LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51123\
Data File : BF133359.D

Acqg On : 11 May 2023 17:36
Operator : CG\JU

Sample : 02742-01

Misc :

ALS Vvial : 12 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-BF042123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF133359.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.893 474 477 483 rVB 53341 57555 1.51% 0.173%
2 5.322 547 550 562 rVB 1573212 1534547 40.38% 4.614%
3 6.175 688 695 699 rBV 269334 225283 5.93% 0.677%
4 6.246 703 707 709 rVV 1137719 1038995 27.34% 3.124%
5 6.275 709 712 715 rVB 593774 449894 11.84% 1.353%
6 6.322 716 720 723 rBV 815201 690933 18.18% 2.078%
7 6.357 723 726 731 rVWW 1203758 1015367 26.72% 3.053%
8 6.404 731 734 737 rVB 780900 579407 15.24% 1.742%
9 6.545 754 758 761 rBV 3282447 2561161 67.39% 7.701%
10 6.657 772 777 778 rBvV2 42693 44388 1.17% 0.133%
11 6.716 784 787 791 rBV 1222430 1016770 26.75% 3.057%
12 6.751 791 793 795 rVWV 112838 86835 2.28% 0.261%
13  6.775 795 797 803 rVB 652665 585324 15.40% 1.760%
14 6.898 815 818 822 rVB 263834 197777 5.20% ©.595%
15 6.969 827 830 833 rBv2 71881 67648 1.78% 0.203%
16 6.998 833 835 838 rVB 153188 108402 2.85% 0.326%
17 7.040 838 842 845 rBV 219471 194228 5.11% 0.584%
18 7.116 851 855 859 rBV 63833 58162 1.53% 0.175%
19 7.187 864 867 869 rvv 84998 64442 1.70% 0.194%
20 7.210 869 871 874 rVB 66108 48610 1.28% 0.146%
21 7.281 876 883 886 rBV 2493445 2192485 57.69% 6.593%
22 7.322 888 890 894 rVB 46511 42435 1.12% 0.128%
23 7.492 915 919 921 rBV 115918 104211 2.74% 0.313%
24 7.522 921 924 931 rVB 44317 50201 1.32% 0.151%
25 7.745 956 962 968 rBv3 35496 53584 1.41% 0.161%
26 8.004 1002 1006 1008 rBV 1481927 1311215 34.50% 3.943%
27 8.022 1008 1009 1016 rVB 56145 49404 1.30% 0.149%
28 8.534 1093 1096 1099 rVB 56045 44553  1.17% 0.134%
29 9.081 1185 1189 1192 rBV 4217647 3800649 100.00% 11.428%
30 9.451 1248 1252 1256 rBv4 56955 91514 2.41% 0.275%
31 9.663 1286 1288 1291 rVB 76386 63547 1.67% 0.191%
32 9.751 1300 1303 1307 rVB 1886386 1427678 37.56% 4.293%
33 10.016 1346 1348 1353 rBV4 43679 41980 1.10% 0.126%
34 10.122 1364 1366 1369 rBV3 38372 41462 1.09% ©0.125%
35 10.157 1369 1372 1376 rBV3 108360 137118 3.61% 0.412%
36 10.292 1393 1395 1397 rBV2 54426 53414 1.41% 0.161%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51123\
Data File : BF133359.D

Acqg On : 11 May 2023 17:36
Operator : CG\JU

Sample : 02742-01

Misc :

