LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80723\
Data File : BM@41315.D

Acqg On : 07 Aug 2023 16:50
Operator : MA/JU

Sample : 03903-17

Misc :

ALS Vvial : 14 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA M\Methods\8270-BM072823.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@41315.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.957 127 131 143 rVB 114547 189857 1.70%  0.255%
2 5.281 350 356 364 rBV 1105227 1568458 14.08% 2.109%
3 5.363 364 370 374 rVW 1180925 1689577 15.17% 2.272%
4 5.416 374 379 393 rVB 2811515 5919303 53.13% 7.959%
5 5.781 434 441 450 rBV 1392554 2050564 18.41% 2.757%
6 6.257 516 522 529 rBV 174198 262128 2.35% 0.352%
7 6.751 599 606 613 rBV 463120 663585 5.96% 0.892%
8 6.863 618 625 630 rVW 1671834 2350941 21.10% 3.161%
9 6.922 630 635 639 rvv 800763 1141467 10.25% 1.535%
106 6.969 639 643 646 rVW 672528 1139817 10.23% 1.533%
11 6.998 646 648 656 rVB 751934 938408 8.42% 1.262%
12 7.163 669 676 687 rVB 661415 962037 8.64% 1.294%
13 7.428 709 721 736 rBV 1767851 2621183 23.53% 3.525%
14 7.786 776 782 791 rBV2 557581 973225 8.74% 1.309%
15 7.892 794 800 810 rVB 360719 585127 5.25% 0.787%
16 8.151 838 844 852 rVB 146676 232337 2.09% 0.312%
17 8.269 858 864 869 rBV 118750 174531 1.57% 0.235%
18 8.328 869 874 882 rVB 191909 283400 2.54% 0.381%
19 8.422 882 890 895 rBV2 361193 573067 5.14% 0.771%
20 8.581 912 917 924 rBvV 82529 124624 1.12% 0.168%
21 8.733 936 943 948 rBV 125577 187805 1.69% 0.253%
22 8.786 948 952 961 rVB 115089 164504 1.48% 0.221%
23  8.886 961 969 975 rBV 203133 314922 2.83% 0.423%
24 8.969 975 983 997 rBV 1959510 3192323 28.65% 4.292%
25 9.475 1063 1069 1077 rVB 91648 145105 1.30% 0.195%
26 9.986 1151 1156 1162 rVB2 88897 147882 1.33% 0.199%
27 10.380 1216 1223 1241 rBV 268970 546891 4.91% 0.735%
28 10.592 1252 1259 1266 rBV 746460 1264851 11.35% 1.701%

29 13.074 1673 1681 1692 rBV 5377633 7510083 67.41% 10.098%
30 14.457 1908 1916 1931 rBV 1276568 1872667 16.81%
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31 15.827 2144 2149 2160 rBV 115758 166309 1.49%
32 15.957 2164 2171 2188 rBV 4604180 6625478 59.47%
33 17.215 2379 2385 2398 rBV 1665197 2314284 20.77%
34 18.115 2533 2538 2548 rBV 404414 625708 5.62%
35 18.868 2660 2666 2681 rBV 1771209 2526366 22.68%
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36 19.397 2752 2756 2767 rBV 283874 439743 3.95%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80723\
Data File : BM@41315.D

Acqg On : 07 Aug 2023 16:50
Operator : MA/JU

Sample : 03903-17

Misc

ALS Vvial : 14 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA M\Methods\8270-BM072823.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 19.856 2828 2834 2839 rBV 9398215 11140733 100.00% 14.980%
38 21.121 3046 3049 3058 rBV 174540 241074 2.16% 0.324%
39 21.421 3095 3100 3109 rBV 1889735 2322449 20.85% 3.123%
40 22.597 3294 3300 3312 rVB 4555446 6177750 55.45%  8.307%

41 23.791 3497 3503 3511 rVB 1068820 1999430 17.95% 2.688%

Sum of corrected areas: 74369993
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80723\
Data File : BM@41315.D

