenyl- 148 C10H120 006052-63-7 53
Abundance Scan 842 (7.046 min): BF140688.D\data.ms (-835) (-) m/z 117.10 100.00%

11y.1
5000
63.0 911 6.80 7.00 7.20 7.40
39.0 . : : : :
77.0
oH_m,w,mJ,mmml‘:‘m‘mw‘“““““‘1‘9“'1-9”“&_”w m/z 118.10  54.41%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10181: Indane
117.0
5000 L L L I RN B
6.80 7.00 7.20 7.40
m/z 115.10  33.19%
390 630 91.0
0H‘HH’H\‘.\O’H\\".H\\i‘\\\lH‘\-‘H‘\7\7{‘0\\\\“‘\\\\1‘9\4.\.\0‘\\!\“H\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10198: Benzene, cyclopropyl-
117.0
R RRREEEAL L
6.80 7.00 7.20 7.40
5000 910 m/z 91.10  16.83%
Oy 270 20 0 0 L soa0
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 /\ f/\
Abundance  #10214: Tetracyclo[3.3.1.0(2,8).0(4,6)]-non-2-ene i ‘/‘\‘ A ﬁ/
117.0 6.80 7.00 7.20 7.40
m/z 63.00 8.14%
5000 91.0
by g
PN T S S AT (MO L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120224\
Data File : BF140688.D

Acqg On : 02 Dec 2024 15:03
Operator : RC/JU

Sample : P5021-05

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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 3-Methylphenylacetylene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
7.134 4.19 ng 103966 1,4-Dichlorobenzene-d4 6.869

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Methylphenylacetylene 116 CSH8 000766-82-5 70
2 Indene 116 C9H8 000095-13-6 70
3 Benzene, 1-propynyl- 116 C9H8 000673-32-5 70
4 2-Methylphenylacetylene 116 CO9H8 000766-47-2 58
5 Benzene, 1l-ethynyl-4-methyl- 116 CSH8 000766-97-2 52
Abundance Scan 857 (7.134 min): BF140688.D\data.ms (-849) (-) m/z 105.10 100.00%
105.
5000
134.1
R ana
39.0 670 89‘0 6.80 7.00 7.20 7.40

oH‘HwH_m_m;‘mwwm‘wHH‘,J‘H_‘MHUWW,H m/z 115.10  80.42%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140

Abundance #9550: 3-Methylphenylacetylene

115.0
5000 \\‘\\\\‘\\\\’\\\\/‘\/\\\\\‘
6.80 7.00 7.20 7.40
m/z 116.10  68.44%
63.0 89.0
OH‘J-HSHO‘\H\‘\\:3\?‘?\\}‘H\}‘1‘\\\‘HH‘HH"HH‘HH‘H‘\‘HH‘HH’H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #9541: Indene A
116.0 /\
6.80 7.00 7.20 7.40
5000 m/z 134.05 26.95%
39.0 63.0 89.0
0“_H‘_‘H_‘HHHH;H‘WW‘W‘HW‘HJ“H‘_‘H_‘M‘HH‘H‘WH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 /\ /\
Abundance #9544: Benzene, 1-propynyl- ““A“‘H‘,A“_“‘
115.0 6.80 7.00 7.20 7.40
m/z 63.00 14.04%
5000
63.0 89.0 [U\ /\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120224\
Data File : BF140688.D

Acqg On : 02 Dec 2024 15:03
Operator : RC/JU

Sample : P5021-05

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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 11 Benzene, 1l-ethyl-2,3-dimethyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
7.187 4.32 ng 107373  1,4-Dichlorobenzene-d4 6.869
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 91
2 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 91
3 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 91
4 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 90
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 90
Abundance Scan 866 (7.187 min): BF140688.D\data.ms (-862) (-) m/z 119.10 100.00%
119.1
5000
91.1
39.0 65.0 135.1 6.80 7.00 7.20 7.40 7.60
ol il bl MR gz 165005 45.68%
miz--> 0 20 40 60 80 100 120 140
Abundance #17071: Benzene, 1-ethyl-2,3-dimethyl-
119.0
5000 ‘\\\\‘\\\\‘\\\\/’\’\\\\\‘\\

6.80 7.00 7.20 7.40 7.60
m/z 134.00 38.79%

390 5.0 91‘.0

\‘\\]-\5\0‘\‘\\\"‘\\‘\‘\“\“\\\“\\\\"“‘\\m‘l\\]_??.‘()\
m/z--> 0 20 60 80 100 120 140
Abundance #17072: Benzene, 4-ethyl-1,2-dimethyl-
119.0 /\
6.80 7.00 7.20 7.40 7.60
5000 ITI z 91.10 32.14%
91.0
oL 250 N SR Ll B
m/z--> 0 20 40 60 80 100 120 140
Abundance #17032: Benzene, 1,2-diethyl-
119.0 6.80 7.00 7.20 7.40 7.60

m/z 77.10 12.30%

5000
91.0 /j\/\/k/\
650 135.0
150 90 T O N

0 “HH‘HH,HH‘HH‘H L B e e e o RARRE e e R
m/z--> 0 20 60 80 100 120 140 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120224\
Data File : BF140688.D

