LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020325\
Data File : BF141393.D

Acqg On : 04 Feb 2025 02:09
Operator : RC/JU

Sample : Q1219-01 5X

Misc :

ALS Vvial : 22 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-BF012925.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF141393.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.316 18 38 40 rBV 47866 263137 8.97% 1.561%
2 3.799 283 290 298 rBV 33075 55057 1.88% 0.327%
3 5.375 551 558 563 rBV2 48713 83819 2.86% 0.497%
4 5.428 563 567 579 rVB 43459 69553  2.37% 0.413%
5 5.634 598 602 609 rVB 34098 45325 1.55% 0.269%
6 6.322 715 719 722 rBV 82331 96661 3.30% ©.573%
7 6.392 727 731 737 rVB2 54120 76658 2.61% ©.455%
8 6.457 737 742 744 rBV 46376 75613 2.58% 0.448%
9 6.481 744 746 751 rVB 45398 51202 1.75% 0.304%
10 6.622 765 770 778 rVB2 229388 348931 11.90% 2.070%
11  6.792 794 799 806 rBV 413798 566289 19.31% 3.359%
12 6.857 806 810 816 rBV2 136592 185279 6.32% 1.099%
13 6.975 827 830 836 rVB 39173 47418 1.62% 0.281%
14 7.069 836 846 850 rBv2 86175 155460 5.30% 0.922%
15 7.116 850 854 862 rVB2 98166 180453 6.15% 1.070%
16 7.187 862 866 870 rBV2 53930 70133  2.39% 0.416%
17 7.263 875 879 881 rBV 37703 51869 1.77% 0.308%
18 7.328 886 890 893 rBV 104722 148813 5.07% ©0.883%
19 7.392 898 901 905 rVB 134713 158581 5.41% 0.941%
20 7.516 905 922 927 rBV 365809 1196192 40.78% 7.095%
21  7.563 927 930 932 rW 68266 94185 3.21% ©.559%
22 7.592 932 935 940 rVB 113735 150193 5.12% 0.891%
23 7.698 946 953 956 rBV3 42492 100865 3.44%  0.598%
24 7.751 956 962 967 rVB4 70978 148386 5.06% ©0.880%
25 7.816 967 973 981 rBv4 129066 297293 10.14% 1.763%
26 8.075 1004 1017 1024 rBV3 562227 1191866 40.63% 7.069%
27 8.134 1024 1027 1031 rVB2 48127 72823  2.48% 0.432%
28 8.275 1041 1051 1052 rBV5 35215 84681 2.89% 0.502%
29 8.298 1052 1055 1057 rVvVv 51147 63064 2.15% 0.374%
30 8.322 1057 1059 1063 rVB 77257 94031 3.21% ©.558%
31 8.428 1073 1077 1079 rBV2 41393 50683 1.73% 0.301%
32 8.457 1079 1082 1085 rvv2 65513 83836 2.86% 0.497%
33 8.498 1085 1089 1094 rVB 47414 65693 2.24% 0.390%
34 8.581 1100 1103 1107 rBV2 57000 74094  2.53% 0.439%
35 8.669 1114 1118 1122 rBV2 179616 220031 7.50% 1.305%

36 8.786 1135 1138 1147 rVB 121618 179721 6.13% 1.066%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020325\
Data File : BF141393.D

Acqg On : 04 Feb 2025 02:09
Operator : RC/JU

Sample : Q1219-01 5X

Misc :

ALS Vvial : 22 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-BF012925.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 8.886 1151 1155 1163 rBV2 88019 149526 5.10% ©0.887%
38 9.033 1177 1180 1184 rVvB3 39372 53074 1.81% 0.315%
39 9.098 1188 1191 1195 rVWV4 48833 66910 2.28% 0.397%
40 9.151 1196 1200 1204 rVB 66289 85075 2.90% 0.505%
41  9.233 1210 1214 1219 rBV 186038 254539 8.68% 1.510%
42 9.498 1251 1259 1264 rBV 384549 622298 21.21% 3.691%
43 9.551 1264 1268 1271 rBV3 89033 146098 4.98% 0.867%
44  9.698 1290 1293 1296 rBv4 60324 87683 2.99% 0.520%
45  9.745 1297 1301 1302 rVV2 90559 122316 4.17% 0.726%
46  9.763 1302 1304 1308 rVV 173070 210009 7.16%  1.246%
47  9.828 1309 1315 1320 rVV 468769 707614 24.12%  4.197%
48 10.263 1386 1389 1393 rVB 199029 225025 7.67% 1.335%
49 10.745 1466 1471 1478 rBV 412481 696577 23.75% 4.132%
50 11.186 1543 1546 1549 rBV 320914 440453 15.02% 2.612%
51 11.322 1565 1569 1573 rBV ~ 389818 531637 18.12% 3.153%
52 11.616 1615 1619 1624 rBV 422494 550247 18.76% 3.264%
53 11.716 1632 1636 1641 rVB 444044 620839 21.17% 3.682%
54 12.027 1685 1689 1692 rBV 459926 573574 19.55%  3.402%
55 12.310 1734 1737 1741 rBV ~ 287539 381601 13.01% 2.263%

56 12.421 1750 1756 1765 rBV3 1153481 2933310 100.00% 17.399%
57 12.563 1777 1786 1785 rBV 308144 503199 17.15% 2.985%

Sum of corrected areas: 16859492
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020325\
Data File : BF141393.D