ALS Vvial : 12 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-BF042123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 10.463 1421 1424 1428 rBV 701935 606282 15.95% 1.823%
38 10.539 1433 1437 1441 rBV 2422437 2315611 60.93% 6.963%
39 10.675 1456 1460 1464 rBV2 130625 226218 5.95% 0.680%
40 11.022 1517 1519 1521 rBV3 59520 58207 1.53% 0.175%
41 11.139 1537 1539 1543 rVB3 114679 113896 3.00% ©.342%
42 11.233 1552 1555 1562 rBV 1638890 1409985 37.10% 4.240%
43 11.775 1644 1647 1654 rBv2 355121 388633 10.23% 1.169%
44 12.557 1778 1780 1787 rVB6 74551 101222 2.66% ©0.304%
45 12.822 1821 1825 1828 rBV 3905513 3419372 89.97% 10.282%
46 12.851 1828 1830 1833 rVB 65063 51641 1.36% ©.155%
47 13.057 1863 1865 1868 rVvB2 65207 65735 1.73% ©.198%
48 13.398 1921 1923 1926 rVB 91300 80690 2.12% 0.243%
49 13.727 1975 1979 1989 rBV 281861 452339 11.90% 1.360%
50 13.869 1999 2003 2011 rVB 1055522 952648 25.07% 2.865%
51 14.045 2030 2033 2039 rVB 115189 104604 2.75% ©.315%
52 14.351 2082 2085 2090 rBv2 113906 135094 3.55% 0.406%
53 14.504 2107 2111 2115 rBV 1363111 1133196 29.82% 3.407%
54 14.645 2131 2135 2139 rBvV2 101837 121909 3.21% ©.367%
55 14.721 2144 2148 2153 rBv4 57824 90239 2.37% 0.271%
56 14.816 2161 2164 2168 rVB 42750 40627 1.07% 0.122%
57 14.910 2177 2180 2183 rVB 39453 45297 1.19% 0.136%
58 14.968 2187 2190 2193 rVB 52495 56977 1.50% ©.171%
59 15.286 2239 2244 2249 rBV 964565 1102741 29.01% 3.316%
60 15.810 2327 2333 2335 rBV7 26739 52601 1.38% ©.158%
Sum of corrected areas: 33256942
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051123\
Data File : BF133359.D

Acqg On : 11 May 2023 17:36
Operator : CG\JU

Sample : 02742-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF133359.D\data.ms
4000000
3500000 6.545
3000000

2500000 7.281

2000000

5.322

1500000

1000000

500000

4.893

o

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: BF133359.D\data.ms
4000000 9.081 12.822

3500000

3000000

10.539
2500000

2000000 9.751 11.233

1500000, 2004

1000000

500000

: 18543.057
9.663 10 R
745 8022 8.534 9.451

\
Time--> 8.00 8.50 9.00 9 50 10 OO 10 50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF133359.D\data.ms

4000000

3500000
3000000
2500000
2000000

1500000 14.504

13.869 15,286
1000000
500000 3.7
3 14 045 14.351 41a 69@8 15810

O 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\BF051123\
Data File : BF133359.D

Acqg On : 11 May 2023 17:36
Operator : CG\JU

Sample : 02742-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Benzene, propyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
6.175 4.43 ng 225283 1,4-Dichlorobenzene-d4 6.716

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, propyl- 120 CSH12 000103-65-1 94
2 N-Benzyl-2-phenethylamine 211 C15H17N 003647-71-0 72
3 1,2-Ethanediamine, N,N'-bis(phen... 240 C16H20N2 000140-28-3 72
4 N-Isobutyl(phenyl)methanesulfona... 227 C11H17NO2S 144615-94-1 72
5 Oxirane, phenyl- 120 C8H80 000096-09-3 50
Abundance Scan 695 (6.175 min): BF133359.D\data.ms (-688) (-) m/z 91.10 100.00%
91.1
5000
120.1
39.0 65.0 5.80 6.00 6.20 6.40
0“w‘uﬂpﬂ‘m‘uhuwwwuup‘u‘HH‘H‘W‘H‘_‘HM‘H‘H m/z 120.10  24.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #10702: Benzene, propyl-
91.0
5000
5.80 6.00 6.20 6.40
120.0 m/z 92.10  10.88%
39.0 6?-0 |
0 H\‘\‘\H“‘\\“\\“H\\“‘H‘H‘\‘H\“\H\‘HH‘\H\’\H\‘HH‘\H\‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #88775: N-Benzyl-2-phenethylamine
91.0
5.80 6.00 6.20 6.40
5000 120.0 m/z 65.00  10@.85%
65.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #123893: 1,2-Ethanediamine, N,N'-bis(phenylmethyl)-
91.0 5.80 6.00 6.20 6.40
m/z 78.10 6.02%
120.0
5000
30.0 65.0
0 ol 14901740 207.0 240
R L R T A R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 5.80 6.00 6.20 6.40
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Data Path :
Data File :

Acqg On
Operator
Sample

Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

BF133359.D

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51123\

: 11 May 2023 17:36

¢ CG\JU
. 02742-01

: 12 Sample Multiplier: 1

: C:\Database\NIST20.L
LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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