Acqg On : 07 Aug 2023 16:50
Operator : MA/JU

Sample : 03903-17

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BM041315.D\data.ms
8000000
6000000
4000000
5.416
2000000 5781 6.863 7.428 8.969
52883 10.592
63 .
6.7 7.
. 3.957 A 6257 170 )L ﬁ%&@%k 6 9475 0.98610-380
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 350 400 450 500 550 600 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BM041315.D\data.ms
19.856
8000000
6000000
13.074
15.957
4000000
2000000 17.215 18.868
14.457
. 15.8 18.115 19.397
o AL e e L B e e E HILA A o o  c w  E  AA B S
Time--> 12.00 1250 13.00 13,50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50
Abundance TIC: BM041315.D\data.ms
8000000
6000000
22.597
4000000
21.421
2000000 23.791
21.121
0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 2500 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80723\
Data File : BM@41315.D

Acqg On : 07 Aug 2023 16:50
Operator : MA/JU

Sample : 03903-17

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 Benzene, 1,3-dimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.416 121.64 ng 5919300 1,4-Dichlorobenzene-d4 7.786

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 97
2 p-Xylene 106 C8H10 000106-42-3 97
3 o-Xylene 106 C8H10 000095-47-6 97
4 Ethylbenzene 106 C8H10 000100-41-4 87
5 1,3-Cyclopentadiene, 5-(1-methyl... 106 C8H1@ 002175-91-9 86
Abundance Scan 379 (5.416 min): BM041315.D\data.ms (-374) (-) m/z 91.00 100.00%
91.0
5000
51.0 ‘ 5.00 5.20 5.40 5.60 5.80
Ol 8290 1930 p/; 1@6.00  45.24%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #5747: Benzene, 1,3-dimethyl-
91.0
5000
5.00 5.20 5.40 5.60 5.80
m/z 105.00 20.51%
51.0
270 |
O \\\‘\‘\\\‘\\w‘\“\\\\‘\\‘\\‘\“\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
91.0
5.00 5.20 5.40 5.60 5.80
5000 m/z 77.00 13.75%
270 51.0
ol bl el e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #5719: o-Xylene e e
91.0 5.00 5.20 5.40 5.60 5.80
m/z 51.00 9.00%
5000
51.0
NI I SO jt
m/z--> 20 40 60 80 100 120 140 160 180 5.00 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80723\
Data File : BM@41315.D

Acqg On : 07 Aug 2023 16:50
Operator : MA/JU

Sample : 03903-17

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 5 Benzene, (1-methylethyl)- Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
6.257 5.39 ng 262128 1,4-Dichlorobenzene-d4 7.786
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 94
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
3 Mesitylene 120 C9H12 000108-67-8 86
4 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 83
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 80
Abundance Scan 522 (6.257 min): BM041315.D\data.ms (-516) (-) m/z 105.00 100.00%
105.0
5000
o ARAEmEEE R
51.0 H 6.00 6.20 6.40 6.60
(
Obrrrprerbh et 2970 28087 120,00 25.36%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10706: Benzene, (1-methylethyl)-
105.0
5000 L L I L LI L B
6.00 6.20 6.40 6.60
m/z 76.95 18.20%
51.0 ‘
O]\-\s\.‘()\‘\\\“‘\\“{\"\‘\HM‘H‘H‘HH\‘HH‘\H\’HH‘HH‘HH‘HH’HH’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
105.0
S | S—
6.00 6.20 6.40 6.60
5000 m/z 79.00 14.53%
39.0
0 74.0
T T T e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10692: Mesitylene ““_“‘_“‘_“W‘TJ
105.0 6.00 6.20 6.40 6.60
m/z 103.00 11.80%
5000
51.0
m/z--> 20 40 60 80 100120140160180200220240260280 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80723\
Data File : BM@41315.D

Acqg On : 07 Aug 2023 16:50
Operator : MA/JU

Sample : 03903-17

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 Benzene, propyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
6.751 13.64 ng 663585 1,4-Dichlorobenzene-d4 7.786

