LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@33123\
Data File : BM@39263.D

Acqg On : 31 Mar 2023 21:13
Operator : CG/JU

Sample : 02109-03

Misc :

ALS Vvial : 11 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-BM032923.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@39263.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.063 127 132 141 rVB 832131 1061588 6.95% 1.155%
2 5.004 285 292 301 rBV 869031 1187530 7.77% 1.292%
3 5.475 365 372 388 rBV 2303699 3203152 20.97% 3.485%
4 7.081 638 645 659 rVB 1355511 2095253 13.71% 2.279%
5 7.557 715 726 733 rBV 133201 221514  1.45% 0.241%
6 7.916 779 787 794 rBV 786407 1270521 8.32% 1.382%
7 8.028 801 806 818 rVB 695411 1107131 7.25% 1.204%
8 8.287 843 850 860 rVB 263134 422200 2.76%  ©0.459%
9 8.404 865 870 875 rBvV 149300 220326 1.44% 0.240%
106 8.463 875 880 885 rBV 358623 514936 3.37% 0.560%
11 8.557 889 896 901 rVV 733238 1144713 7.49%  1.245%
12 8.722 916 924 932 rVB 229853 370875 2.43% 0.403%
13  8.869 941 949 954 rBV 562410 866250 5.67%  0.942%
14 8.922 954 958 965 rVV 539087 786714 5.15% 0.856%
15 9.022 968 975 980 rBV 1095564 1673517 10.95% 1.821%
16 9.086 980 986 1001 rVB 2613785 4384577 28.70% 4.770%
17 9.357 1025 1032 1038 rBV 374038 576861 3.78% 0.628%
18 9.545 1058 1064 1069 rBV 828093 1269122 8.31% 1.381%
19 9.610 1069 1075 1081 rVB 1371546 2077495 13.60% 2.260%
20 9.969 1132 1136 1146 rVB 246333 419774 2.75% 0.457%

21 10.122 1156 1162 1169 rVB2 905721 1535917 10.05%
22 10.186 1169 1173 1181 rVB2 111082 182070 1.19%
23 10.422 1207 1213 1220 rVB 103489 168345 1.10%
24 10.504 1220 1227 1238 rBV 448074 801065 5.24%
25 10.728 1254 1265 1269 rBV 1018008 1787656 11.70%

P OOOR
=
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w
B

26 10.775 1269 1273 1281 rVB 1311234 2304608 15.08%
27 10.939 1293 1301 1309 rBV 108333 177263 1.16%
28 12.386 1535 1547 1555 rBv2 178284 397789 2.60%
29 13.186 1676 1683 1702 rBV 6188507 8947874 58.57%
30 14.563 1910 1917 1926 rBV 1431830 2065106 13.52%

N OUOON
»
w
w
R

31 16.051 2162 2170 2187 rBV 4694002 6748434 44.17%
32 17.309 2378 2384 2390 rBV 1692932 2316098 15.16%
33 18.204 2531 2536 2545 rBV 323294 560597 3.67%
34 18.856 2642 2647 2657 rBV 1618934 1838767 12.04%
35 18.939 2657 2661 2675 rVV 107319 212278  1.39%
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=
]
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36 19.121 2687 2692 2699 rVB 620257 787243 5.15% ©.856%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@33123\
Data File : BM@39263.D

Acqg On : 31 Mar 2023 21:13
Operator : CG/JU

Sample : 02109-03

Misc

ALS Vvial : 11 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-BM032923.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 19.374 2730 2735 2743 rBV 2229436 2665191 17.44%  2.900%
38 19.480 2749 2753 2765 rBV3 258038 505410 3.31% ©.550%
39 19.621 2772 2777 2782 rBV 10266485 11331136 74.17% 12.327%
40 19.709 2788 2792 2804 rVB 189091 328093 2.15% ©.357%

41 19.933 2825 2830 2846 rVB 12629955 15278253 100.00% 16.622%
42 20.521 2927 2930 2934 rBV 137100 154488 1.01% ©0.168%
43 21.197 3041 3045 3052 rBV2 225926 342635 2.24% ©.373%
44 21.492 3090 3095 3104 rBV 2092944 2634200 17.24%  2.866%
45 23,903 3499 3505 3516 rVB2 1504789 2973488 19.46%  3.235%

Sum of corrected areas: 91918053
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@33123\
Data File : BM@39263.D