2 Benzene, 1l-ethyl-3-methyl-

Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
6.245 20.44 ng 1039000 1,4-Dichlorobenzene-d4 6.716
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 95
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 95
3 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 707 (6.245 min): BF133359.D\data.ms (-703) (-) m/z 105.05 100.00%
105.1
5000
N AREREE L
77.1 6.00 6.20 6.40 6.60
39.0 L 207.0
0 bbbl M 2910 gz 120,05 32.64%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
5000 L L L I LA B
6.00 6.20 6.40 6.60
m/z 91.05 11.51%
77.0
39.0
O\1\5\9\‘\\\“\\‘\\“\‘\\\M‘\\‘}\“}‘\\‘\‘w\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
6.00 6.20 6.40 6.60
5000 m/z 77.10 11.22%
77.0
o 1L I U
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10695: Mesitylene
105.0 6.00 6.20 6.40 6.60
m/z 79.10 8.53%
5000
39.0 77.0
o‘H‘HH“m‘w‘uu‘MH“w“H“‘wwwwww
m/z--> 20 40 60 80 100 120 140 160 180 200 6.00 6.20 6.40 6.60
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Data Path :
Data File :

Acqg On
Operator
Sample

Misc

ALS vial

Quant Method
Quant Title

TIC Library

BF133359.D

: 11 May 2023 17:36
¢ CG\JU

. 02742-01

: 12 Sample Multiplier: 1

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51123\

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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

3 Benzene, 1l-ethyl-2-methyl-

Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
6275  s8.85ng 449894  1,4-Dichlorobenzene-d4  6.716
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1.ethyl-z-methyl- 120 com2 000611-14-3 95

2 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 91
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 712 (6.275 min): BF133359.D\data.ms (-709) (-) m/z 105.10 100.00%
105.1
5000
120.1
77.0 91.0
391 6o 090 | 6.00 6.20 6.40 6.60
O e e e e m/z 120.10 31.13%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000
120.0 6.00 6.20 6.40 6.60
m/z 91.05 10.49%
77.0 91.0
O\\‘]\_\5\‘\0‘\\\‘\‘\\3\\9‘.(\)\\\“\\\\6‘%\.‘\0\‘\\\}“HH“M\\‘\Ml\‘\\‘\‘\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10721: Benzene, 1-ethyl-4-methyl-
105.0
6.00 6.20 6.40 6.60
5000 m/z 77.05 10.47%
120.0
77.0 91.0
o250 3 e i
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10723: Benzene, 1-ethyl-3-methyl-
105.0 6.00 6.20 6.40 6.60
m/z 106.05 8.61%
5000
120.0
39.0 77.0 91.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051123\
Data File : BF133359.D

Acqg On : 11 May 2023 17:36
Operator : CG\JU

Sample : 02742-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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, 1,2,3-trimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.545 50.38 ng 2561160 1,4-Dichlorobenzene-d4 6.716

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 97
3 Benzene, 1,2,4-trimethyl- 120 CO9H12 000095-63-6 95

4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 91

Abundance Scan 758 (6.545 min): BF133359.D\data.ms (-754) (-) m/z 105.10 100.00%

105.1

-

5000 120.1
39.1 63.0 77‘-1 91.0 | 6.20 6.40 6.60 6.80
Obrprerrrrrrrpredprereiee iyl b e m/z 120,10 44.81%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
120.0
5000
6.20 6.40 6.60 6.80
m/z 119.05 11.83%
39.0 77.0 91.0
OH‘\H.\‘\H‘\‘HH"‘HH““H\6’?\.‘(\)\‘\\\‘}“\\H“HH‘\M!\‘H‘\‘\“\H\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10692: Mesitylene
105.0
6.20 6.40 6.60 6.80
5000 120.0 m/z 77.10  11.47%
77.0
51.0 91.0
Obrrrrrer 20 b e 89  l alh
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10717: Benzene, 1,2,4-trimethyl-
105.0 6.20 6.40 6.60 6.80
m/z 91.05 9.88%
120.0
5000
77.0
27.0 51.0 91.0
0H‘mwm‘w",‘H‘q‘:m‘?ﬂ"qw‘:‘_m“:m_‘:lwuu“‘mw
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051123\
Data File : BF133359.D

Acqg On : 11 May 2023 17:36
Operator : CG\JU

Sample : 02742-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Mesitylene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
6.775 11.51 ng 585324  1,4-Dichlorobenzene-d4 6.716