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, propyl- 120 CSH12 000103-65-1 94
2 Ethanol, 2-[(phenylmethyl)amino]- 151 C9H13NO 000104-63-2 72
3 Phenethylamine, N-benzyl-p-chloro- 245 C15H16CIN 013622-43-0 72
4 1,2-Ethanediamine, N,N'-bis(phen... 240 C16H20N2 000140-28-3 64
5 N-Isobutyl(phenyl)methanesulfona... 227 C11H17N02S 144615-94-1 59
Abundance Scan 606 (6.751 min): BM041315.D\data.ms (-599) (-) m/z 90.95 100.00%
91.0
w /U/M
120.0 SNSRI £ AWV A WMV AV
39.0 65.0 . 6.40 6.60 6.80 7.00
O bbbt 1928 2206 s 100 00 21.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #10702: Benzene, propyl-
91.0
5000
6.40 6.60 6.80 7.00
120.0 m/z 65.00  11.05%
39.0 6?-0 |
O \\\‘\‘\\\"‘\\“\\“\\\\“‘\\\\‘\‘\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
91.0
6.40 6.60 6.80 7.00
5000 m/z 92.00 10.71%
120.0
65.0
15.0 390 151.0
R B e B T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #129554: Phenethylamine, N-benzyl-p-chloro- ey
91.0 6.40 6.60 6.80 7.00
m/z 78.00 6.57%
120.0
5000
ol 410 %0 | 1640
e e e e e e PR T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80723\
Data File : BM@41315.D

Acqg On : 07 Aug 2023 16:50
Operator : MA/JU

Sample : 03903-17

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 Benzene, 1l-ethyl-2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
6.863 48.31 ng 2350940 1,4-Dichlorobenzene-d4 7.786

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 94
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 91
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 625 (6.863 min): BM041315.D\data.ms (-618) (-) m/z 105.00 100.00%
105.0
5000
650, | 6.60 6.80 7.00 7.20
: (

ol 358w b 2069 281t 7 120.00  30.37%

miz--> 50 100 150 200 250

Abundance #10719: Benzene, 1-ethyl-2-methyl-

105.0
5000
6.60 6.80 7.00 7.20
m/z 91.00 13.98%
0 \‘:\39‘\.0“ \‘7\4*\0 \“ ‘”\‘”\‘ LN B B A
miz--> 50 100 150 200 250
Abundance
105.0
6.60 6.80 7.00 7.20
5000 m/z 77.00 13.81%
39.0
74.0
e
m/iz--> 50 100 150 200 250
Abundance #10721: Benzene, 1-ethyl-4-methyl-
105.0 6.60 6.80 7.00 7.20
m/z 79.00 9.93%
5000
ol Bo oyl JL
m/z--> 50 100 150 200 250 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80723\
Data File : BM@41315.D

Acqg On : 07 Aug 2023 16:50
Operator : MA/JU

Sample : 03903-17

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 Benzene, 1l-ethyl-4-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
7.163 19.77 ng 962037 1,4-Dichlorobenzene-d4 7.786

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 94
2 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 93
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 91
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 676 (7.163 min): BM041315.D\data.ms (-669) (-) m/z 105.00 100.00%
105.0 h n
5000
39.0 77‘ 0 | 6.80 7.00 7.20 7.40
Ol e A 2988 7 120,00 30.74%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000
6.80 7.00 7.20 7.40
m/z 76.95 14.21%
39.0 77.0
0 \\\‘\‘H\“‘H“V\“‘\‘H\““H‘{\“i‘\\‘\“‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
105.0
6.80 7.00 7.20 7.40
5000 m/z 91.00 13.66%
79.0
39.0
0l et e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0 6.80 7.00 7.20 7.40
m/z 78.95 11.37%
5000 J\/b\
77.0
39.0
0 ‘1‘5"?“”“‘mhu‘um““‘H‘mh‘m\mH_m_m_m‘m‘ jk
m/z--> 20 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80723\
BM041315.D

: 07 Aug 2023 16:50
: MA/JU
: 03903-17

: 14  Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number

9 Mesitylene

Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
7.428 53.87 ng 2621180 1,4-Dichlorobenzene-d4 7.786
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 97
3 Benzene, 1,2,4-trimethyl- 120 CO9H12 000095-63-6 91
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 90
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 90
Abundance Scan 721 (7.428 min): BM041315.D\data.ms (-709) (-) m/z 104.95 100.00%
105.0 n
5000
39.0 4L 7.20 7.40 7.60 7.80
(
O b ALl 1820 2804 ;179.10  41.59%
miz-> 50 100 150 200 250
Abundance #10692: Mesitylene
105.0
5000
7.20 7.40 7.60 7.80
m/z 77.00 13.65%
51.0
O\\\‘\ i‘”“\”\‘”\ \‘ ‘H\H‘\‘\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250
Abundance
105.0
7.20 7.40 7.60 7.80
5000 m/z 91.00 11.82%
0 390 74.0
e —— — ——
miz--> 50 100 150 200 250
Abundance #10716: Benzene, 1,2,4-trimethyl-
105.0 7.20 7.40 7.60 7.80
m/z 119.00  11.35%
5000
39.0 J\
ol b b pBSOLAh
m/z--> 50 100 150 200 250 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80723\
Data File : BM@41315.D