Acqg On : 31 Mar 2023 21:13
Operator : CG/JU

Sample : 02109-03

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM039263.D\data.ms
1.2e+07

1le+07
8000000
6000000

4000000

5.475 9.086

2000000 7.0

. P78
| e | e P

Time--> 350 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 800 850 900 9.50 1000 1050 11.00 11.50
Abundance TIC: BM039263.D\data.ms

1.2e+07

19.933

19.621
1le+07

8000000

13.186
6000000

16.051
4000000

2000000 14.563 17.309 18.856
12.386 A J\ 18.204 1A 839 10amr09| 20521

Qrem o | e | e e e e L e T T T
Time-> 1200 1250 13.00 1350 1400 1450 1500 1550 16.00 1650 17.00 17.50 1800 1850 19.00 1950 20.00 20.50

Abundance TIC: BM039263.D\data.ms
1.2e+07

r'ﬁ

1le+07

8000000

6000000

4000000

21.492 23.903

2000000

21.197

0 T ’ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ L ‘ L
Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 24.50 25.00 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@33123\
Data File : BM@39263.D

Acqg On : 31 Mar 2023 21:13
Operator : CG/JU

Sample : 02109-03

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.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 5
R.T. EstConc Area Relative to ISTD R.T.
5.004 18.69 ng 1187530 1,4-Dichlorobenzene-d4 7.916

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 1,3-Dioxolane-2-methanol, 2,4-di... 132 C6H1203 053951-43-2 28
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
4 4-Hydroxy-3-hexanone 116 C6H1202 004984-85-4 23
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
Abundance Scan 292 (5.004 min): BM039263.D\data.ms (-285) (-) m/z 43.00 100.00%
5000
101.0 R RRRRRE AR ae R R
3.0 4.60 4.80 5.00 5.20 5.40
Ol et P28 24T 1909 2211/, 59,00 58.30%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 | LR BB B R

4.60 4.80 5.00 5.20 5.40
m/z 101.00 21.12%

‘ 101.0
O\\\\‘\“\H\\"H\\\\‘\\\\‘\\\\"‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #16417: 1,3-Dioxolane-2-methanol, 2,4-dimethyl-
43.0
e e
4.60 4.80 5.00 5.20 5.40
5000 ITI z 57.95 15.20%
101.0
18.0 ‘
o PO dm0 a0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester BERRRRREsIEssaEusELS ‘ ‘
59.0 4.60 4.80 5.00 5.20 5.40

m/z 41.00 8.71%

5000
i \ 126.0

O e e e T T T
miz--> 20 40 60 80 100 120 140 160 180 200 220 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@33123\
Data File : BM@39263.D

Acqg On : 31 Mar 2023 21:13
Operator : CG/JU

Sample : 02109-03

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.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 Mesitylene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
8.028 17.43 ng 1107136 1,4-Dichlorobenzene-d4 7.916

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 94
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 87
Abundance Scan 806 (8.028 min): BM039263.D\data.ms (-801) (-) m/z 105.00 100.00%
105.0
5000
51.0 7.80 8.00 8.20 8.40
(
0L, I A 1350 1928 2804 n/; 120.05  40.99%
miz-> 50 100 150 200 250
Abundance #10692: Mesitylene
105.0

A

5000 AR aEp N
7.80 8.00 8.20 8.40

m/z 76.95 12.97%

51.0

O T T T ‘\ “H H\ H T ‘H\ \‘ “‘ T H‘\‘ T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0 /\

7.80 8.00 8.20 8.40

5000 ITI/Z 91.00 10.47%
39.0
.. Y —
miz--> 50 100 150 200 250
Abundance #10705: Benzene, 1,2,4-trimethyl- TR TR T T
105.0 7.80 8.00 8.20 8.40
m/z 119.05 9.22%
5000
‘ 65.0 ‘
ol ‘» i —
m/z--> 50 100 150 200 250 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@33123\
Data File : BM@39263.D

Acqg On : 31 Mar 2023 21:13
Operator : CG/JU

Sample : 02109-03

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.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 Indane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
8.287 6.65 ng 422200 1,4-Dichlorobenzene-d4 7.916

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H10 000496-11-7 93
2 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H1e 1000191-13-7 80
3 Deltacyclene 118 C9H10 007785-10-6 72
4 Benzene, cyclopropyl- 118 C9H10 000873-49-4 64
5 Benzeneethanol, .beta.-ethenyl- 148 C10H120 006052-63-7 59