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 93
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 91
Abundance Scan 797 (6.775 min): BF133359.D\data.ms (-795) (-) m/z 105.10 100.00%
105.1
5000 120.1
39.0 63.0 77‘-0 91.1 6.40 6.60 6.80 7.00
Obrrprrrrprrrrprrederee i bt m/z 120,05 42.65%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10692: Mesitylene
105.0
5000 120.0
6.40 6.60 6.80 7.00
770 m/z 77.05 12.20%
. ™ 91.0
O \\‘HH‘\2\\7\.‘0\\H“H\\i‘}‘\\}“\‘\‘H‘H\‘H‘HH“HH‘\‘}1\‘\\‘\‘\“‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0
6.40 6.60 6.80 7.00
m/z 91.10 9.11%
5000 120.0 /
39.0 77.0 91,0
0 ‘“1“5((‘)‘”‘1‘HH“‘HH{‘M“6‘?;‘9‘_”‘1“HH“HH‘M"HMH‘“HH_H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10705: Benzene, 1,2,4-trimethyl-
105.0 6.40 6.60 6.80 7.00
m/z 106.10 9.06%
5000 120.0
28.0 77.0 91.0
51.0 :
0 ‘“1“'7&9‘HJ!‘H‘“‘m"H;uH‘NH‘HMHH“‘HH_‘me“uwm
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051123\
Data File : BF133359.D

Acqg On : 11 May 2023 17:36
Operator : CG\JU

Sample : 02742-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Indane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
6.898 3.89 ng 197777 1,4-Dichlorobenzene-d4 6.716

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 87
2 Benzene, 1-propenyl- 118 C9H10 000637-50-3 74
3 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H10 1000191-13-7 74
4 Benzene, cyclopropyl- 118 C9H10 000873-49-4 74
5 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 64

Abundance Scan 818 (6.898 min): BF133359.D\data.ms (-815) (-) m/z 117.05 100.00%

117.1
5000
390 630 774 91‘-0 6.60 6.80 7.00 7.20
Ol b e il 2040 L sz 118,10 57.04%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10178: Indane
11v.0
5000 \\\‘\\/\\\’\\\\‘\\\\‘\\\\
6.60 6.80 7.00 7.20
m/z 115.05 32.23%
58.0 91.0
39.0 77.0
OH‘HH‘\H‘\‘HH“\\Hi‘\\\‘!‘}‘\‘\\‘\\\‘i“\\\\“‘\\\\]](\1\4\.\0‘\\!\“\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10193: Benzene, 1-propenyl-
117.0
6.60 6.80 7.00 7.20
5000 m/z 91.05 14.36%
91.0
51.0
Oy 220 080 1D d0a0 )
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
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 116.00 7.98%
5000 91.0
39.0 65.0 78.0
O 260 520 T T doao ||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051123\
Data File : BF133359.D

Acqg On : 11 May 2023 17:36
Operator : CG\JU

Sample : 02742-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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-methyl-3-propyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
6.998 2.13 ng 108402 1,4-Dichlorobenzene-d4 6.716

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 91
3 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 91
4 Benzene, 1l-methyl-4-propyl- 134 C10H14 001074-55-1 90
5 2-Indanol 134 C9H100 004254-29-9 72
Abundance Scan 835 (6.998 min): BF133359.D\data.ms (-833) (-) m/z 105.10 100.00%
105.1
5000
134.1
R RARR N
39.0 570 M | ‘ ‘ 6.60 6.80 7.00 7.20 7.400
OF et e el m/z 134.05 26.71%
miz-> 20 40 60 80 100 120 140
Abundance #17053: Benzene, 1-methyl-3-propyl-
105.0
5000
6.60 6.80 7.00 7.20 7.40
134.0 m/z 106.05  14.65%
39.0 77.0
O\\\\‘\‘\ T \“‘\ \5\5\.()‘ \‘\ T \““ T \H T ‘”‘\ \‘\“‘ T \‘\ ‘\
miz-> 20 40 60 80 100 120 140
Abundance #17056: Benzene, 1-methyl-2-propyl-
105.0
ISR Y PN
6.60 6.80 7.00 7.20 7.40
5000 m/z 90.95 11.50%

134.0
27.0 77.0 ‘
ol 320 TIT L S
m/z--> 20 40 60 80 100 120 140
Abundance #17046: Benzene, (1-methylpropyl)-
105.0

6.60 6.80 7.00 7.20 7.40
m/z 77.05 11.06%

5000
134.0
do smo e
R ““W“ T T S Y R B T

m/z--> 20 40 60 80 100 120 140 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051123\
Data File : BF133359.D