Acqg On : 07 Aug 2023 16:50

Operator : MA/JU

Sample : 03903-17

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 10 Benzene, 1,2,3-trimethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
7.892 12.02 ng 585127 1,4-Dichlorobenzene-d4 7.786
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-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 90
Abundance Scan 800 (7.892 min): BM041315.D\data.ms (-794) (-) m/z 105.00 100.00%
105.0
5000
39.0 q 7.60 7.80 8.00 8.20
oL A fA0 ] I L340 2080 280% .. 179 00  38.84%
miz-> 50 100 150 200 250
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0
5000
7.60 7.80 8.00 8.20
m/z 77.00 13.44%
39.0
O T T \ ‘\‘ “ ‘7 L\p \‘ ‘H\ “‘\‘ T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance
105.0
7.60 7.80 8.00 8.20
5000 m/z 90.95 11.19%
51.0
ob - A - e e
miz--> 50 100 150 200 250
Abundance #10705: Benzene, 1,2,4-trimethyl-
105.0 7.60 7.80 8.00 8.20
m/z 118.95 9.11%
5000
‘ 650 ‘
m/z--> 50 100 150 200 250 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80723\
Data File : BM@41315.D

Acqg On : 07 Aug 2023 16:50
Operator : MA/JU

Sample : 03903-17

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 1Indane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
8.151 4.77 ng 232337 1,4-Dichlorobenzene-d4 7.786

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 93
2 Deltacyclene 118 C9H10 007785-10-6 76
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 72
4 1,3-Methanopentalene, 1,2,3,5-te... 118 C9H10 128600-88-4 64
5 (Z)-1-Phenylpropene 118 C9H1e0 000766-90-5 64
Abundance Scan 844 (8.151 min): BM041315.D\data.ms (-838) (-) m/z 117.00 100.00%
117.0
5000
91.0 \‘\\\\‘\\\\‘\\\\‘\\\\’\
39.0 63.0 ‘ 7.80 8.00 8.20 8.40
bl M 20800 7 118,00 49.98%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10181: Indane
117.0
5000 LI L B L L N BN B
7.80 8.00 8.20 8.40
m/z 115.00 34.18%
390 630 910
O\1\5\.(‘)\\\\“-\\H\\““\‘.\\\“\\“\\“\\\!“\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117.0
7.80 8.00 8.20 8.40
5000 m/z 90.95 17.20%
390 91.0
65.0
0l b e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10198: Benzene, cyclopropyl-
117.0 7.80 8.00 8.20 8.40
m/z 63.00 9.22%
5000 91.0
39.0 650
0“w“H\H¢uN‘HM‘H‘ﬂ“ AR R R
m/z--> 20 40 60 80 100 120 140 160 180 200 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80723\
Data File : BM@41315.D

Acqg On : 07 Aug 2023 16:50
Operator : MA/JU

Sample : 03903-17

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 12 Benzene, 1-methyl-2-propyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
8.328 5.82 ng 283400 1,4-Dichlorobenzene-d4 7.786

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-2-propyl- 134 C1oH14 001074-17-5 91
2 Benzene, 1-methyl-3-propyl- 134 C1oH14 001074-43-7 91
3 Benzene, 1-methyl-4-propyl- 134 C1eH14 001074-55-1 91
4 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 91
5 Oxirane, 2-methyl-2-phenyl- 134 CS9H1e0 002085-88-3 86
Abundance Scan 874 (8.328 min): BM041315.D\data.ms (-869) (-) m/z 105.00 100.00%
105.0
5000
134.0 4/\\JNA
AR AREERY
8.00 8.20 8.40 8.60
39.0
o‘H_Hw‘mwuﬁhﬂhﬂhm‘uwuu‘HH_H‘9?3HH,HH_%$93 m/z 134.00  26.19%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #17050: Benzene, 1-methyl-2-propyl-
105.0
5000 \\\‘\\\\‘\\\\‘\\\\/\\\\\’
8.00 8.20 8.40 8.60
134.0 m/z 105.95  14.12%
39.0 Ll
0 H\‘HH’HH’HH‘HH“H\\‘\H\’HH‘HH‘HH‘HH’\H\’HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
105.0

