LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070124\
Data File : BF138405.D

Acqg On : 01 Jul 2024 16:05

Operator : CG\JU

Sample : P3119-05

Misc : MW2-20240627

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-BF062824.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF138405.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.204 11 20 24 rVB 7261280 11289174 100.00% 16.694%
2 2.304 32 37 48 rVB6 73947 193121 1.71% 0.286%
3 2.581 77 84 93 rVB4 54442 146048 1.29% 0.216%
4 A.646 428 435 440 rBV2 112985 150256 1.33% 0.222%
5 5.098 508 512 518 rVB 355760 406999 3.61% 0.602%
6 5.363 553 557 561 rVB 2072336 1789985 15.86% 2.647%
7 5.487 571 578 579 rBV 2995302 3858256 34.18% 5.705%
8 5.504 579 581 584 rVB 3582553 2839935 25.16% 4.200%
9 5.722 615 618 621 rBvV 157381 137532 1.22% 0.203%
10 6.045 669 673 676 rBv2 248823 262222  2.32% 0.388%
11 6.334 719 722 725 rVB 262984 202208 1.79% 0.299%
12 6.398 729 733 735 rVWVW 326486 273808 2.43% 0.405%
13  6.428 735 738 742 rVB 790211 624138 5.53% 0.923%
14 6.475 742 746 748 rBV 821141 692847 6.14% 1.025%
15 6.510 748 752 755 rVV 2354691 2215339 19.62% 3.276%
16 6.557 757 760 764 rVB 1115062 868716 7.70%  1.285%
17 6.698 780 784 787 rVB 2542187 2114695 18.73% 3.127%
18 6.875 810 814 816 rBV 1360883 1194115 10.58% 1.766%
19 6.928 820 823 827 rVV 1360334 1106689 9.80% 1.637%
20 7.051 841 844 847 rVB 2278653 1859547 16.47% 2.750%
21 7.122 852 856 864 rBV2 396000 517529 4.58% 0.765%
22 7.187 864 867 870 rBV 395570 362207 3.21% 0.536%
23 7.263 877 880 885 rBV 276648 280630 2.49% 0.415%
24 7.334 889 892 894 rBV 278848 281060 2.49% 0.416%
25 7.357 894 896 900 rVW 176072 166950 1.48% 0.247%
26 7.410 900 905 906 rVV 1063138 1112575 9.86% 1.645%
27 7.439 906 910 913 rVB2 4048421 4354028 38.57% 6.439%
28 7.551 925 929 933 rVB3 178937 215416 1.91% 0.319%
29 7.639 940 944 946 rBV 654117 496301 4.40% 0.734%
30 7.663 946 948 950 rVW 541985 476638 4.22% ©.705%
31 7.681 950 951 954 rvv2 192925 155342 1.38% 0.230%
32 7.722 954 958 960 rVB2 140356 128748 1.14% 0.190%
33 7.822 973 975 979 rVW 620364 586958 5.20% 0.868%
34 7.857 979 981 983 rVV 214455 193788 1.72% 0.287%
35 7.892 983 987 990 rVV 1196674 1271815 11.27% 1.881%
36 7.945 993 996 998 rVW 159675 205397 1.82% 0.304%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070124\
Data File : BF138405.D

Acqg On : 01 Jul 2024 16:05

Operator : CG\JU

Sample : P3119-05

Misc : MW2-20240627

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-BF062824.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 7.969 998 1000 1002 rVV 135376 128268 1.14% 0.190%
38 8.151 1023 1031 1033 rVV 1675641 2027795 17.96%  2.999%
39 8.175 1033 1035 1038 rVvV 2161291 1728905 15.31% 2.557%
40 8.228 1041 1044 1048 rVB2 145368 184625 1.64% 0.273%
41  8.428 1074 1078 1082 rVB3 227181 237450 2.10% 0.351%
42 8.533 1093 1096 1099 rVB 219743 185478 1.64% 0.274%
43  8.586 1099 1105 1108 rBV 435683 513263 4.55% 0.759%
44  8.781 1135 1138 1142 rVB2 110933 117948 1.04% 0.174%
45  8.863 1149 1152 1155 rBV 611086 445790 3.95% 0.659%
46 8.963 1165 1169 1172 rBV 509503 427122 3.78% 0.632%
47  9.098 1189 1192 1195 rBV 494213 479303 4.25% 0.709%
48 9.145 1198 1200 1204 rVB2 104896 123666 1.10% 0.183%
49 9.233 1209 1215 1218 rVB 6008061 6140741 54.39% 9.081%
50 9.728 1294 1299 1302 rBV 156117 182205 1.61% 0.269%
51 9.904 1326 1329 1333 rVB 1792394 1590413 14.09%  2.352%
52 10.698 1459 1464 1467 rBV 3243834 3027507 26.82% 4.477%
53 11.392 1578 1582 1585 rBV 1451221 1201249 10.64% 1.776%
54 11.916 1667 1671 1675 rBV 310035 293375 2.60% 0.434%
55 12.657 1794 1797 1800 rVB 158386 125653 1.11% 0.186%
56 12.698 1801 1804 1811 rVV 113398 120463 1.07% 0.178%
57 12.974 1847 1851 1855 rBV 3835181 3664508 32.46% 5.419%
58 14.027 2026 2030 2033 rVB 900919 833402 7.38% 1.232%
59 15.492 2274 2279 2288 rVB 671679 814309 7.21% 1.204%