Acqg On : 11 May 2023 17:36
Operator : CG\JU

Sample : 02742-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 8 Benzene, 1l-ethyl-2,3-dimethyl- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
7.040 3.82 ng 194228 1,4-Dichlorobenzene-d4 6.716
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 94
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 94
3 Benzene, 4-ethyl-1,2-dimethyl- 134 C1leH14 000934-80-5 91
4 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 91
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 91
Abundance Scan 842 (7.040 min): BF133359.D\data.ms (-838) (-) m/z 119.10 100.00%
119.1
5000 ﬂ
91.0 ANL )\
0 Y W
39.0 65.1 ‘ 135.1 6.80 7.00 7.20 7.40
ol el T 7 105,05 52.70%
miz--> 0 20 40 60 80 100 120 140
Abundance #17071: Benzene, 1-ethyl-2,3-dimethyl-
119.0
5000 LA L L L L R BN L
6.80 7.00 7.20 7.40
910 m/z 134.05 47.28%
T ‘ T \]-\5‘\.0‘ T ‘\ \3\9‘.‘(\) T ‘i‘ T ‘Gws“.?\ \‘H‘ T \‘\'\ "}“\ \m‘l T \]_??.‘()\
miz--> 0 20 40 60 80 100 120 140
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0
6.80 7.00 7.20 7.40
5000 m/z 91.05 34.11%
91.0
““¥%?‘M‘?if‘*w‘?ﬁ?‘W\“L‘,W“Wl‘%‘??‘
m/z--> 0 20 40 60 80 100 120 140
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0 6.80 7.00 7.20 7.40
m/z 76.95 14.45%
5000
91.0
39.0 65.0 ‘
ol 280 el 1850
m/z--> 0 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\BF051123\
Data File : BF133359.D

Acqg On : 11 May 2023 17:36
Operator : CG\JU

Sample : 02742-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Benzophenone Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.463 8.49 ng 606282  Acenaphthene-di10 9.751
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Azobenzene 182 C12H1ON2 000103-33-3 64
3 5-0xo0-5-phenylpentanenitrile 173 C11H11NO 1000486-83-7 47
4 Benzenepropanenitrile, .beta.-oxo- 145 C9H7NO 000614-16-4 47
5 Benzenebutanoic acid, .gamma.-oxo- 178 C10H1003 002051-95-8 47
Abundance Scan 1424 (10.463 min): BF133359.D\data.ms (-1421) (- m/z 105.00 100.00%
105.0
77.0
5000 182.1
51.0
e
10.50
152.0
Ol et b 2502 m/z 77.00 64.92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 =1
10.50
51.0 m/z 182.10  47.65%
152.0
O\H\‘\‘\H“H‘\\‘H\”}“\H\’\H\’\\H‘\\‘1‘\‘\\H‘HW\\\‘H\\‘\H\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56773: Azobenzene
77.0
o
10.50
5000 51.0 m/z 51.00 27 .45%
182.0
105.0
180\ 1 ‘\ 1L l lsﬁo L
R
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48332: 5-Ox0-5-phenylpentanenitrile e
105.0 10.50
77.0 m/z 106.10 8.15%
5000 51.0
PV TR O O 1. it U,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051123\
Data File : BF133359.D

Acqg On : 11 May 2023 17:36
Operator : CG\JU

Sample : 02742-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Pentadecane, 7-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.675 3.21 ng 226218  Phenanthrene-di10 11.233
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 7-methyl- 226 Cl16H34 006165-40-8 81
2 Tridecane, 5-propyl- 226 C1l6H34 055045-11-9 80
3 2,6,10-Trimethyltridecane 226 C16H34 003891-99-4 80
4 Tridecane 184 C13H28 000629-50-5 74
5 Decane, 3,6-dimethyl- 170 C12H26 017312-53-7 74

Abundance Scan 1460 (10.675 min): BF133359.D\data.ms (-1456) (- m/z 57.10 100.00%
7.1

57.
5000
LAY T 2041 327,

A S — m/z 71.106  70.65%

|
m/z--> 50 100 150 200 250 300
Abundance #107232: Pentadecane, 7-methyl-

57.0

5000

—
99.0 183.1 10.50 11.00

o

T
10.50 11.00
m/z 43.10 58.97%

‘ 112.0
(OB \“\ W“ “\ ‘!‘ \‘h‘\ h“ \“‘\ T ?‘5‘5\0\ T \2‘1\1.\0\ L s s
miz--> 50 100 150 200 250 300
Abundance #107223: Tridecane, 5-propyl-
57.0
— —
10.50 11.00
5000 ITI/Z 85.10 29.96%
112.0
. Mt bl L %3060
miz--> 50 100 150 200 250 300
Abundance #107237: 2,6,10-Trimethyltridecane — —
57.0 10.50 11.00
m/z 41.10 25.62%
5000 M
113.0
oo Ll 0260 .
m/z--> 50 100 150 200 250 300 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051123\
Data File : BF133359.D