Acqg On : 04 Feb 2025 02:09

Operator : RC/JU

Sample ¢ Q1219-01 5X

Misc . LAW-25-0015

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF012925.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF141393.D\data.ms

4000000
3000000
2000000

1000000
7.516

6.792
2316 3799 551885.634 6 3 O S RIS
[

\\‘\\H‘\\H’HH‘\H\‘\H\‘\\H’HH‘HH"‘\H\‘\\H‘HH’HH‘\H\‘\H\‘\\H‘H\\/\"\\\‘V_VT’TH\‘HH‘HH‘HH =
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 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60

Abundance TIC: BF141393.D\data.ms

o
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12.02712:3

1161816

1000000 10.745  11.1de322

O e A e e — — — — — — —
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF141393.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020325\
Data File : BF141393.D

Acqg On : 04 Feb 2025 02:09

Operator : RC/JU

Sample ¢ Q1219-01 5X

Misc LAW-25-0015

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF012925.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 unknown2.316 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
2.316 9.29 ng 263137 1,4-Dichlorobenzene-d4 6.798

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,2-Ethanediol 62 C2H602 000107-21-1 7
2 Peroxide, dimethyl 62 C2H602 000690-02-8 3
3 Urea 60 CH4N20 000057-13-6 2
4 5-Methyloxazolidine 87 C4H9NO 058328-22-6 2
5 Acetic acid, anhydride with form... 88 C3H403 002258-42-6 2
Abundance  Scan 38 (2.316 min): BF141393.D\data.ms (-18) (-) m/z 43.10 100.00%
43.1
- \/W\
62.0 \‘\\\\‘\\\\‘\\\\‘
36.0 “ 560‘ 220 240 260
0 rrerrrerrrerreperreereree e e e m/z 42.00  41.77%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #379: 1,2-Ethanediol
31.0
5000 U L L
220 240 260
m/z 44.00 27.36%
15.0 43.0
0 2501 ] 1. 560620
H‘HH‘HH‘HH’HH‘HH‘ \H‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH‘H\
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #384: Peroxide, dimethy
31.0 62.0
B o
220 240 2.60
5000 m/z 62.00 25.22%
15.0
‘ 45.0
0 H‘memm,uuwl ‘ !H‘m“Hulluwuwmwl T
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #348: Urea T
17.0 60.0 220 240 2.60
m/z 61.00 16.86%
44.0
5000
28.0 |
O Frrprrrrprrrr e T
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 220 240 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020325\
Data File : BF141393.D

Acqg On : 04 Feb 2025 02:09

Operator : RC/JU

Sample ¢ Q1219-01 5X

Misc LAW-25-0015

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF012925.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 Benzene, 1,2,3-trimethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
6.622 12.32 ng 348931 1,4-Dichlorobenzene-d4 6.798

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
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 93
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 87
Abundance Scan 770 (6.622 min): BF141393.D\data.ms (-765) (-) m/z 105.10 100.00%
105.1
5000 1201 M J\ N
Raman e
410 7.0 77.0 6.20 6.40 6.60 6.80 7.00
Ol b Bl 1420 106 10 42.42%
m/z--> 20 40 60 80 100 120 140
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
120.0 j\/\j\ J\
5000 ‘\\\\’\/\\\\‘\\\\‘\\\\’\\/:
6.20 6.40 6.60 6.80 7.00
m/z 57.05 12.79%
39.0 77.0
O \]-\5\.0‘ \‘\ T \“‘\ \‘M‘S\g‘.q‘\ T \““ T \‘\ T ‘M‘\ \‘\‘ “\ T T ‘ L
miz-> 20 40 60 80 100 120 140
Abundance #10692: Mesitylene
105.0
R e e
6.20 6.40 6.60 6.80 7.00
5000 120.0 m/z 119.10  12.21%
77.0
51.0
0 ‘2‘7(0‘“‘ S HTY N “”‘ el “1“ ““““ L H i
miz--> 20 40 60 80 100 120 140
Abundance #10717: Benzene, 1,2,4-trimethyl- ‘H“,H“_“WA\‘W“
105.0 6.20 6.40 6.60 6.80 7.00
m/z 43.05 11.90%
120.0
5000
27.0 51.0 7.0
m/z--> 20 40 60 80 100 120 140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020325\
Data File : BF141393.D

Acqg On : 04 Feb 2025 02:09
Operator : RC/JU

Sample ¢ Q1219-01 5X

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF012925.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 unknown6.857 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
6.857 6.54 ng 185279 1,4-Dichlorobenzene-d4 6.798

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 46
2 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 42
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 42
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 42
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 42
Abundance Scan 810 (6.857 min): BF141393.D\data.ms (-806) (-) m/z 57.10 100.00%
57.1
105.1
5000 410
120.1
R RRARSECE R
M | 83.1 ‘ 6.60 6.80 7.00 7.20
0‘w‘H‘_H‘_‘Jﬂ‘H$MJ\mmwuﬂﬁh‘wuwMJJw‘mwuu‘_ m/z 105.10 65.89%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10694: Mesitylene
105.0
120.0 A M
A A
5000 L L L I L LI LR B
6.60 6.80 7.00 7.20
m/z 41.05 40.20%
77.0
39.0 91.0
OH‘]\-?\\()‘\\\‘\‘HH“‘\\\\“\‘\5\?‘(\‘)\‘\\‘H\‘H‘\\\\“\\\\‘\‘}1\‘\\‘\‘\“‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10706: Benzene, (1-methylethyl)-
105.0
R EmmE e
6.60 6.80 7.00 7.20
5000 m/z 43.10 34.89%
770 120.0
51.0
21.0 . | %0 )
o""‘H"‘m"‘H""‘;H""""H""‘Wwwwww

m/z--> 10 20 30 40 50 60 70 80 90 100110120130

Abundance #10720: Benzene, 1-ethyl-3-methyl- R RRARR AR

105.0 6.60 6.80 7.00 7.20
m/z 120.10  26.54%

5000
120.0
77.0 91.0

20 e300 i 5

Ol e e e e e e e e

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020325\
Data File : BF141393.D