8.00 8.20 8.40 8.60
5000 m/z 77.00 12.81%

134.0
ol 390 740
T P T T T e T T
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance :

#17052: Benzene, 1-methyl-4-propyl- B ARERER SRR
105.0 8.00 8.20 8.40 8.60

m/z 90.95 11.50%

5000
134.0
Ol e e

m/z--> 20 40 60 80 100120140160180200220240260280 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80723\
Data File : BM@41315.D

Acqg On : 07 Aug 2023 16:50
Operator : MA/JU

Sample : 03903-17

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 Benzene, 1,2-diethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
8.422 11.78 ng 573067 1,4-Dichlorobenzene-d4 7.786

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 97
2 Benzene, 1,4-diethyl- 134 C1leH14 000105-05-5 95
3 Benzene, 1-ethyl-3,5-dimethyl- 134 C1eH14 000934-74-7 94
4 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 94
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 94
Abundance Scan 890 (8.422 min): BM041315.D\data.ms (-882) (-) m/z 119.00 100.00%
119.0
5000 91.0
39.0 630 ‘ | 8.00 8.20 8.40 8.60 8.80
O bbbl A L2070 s 65,00 66.45%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17032: Benzene, 1,2-diethyl-
119.0
5000
910 8.00 8.20 8.40 8.60 8.80
' m/z 91.00  49.49%
39.0 650
0 ?—\5\.‘0\‘\‘\ \“‘\ \“i‘\“‘\‘u\m‘ T \‘1‘\““\\‘1“"\H‘\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
119.0
8.00 8.20 8.40 8.60 8.80
5000 m/z 134.05 47 .00%
91.0
41.0 65.0
L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17082: Benzene, 1-ethyl-3,5-dimethyl- e
119.0 8.00 8.20 8.40 8.60 8.80
m/z 77.00 17.70%
5000
91.0
L0
O et e e e e A R e e
m/z--> 20 40 60 80 100 120 140 160 180 200 8.00 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80723\
Data File : BM@41315.D

Acqg On : 07 Aug 2023 16:50

Operator : MA/JU

Sample : 03903-17

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 14 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
8.733 3.86 ng 187805 1,4-Dichlorobenzene-d4 7.786
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 95
2 Benzene, 1-methyl-3-(1-methyleth... 134 C1@H14 000535-77-3 94
3 o-Cymene 134 C10H14 000527-84-4 94
4 p-Cymene 134 C10H14 000099-87-6 94
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 94
Abundance Scan 943 (8.733 min): BM041315.D\data.ms (-936) (-) m/z 118.95 100.00%
119.0
5000
91.0
390 650, B 206.8 8.40 8.60 8.80 9.00
T Lt e R BRTL NS | S TR R R TR s A m/z 134.05  29.78%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #17089: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000 \\‘\\\\‘\\\\’\\\\‘\\\\‘/\
8.40 8.60 8.80 9.00
910 m/z 91.00 21.14%
150 B0 680 T
0 \‘\\\‘\‘\\\\‘\\\‘\‘w‘\\\H‘\\\\‘w‘\\}“\\\“\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance
119.0
8.40 8.60 8.80 9.00
5000 m/z 105.00 13.77%
91.0
0 15.0 41.0 65.0
T T T T e e e
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #16996: 0-Cymene R e A RmE S
119.0 8.40 8.60 8.80 9.00
m/z 120.00 9.90%
5000
91.0
15.0 390 650 | ‘ j\
m/z--> 0 20 40 60 80 100 120 140 160 180 200 8.40 8.60 8.80 9.00

8270-BM@72823.M Tue Aug 08 04:49:36 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80723\
Data File : BM@41315.D