Sum of corrected areas: 67624450
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070124\
Data File : BF138405.D

Acqg On : 01 Jul 2024 16:05

Operator : CG\JU

Sample : P3119-05

Misc : MW2-20240627

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062824.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF138405.D\data.ms
7000000{2.204

6000000

5000000
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2000000
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Abundance TIC: BF138405.D\data.ms
7000000

9.233
6000000

5000000
4000000 12.974

10.698
3000000

2000000

100000017

0

T T T T T T :
10.00 10.50 11.00 11.50 12.00 12.50 13.00

Time-->
Abundance TIC: BF138405.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070124\
Data File : BF138405.D

Acqg On : 01 Jul 2024 16:05

Operator : CG\JU

Sample : P3119-05

Misc : MW2-20240627

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062824.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.204 189.08 ng 11289200 1,4-Dichlorobenzene-d4 6.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 43
3 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40

4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 38
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23

Abundance  Scan 20 (2.204 min): BF138405.D\data.ms (-11) (-) m/z 73.10 100.00%

3.1
5000 43.0
87.1
T
‘ ‘ Lgl ‘ 2.20 2.40 2.60
Obre e i L2002 sz 43,05 48.64%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 LA L L L L I
2.20 2.40 2.60
43.0 o
‘ 87.0 m/z 55.05 34.83%
29.0
O H\‘\H\‘\H\“HH[‘HH‘\\\\9‘\0\\\“\}H‘\H\‘H\\‘H\\‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9527: 3-Pentanol, 2,4-dimethyl-
73.0
T
2.20 2.40 2.60
5000 ITI/Z 87.10 27.21%
55.0
27.0 41|
o140 [ | 98.0 1150
““““““
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #15768: 2,2,4-Trimethyl-3-pentanol 7
73.0 2.20 2.40 2.60
m/z 41.05 16.19%
87.0
41.0 55.0
5000
Joase BN
““““““ T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070124\
Data File : BF138405.D

Acqg On : 01 Jul 2024 16:05

Operator : CG\JU

Sample : P3119-05

Misc : MW2-20240627

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062824.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
5.098 6.82 ng 406999 1,4-Dichlorobenzene-d4 6.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 38
3 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 28
4 3-Hexanol, 4-ethyl- 130 C8H180 019780-44-0 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
Abundance Scan 512 (5.098 min): BF138405.D\data.ms (-508) (-) m/z 43.10 100.00%
43.1
5000 591
| 650 101.1 4.80 5.00 5.20 5.40
Olrrprerrprrrr bbbl e e M/Z 59,16 51.01%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 LA L L R B LA AL
4.80 5.00 5.20 5.40
101.0 m/z 58.05 14.97%
31.0 83.0
O\\‘\\\\‘\\\‘\“‘\\\\“H\\\‘\\‘}‘\‘\\\\‘\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9479: 2-Hexanol, 2-methyl-
59.0
4.80 5.00 5.20 5.40
5000 m/z 101.10 14.31%
410 101.0
ob 250 28 Ll o 80 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9310: Acetic acid, 1,1-dimethylethyl ester A Ra e Rmmma ST
43.0 4.80 5.00 5.20 5.40
m/z 41.10 8.80%
5000 57.0
29.0
‘ 101.0
0H‘Hu‘m““uH“MH‘HM‘HH‘m"“H“HH“HHWH‘ R R B S R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070124\
Data File : BF138405.D

Acqg On : 01 Jul 2024 16:05

Operator : CG\JU

Sample : P3119-05

Misc : MW2-20240627

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062824.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-methylethyl)- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
6.045 4.39 ng 262222 1,4-Dichlorobenzene-d4 6.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 95
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
3 2,3-Heptadien-5-yne, 2,4-dimethyl- 120 C9H12 041898-89-9 72
4 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 72
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 72
Abundance Scan 673 (6.045 min): BF138405.D\data.ms (-669) (-) m/z 105.10 100.00%
105.1
5000
\\\\‘\\\\‘\\\\‘\\\\’\\\j
51‘ 0 | ‘ Je1 5.80 6.00 6.20 6.40
Obrrr bbbl e 2B m/z 120010 28.15%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10706: Benzene, (1-methylethyl)-
105.0
5000 R ABEARE RS RS EEE S e
5.80 6.00 6.20 6.40
m/z 77.05 17.14%
51.0 ‘
O]\-ﬁ‘()\‘\\\“‘\\“}\"\‘H\H’\\H‘U\H“HH‘HH‘HH‘HH’HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10710: Benzene, 1,2,3-trimethyl-
105.0
5.80 6.00 6.20 6.40
5000 m/z 51.05 13.09%
39.0
2 Y —
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10745: 2,3-Heptadien-5-yne, 2,4-dimethyl-
105.0 580600620640
m/z 79.05 13.05%
5000
65.0
0 et ey
m/z--> 20 40 60 80 100120140160180200220240260280 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070124\
Data File : BF138405.D