Acqg On : 11 May 2023 17:36
Operator : CG\JU

Sample : 02742-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.775 5.51 ng 388633  Phenanthrene-d10 11.233
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 93
4 Pentadecanoic acid 242 C15H3002 001002-84-2 93
5 Octadecanoic acid 284 C18H3602 000057-11-4 58

Abundance Scan 1647 (11.775 min): BF133359.D\data.ms (-1644) (- m/z 43.05 100.00%

43.0 73.0
5000

129.0

T T
11.50 12.00

o,HH“‘:“J‘Jﬂ“‘l“wp © m/z 73.e0 99.57%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 S S .S W
11.50 12.00

m/z 60.00 86.30%

’ 1710 213.0 256.0
O,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #92069: Tridecanoic acid
73.0
e —

43.0 11.50 12.00
5000 129.0 ITI/Z 57.10 75.09%
171.0
214.0
ob b L
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #109281: Tetradecanoic acid —— —
73.0 11.50 12.00
43.0 m/z 41.00 69.47%
5000
129.0
185.0 228.0
Ot A bl bl et bbby —r— —r—
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\BF051123\
Data File : BF133359.D

Acqg On : 11 May 2023 17:36
Operator : CG\JU

Sample : 02742-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Octadecanoic acid Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.557 2.13 ng 101222  Chrysene-di12 13.868
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 95
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 86
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
5 Tetradecanoic acid 228 C14H2802 000544-63-8 83
Abundance Scan 1780 (12.557 min): BF133359.D\data.ms (-1778) (- m/z 43.10 100.00%
43.1
5000
185.1 241.2 T T
‘ 12.50
Ot M m/z 60.00 98.61%
m/z--> 0 50 100 150 200 250 300 350
Abundance #179090: Octadecanoic acid
43.0
5000 AR
129.0 12.50
3.0 ) 284.0 m/z 57.10 95.55%
‘ ‘ 1850 941 0
O \“r H‘ \“““‘\”h““ M\‘} \“‘\ \‘ \“\ “ T \‘ T \‘\ |
miz--> 0 50 100 150 200 250 300 350
Abundance #126199: Pentadecanoic acid
3.0
T \
12.50
5000 129.0 m/z 73.00 89.73%
29.0
‘ 199.0 2420
0 ‘L‘ H‘ M\‘u} “““ “ ;“ L — “\‘ R R R
m/z--> 0 50 100 150 200 250 300 350
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl e —— !
43.0 12.50
m/z 55.10 67.11%
5000 284.0
3.0 129.0
‘ 185.0 5410
m/z--> 0 50 100 150 200 250 300 350 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051123\
Data File : BF133359.D

Acqg On : 11 May 2023 17:36
Operator : CG\JU

Sample : 02742-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 1-Dodecanol, 2-hexyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.727 9.50 ng 452339  Chrysene-d12 13.868
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Dodecanol, 2-hexyl- 270 C18H380 110225-00-8 91
2 1-Dodecanol, 2-octyl- 298 C20H420 005333-42-6 91
3 Oxalic acid, isobutyl hexadecyl ... 370 C22H4204 1000309-38-1 87
4 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 83
5 Sulfurous acid, octadecyl 2-prop... 376 C21H4403S 1000309-12-7 83

Abundance Scan 1979 (13.727 min): BF133359.D\data.ms (-1975) (- m/z 57.10 100.00%
7.1

57.
5000
97.1
| “\92\”7'2 1831 2392 281.0
[T T

. S o m/z 43.10  81.37%

miz-> 50 100 150 200 250
Abundance #161356: 1-Dodecanol, 2-hexyl-
57.0

5000

o

T
97.0 13.50 14.00
m/z 71.10 56.67%

7.0 ‘ ‘ .
0L LA 1390 1820 g2p02520
miz--> 50 100 150 200 250
Abundance #197438: 1-Dodecanol, 2-octyl-
57.0

5000 97.0 m/z 55.00  50.08%

Po) | hl‘ Ly 777 1820 2240 2800
miz-> 50 100 150 200 250

Abundance #279317: Oxalic acid, isobutyl hexadecyl ester ——
57.0 13.50 14.00

m/z 85.10 40.74%

- M
97.0
27‘.0 I HM “\M 1 \‘H‘ ‘\\1‘2'7‘9 ‘ 224.0 269.0

0‘\‘\‘\\‘\” |

— ——
miz--> 50 100 150 200 250 13.50 14.00

o

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051123\
Data File : BF133359.D