Abundance Scan 850 (8.287 min): BM039263.D\data.ms (-843) (-) m/z 117.00 100.00%

117.0
5000 /\\
AARERERREEL
390 63.0 91"0 8.00 8.20 8.40 8.60
bt bl M 1929 n/z 118,08 55.16%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10181: Indane
117.0
5000 L L L L L LA LR
8.00 8.20 8.40 8.60
m/z 115.00 32.49%
300 630 10
0 -\1\5\.(‘)\‘\H“-HH\\““\‘.\H“‘H“H“‘\H (BN B L B I A
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance  #10214: Tetracyclo[3.3.1.0(2,8).0(4,6)]-non-2-ene
117.0

8.00 8.20 8.40 8.60

5000 91.0 ITI/Z 90.95 15.73%
39.0 65.0 L
0 \u‘\‘\u“‘u“h““‘\‘\HH‘\H\“\H e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10184: Deltacyclene
117.0 8.00 8.20 8.40 8.60

5000

m/z 63.00 8.53%
91.0
65.0

L e Al

m/z--> 20 40 60 80 100 120 140 160 180 200 8.00 8.20 8.40 8.60

39.0
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@33123\
Data File : BM@39263.D

Acqg On : 31 Mar 2023 21:13
Operator : CG/JU

Sample : 02109-03

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 5 Benzene, 1-methyl-3-propyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
8.463 8.11 ng 514936 1,4-Dichlorobenzene-d4 7.916

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 94
3 Benzene, 1-methyl-4-propyl- 134 C1eH14 001074-55-1 91
4 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 87
5 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 80
Abundance Scan 880 (8.463 min): BM039263.D\data.ms (-875) (-) m/z 105.00 100.00%
105.0
5000
134.1 \\\‘\\\\‘\\\\’\\\\‘\\\\
39.0 77.0 8.20 8.40 8.60 8.80
R N T 193.0 p
ottt e e m/z 134.05 24.63%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17053: Benzene, 1-methyl-3-propyl-
105.0
5000 L L R B B BN R

8.20 8.40 8.60 8.80
134.0 m/z 106.00  13.56%

39.0 77.0 ‘

O\\\‘\‘\\\“‘\\‘\\‘\\\\““\\H\‘\\\‘\“‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17050: Benzene, 1-methyl-2-propyl- Jk
105.0 N

8.20 8.40 8.60 8.80

5000 m/z 77.00 11.79%
134.0
77.0 ‘
080 R et e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17055: Benzene, 1-methyl-4-propyl- AENEEREERESESESL
105.0 8.20 8.40 8.60 8.80

m/z 91.00 10.10%

5000
134.0
39.0 77.0 ‘
0 T NN TR N A

m/z--> 20 40 60 80 100 120 140 160 180 200 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@33123\
Data File : BM@39263.D

Acqg On : 31 Mar 2023 21:13
Operator : CG/JU

Sample : 02109-03

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.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, 1,3-diethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
8.557 18.02 ng 11447160 1,4-Dichlorobenzene-d4 7.916

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 92
2 Benzene, 1,4-diethyl- 134 C1leH14 000105-05-5 91
3 Benzene, 1,2-diethyl- 134 CleH14 000135-01-3 91
4 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 91
5 Benzene, 1-ethyl-3,5-dimethyl- 134 C1oH14 000934-74-7 91
Abundance Scan 896 (8.557 min): BM039263.D\data.ms (-889) (-) m/z 119.00 100.00%
119.0
5000
91.0
R REm e A
39.0 65.0 ‘ 8.20 8.40 8.60 8.80
bt W 2470 2069 s 104,95 57.23%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17030: Benzene, 1,3-diethyl-
105.0
134.0
5000 \‘\\\\‘\\\\’\\\\‘/\\/\\T‘]\
8.20 8.40 8.60 8.80
m/z 134.05 44.87%
27.0 51.0 " ‘
0 \\‘\‘\‘M\ \“‘\‘\‘\‘\“\‘H\H‘ T \‘1‘\“‘“\\‘“l\H“\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17027: Benzene, 1,4-diethyl-
119.0
8.20 8.40 8.60 8.80
5000 m/z 91.00 36.15%
91.0
41.0
- i Y Y
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17032: Benzene, 1,2-diethyl-
119.0 8.20 8.40 8.60 8.80
m/z 76.95 15.37%
5000
91.0
39.0 65.0
m/z--> 20 40 60 80 100 120 140 160 180 200 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@33123\
Data File : BM@39263.D