Acqg On : 01 Jul 2024 16:05

Operator : CG\JU

Sample : P3119-05

Misc MW2-20240627

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062824.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, propyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
6.334 3.39 ng 202208 1,4-Dichlorobenzene-d4 6.875

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 78
3 N-Isobutyl(phenyl)methanesulfona... 227 C11H17N0O2S 144615-94-1 64
4 1-(Benzylamino)propan-2-ol 165 C1OH15NO 1000486-84-7 50
5 Benzaldehyde, 4-(phenylmethoxy)- 212 C14H1202 004397-53-9 47

Abundance Scan 722 (6.334 min): BF138405.D\data.ms (-719) (-) m/z 91.05 100.00%

91.0

-

5000
120.1 R R RARARREELEEI
391 ' 6.00 6.20 6.40 6.60
Ok 2079 28LD s 120,05 22.99%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10702: Benzene, propyl-
91.0
5000
6.00 6.20 6.40 6.60
120.0 m/z 65.10  11.01%
39.0 ‘ ‘
0 ‘\‘\H“‘H“H“HH“‘H‘H‘\‘\H‘\\H‘\H\‘HH‘HH‘HH‘HH‘HH‘\\H‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #88777: N-Benzyl-2-phenethylamine
91.0 120.0
6.00 6.20 6.40 6.60
5000 m/z 92.10 9.47%
ol BLO/ | 1650 2090
e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #107660: N-Isobutyl(phenyl)methanesulfonamide

91.0 6.00 6.20 6.40 6.60
m/z 39.10 6.60%

5000
120.0

-

410 | | 1630
O Hprrer e e L RRARARRAIRLLESES

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_F\Data\BF070124\
Data File : BF138405.D

Acqg On : 01 Jul 2024 16:05

Operator : CG\JU

Sample : P3119-05

Misc MW2-20240627

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062824.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 6 Benzene, 1l-ethyl-2-methyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
6.398 4.59 ng 273808 1,4-Dichlorobenzene-d4 6.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 94
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 94
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 91
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
5 Mesitylene 120 CS9H12 000108-67-8 91
Abundance Scan 733 (6.398 min): BF138405.D\data.ms (-729) (-) m/z 105.10 100.00%
105.1
5000
SN0 | .
39 1 6.00 6.20 6.40 6.60 6.80
ol b AL 1470 2070 2810 3270 i 129.10  32.48%
miz-> 50 100 150 200 250 300
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000

6.00 6.20 6.40 6.60 6.80
m/z 77.05 12.78%

39.0
O“““\\“H“\““ \\‘Hh"HH‘HH’HH“H
miz--> 50 100 150 200 250 300
Abundance #10723: Benzene, 1-ethyl-3-methyl-
105.0
6.00 6.20 6.40 6.60 6.80
5000 ITI/Z 91.05 12.05%
39.0
0 “‘ “\ i\uu‘\\“d‘ “\‘\“m‘\ —
miz--> 50 100 150 200 250 300 M
Abundance #10728: Benzene, 1-ethyl-4-methyl-
105.0 6.00 6.20 6.40 6.60 6.80
m/z 79.05 9.43%
5000
39.0
0“‘\“\‘\\‘“‘“\‘M‘\‘"““““"““““ _J /W& JCQ
m/z--> 50 100 150 200 250 300 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070124\
Data File : BF138405.D

Acqg On : 01 Jul 2024 16:05

Operator : CG\JU

Sample : P3119-05

Misc MW2-20240627

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062824.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-4-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
6.428 10.45 ng 624138 1,4-Dichlorobenzene-d4 6.875

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-4-methyl- 120 C9H12 000622-96-8 94
3 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 738 (6.428 min): BF138405.D\data.ms (-735) (-) m/z 105.10 100.00%
105.1
5000
120.1
30.1 63 771 910 6.20 6.40 6.60 6.80

o‘wHH_‘H_m‘wmme_H‘s“mu“hH_‘elww‘mw m/z 120.10  30.08%

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

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

105.0
5000
120.0 6.20 6.40 6.60 6.80
m/z 91.05 11.38%
77.0 91.0
0 \\‘]\_\5\.(\)‘H\‘\‘\\3\\9‘.\()\\\“\\\\6‘:\)"\.‘(\)\‘H\m‘HH“M\\‘\Ml\‘\\‘\‘\“‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0
6.20 6.40 6.60 6.80
5000 m/z 77.10 11.01%
790 120.0
39.0 65.0 ‘
O | R S Y A
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10694: Mesitylene
105.0 6.20 6.40 6.60 6.80
m/z 79.10 9.74%
120.0
5000
77.0
39.0 91.0
o280
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070124\
Data File : BF138405.D