Acqg On : 07 Aug 2023 16:50

Operator : MA/JU

Sample : 03903-17

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 15 Benzene, 1l-ethyl-2,3-dimethyl- Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
8.886 6.47 ng 314922 1,4-Dichlorobenzene-d4 7.786
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 94
2 o-Cymene 134 C10H14 000527-84-4 94
3 Benzene, 4-ethyl-1,2-dimethyl- 134 C1eH14 000934-80-5 94
4 p-Cymene 134 C1eH14 000099-87-6 93
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C1oH14 002870-04-4 93
Abundance Scan 969 (8.886 min): BM041315.D\data.ms (-961) (-) m/z 118.95 100.00%
119.0
5000
91.0
390 650 ‘ | 1350 8.60 8.80 9.00 9.20
0 ‘“‘“"W“Mu‘H“‘M“uv‘pw“hw“wu}““ m/z 134.05 29.14%
m/z--> 20 60 80 100 120 140
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl-
119.0
5000 \\\‘\\\\‘\\\\‘\\\\‘/\\\\\
8.60 8.80 9.00 9.20
91.0 m/z 90.95  23.06%
39.0 65.0 ‘
0 \1\5\.(‘)\‘\ T \“‘\ \“i‘\ “i‘\ T \‘H‘ T T "H“\ \H" T \1\?.?\ T
miz--> 20 40 60 80 100 120 140
Abundance
119.0
8.60 8.80 9.00 9.20
5000 m/z 117.00 19.29%
91.0
. 41.0 65.0 135.0
e T o LA
m/iz--> 20 60 80 100 120 140 /k
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl- “W“AA“H“‘H“‘H
119.0 8.60 8.80 9.00 9.20
m/z 115.00 12.16%
5000
91.0
39.0 65.0 J
R R~
m/z--> 20 40 60 80 100 120 140 8.60 8.80 9.00 9.20

8270-BM@72823.M Tue Aug 08 04:49:37 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80723\
Data File : BM@41315.D

Acqg On : 07 Aug 2023 16:50
Operator : MA/JU

Sample : 03903-17

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 16 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.380 8.65 ng 546891 Naphthalene-d8 10.592
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 83
3 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 72
4 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 64
5 3,3-Dimethylbutane-2-o0l 102 C6H140 000464-07-3 52
Abundance Scan 1223 (10.380 min): BM041315.D\data.ms (-1216) (- | m/z 57.10 100.00%
57.1
5000 /\
— =
| ‘ 87"0 o1 10.00 10.50
0 "w"‘Jp!uMWUHM‘H}MH‘_m:_m_mﬁ??;‘? m/z 45.00  99.85%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #38400: Ethanol, 2-(2-butoxyethoxy)-
45.0
5000 = ~—
10.00 10.50
75.0 m/Z 41.00 40.07%
100.0
O T \]-\9“.\0‘! ‘\ \““\‘\ T H\ \m‘\ ‘ \“\‘\ T }‘\ L ‘J\-\3\2\.c‘)\ T \]\-6‘\3-\0\ T ‘ TTTT
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57.0
== — =
10.00 10.50
5000 m/z 75.00 22.67%
29.0
87.0
0 107.0 1320 4630
e T e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #38409: Ethanol, 2-[2-(2-methylpropoxy)ethoxy]- — =
45.0 10.00 10.50
m/z 56.00 16.30%
5000
89.0
o120 | leo0 | moonme . [
m/z--> 20 40 60 80 100 120 140 160 180 10.00 10.50

8270-BM@72823.M Tue Aug 08 04:49:38 2023 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80723\
Data File : BM@41315.D

Acqg On : 07 Aug 2023 16:50
Operator : MA/JU

Sample : 03903-17

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 n-Hexadecanoic acid Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
18.115 5.41 ng 625708  Phenanthrene-di10 17.215
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 81
5 Octadecanoic acid 284 C18H3602 000057-11-4 70

Abundance Scan 2538 (18.115 min): BM041315.D\data.ms (-2533) (- | m/z 73.00 100.00%

73.0
5000
129.0
213.1 — —
m | 171.0 ‘ 256.1 18.00 18.50
ol 3BRAL LAyl Ll L 3810 s 59095 79.87%
mize> 50 100 150 200 250 300 350
Abundance #143508: n-Hexadecanoic acid