Acqg On : 11 May 2023 17:36
Operator : CG\JU

Sample : 02742-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Tridecane, 1-iodo- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.045 2.20 ng 104604  Chrysene-di12 13.868
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 1-iodo- 310 C13H271 035599-77-0 87
2 Eicosane 282 C20H42 000112-95-8 87
3 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 87
4 Heneicosane 296 C21H44 000629-94-7 87
5 Heptadecane 240 C17H36 000629-78-7 87
Abundance Scan 2033 (14.045 min): BF133359.D\data.ms (-2030) (- m/z 57.10 100.00%
57.1
99.1 LT I
‘ | ]} | 2411 1962227.0 2671 307 14.09
0- kbl el EEREESSE SR 20 m/z 43,10 72.05%
miz--> 50 100 150 200 250 300
Abundance #211086: Tridecane, 1-iodo-
57.0
5000 —— :
14.00
m/z 71.10 70.33%
‘ 99.0 183.0
O%a\\p‘\“[”h\ ““ \“‘\ “‘ \‘ T }4\1‘0‘\ T \‘\ AL AL B N \3‘1\0'
miz--> 50 100 150 200 250 300
Abundance #176385: Eicosane
57.0
T \
14.00
5000 m/z 85.10 48.22%
99.0
0260 h | [, 1410 1830 2250 2820
e B o L o e
miz--> 50 100 150 200 250 300
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl- P ‘
57.0 14.00
m/z 55.10 26.35%
h /LJ
99.0
0 L‘ Ll 1410 1830  239.0 296,
e —
m/z--> 50 100 150 200 250 300 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051123\
Data File : BF133359.D

Acqg On : 11 May 2023 17:36
Operator : CG\JU

Sample : 02742-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Tetradecane, 2,6,10-trimethyl- Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
14.351 2.84 ng 135094  Chrysene-di12 13.868
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 93
2 Nonadecane 268 C19H40 000629-92-5 93
3 Heneicosane 296 C21H44 000629-94-7 93
4 Heptacosane 380 C27H56 000593-49-7 91
5 Heptadecane 240 C17H36 000629-78-7 91

Abundance Scan 2085 (14.351 min): BF133359.D\data.ms (-2082) (- m/z 57.10 100.00%
57.1
14‘06 ‘14‘50‘
ob— ““ h ki H‘ LIAL2 18322200 2671 8270 L 7110 68.41%
mlz--> O 100 150 200 250 300 350
Abundance #123971: Tetradecane, 2,6,10-trimethyl-
57.0
5000 = ek
14.00 14.50
m/z 43.05 65.81%
113.0 155.0
‘\ ull hh\ \“\ \M u‘ L \‘ | 225.0
O\\\\‘\\\[!\\\‘\\\\’1\\\’\\\\’\\\\’\
miz--> 50 100 150 200 250 300 350
Abundance #158600: Nonadecane
57.0
— ——
14.00 14.50
5000 m/z 85.05 44 ,79%
0 Iy H\ i u‘ 1 ]\'410 183.0 268.0
— A
m/z--> 50 100 150 200 250 300 350
Abundance #194587: Heneicosane “ T
57.0 14.00 14.50
m/z 55.00 19.87%
5000
9.0
141.0
obtg || 11| [ 1H0mm0ms0 260 L
m/z--> 50 100 150 200 250 300 350 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51123\
Data File : BF133359.D