Acqg On : 01 Jul 2024 16:05

Operator : CG\JU

Sample : P3119-05

Misc MW2-20240627

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062824.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, 1,2,3-trimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
6.698 35.42 ng 2114700 1,4-Dichlorobenzene-d4 6.875

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 90
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 90
Abundance Scan 784 (6.698 min): BF138405.D\data.ms (-780) (-) m/z 105.05 100.00%
105.1
5000 120.1 M
39.0 63 770 911 6.40 6.60 6.80 7.00
0 H_m‘HH‘w“um,“w”w‘u(m_‘“1‘_Hw‘m‘_‘e“wuu“mw m/z 120.05  43.55%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
120.0
5000
6.40 6.60 6.80 7.00
m/z 77.05 12.83%
7.
39‘.0 63.0 MO 91‘.0 |
OH‘\H.\‘H\\‘\H\“HH"“\‘\H‘\‘\‘H‘\H}‘\H\‘HH‘\MH‘H‘\‘\“H\\‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10692: Mesitylene
105.0
6.40 6.60 6.80 7.00
5000 120.0 m/z 119.10  11.97%
77.0
51.0 91.0
0H“‘H"2“7(?‘”‘“”‘“,‘\u‘1“““”“”‘1“‘H‘“MWHW““““HHW
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10718: Benzene, 1,2,4-trimethyl-
105.0 6.40 6.60 6.80 7.00
m/z 91.10 10.50%
120.0
5000
51.0 77.0 91.0
O 200 e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.40 6.60 6.80 7.00

8270-BF062824.M Tue Jul 02 12:28:45 2024 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070124\
Data File : BF138405.D

Acqg On : 01 Jul 2024 16:05

Operator : CG\JU

Sample : P3119-05

Misc : MW2-20240627

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062824.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 9 Mesitylene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
6.928 18.54 ng 1106690 1,4-Dichlorobenzene-d4 6.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 95
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94

4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 87
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 87

Abundance Scan 823 (6.928 min): BF138405.D\data.ms (-820) (-) m/z 105.10 100.00%

105.1

3

5000 120.1
39.0 57"1 77.0 911 6.60 6.80 7.00 7.20
O v rreprrrrrerebee it et Mo bl m/z 120,10 41.75%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10692: Mesitylene
105.0
5000 1200
6.60 6.80 7.00 7.20
m/z 57.10 15.33%
7.0 910
O \\‘\\\\’\2\\7\.‘0\\\\"\\\\i“\‘\\}“\‘\‘\\‘\\\‘U‘\\\\“\\\\‘\‘}1\‘\\‘\‘\“‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0
6.60 6.80 7.00 7.20
m/z 77.05 12.60%
5000 1200 /
39.0 77.0 91.0
0 “‘1“5(‘0,”“\‘HH‘,MH‘{‘\‘Hﬁ;“"‘o‘_H1“””“‘M‘M‘W‘m‘“uu_u
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10718: Benzene, 1,2,4-trimethyl-
105.0 6.60 6.80 7.00 7.20
m/z 39.05 10.20%
120.0
5000
s10 770 910
PR 7 U PR ) O N B .10 | Y VN W,
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.60 6.80 7.00 7.20

8270-BF062824.M Tue Jul 02 12:28:47 2024 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070124\

Data File : BF138405.D

Acqg On : 01 Jul 2024 16:05

Operator : CG\JU

Sample : P3119-05

Misc MW2-20240627

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062824.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 Indane Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
7.051 31.15 ng 1859550 1,4-Dichlorobenzene-d4 6.875
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 93
2 Deltacyclene 118 C9H1e 007785-10-6 74
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 58
4 Benzene, l-ethenyl-2-methyl- 118 C9H10 000611-15-4 53
5 Benzene, 1-propenyl- 118 C9H1e 000637-50-3 53

Abundance Scan 844 (7.051 min): BF138405.D\data.ms (-841) (-)
1

11

V.

63.0
15.0 390

91.0 L
O\H‘\‘\\\“\\H\\““\‘H\“‘H“H“‘\H [N LA I R B A

5000
391 630 91"1 Lm 6.80 7.00 7.20 7.40
0‘H‘Hm‘i““‘m‘“““‘m‘H‘H“‘m 2228 m/z 118,10 54.60%
miz--> 20 40 60 80 100 120 140 160 180
Abundance #10181: Indane
117.0
5000 L B I L I LN B

m/z--> 20 40 60 80 100 120 140 160 180

51.