Acqg On : 31 Mar 2023 21:13
Operator : CG/JU

Sample : 02109-03

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.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-4-propyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
8.722 5.84 ng 370875 1,4-Dichlorobenzene-d4 7.916

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-propyl- 134 C1oH14 001074-55-1 95
2 Benzene, 1-methyl-2-propyl- 134 C1oH14 001074-17-5 94
3 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 91
4 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 87
5 Oxirane, 2-methyl-2-phenyl- 134 CS9H1e0 002085-88-3 86
Abundance Scan 924 (8.722 min): BM039263.D\data.ms (-916) (-) m/z 105.00 100.00%
105.0
5000
134.1
39.0 77.0 8.40 8.60 8.80 9.00
Obrrrrrrprrmmirere i Ol m/z 134,05 22.02%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17052: Benzene, 1-methyl-4-propyl-
105.0
5000
8.40 8.60 8.80 9.00
134.0 m/z 76.95 10.48%
77.0
OH‘H\\‘%Z\'RH\“H?:‘IT\.?\‘\‘\‘H‘\Hm‘HH“i\H‘\M!\‘H‘\‘\‘HH‘H‘H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17050: Benzene, 1-methyl-2-propyl-
105.0
R RN RSy
8.40 8.60 8.80 9.00
5000 m/z 106.00 9.50%
134.0
77.0
0 15'0 Il 39‘"0 Il 62'0 H Il n ‘ L L
P T e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17039: Benzene, (1-methylpropyl)- R R ARREARAREE S S
105.0 8.40 8.60 8.80 9.00
m/z 90.95 8.72%
5000
770 134.0
0 27.0 517'0 H ‘ | ‘
e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 8.40 8.60 8.80 9.00
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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@33123\

BM039263.D

: 31 Mar 2023 21:13
: CG/IU
: 02109-03

: 11 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM032923.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

8 Benzene, 2-ethyl-1,4-dimethyl-

Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
8.869 13.64 ng 866250 1,4-Dichlorobenzene-d4 7.916
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 97
2 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 96
3 o-Cymene 134 C1leH14 000527-84-4 95
4 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 95
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 93
Abundance Scan 949 (8.869 min): BM039263.D\data.ms (-941) (-) m/z 119.00 100.00%
119.0
5000
390 77.0 ‘ 8.60 8.80 9.00 9.20
ol gl 2210 2670 p; 934,05 32.11%
miz--> 50 100 150 200 250
Abundance #17086: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000
8.60 8.80 9.00 9.20
m/z 90.95 19.67%
39.0 77.0
0 \‘\‘\ ‘\“i‘“\m\‘”\ \‘ ‘h“\ml \”\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
8.60 8.80 9.00 9.20
5000 m/z 105.00 14.74%
77.0
00 101
m/iz--> 50 100 150 200 250
Abundance #16998: 0-Cymene
119.0 8.60 8.80 9.00 9.20
m/z 76.95 10.59%
5000
41.0 77.0 |
e — e
m/z--> 50 100 150 200 250 8.60 8.80 9.00 9.20

8270-BM@32923.M Mon Apr 03 08:36:36 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@33123\
Data File : BM@39263.D

Acqg On : 31 Mar 2023 21:13
Operator : CG/JU

Sample : 02109-03

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.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 Benzene, 1-methyl-3-(1-meth... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
8.922 12.38 ng 786714  1,4-Dichlorobenzene-d4 7.916

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 95
2 o-Cymene 134 C10H14 000527-84-4 95
3 Benzene, 2-ethyl-1,3-dimethyl- 134 C1leH14 002870-04-4 94
4 p-Cymene 134 CleH14 000099-87-6 94
5 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 94
Abundance Scan 958 (8.922 min): BM039263.D\data.ms (-954) (-) m/z 119.00 100.00%
119.0 m
5000
30.0 77.0‘ ‘ 8.60 8.80 9.00 9.20
ol b b b4 2069 28100 y/; 134,05 26.93%
miz--> 0 50 100 150 200 250
Abundance #17105: Benzene, 1-methyl-3-(1-methylethyl)-
119.0
5000
8.60 8.80 9.00 9.20
m/z 91.00 15.82%
41.0 77.0 ‘
0 [ ‘\‘ ““\“\‘”\ \”‘m\“‘ iy L B s B
miz--> 0 50 100 150 200 250
Abundance #16998: o-Cymene
119.0
8.60 8.80 9.00 9.20
5000 m/z 120.00 9.51%
410 77.0
ol b A 4
m/iz--> 0 50 100 150 200 250 /\
Abundance #17070: Benzene, 2-ethyl-1,3-dimethyl- AREEEEEE
119.0 8.60 8.80 9.00 9.20
m/z 77.00 8.92%
5000
39.0 77.0
2N N —— A V1 UL L 0 7 WV
m/z--> 0 50 100 150 200 250 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@33123\
Data File : BM@39263.D