Acqg On : 04 Feb 2025 02:09

Operator : RC/JU

Sample ¢ Q1219-01 5X

Misc LAW-25-0015

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF012925.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 Benzene, 1-methyl-3-propyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
7.069 5.49 ng 155460 1,4-Dichlorobenzene-d4 6.798

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-3-propyl- 134 C1oH14 001074-43-7 95
2 Benzene, 1-methyl-2-propyl- 134 C1oH14 001074-17-5 90
3 Benzene, 1-methyl-4-propyl- 134 C1eH14 001074-55-1 87
4 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 87
5 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 76
Abundance Scan 846 (7.069 min): BF141393.D\data.ms (-836) (-) m/z 105.10 100.00%
105.1
5000 57.1 A
134.1 \\\‘\\\\‘\\\\‘\\\\’\\\\
39ﬁb 77.0 6.80 7.00 7.20 7.40
B | VTR S RN =% B B ey > S P YO
m/z--> 20 40 60 80 100 120 140
Abundance #17053: Benzene, 1-methyl-3-propyl-
105.0
5000 L B R B L LN BRI
6.80 7.00 7.20 7.40
134.0 m/z 134.85  25.78%
39.0 :
0\\\‘\‘\\\"‘\\?\7.‘0‘\‘\\\““\\H\‘H\\‘\“‘\\\‘\‘\\\\ 1
miz-> 20 40 60 80 100 120 140
Abundance #17050: Benzene, 1-methyl-2-propyl-
105.0
A AL
6.80 7.00 7.20 7.40
5000 m/z 43.10 25.09%
134.0
77.0
ol250 B 870 W e
m/iz--> 20 40 60 80 100 120 140
Abundance #17052: Benzene, 1-methyl-4-propyl- T e
105.0 6.80 7.00 7.20 7.40
m/z 41.10 19.38%
5000
134.0
77.0
ol 200 0 L e L A A
m/z--> 20 40 60 80 100 120 140 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020325\
Data File : BF141393.D

Acqg On : 04 Feb 2025 02:09
Operator : RC/JU

Sample ¢ Q1219-01 5X

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF012925.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, 1,2-diethyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
7.116 6.37 ng 180453 1,4-Dichlorobenzene-d4 6.798

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 91
2 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 91
3 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 91
4 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 91
5 Benzene, 1-ethyl-3,5-dimethyl- 134 C1oH14 000934-74-7 91
Abundance Scan 854 (7.116 min): BF141393.D\data.ms (-850) (-) m/z 119.10 100.00%
119.1
5000 91.0 134.0
39.0 65.0 | ‘ 6.80 7.00 7.20 7.40
Obrrprerrererprperebrep bl el ML miz 105,05 49.01%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17032: Benzene, 1,2-diethyl-
119.0
6.80 7.00 7.20 7.40
91.0 .
m/z 91.05 46.18%
39.0 65.0
0 \\‘]_\\5\.9\\\‘\“H\\"‘\\Hi‘“\\‘\’\‘\‘\\‘\H‘H‘H\\‘H‘\H‘\‘H\’\\M‘}l\\\\‘\\‘\\‘\\
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
5000 134.0 m/z 134.00  45.88%
91.0
41.0 65.0
Ol 2890 0 200 e M
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17034: Benzene, 1,3-diethyl- ““‘H“‘HA“‘W‘A“
119.0 6.80 7.00 7.20 7.40
m/z 92.00 14.73%
5000 134.0
91.0
39.0 . ‘
0 \\‘u\\‘\\\‘\“u\\‘,‘\\ui‘l‘m,\‘;‘\\‘\H‘H‘u\\‘,1\u‘1‘1\\,u‘;‘\‘\m‘u‘u‘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\BF020325\
Data File : BF141393.D

Acqg On : 04 Feb 2025 02:09

Operator : RC/JU

Sample ¢ Q1219-01 5X

Misc LAW-25-0015

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF012925.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 Hexanoic acid, 2-ethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
7.516 20.07 ng 1196196 Naphthalene-d8 8.075
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 90
2 Butanoic acid, 2-ethyl-, 1,2,3-p... 386 C21H3806 056554-54-2 53
3 2-Ethyl-4-methylpentanoic acid 144 C8H1602 000108-81-6 50