27.0 Ty

91.0

Abundance #10184: Deltacyclene
117.0
6.80 7.00 7.20 7.40
5000 ITI/Z 91.10 16.13%
39.0 910
65.0 ‘
0“‘_“HLJMMM‘H”‘M“Lulqu“_“W“‘W“u
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10195: Benzene, cyclopropyl-
117.0 6.80 7.00 7.20 7.40
m/z 39.10 13.04%
5000

m/z 117.10 100.00%

-

6.80 7.00 7.20 7.40

m/z 115.10  32.46%

=

.

TP I A

m/z--> 20 40 60 80 100 120 140 160 180

6.80 7.00 7.20 7.40

8270-BF062824.M Tue Jul 02 12:28:49 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070124\
Data File : BF138405.D

Acqg On : 01 Jul 2024 16:05

Operator : CG\JU

Sample : P3119-05

Misc MW2-20240627

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062824.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 Benzene, 1,3-diethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
7.122 8.67 ng 517529 1,4-Dichlorobenzene-d4 6.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 95
2 Benzene, 1,2-diethyl- 134 C1leH14 000135-01-3 94
3 Benzene, 1,4-diethyl- 134 CleH14 000105-05-5 93

4 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 87
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 72

Abundance Scan 856 (7.122 min): BF138405.D\data.ms (-852) (-) m/z 119.05 100.00%

119.1
5000 ﬂ
39.1 77"0‘ ‘ ) 6.80 7.00 7.20 7.40
ol g ML 2810 7 165.05  98.04%
miz-> 50 100 150 200 250
Abundance #17033: Benzene, 1,3-diethyl-
119.0
5000 H‘HH‘H/\\A\‘\A\H‘HH‘
6.80 7.00 7.20 7.40
27.0 770 m/z 134.05 46.13%
0 \“‘\ “\‘ }‘H ‘\‘M\ ‘H\ ‘\“ ‘M\H‘ \‘\ I L — T
miz-> 50 100 150 200 250
Abundance #17032: Benzene, 1,2-diethyl-
119.0
6.80 7.00 7.20 7.40
5000 m/z 91.10 27.08%
39.0 77.0
ol ‘\\‘ it ‘\H‘\M )
miz--> 50 100 150 200 250
Abundance #17027: Benzene, 1,4-diethyl-
119.0 6.80 7.00 7.20 7.40
m/z 115.10 18.41%
5000
410 770
Y A I R —
m/z--> 50 100 150 200 250 6.80 7.00 7.20 7.40

8270-BF062824.M Tue Jul 02 12:28:53 2024 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070124\
Data File : BF138405.D

Acqg On : 01 Jul 2024 16:05

Operator : CG\JU

Sample : P3119-05

Misc MW2-20240627

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062824.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 12 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
7.186 6.07 ng 362207 1,4-Dichlorobenzene-d4 6.875
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 94
2 Benzene, 1,2,3,4-tetramethyl- 134 C1oH14 000488-23-3 94
3 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 93
4 o-Cymene 134 C1eH14 000527-84-4 93
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 91
Abundance Scan 867 (7.186 min): BF138405.D\data.ms (-864) (-) m/z 119.05 100.00%
119.1
5000
91.0
39.1 65.0 ‘ 6.80 7.00 7.20 7.40 7.60
O ot b L1980 ) 165 05 48.57%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17073: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000 ‘\\\\‘\\/\\/\\j\"\\j\\\\‘\\\\‘\\
6.80 7.00 7.20 7.40 7.60
m/z 134.05 40.51%
O 150 39\\0\ 650\\ ‘ ‘ \\‘ il
\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0
6.80 7.00 7.20 7.40 7.60
5000 m/z 91.05 29.53%
91.0
150 390 650 |
oY e TP RS A | Y —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17031: Benzene, 1,4-diethyl-
119.0 6.80 7.00 7.20 7.40 7.60
m/z 77.05 13.74%
5000
91.0
0,820 Ll
) S O TR Y S
m/z--> 20 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40 7.60

8270-BF062824.M Tue Jul 02 12:28:54 2024 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070124\
Data File : BF138405.D