Acqg On : 02 Dec 2024 15:03
Operator : RC/JU

Sample : P5021-05

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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, 2-ethenyl-1,4-dime... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
7.887 5.13 ng 170788 Naphthalene-d8 8.151

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 86
2 3-Phenylbut-1-ene 132 C10H12 000934-10-1 70
3 Benzene, (1-methyl-1-propenyl)-,... 132 C1OH12 000768-00-3 70
4 1-Methyl-2-phenylcyclopropane 132 C10H12 003145-76-4 64
5 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 62
Abundance Scan 985 (7.887 min): BF140688.D\data.ms (-980) (-) m/z 117.05 100.00%
117.1
5000
91.0 1341 g e
511, ‘ ‘ 1570 7.60 7.80 8.00 8.20
) YO T Mﬂ et “g A 2570 m/z 119.10  47.68%
miz--> 20 40 60 80 100 120 140 160
Abundance #16162: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000 JLJ\J\V\
91.0 7.60 7.80 8.00 8.20
51.0 m/z 132.05 36.35%
133.0
0 ’\\\\i‘\ \“U\ “‘1‘\7\4“.{9‘ \‘\H T “‘\“\ T \‘“ \‘\‘#\‘\ L
miz--> 20 40 60 80 100 120 140 160
Abundance #16106: 3-Phenylbut-1-ene
117.0
EAEEmSRAT R
7.60 7.80 8.00 8.20
5000 m/z 115.10 35.26%
91.0
39.0
L 680, | | 130
0 ,\\\\‘\\‘1‘\“1‘\\1“‘\M\“‘J‘\H‘m‘ﬂwuu‘\
m/z--> 20 40 60 80 100 120 140 160 J\
Abundance #16172: Benzene, (1-methyl-1-propenyl)-, (E)- ‘A‘AH“‘H“‘AY$‘HA
117.0 7.60 7.80 8.00 8.20
m/z 91.05 21.23%
5000
91.0
N mp | 10 A
0 ,2‘7‘"0‘“‘ ol “1“7‘5‘8‘ e mH‘ et H‘WH‘HHWHW/‘J‘\
m/z--> 20 40 60 80 100 120 140 160 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120224\
Data File : BF140688.D

Acqg On : 02 Dec 2024 15:03
Operator : RC/JU

Sample : P5021-05

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.916 4.79 ng 184554  Phenanthrene-di10 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tridecanoic acid 214 C13H2602 000638-53-9 76
4 Dodecanoic acid 200 C12H2402 000143-07-7 64
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64
Abundance Scan 1670 (11.916 min): BF140688.D\data.ms (-1665) (- m/z 73.05 100.00%
3.0
43.1
5000
—
12.00
01 m/z 60.10 81.69%
m/z--> 20 40 60 80 100120140 160180200220 240260
Abundance #143511: n-Hexadecanoic acid
73.0
43.0 129.0 256.0
5000 f U
213.0 1500
‘ 157.0185.0 m/z 43.10 80.83%
O
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
——
12.00
5000 129.0 m/z 55.10 65.09%
199.0
s e T
0%%9~“LMWMN%WMMMW‘mﬂwhphquhwuwmuw
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #92070: Tridecanoic acid T
73.0 12.00
m/z 41.05 64.73%
43.0
5000
129.0
171.0 214.0
101.0 ‘
NECI N -
m/z--> 20 40 60 80 100120140160 180200220240 260 12.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120224\
Data File : BF140688.D

Acqg On : 02 Dec 2024 15:03
Operator : RC/JU

Sample : P5021-05

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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... 2.152  132.2 ng 3282940 1 6.869 496784 20.0
Benzene, 1l-ethy... 6.393 7.0 ng 173535 1 6.869 496784 20.0
Benzene, 1-ethy... 6.428 2.5 ng 62697 1 6.869 496784 20.0
Benzene, 1,2,3-... 6.693 3.2 ng 79112 1 6.869 496784 20.0
Indane 7.046 9.7 ng 240396 1 6.869 496784 20.0
3-Methylphenyla... 7.134 4.2 ng 103966 1 6.869 496784 20.0
Benzene, 1l-ethy... 7.187 4.3 ng 107373 1 6.869 496784 20.0
Benzene, 2-ethe... 7.887 5.1 ng 1706788 2 8.151 666089 20.0
n-Hexadecanoic ... 11.916 4.8 ng 184554 4 11.398 769899 20.0
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