4 Methyl 2,3,4-tri-O-methyl-6-deox... 220 C10H2005 072983-16-5 50
5 1,4-Dioxane 88 C4H802 000123-91-1 47

Abundance Scan 922 (7.516 min): BF141393.D\data.ms (-905) (-) m/z 73.00 100.00%

73.0
5000 A
e EARNEEEES SR
‘ 16.1 7.20 7.40 7.60 7.80
o"mw‘w‘m‘“‘uH_m_m_m_m_ m/z 88.18  77.50%
miz--> 50 100 150 200 250 300 350
Abundance #24100: Hexanoic acid, 2-ethyl-
88.0
5000 41.0 T T T T T T
7.20 7.40 7.60 7.80
m/z 41.10 44.41%
0' “L‘ih\\“\“\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #292480: Butanoic acid, 2-ethyl-, 1,2,3-propanetriyl ester
43.0 88.0
A SEaARE R S
7.20 7.40 7.60 7.80
5000 m/z 57.05 40.80%
0 M I “M \ “ 135.0173.0 214.0  272.0 313.0 355.
I e A e
m/z--> 50 100 150 200 250 300 350
Abundance #24164: 2-Ethyl-4-methylpentanoic acid e ERARmwEE S
73.0 7.20 7.40 7.60 7.80
m/z 55.05 26.37%
5000
2r. 116.0
m/z--> 50 100 150 200 250 300 350 7.20 7.40 7.60 7.80

8270-BF012925.M Tue Feb 04 ©7:52:12 2025 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020325\

Data File : BF141393.D

Acqg On : 04 Feb 2025 02:09

Operator : RC/JU

Sample ¢ Q1219-01 5X

Misc . LAW-25-0015

ALS Vvial : 22  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF012925.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 7 3-Phenylbut-1-ene Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
7.816 4.99 ng 297293  Naphthalene-d8 8.075
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 92
2 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 90
3 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 70
4 1-Phenyl-1-butene 132 C10H12 000824-90-8 70
5 Benzene, 2-ethenyl-1,3-dimethyl- 132 C1eH12 002039-90-9 62
Abundance Scan 973 (7.816 min): BF141393.D\data.ms (-967) (-) m/z 117.10 100.00%
117.1
5000
91.0 134.1
510 ‘ | ‘ 7.40 7.60 7.80 8.00 8.20
] Ay ;‘w“‘u w‘w Sl wmu‘“u‘u e m/z 119.10  65.37%
m/z--> 20 6 80 100 120 140
Abundance #16106: 3-Phenylbut-1-ene
117.0
5000 EREES /\/\J\/\/\M
7.40 7.60 7.80 8.00 8.20
91.0 m/z 132.00 34.20%
39.0 ‘ ‘
65.0
O\\\‘\‘\\\“\\“”\‘H‘\\ih“\\”\“m\\!“\]}#\‘3\'0‘\\\\
miz--> 20 40 60 80 100 120 140
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0 A/\
P S e
7.40 7.60 7.80 8.00 8.20
5000 m/z 115.10 33.17%
91.0
27.0 >0 1#3 0
L L T I
m/iz--> 20 40 60 80 100 120 140 (U\ /WW
Abundance #16134: 1-Methyl-2-phenylcyclopropane Rmaas e e
117.0 7.40 7.60 7.80 8.00 8.20
m/z 134.05 24.82%
5000
91.0
51.0 ‘ Q\ A
ol 200l Loy | R L e ea
m/z--> 20 80 100 120 140 7.40 7.60 7.80 8.00 8.20

8270-BF012925.M Tue Feb 04 ©7:52:13 2025
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020325\
Data File : BF141393.D

Acqg On : 04 Feb 2025 02:09

Operator : RC/JU

Sample ¢ Q1219-01 5X

Misc LAW-25-0015

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF012925.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 Tetradecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
9.233 7.19 ng 254539  Acenaphthene-di10 9.833

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 94
2 Heneicosane 296 C21H44 000629-94-7 90
3 Silane, trichlorooctadecyl- 386 C18H37C13Si 000112-04-9 90
4 Tridecane, 6-methyl- 198 C14H30 013287-21-3 87
5 Hexadecane 226 C16H34 000544-76-3 86
Abundance Scan 1214 (9.233 min): BF141393.D\data.ms (-1210) (-) m/z 57.10 100.00%
57.1
o WMJ\J\M
R ARAEESEEE T
F 9.0 1401 193.2 9.00 9.20 9.40 9.60
0 \\\Wp\%ﬂ\m”\w\‘\\\\‘\\\\‘\“\‘\\\\‘\\\\ m/z 43.10 79.64%
m/z--> 0 50 100 150 200 250 300 350
Abundance #74004: Tetradecane
57.0
5000 L L I L LI L B
9.00 9.20 9.40 9.60
‘ m/z 71.10 48.70%
141.0 198.0
Ol\s\d\\““\“‘\“‘\“\“\\“‘\1\\“\\\\‘\\\\‘\\\\‘\\\\
miz--> 0 50 100 150 200 250 300 350
Abundance #194588: Heneicosane
57.0
B RAR RS T
9.00 9.20 9.40 9.60
5000 m/z 41.10 41.41%
9.0
iy e R T B I I
m/z--> 0 50 100 150 200 250 300 350
Abundance #292194: Silane, trichlorooctadecyl- S RARRMEEE
57.0 9.00 9.20 9.40 9.60
m/z 85.05 30.79%
h WW\MW
ol cJ Ll % | 1410 189.0231.0273.0315.0 _ 386.C
e e e R e A AR RRE
m/z--> 0 50 100 150 200 250 300 350 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020325\
Data File : BF141393.D

Acqg On : 04 Feb 2025 02:09

Operator : RC/JU

Sample ¢ Q1219-01 5X

Misc . LAW-25-0015

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF012925.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 Phenol, 2,6-bis(1,1-dimethy... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
9.498 17.59 ng 622298  Acenaphthene-di10 9.833