Acqg On : 01 Jul 2024 16:05

Operator : CG\JU

Sample : P3119-05

Misc : MW2-20240627

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062824.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-methyl-2-propyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
7.263 4.70 ng 280630 1,4-Dichlorobenzene-d4 6.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-2-propyl- 134 C1oH14 001074-17-5 94
2 Benzene, 1-methyl-4-propyl- 134 C1oH14 001074-55-1 94
3 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 91
4 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 91
5 Benzene, 1-methyl-3-propyl- 134 C1oH14 001074-43-7 90
Abundance Scan 880 (7.263 min): BF138405.D\data.ms (-877) (-) m/z 105.05 100.00%
105.1
5000
134.1
39.1 77.0 7.00 7.20 7.40 7.60
Ol et e L1928 0934 05 23.16%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17056: Benzene, 1-methyl-2-propyl-
105.0
5000
7.00 7.20 7.40 7.60
134.0 m/z 77.05 11.81%
270 519 77.0
OHH‘\‘\‘H“\\‘\‘.\“\‘H\M‘Hh\“i‘\\\“\H‘\‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17052: Benzene, 1-methyl-4-propyl-
105.0
7.00 7.20 7.40 7.60
5000 ITI/Z 106.10 9.30%
134.0
77.0
obrr 20 0 b e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17039: Benzene, (1-methylpropyl)-
105.0 7.00 7.20 7.40 7.60
m/z 79.10 9.11%
5000
270 134.0
0 27.0 5]\"0 H ‘ \‘
i B e e e T
m/z--> 20 40 60 80 100 120 140 160 180 7.00 7.20 7.40 7.60

8270-BF062824.M Tue Jul 02 12:28:55 2024 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070124\
Data File : BF138405.D

Acqg On : 01 Jul 2024 16:05

Operator : CG\JU

Sample : P3119-05

Misc : MW2-20240627

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062824.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 14 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
7.334 4.71 ng 281060 1,4-Dichlorobenzene-d4 6.875
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 96
2 o-Cymene 134 C10H14 000527-84-4 95
3 Benzene, 1-methyl-3-(1-methyleth... 134 Cl1leH14 000535-77-3 95
4 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 95
5 p-Cymene 134 C1oH14 000099-87-6 94
Abundance Scan 892 (7.334 min): BF138405.D\data.ms (-889) (-) m/z 119.05 100.00%
119.1
5000
91.1
39.1 ‘ | 7.00 7.20 7.40 7.60
Oyl 20T 2670 s 134,00 29.78%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
5000
7.00 7.20 7.40 7.60
91.0 m/z 91.10  19.12%
51.0 ‘
O]rﬁl’ow‘u\"‘u“\‘\“i‘\H‘H‘\\‘M“H“H‘MH\‘\’HH‘\H\‘HH‘HH‘HH‘HH’HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #16998: o-Cymene
119.0
7.00 7.20 7.40 7.60
5000 m/z 105.10 14.28%
91.0
41.0 ‘ I
Ol bt e M e
m/z--> 20 40 60 80 100120140160180200220240260 ﬂA K
Abundance #17103: Benzene, 1-methyl-3-(1-methylethyl)- “““Aﬁ“‘fr‘u““w
119.0 7.00 7.20 7.40 7.60
m/z 120.05 10.42%
5000
91.0
a0
O bttt e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260 7.00 7.20 7.40 7.60

8270-BF062824.M Tue Jul 02 12:28:57 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070124\
Data File : BF138405.D

Acqg On : 01 Jul 2024 16:05

Operator : CG\JU

Sample : P3119-05

Misc MW2-20240627

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062824.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 15 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
7.639 4.89 ng 496301 Naphthalene-d8 8.151
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 97
2 Benzene, 1,2,3,5-tetramethyl- 134 C1leH14 000527-53-7 95
3 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 95
4 o-Cymene 134 C1eH14 000527-84-4 94
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C1oH14 002870-04-4 94
Abundance Scan 944 (7.639 min): BF138405.D\data.ms (-940) (-) m/z 119.10 100.00%
119.1
5000 ﬂ
391 651 91"1 7.40 7.60 7.80 8.00
O bbb b BAL0 20817 134 00 45.55%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17061: Benzene, 1,2,4,5-tetramethyl-
119.0
5000
7.40 7.60 7.80 8.00
m/z 91.10 16.11%
39.0 65.0 0
0 \1\5\.‘0\‘\\\"‘\ \‘\‘\“\“‘\H‘”‘H‘H‘WH‘M\H“\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17062: Benzene, 1,2,3,5-tetramethyl-
119.0
P A e
7.40 7.60 7.80 8.00
5000 m/z 120.05 9.84%
39.0 65.0 91.0
0 m_‘u“,‘H“:M“:‘uH‘”‘H‘H‘wm‘;‘l‘H“wmwm‘mwm
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17064: Benzene, 1,2,3,4-tetramethyl-
119.0 7.40 7.60 7.80 8.00
m/z 133.00 9.16%
5000
410 91.0
0280, T O e
m/z--> 20 40 60 80 100 120 140 160 180 200 7.40 7.60 7.80 8.00

8270-BF062824.M Tue Jul 02 12:28:58 2024 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070124\