Acqg On : 31 Mar 2023 21:13
Operator : CG/JU

Sample : 02109-03

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.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 10 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
9.022 26.34 ng 1673520 1,4-Dichlorobenzene-d4 7.916
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 96
2 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 96
3 o-Cymene 134 C1eH14 000527-84-4 95
4 p-Cymene 134 C1eH14 000099-87-6 95
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 95
Abundance Scan 975 (9.022 min): BM039263.D\data.ms (-968) (-) m/z 118.95 100.00%
119.0 ﬂ
5000
91.0
390 65.0 ‘ 8.60 8.80 9.00 9.20 9.40
O bbby b b M 2980 myz 134,05 29.55%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000
8.60 8.80 9.00 9.20 9.40
91.0 m/z 90.95 18.89%
39.0 65.0 ‘ ‘
0 \1\5\.(‘)\‘\H“‘H“”\“w\ T i‘H‘ T \‘1‘\“”“\\‘M\H‘\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
8.60 8.80 9.00 9.20 9.40
5000 m/z 120.00 10.09%
91.0
39.0 65.0 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 /\
Abundance #16997: 0-Cymene ““W“H“/\“‘H,“
119.0 8.60 8.80 9.00 9.20 9.40
m/z 116.95 10.03%
5000
91.0
41.0 65.0 ‘
0 \H‘\‘\ku‘\\”‘H‘\\\‘”‘\m“}m‘;w\m‘\m‘\m‘\m‘uu
m/z--> 20 40 60 80 100 120 140 160 180 200 8.60 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@33123\
Data File : BM@39263.D

Acqg On : 31 Mar 2023 21:13
Operator : CG/JU

Sample : 02109-03

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.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 o-Cymene Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
9.357 6.45 ng 576861 Naphthalene-d8 10.728

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 96
2 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 96
3 o-Cymene 134 C1leH14 000527-84-4 95
4 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 95
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 94
Abundance Scan 1032 (9.357 min): BM039263.D\data.ms (-1025) (-) m/z 118.95 100.00%
119.0
5000
91.0
39.0 65.0 ‘ 9.00 9.20 9.40 9.60
Olrer ettt bt e 2970 myz 134,05 30.51%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000
9.00 9.20 9.40 9.60
91.0 m/z 91.00 19.63%
39.0 65.0 ‘
0 \1\5\.(‘)\‘\\\“‘\ \“V\“MHi‘H‘\\‘1‘\“”“\\‘MH\‘\ [TT T T[T T[T TrTT
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
9.00 9.20 9.40 9.60
5000 m/z 104.95 11.45%
91.0
39.0 65.0 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16998: 0-Cymene
119.0 9.00 9.20 9.40 9.60
m/z 120.10 9.87%
5000
91.0 (\/\
41.0 65.0 /\
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@33123\
Data File : BM@39263.D

Acqg On : 31 Mar 2023 21:13
Operator : CG/JU

Sample : 02109-03

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.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, 1,2,3,4-tetramethyl- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
9.545 14.20 ng 1269120  Naphthalene-d8 10.728
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 95
2 Benzene, 1,2,3,5-tetramethyl- 134 C1leH14 000527-53-7 95
3 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 95
4 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 95
5 o-Cymene 134 C1oH14 000527-84-4 95
Abundance Scan 1064 (9.545 min): BM039263.D\data.ms (-1058) (-) m/z 119.00 100.00%
119.0
5000
390 770 9.50
ol b b A b 1980 2810 s 134,00 43.80%
miz--> 50 100 150 200 250
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0
5000 - ‘/L\ ‘ \
9.50
m/z 91.00 16.83%
39.0 77.0
O\‘\‘\ ‘\‘ i“‘\m\‘”\ \‘ ‘N\M‘! \h\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250
Abundance #17060: Benzene, 1,2,3,5-tetramethyl-
119.0
9.50
5000 m/z 120.00 9.74%
39.0 710‘
bt b A
miz--> 50 100 150 200 250 /\
Abundance #17061: Benzene, 1,2,4,5-tetramethyl- B e ‘
119.0 9.50
m/z 77.00 8.73%
5000
39.0 77.0
m/z--> 50 100 150 200 250 9.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@33123\
Data File : BM@39263.D