43

0 256.0
5000 — —
129.0 18.00 18.50
3.0 213.0 m/z 43.00  75.89%
‘ 171.0 ‘ ‘
0 - ‘1‘“‘\‘”} - T ‘\ \‘ \‘\”“ — LA e e e
50

N

miz--> 100 150 200 250 300 350
Abundance
73.0
= —
18.00 18.50
5000 129.0 m/Z 41.00 62.66%
299 171.0
214.0
oMbl ) Ly L
m/z--> 50 100 150 200 250 300 350
Abundance #109281: Tetradecanoic acid : : —
73.0 18.00 18.50
m/z 55.00 62.33%
5000
129.0
29. 185.0 228.0
0 . ““ {ML‘H} “ i \‘\u“ “\‘ \‘ ; “\‘ L B ; ‘ ; ; ‘ ;
m/z--> 50 100 150 200 250 300 350 18.00 18.50

8270-BM@72823.M Tue Aug 08 04:49:38 2023 Page: 17



Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integrat

Library Search

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80723\
BM041315.D

: 07 Aug 2023 16:50
: MA/JU
: 03903-17

: 14  Sample Multiplier: 1

Compound Report

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
ion 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 unknownl8.868

Concentration Rank 7

R.T. EstConc Area Relative to ISTD
18.868 21.83 ng 2526370  Phenanthrene-d10
Hit# of 5 Tentative ID MW MolForm

-(2-Butoxyethoxy)ethyl 2-methyl... 246 C13H2604

cetaldeh

yde hexyl isobutyl acetal 202 C12H2602

12
2 A
3 2-(2-Butoxyethoxy)ethyl pentanoate 246 C13H2604
4 2
53

1000366-96-6 22
1000430-99-4 14
1000367-00-4 12

-(2-(2-Butoxyethoxy)ethoxy)ethy... 290 C15H3005 1000366-97-3 12
-Ethyl-4-oxohexanoic acid, ethy... 186 C10H1803 061454-96-4 12
Abundance Scan 2666 (18.868 min): BM041315.D\data.ms (-2660) (- | m/z 57.05 100.00%
57.0
5000 128.9 173.0 A\
— =
‘ H‘ 18.50 19.00
0 “‘thﬂww‘kw‘mn‘w‘u (L0 2809 385 ;m/z 128.95  43.34%
miz--> 50 100 150 200 250 300 350
Abundance #130494: 2-(2-Butoxyethoxy)ethyl 2-methylbutanoate
57.0
5000 — ——
129.0 1850 19.00
m/z 55.00 41.75%
OL\S\Q‘\ ‘\H‘M\ \‘h‘\ “‘\ “““\ —t | ]\-7\4\0\ T \24\.6’9\ LA B
miz--> 50 100 150 200 250 300 350
Abundance
57.0
— =
18.50 19.00
5000 1010 m/Z 173 . 09 41 .4900
15.0 187.0
oA e b
m/z--> 50 100 150 200 250 300 350
Abundance #130490: 2-(2-Butoxyethoxy)ethyl pentanoate — P
57.0 18.50 19.00
m/z 111.00 39.13%
5000 129.0 A\
01‘5-9“ N — ——
m/z--> 50 100 150 200 250 300 350 18.50 19.00

8270-BM072823.

M Tue Aug 08 04:49:42 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80723\
Data File : BM@41315.D