Data File : BF138405.D

Acqg On : 01 Jul 2024 16:05

Operator : CG\JU

Sample : P3119-05

Misc . MW2-20240627

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062824.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 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
7.663 4.70 ng 476638 Naphthalene-d8 8.151
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C1oH14 000095-93-2 97
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 97
3 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 95
4 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 94
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 91
Abundance Scan 948 (7.663 min): BF138405.D\data.ms (-946) (-) m/z 119.10 100.00%
119.1
5000 n
39.0 7.40 7.60 7.80 8.00
obbpt b bl 2001 2811 41807 134,05 43.36%
miz--> 50 100 150 200 250 300 350 400
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
5000
7.40 7.60 7.80 8.00
m/z 91.10 16.59%
39.0
0 \\‘\‘\"“\“\L‘\\‘H\H \“\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0
A e
7.40 7.60 7.80 8.00
5000 m/z 120.10 10.12%
39.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #17066: Benzene, 1,2,3,5-tetramethyl-
119.0 7.40 7.60 7.80 8.00
m/z 39.05 8.00%
5000
41.0 ‘
T N e — A
m/z--> 50 100 150 200 250 300 350 400 7.40 7.60 7.80 8.00

8270-BF062824.M Tue Jul 02 12:29:00 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070124\
Data File : BF138405.D

Acqg On : 01 Jul 2024 16:05

Operator : CG\JU

Sample : P3119-05

Misc MW2-20240627

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062824.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 1H-Indene, 2,3-dihydro-4-me... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
7.822 5.79 ng 586958 Naphthalene-d8 8.151

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 95
2 Indan, 1-methyl- 132 C10H12 000767-58-8 93
3 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 92

4 Benzene, l-ethenyl-4-ethyl- 132 C10H12 003454-07-7 81
5 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000767-99-7 78

Abundance Scan 975 (7.822 min): BF138405.D\data.ms (-973) (-) m/z 117.10 100.00%

117.1
5000 J\K
Raaan e e
51.1 91‘-1 7.40 7.60 7.80 8.00 8.20
Ol b M gBALL 2070y 137 05 39.36%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl-
117.0

7.40 7.60 7.80 8.00 8.20
m/z 115.10 25.28%

39‘.0‘ 65.0 9]‘..0 ‘
‘ Ly ‘\H L ‘ ull

[ e
m/z--> Zb 4’0 6‘0 8b 160 12‘0 1210 1(‘50 1éO 260
Abundance #16104: Indan, 1-methyl-
117.0
7.40 7.60 7.80 8.00 8.20
5000 ITI/Z 131.05 19.93%
39.0 65.0 91“0 ‘
0‘\“““!“““\h‘““\““\‘“H\“”‘“‘\““\““\““\““
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0 7.40 7.60 7.80 8.00 8.20

m/z 91.10 13.87%

5000
390 g5 910 ‘
0 | ‘ \‘u - ‘ Ll

m/z--> 20 40 60 80 100 120 140 160 180 200 7.40 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070124\

Data File : BF138405.D

Acqg On : 01 Jul 2024 16:05

Operator : CG\JU

Sample : P3119-05

Misc MW2-20240627

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062824.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 18 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
7.892 12.54 ng 1271820  Naphthalene-d8 8.151

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 91
2 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000768-00-3 76
3 Benzene, 2-butenyl- 132 C1eH12 001560-06-1 76
4 1-Methyl-2-phenylcyclopropane 132 C10H12 003145-76-4 70
5 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 70

Abundance Scan 987 (7.892 min): BF138405.D\data.ms (-983) (-) m/z 117.10 100.00%
117.1
5000 dk
 EEEERRNEESaE R
51.1 7.60 7.80 8.00 8.20
ol bl bl gl 1620 2081 3410 po 919 90 49.77%
miz--> 50 100 150 200 300
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000
7.60 7.80 8.00 8.20
51.0 m/z 132.00 38.45%
01\5.9\ ‘L‘ }L“\““\h“h\ ‘\‘ “M\ T L R B B B L
miz--> 50 100 150 200 300
Abundance #16172: Benzene, (1-methyl-1-propenyl)-, (E)-
117.0 jh
SURISURPLV] oY S AV
7.60 7.80 8.00 8.20
5000 ITI/Z 115.05 34.27%
51.0 ‘ ‘
T T —
mfz--> 50 100 150 200 300
Abundance #16120: Benzene, 2-butenyl-
117.0 7.60 7.80 8.00 8.20
m/z 91.10 21.70%
5000
39.0 7&4
ol bl AUl M
m/z--> 50 100 150 200 300 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070124\
Data File : BF138405.D

Acqg On : 01 Jul 2024 16:05

Operator : CG\JU

Sample : P3119-05

Misc : MW2-20240627

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062824.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 Butanoic acid, 2-methylprop... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
9.098 6.03 ng 479303  Acenaphthene-d10 9.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, 2-methylpropyl ester 144 C8H1602 000539-90-2 53
2 4,5-Octanedione 142 C8H1402 005455-24-3 43
3 Propanoic acid, 2-methyl-, 2-met... 144 C8H1602 000097-85-8 42
4 Diethylmalonic acid, monochlorid... 262 C12H19C104 1000370-65-0 38
5 3-Hexanone, 2,5-dimethyl-4-nitro- 173 C8H15N03 059906-54-6 38