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2,6-bis(1,1-dimethylethyl)- 206 C14H220 000128-39-2 98
2 3-(4-tert-Butylphenyl)propanoic ... 206 C13H1802 001208-64-6 87
3 1-(3,6,6-Trimethyl-1,6,7,7a-tetr. 206 C13H1802 1000194-97-2 86
4 2,4-Di-tert-butylphenol 206 C14H220 000096-76-4 76
5 4'-Diethylaminoacetanilide 206 C12H18N20 005326-57-8 74

Abundance Scan 1259 (9.498 min): BF141393.D\data.ms (-1251) (-) m/z 191.05 100.00%

191.1
5000
St 131.1
=
A A
Ol bbb bbb bbb Tn/z 57,10 28.13%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82764: Phenol, 2,6-bis(1,1-dimethylethyl)-
191.0
5000 T
9.50
57.0 131.0 1630 m/z 206.15  22.40%
O \\\‘2\9\\0\“\\\‘\“\\\‘\“\\‘\\‘\M\\‘}H[\1‘}‘\[‘\‘\\\“\\\\‘\\\‘\‘\“\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82557: 3-(4-tert-Butylphenyl)propanoic acid
191.0
=
9.50
5000 131.0 m/z 131.05 19.22%
410 91.0
olt50, 2,850 Ly d s 2880 | |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82683: 1-(3,6,6-Trimethyl-1,6,7,7a-tetrahydrocyclopenta T
191.0 9.50
m/z 163.10 16.45%
5000 43.0 149.0
690 0 121 | ‘
Y SR PN P RN Y N O S T
m/z--> 20 40 60 80 100 120 140 160 180 200 9.50

8270-BF012925.M Tue Feb 04 ©7:52:15 2025 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020325\
Data File : BF141393.D

Acqg On : 04 Feb 2025 02:09

Operator : RC/JU

Sample ¢ Q1219-01 5X

Misc LAW-25-0015

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF012925.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 Heptacosane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
9.551 4.13 ng 146098  Acenaphthene-di10 9.833

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 72
2 Hexacosane 366 C26H54 000630-01-3 72
3 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 64
4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 64
5 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 64
Abundance Scan 1268 (9.551 min): BF141393.D\data.ms (-1264) (-) m/z 57.10 100.00%
57.1
T T \
|
- 1 Ao, H‘]Mu e e M/Z 43,18 84.22%
miz--> 50 100 150 200 250 300 350
Abundance #287976: Heptacosane
57.0
5000 —— :
9.50
m/z 71.10 74.11%
O]- q L\ uh\ u\w H h }4%9]\'839?25026703090 380(
\\\\‘\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
miz--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
T \
9.50
5000 m/z 41.10 47.45%
=y R R R
m/z--> 50 lOO 150 200 250 300 350
Abundance #90208: Dodecane, 2,6,11-trimethyl- —
57.0 9.50
m/z 55.10 42.33%
5000 /vfﬂwv/djv\va%\fVJz
113.0
ol L7 w00 .
m/z--> 50 100 150 200 250 300 350 9.50

8270-BF012925.M Tue Feb 04 07:52:16 2025 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020325\
Data File : BF141393.D

Acqg On : 04 Feb 2025 02:09

Operator : RC/JU

Sample ¢ Q1219-01 5X

Misc . LAW-25-0015

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF012925.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 Pentadecane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
9.763 5.94 ng 210009  Acenaphthene-di10 9.833

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 94
2 Hexadecane 226 C1l6H34 000544-76-3 91
3 Dodecane, 2-methyl-6-propyl- 226 C1l6H34 055045-08-4 83
4 Tridecane, 2-methyl- 198 C14H30 001560-96-9 72
5 Undecane, 5-methyl- 170 C12H26 001632-70-8 72

Abundance Scan 1304 (9.763 min): BF141393.D\data.ms (-1302) (-) | m/z 57.10 100.00%

57.1
5000
85.1

-~
9.50 10.00

1131 1451169.1 2122 .
H‘_‘HHM‘M‘JM‘H‘w‘H‘_‘H“H‘_‘H‘H‘w“u‘u“ m/z 43.10  77.11%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #90189: Pentadecane
57.0

5000 —r ——
85.0 9.50 10.00

m/z 71.10 51.80%

1130
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane
57.0

7
9.50 10.00

o

o

5000 m/z 85.10 34.20%
85.0
29.0
0 \ ‘ l u“i 113.0 141.0 169.0 197.0 226.0
e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #107244: Dodecane, 2-methyl-6-propyl- 7 —
57.0 9.50 10.00

m/z 41.10 32.25%

- T W
H 1130 1400 4820

s 226.0
0“‘_“W"H“Nm‘lu“H“_“WV‘H“H‘NH“_“W“H — —

m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00

8270-BF012925.M Tue Feb 04 ©7:52:18 2025 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020325\
Data File : BF141393.D

Acqg On : 04 Feb 2025 02:09

Operator : RC/JU

Sample ¢ Q1219-01 5X

Misc LAW-25-0015

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF012925.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 Tridecane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.263 6.36 ng 225025  Acenaphthene-di10 9.833
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 90
2 Tridecane 184 C13H28 000629-50-5 90
3 Hexadecane 226 C1l6H34 000544-76-3 87
4 Heptadecane 240 C17H36 000629-78-7 83
5 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 83