Acqg On : 07 Aug 2023 16:50
Operator : MA/JU

Sample : 03903-17

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 Octadecanoic acid Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
19.398 3.79 ng 439743  Chrysene-d12 21.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 87
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 62
5 n-Decanoic acid 172 C10H2002 000334-48-5 58
Abundance Scan 2756 (19.397 min): BM041315.D\data.ms (-2752) (- | m/z 73.00 100.00%
5000 1290 LA
185.0 241.2 — e
‘ ‘ 284.1 19.00 19.50
ol3! bbb 388 s 43,00 86.00%
miz--> 50 100 150 200 250 300
Abundance #179089: Octadecanoic acid
73.0
5000 — —
129.0 19.00 19.50
m/z 59.95 80.26%
29. 1850 5410 284.0
0 \H”‘L M\M \‘ T T \‘ \“\ “ T \“‘ T \“\ L
miz-> 50 100 150 200 250 300
Abundance
43.0
= —=
19.00 19.50
5000 m/z 57.00 70.20%
k3 0 129.0 242.0
’ 199.0
0 164.0
e e e
m/iz--> 50 100 150 200 250 300
Abundance #109281: Tetradecanoic acid — —
73.0 19.00 19.50
m/z 55.00 69.38%
5000
129.0
29. 185.0 228.0
0 {M‘\‘H} “ T \‘ \u“ “\‘ \‘ — ‘\‘ B B e ‘ . . ‘ .
m/z--> 50 100 150 200 250 300 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80723\
Data File : BM@41315.D

Acqg On : 07 Aug 2023 16:50

Operator : MA/JU

Sample : 03903-17

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

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

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 20 Hexanedioic acid, bis[2-(2-...

Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
22.597 53.20 ng 6177750  Chrysene-d12 21.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanedioic acid, bis[2-(2-butox... 434 C22H4208 000141-17-3 93
2 Succinic acid, di(2-butoxyethyl)... 318 C16H3006 1010325-84-7 12
3 di(Butoxyethyl)adipate 346 C18H3406 000141-18-4 12
4 1-Methyl-3-pyrrolidinol 101 C5H11NO 013220-33-2 10
5 Pentanoic acid, 4,4-dimethyl-3-o... 158 C8H1403 055107-14-7 10

Abundance Scan 3300 (22.597 min): BM041315.D\data.ms (-3294) (- | m/z 57.05 100.00%
57.0
5000
155.0
l 217.1 — —
22.50 23.00
317.1 .
0.|.thhnlﬂ..1l\\40214609549. m/z 101.05  38.13%
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #319633: Hexanedioic acid, bis[2-(2-butoxyethoxy)ethyl]
57.0
5000 — :
22.50 23.00
186.0217.0 m/z 155.00  35.52%
NI
O \\‘\‘\"\‘\”\“\‘“\\\J\J\‘h\‘\\\‘J\\\\‘\\\\‘\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0
— —
22.50 23.00
5000 m/z 45.00 35.12%
128.0
201.0
0 319.0
T T T T T T T e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #255341: di(Butoxyethyl)adipate — —
57.0 22.50 23.00
m/z 99.00 33.06%
173.0
5000
0 L b1 790 s | —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.50 23.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80723\
Data File : BM@41315.D

Acqg On : 07 Aug 2023 16:50
Operator : MA/JU

Sample : 03903-17

Misc

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@72823.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, 1,3-di... 5.416 121.6 ng 59193606 1 7.786 973225 20.0
Benzene, (1-met... 6.257 5.4 ng 262128 1 7.786 973225 20.0
Benzene, propyl- 6.751 13.6 ng 663585 1 7.786 973225 20.0
Benzene, 1-ethy... 6.863 48.3 ng 2350940 1 7.786 973225 20.0
Benzene, 1-ethy... 7.163 19.8 ng 962037 1 7.786 973225 20.0
Mesitylene 7.428 53.9 ng 2621180 1 7.786 973225 20.0
Benzene, 1,2,3-... 7.892 12.0 ng 585127 1 7.786 973225 20.0
Indane 8.151 4.8 ng 232337 1 7.786 973225 20.0
Benzene, 1-meth... 8.328 5.8 ng 283400 1 7.786 973225 20.0
Benzene, 1,2-di... 8.422 11.8 ng 5730667 1 7.786 973225 20.0
Benzene, 2-ethy... 8.733 3.9 ng 187805 1 7.786 973225 20.0
Benzene, 1-ethy... 8.886 6.5 ng 314922 1 7.786 973225 20.0
Ethanol, 2-(2-b... 10.380 8.7 ng 546891 2 10.592 1264850 20.0
n-Hexadecanoic ... 18.115 5.4 ng 625708 4 17.215 2314280 20.0
unknown18.868 18.868 21.8 ng 2526370 4 17.215 2314280 20.0
Octadecanoic acid  19.398 3.8 ng 439743 5 21.421 2322450 20.0
Hexanedioic aci... 22.597 53.2 ng 6177750 5 21.421 2322450 20.0
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