Abundance Scan 1192 (9.098 min): BF138405.D\data.ms (-1189) (-) m/z 43.10 100.00%

43.1
. WM
83.1 \\\‘\\\\‘\\\\‘\\\\‘\\\\
h ‘ ‘ 145.1 8.80 9.00 9.20 9.40
b Ll “‘ pe 3880 3210 nyz 71.10 90.43%
miz--> 50 100 150 200 250 300
Abundance #24221: Butanoic acid, 2-methylpropyl ester
71.0
5000 LI R R R B R R
8.80 9.00 9.20 9.40
m/z 56.05 36.90%
27.0 ‘
0 L H\ ‘ “1 L T “\ ‘1]\-‘4\'()\ T ‘ L ‘ L ‘ L ‘ LI
miz--> 50 100 150 200 250 300
Abundance #22612: 4,5-Octanedione
71.0
EREEEE e s N AR
8.80 9.00 9.20 9.40
5000 m/z 83.10 25.40%
21.0 142.0
ol
m/iz--> 50 100 150 200 250 300
Abundance #24295: Propanoic acid, 2-methyl-, 2-methylpropyl ester AR
71.0 8.80 9.00 9.20 9.40
m/z 55.10  25.16%
5000
29.0
m/z--> 50 100 150 200 250 300 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070124\

Data File : BF138405.D

Acqg On : 01 Jul 2024 16:05

Operator : CG\JU

Sample : P3119-05

Misc MW2-20240627

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062824.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 n-Hexadecanoic acid Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
11.916 4.88 ng 293375  Phenanthrene-di10 11.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 86
4 Tridecanoic acid 214 C13H2602 000638-53-9 76
5 Nonanoic acid 158 C9H1802 000112-05-0 53

Abundance Scan 1671 (11.916 min): BF138405.D\data.ms (-1667) (- m/z 43.10 100.00%
43.1
73.0
5000
——
‘ 12.00
I m/z 73.05 85.73%
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #143511: n-Hexadecanoic acid
73.0
43.0 129.0 256.0
5000 j i
213.0 1500
‘ 15701350 m/z 60.05 84.07%
O
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #126199: Pentadecanoic acid
43.0 73.0
—=
12.00
5000 129.0 m/z 41.10 78.51%
199.0
o s ) = L
oWW Al ‘w‘:_w A O R W
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #109279: Tetradecanoic acid ——
73.0 12.00
43.0 m/z 57.10 75.00%
5000 129.0
185.0
228.0
A e
01§9M“JﬂﬂﬂmWuﬂhwumhmHJWHWHHM‘HMHWHHM“ —
m/z--> 20 40 60 80 100120140160180200220240260 12.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070124\
Data File : BF138405.D

Acqg On : 01 Jul 2024 16:05

Operator : CG\JU

Sample : P3119-05

Misc : MW2-20240627

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062824.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Butane, 2-metho... 2.204 189.1 ng 11289200 1 6.875 1194120 20.0
2-Pentanone, 4-... 5.098 6.8 ng 406999 1 6.875 1194120 20.0
Benzene, (1-met... 6.045 4.4 ng 262222 1 6.875 1194120 20.0
Benzene, propyl- 6.334 3.4 ng 202208 1 6.875 1194120 20.0
Benzene, 1-ethy... 6.398 4.6 ng 273808 1 6.875 1194120 20.0
Benzene, 1l-ethy... 6.428 10.4 ng 624138 1 6.875 1194120 20.0
Benzene, 1,2,3-... 6.698 35.4 ng 2114700 1 6.875 1194120 20.0
Mesitylene 6.928 18.5 ng 1106699 1  6.875 1194120 20.0
Indane 7.051 31.1 ng 1859550 1  6.875 1194120 20.0
Benzene, 1,3-di... 7.122 8.7 ng 517529 1 6.875 1194120 20.0
Benzene, 2-ethy... 7.186 6.1 ng 362207 1 6.875 1194120 20.0
Benzene, 1-meth... 7.263 4.7 ng 280630 1 6.875 1194120 20.0
Benzene, 4-ethy... 7.334 4.7 ng 281060 1 6.875 1194120 20.0
Benzene, 1,2,4,... 7.639 4.9 ng 496301 2  8.151 2027800 20.0
Benzene, 1,2,3,... 7.663 4.7 ng 476638 2 8.151 2027800 20.0
1H-Indene, 2,3-... 7.822 5.8 ng 586958 2 8.151 2027800 20.0
Benzene, 2-ethe... 7.892 12.5 ng 1271820 2 8.151 2027800 20.0
Butanoic acid, 9.098 6.0 ng 479303 3 9.904 1590410 20.0
n-Hexadecanoic ... 11.916 4.9 ng 293375 4 11.392 1201250 20.0
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