Abundance Scan 1389 (10.263 min): BF141393.D\data.ms (-1386) (- m/z 57.10 100.00%

57.1
5000
85.1

—
113.1 10.00 10.50

144.1 172.0 201.1226.2 )
"‘,‘Hm“:HH‘_JM‘m‘u\"e“_m_“““““‘2‘9‘1“1‘“”“_ m/z 43.10  74.06%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74004: Tetradecane
57.0

5000 —r e
8.0 10.00 10.50

m/z 71.10 49.91%

29.0‘

11
\\\’\‘\‘\\“\HH‘H“\\“1‘\\\“‘\\}\"?’\‘0\‘\]\-\4“]-\\()\\]‘-\62\0‘\]\-%?\(\)\\‘\\H‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59029: Tridecane

57.0

7
10.00 10.50

o

o

5000 m/z 41.10 35.67%
85.0
29.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107217: Hexadecane 7 7
57.0 10.00 10.50

m/z 85.10  34.84%

5000
85.0
29.0
\‘ H‘ . 4113801410 169.0 226.0

om,www"_"w‘m‘www”w‘_m_m_ = ——
miz--> 20 40 60 80 100 120 140 160 180 200 220 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020325\
Data File : BF141393.D

Acqg On : 04 Feb 2025 02:09

Operator : RC/JU

Sample ¢ Q1219-01 5X

Misc . LAW-25-0015

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF012925.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 Eicosane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.745 26.20 ng 696577  Phenanthrene-di10 11.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 90
2 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 81
3 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 80
4 Tetradecane 198 C14H30 000629-59-4 80
5 Undecane, 3-methyl- 170 C12H26 001002-43-3 74

Abundance Scan 1471 (10.745 min): BF141393.D\data.ms (-1466) (-} | m/z 57.10 100.00%

57.1
5000

—r
H 113.1 10.50 11.00
‘\

169.1
e A L DR 2081 2403 s 43.10 73.87%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #176386: Eicosane
57.0

5000 — e
10.50 11.00

m/z 71.10 56.27%

99.0
h Bl \‘ | \1410 1830 225.0 282.(
\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\H‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #45512: Decane, 3,8-dimethyl-
57.0

T
10.50 11.00

o

O

5000 m/z 85.10 47 .70%
99.0 1410
0WHHpmNwhwwu“HWM‘HLH%ZQ?HH_HW‘HWHH_‘HVH
mlz--> 20 40 60 80 100120140160180200220240260280
Abundance #228591: Tetradecane, 1-iodo- T —
57.0 10.50 11.00

m/z 41.10 34.96%

o Aydvj\wmAJ\Nf/wAAﬂJR
[

ZWO L | 930\ 155.0 1970
O e e e e e e e e e — ‘
m/z--> 20 40 60 80 100120140160180200220240260280 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020325\
Data File : BF141393.D

Acqg On : 04 Feb 2025 02:09

Operator : RC/JU

Sample ¢ Q1219-01 5X

Misc . LAW-25-0015

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF012925.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 14 Octadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.186 16.57 ng 440453  Phenanthrene-d10 11.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 94
2 Nonadecane 268 C19H40 000629-92-5 87
3 Pentadecane 212 C15H32 000629-62-9 87
4 Hexadecane 226 C16H34 000544-76-3 86
5 Tetradecane 198 C14H30 000629-59-4 86

Abundance Scan 1546 (11.186 min): BF141393.D\data.ms (-1543) (- m/z 57.10 100.00%

57.1
5000 85.1

11.00 11.50
113.1141.0169.1 2001 2543
Hw‘thkumwh‘ﬂuu‘uu_‘H_‘H_H‘_HW‘HWH‘WH“ m/z 43.10  72.39%

m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #141058: Octadecane
57.0

5000 85.0 T T R
11.00 11.50

m/z 71.10 51.53%

29.0
L \11J3 9\14\1 :0169.0197.0225,0254.0
H\‘HH‘HH‘HH‘\\H‘HH‘HH‘HH‘HH‘HH‘\H\‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #158600: Nonadecane
57.0

o

o

7 7
11.00 11.50
m/z 85.10  37.99%
5000 85.0
29.0
““““““‘
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #90189: Pentadecane T ——
57.0 11.00 11.50

m/z 41.10 33.21%

5000 85.0 W
\

\\ ‘\‘ | || 18014101690 2120

Y S0 S e — —
miz--> 20 40 60 80 100120140 160 180200 220 240 260 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020325\
Data File : BF141393.D

Acqg On : 04 Feb 2025 02:09

Operator : RC/JU

Sample ¢ Q1219-01 5X

Misc LAW-25-0015

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF012925.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 Heneicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.616 20.70 ng 550247  Phenanthrene-d10 11.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Nonadecane 268 C19H40 000629-92-5 91
4 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 90
5 Decane, 1l-iodo- 268 C1OH21I 002050-77-3 87
Abundance Scan 1619 (11.616 min): BF141393.D\data.ms (-1615) (- m/z 57.10 100.00%
57.1
5000 M
01 Wso | 12s
o141 ‘ :
ol il 2D 1822 2252 2681 n; 43,10 72.24%
miz-> 50 100 150 200 250
Abundance #176386: Eicosane
57.0
5000 —r ——
11.50 12.00
m/z 71.10 53.05%
99.0
0 26\0\‘\ “\ ‘H\ L H‘ | ‘\14;0\ 1830 225.0 282.0
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘
miz--> 50 100 150 200 250
Abundance #194588: Heneicosane
57.0
—— —
11.50 12.00
5000 m/z 85.10 38.23%
99.0
Jiso | |1 1410 1830 2250 2s6
el e e e
miz--> 50 100 150 200 250
Abundance #158600: Nonadecane T ——
57.0 11.50 12.00
m/z 41.10 34.22%
99.0
ol b b i, 1410 1830 2680 —_— —_—
m/z--> 50 100 150 200 250 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020325\
Data File : BF141393.D