Acqg On : 11 May 2023 17:36

Operator : CG\JU

Sample : 02742-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 16 1,3-Benzenedicarboxylic aci... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.504  23.79 ng 1133200 Chrysene-di12 13.868
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Benzenedicarboxylic acid, bi... 390 C24H3804 000137-89-3 93
2 1,4-Benzenedicarboxylic acid, bi... 390 C24H3804 006422-86-2 70
3 4-Nitrobenzoic acid, cyclobutyl ... 221 C11H11NO4 070335-00-1 35
4 9-(2',2'-Dimethylpropanoilhydraz... 576 C30H42C12N403 1000111-04-6 18
5 Undecane, 3-methylene- 168 C12H24 071138-64-2 14
Abundance Scan 2111 (14.504 min): BF133359.D\data.ms (-2107) (- m/z 70.05 100.00%
70.0
149.0
5000 261.1
1 T
L
ol Al b2, | 11900 ] 18041 ;m/z 149.00  60.35%
miz--> 50 100 150 200 250 300 350
Abundance #295780: 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0
112.0
5000 261.0 71 1
14.50
67.0 m/z 112.10 47.19%
029(# ‘” \L - } T “\ T \2(‘)7\\0\ 7 \‘ T L :\30‘4\9 \347‘(\)\ T
miz--> 50 100 150 200 250 300 350
Abundance #295782: 1,4-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0
112.0 . ‘
14.50
5000 m/z 261.15 43.00%
67.0
261.0
e 1L
oLl LML i lby ) 42080 ) | 3330
m/z--> 50 100 150 200 250 300 350
Abundance #99895: 4-Nitrobenzoic acid, cyclobutyl ester —r— ‘
70.0 14.50
m/z 57.10 39.50%
5000
150.0
112.0
gl NIV
AN A TN T E— =
m/z--> 50 100 150 200 250 300 350 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051123\
Data File : BF133359.D

Acqg On : 11 May 2023 17:36
Operator : CG\JU

Sample : 02742-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Heneicosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.645 2.21 ng 121909 Perylene-di2 15.286
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 70
2 Octadecane, 2-methyl- 268 C19H40 001560-88-9 62
3 Tetracosane 338 (C24H50 000646-31-1 62
4 Heptacosane 380 C27H56 000593-49-7 58
5 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 58

Abundance Scan 2135 (14.645 min): BF133359.D\data.ms (-2131) (- m/z 57.10 100.00%

57.1
5000 149.0

I

1450 1500
207.1 2033

oL L Ll ”w‘w“ et 2890 PP 395 nyz 43,05 68.63%

m/z--> 50 100 150 200 250 300 350
Abundance #194588: Heneicosane
57.0

5000 — S
14.50 15.00

m/z 71.10 67.99%

9.0
0154\‘ ‘LWJ | $41.0 183.0 225.0 296.0
L ‘ L ‘ T T 17 ‘ T T T ‘ T T T ‘ L ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #158608: Octadecane, 2-methyl-
57.0

1!50 1&00
5000 ITI/Z 149.00 48.71%
0 Hu“\‘\ uh ‘h \‘ A 1‘410‘]"8‘3‘0“22"\5‘(‘)‘HH‘HH“ JJMM
m/z--> 50 100 150 200 250 300 350
Abundance #246481: Tetracosane =T e
57.0 14.50 15.00

m/z 85.10  45.00%

5000
9.0
L4 141018302250 267.0  338.0

0h v Ak b L ST TR A T — —
miz--> 50 100 150 200 250 300 350 14.50 15.00

8270-BF042123.M Fri May 12 13:20:05 2023 Page: 20



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@051123\
Data File : BF133359.D

Acqg On : 11 May 2023 17:36
Operator : CG\JU

Sample : 02742-01

Misc

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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|
Benzene, propyl- 6.175 4.4 ng 225283 1 6.716 1016770 20.0
Benzene, 1l-ethy... 6.245 20.4 ng 1039000 1 6.716 1016770 20.0
Benzene, 1-ethy... 6.275 8.8 ng 449894 1 6.716 1016770 20.0
Benzene, 1,2,3-... 6.545 50.4 ng 2561160 1 6.716 1016770 20.0
Mesitylene 6.775 11.5 ng 585324 1 6.716 1016770 20.0
Indane 6.898 3.9 ng 197777 1 6.716 1016770 20.0
Benzene, 1-meth... 6.998 2.1 ng 108402 1 6.716 1016770 20.0
Benzene, 1-ethy... 7.040 3.8 ng 194228 1 6.716 1016770 20.0
Benzophenone 10.463 8.5 ng 606282 3  9.751 1427680 20.0
Pentadecane, 7-... 10.675 3.2 ng 226218 4 11.233 1409990 20.0
n-Hexadecanoic ... 11.775 5.5 ng 388633 4 11.233 1409990 20.0
Octadecanoic acid 12.557 2.1 ng 101222 5 13.868 952648 20.0
1-Dodecanol, 2-... 13.727 9.5 ng 452339 5 13.868 952648 20.0
Tridecane, 1l-iodo- 14.045 2.2 ng 104604 5 13.868 952648 20.0
Tetradecane, 2,... 14.351 2.8 ng 135094 5 13.868 952648 20.0
1,3-Benzenedica... 14.504 23.8 ng 1133200 5 13.868 952648 20.0
Heneicosane 14.645 2.2 ng 121909 6 15.286 1102740 20.0
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