Acqg On : 04 Feb 2025 02:09

Operator : RC/JU

Sample ¢ Q1219-01 5X

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF012925.M
: 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 16 Hexadecanoic acid, methyl e... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
11.716  23.36 ng 620839  Phenanthrene-di10 11.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 94
3 Methyl tetradecanoate 242 C15H3002 000124-10-7 87
4 Tridecanoic acid, 12-methyl-, me... 242 C15H3002 005129-58-8 83
5 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 83

Abundance Scan 1636 (11.716 min): BF141393.D\data.ms (-1632) (- m/z 74.00 100.00%
74.0
5000 43.1 ‘A
143.1
lgaoor, [ sy PP e W0 220
O brrrprrre el e L e T b ST m 2z 87 72 74%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 T
43.0 1150 1200
143.0 ITI z 43.,94%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #161238: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
1150 1200
m/z 55.10 36.79%
5000 430 270.0 /
e, | o ]
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #126209: Methyl tetradecanoate 7 —
74.0 11.50 12.00
m/z 41.10 32.30%
5000
43.0
Lo 190 220
0‘H_Mqh‘wuhﬂhuu‘wuu_HWHH‘HHMHWHHM‘H_HWH e e
m/z--> 20 40 60 80 100120140160180200220240260280 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020325\
Data File : BF141393.D

Acqg On : 04 Feb 2025 02:09

Operator : RC/JU

Sample ¢ Q1219-01 5X

Misc LAW-25-0015

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF012925.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 Tridecane, 7-hexyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.027 21.58 ng 573574  Phenanthrene-d10 11.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 7-hexyl- 268 C19H40 007225-66-3 96
2 Nonadecane 268 C19H40 000629-92-5 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Hexadecane 226 C16H34 000544-76-3 90
5 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 90
Abundance Scan 1689 (12.027 min): BF141393.D\data.ms (-1685) (-} | m/z 57.10 100.00%
57.1
5000 M
T 7
99.1 1411 12.00
ol dobpd 411 1831 2252 2823 .., 4310 67.10%
miz-> 50 100 150 200 250 300
Abundance #158602: Tridecane, 7-hexyl-
57.0
5000 —— :
12.00
182.0 m/z 71.10 53.28%
99.0
O T ““‘\ ”h‘ \h‘\ h" \“ \%4\‘]"‘0\ T \‘\ ‘ \22\5\.0\ ‘2\66\.0\ T ‘ L
miz--> 50 100 150 200 250 300
Abundance #158600: Nonadecane
57.0
RN
12.00
5000 m/z 85.10 38.79%
99.0
0 1Ll \‘H\ i H‘ 1 :\I'4;]'0 183.0 268.0
el
miz--> 50 100 150 200 250 300
Abundance #246481: Tetracosane 7 ‘
57.0 12.00
m/z 41.10 31.01%
o J]\J\fvawﬂw\/\ﬂﬂv/\f
0 \‘ \L‘ “\ \H\ \‘h h‘. | %4\19 ;8‘30 225.0 267.0 338.!
i I L e B e e SRR ——
m/z--> 50 100 150 200 250 300 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020325\
Data File : BF141393.D

Acqg On : 04 Feb 2025 02:09

Operator : RC/JU

Sample ¢ Q1219-01 5X

Misc . LAW-25-0015

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF012925.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 18 Hexadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.310 14.36 ng 381601 Phenanthrene-d10 11.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 86
2 Hexacosane 366 C26H54 000630-01-3 86
3 Hexadecane, 3-methyl- 240 C17H36 006418-43-5 81
4 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 81
5 Heptacosane 380 C27H56 000593-49-7 74
Abundance Scan 1737 (12.310 min): BF141393.D\data.ms (-1734) (- m/z 57.10 100.00%
57.1
5000 W
— ——
‘ F ]r4 1 1832 267 3 12.00 12.50
ol AL u“ o5t 22522003082 m/z 43,10 50.43%
miz--> 50 100 150 200 250 300 350
Abundance #107216: Hexadecane
57.0
5000 — —
12.00 12.50
m/z 71.10 49.66%
Ol' d) ‘ “ “\ A ﬂ‘ I ]\-4%(\)1830 226.0
\\\\‘\\\\‘f\\f‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz-> 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
— ——
12.00 12.50
5000 m/z 85.10 33.08%
9.0
ol L ”h‘ i | 141 9 183.0 225.0 267.0 309.0  367.(
e e
m/z--> 50 100 150 200 250 300 350
Abundance #123966: Hexadecane, 3-methyl- — —
57.0 12.00 12.50
m/z 41.10 25.58%
5000 W
Fg 01410 2110
ob— A e S
m/z--> 50 100 150 200 250 300 350 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020325\
Data File : BF141393.D

Acqg On : 04 Feb 2025 02:09

Operator : RC/JU

Sample ¢ Q1219-01 5X

Misc LAW-25-0015

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF012925.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 19 9-Octadecenoic acid (Z)-, m... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.422 110.35 ng 2933310  Phenanthrene-d10 11.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 97
2 trans-13-Octadecenoic acid, meth... 296 C19H3602 1000333-61-3 96
3 cis-13-Octadecenoic acid, methyl... 296 C19H3602 1010333-58-3 95
4 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 95
5 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 94
Abundance Scan 1756 (12.421 min): BF141393.D\data.ms (-1750) (- m/z 57.10 100.00%
57.1
co00 M
7.1 e
12.50
411 180.2 2222 264.3
ol i, LD 1802 2222 2083 ap6. . 4310 83.78%
miz--> 50 100 150 200 250 300
Abundance #194440: 9-Octadecenoic acid (Z)-, methyl ester
55.0
5000 7.0 ——
12.50
m/z 55.10 76.31%
37.0 180.0 222.0 264.0
O T \L\ ‘\“ H“‘\“\ ‘1 T ‘ T \“‘\ T ‘ \“\ \2\98‘\0\ T
miz--> 50 100 150 200 250 300
Abundance  #194454: trans-13-Octadecenoic acid, methyl ester
55.0
——
12.50
5000 m/z 41.10 67.13%
97.0
264.
38.0 1800 2220
01‘5"0\\‘ wu“\ ‘HM ﬂu ally \h BTN U S h ‘29‘8"‘0‘ :
m/iz--> 50 100 150 200 250 300
Abundance #194437: cis-13-Octadecenoic acid, methyl ester ——
55.0 12.50
m/z 71.10 55.15%
5000 97.0 M
38.0 180.0 222.0
0150 biio o | 2980 _—
m/z--> 50 100 150 200 250 300 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020325\
Data File : BF141393.D

Acqg On : 04 Feb 2025 02:09

Operator : RC/JU

Sample ¢ Q1219-01 5X

Misc LAW-25-0015

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF012925.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 20 Tridecane, 1-iodo- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.563 18.93 ng 503199  Phenanthrene-d10 11.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 83
2 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 81
3 Heptadecane 240 C17H36 000629-78-7 80
4 Pentadecane 212 C15H32 000629-62-9 72
5 Eicosane 282 C20H42 000112-95-8 72
Abundance Scan 1780 (12.563 min): BF141393.D\data.ms (-1777) (- m/z 57.10 100.00%
57.1
. . W
T \
\ 1542 197.2 1250
ol b L dl {21982 1972 2392 2953 0 7110 71.65%
miz-> 50 100 150 200 250 300
Abundance #107219: Hexadecane
57.0
5000 —— :
12.50
99.0 m/z 43.10 67.55%
226.0
Olwswq‘\ \‘ “‘\ “‘!‘ “‘ H‘ \“‘\“\4%9\ :!-8\3\0‘ T \‘\ L B B B B B
miz--> 50 100 150 200 250 300
Abundance #211086: Tridecane, 1-iodo-
57.0
T \
12.50
5000 m/z 85.10 51.27%
99.0 183.0
ol | L0 W 12 W
miz--> 50 100 150 200 250 300
Abundance #123959: Heptadecane T ‘
57.0 12.50
m/z 113.10 37.60%
5000
99.0
ol b L il 200 1m0 200 -
m/z--> 50 100 150 200 250 300 12.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020325\
Data File : BF141393.D

Acqg On : 04 Feb 2025 02:09
Operator : RC/JU

Sample : Q1219-01 5X

Misc :

ALS Vvial : 22 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF012925.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|
unknown2.316 2.316 9.3 ng 263137 1 6.798 566289 20.0
Benzene, 1,2,3-... 6.622 12.3 ng 348931 1 6.798 566289 20.0
unknown6.857 6.857 6.5 ng 185279 1 6.798 566289 20.0
Benzene, 1-meth... 7.069 5.5 ng 1554606 1 6.798 566289 20.0
Benzene, 1,2-di... 7.116 6.4 ng 180453 1 6.798 566289 20.0
Hexanoic acid, 7.516 20.1 ng 1196190 2  8.075 1191870 20.0
3-Phenylbut-1-ene 7.816 5.0 ng 297293 2 8.075 1191870 20.0
Tetradecane 9.233 7.2 ng 254539 3 9.833 707614 20.0
Phenol, 2,6-bis... 9.498 17.6 ng 622298 3  9.833 707614 20.0
Heptacosane 9.551 4.1 ng 146098 3 9.833 707614 20.0
Pentadecane 9.763 5.9 ng 210009 3 9.833 707614 20.0
Tridecane 10.263 6.4 ng 225025 3 9.833 707614 20.0
Eicosane 10.745 26.2 ng 696577 4 11.316 531637 20.0
Octadecane 11.186 16.6 ng 440453 4 11.316 531637 20.0
Heneicosane 11.616 20.7 ng 550247 4 11.316 531637 20.0
Hexadecanoic ac... 11.716 23.4 ng 620839 4 11.316 531637 20.0
Tridecane, 7-he... 12.027 21.6 ng 573574 4 11.316 531637 20.0
Hexadecane 12.310 14.4 ng 381601 4 11.316 531637 20.0
9-Octadecenoic ... 12.422 110.3 ng 2933310 4 11.316 531637 20.0
Tridecane, 1-iodo- 12.563 18.9 ng 503199 4 11.316 531637 20.0
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