Acqg On : 31 Mar 2023 21:13
Operator : CG/JU

Sample : 02109-03

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.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 13 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
9.610 23.24 ng 2077500  Naphthalene-d8 10.728
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 97
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 96
3 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 95
4 o-Cymene 134 C1eH14 000527-84-4 95
5 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1oH14 000874-41-9 94
Abundance Scan 1075 (9.610 min): BM039263.D\data.ms (-1069) (-) m/z 119.00 100.00%
119.0
5000
940 9.50 10.00
39.0 65.0 . .
O b et b e 298 m/z 134,00 42.40%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 A = ——
9.50 10.00
91.0 m/z 91.00 17.40%
39.0 450
0 }\5\1‘0\‘\\\"‘\ \“i‘\“{“\H““H‘M‘WHN \\\“\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17064: Benzene, 1,2,3,4-tetramethyl-
119.0
9.50 10.00
5000 m/z 120.05 9.68%
0 91.0
o150 00 |
m/z--> 20 40 60 80 100 120 140 160 180 200 ]\
Abundance #17062: Benzene, 1,2,3,5-tetramethyl- R A ‘ y,
119.0 9.50 10.00
m/z 76.95 8.77%
5000
\ 39‘\.0 i 6?.0 L gl‘.o w il
Ottt e e e e P i
m/z--> 20 40 60 80 100 120 140 160 180 200 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@33123\
Data File : BM@39263.D

Acqg On : 31 Mar 2023 21:13

Operator : CG/JU

Sample : 02109-03

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM032923.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 3-Phenylbut-1-ene Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
10.122 17.18 ng 1535920  Naphthalene-d8 10.728
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 80
2 o-Cymene 134 C1eH14 000527-84-4 60
3 Benzene, 1,2,3,5-tetramethyl- 134 C1leH14 000527-53-7 60
4 Benzene, 1-methyl-3-(1-methyleth... 134 CleH14 000535-77-3 60
5 p-Cymene 134 C1oH14 000099-87-6 60

Abundance Scan 1162 (10.122 min): BM039263.D\data.ms (-1156) (- | m/z 119.00 100.00%
119.0
5000
91.0
39.0 65.0 10.00 10.50
Obrerrbd b b L W 2070117 60 69.90%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16106: 3-Phenylbut-1-ene
117.0
5000
1000 1050
91.0 m/z 134.00 40.27%
390 g0 ‘ ”
O\\\‘\‘\\\“\\“\\‘\‘\\\h‘!\‘\\“\‘\\!‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16998: o-Cymene
119.0
1000 1050
5000 m/z 91.00 26.04%
91.0
410 650
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17066: Benzene, 1,2,3,5-tetramethyl-
119.0 1000 10.50
m/z 115.00  25.86%
5000
91.0
i
R e e R R R
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@33123\
Data File : BM@39263.D

Acqg On : 31 Mar 2023 21:13
Operator : CG/JU

Sample : 02109-03

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.504 8.96 ng 801065 Naphthalene-d8 10.728
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 56
4 Methoxyacetic acid, 2-butyl ester 146 C7H1403 070159-90-9 50
5 Butane, 1-(1-methylpropoxy)- 130 C8H180 000999-65-5 50
Abundance Scan 1227 (10.504 min): BM039263.D\data.ms (-1220) (- | m/z 57.05 100.00%
57.0
5000 /\
T 1 \
‘87‘ ° 132.0 10.50
Ol ol 132016201020 2810 . 4500  95.84%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 = :
10.50
270 m/z 41.00 35.09%
0 \H‘\UH‘H‘H “H‘l“\‘\“\‘\\PH\\‘\3\\2\‘(\)\\\’\\\\’\\H‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
R [
10.50
5000 m/z 75.00 21.77%
87.0
27,0 ‘
b by B30
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #38409: Ethanol, 2-[2-(2-methylpropoxy)ethoxy]-
45.0 10.50
m/z 56.00 16.71%
5000
89.0
R JL
m/z--> 20 40 60 80 100120140160180200220240260280 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@33123\
Data File : BM@39263.D

Acqg On : 31 Mar 2023 21:13
Operator : CG/JU

Sample : 02109-03

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.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 n-Hexadecanoic acid Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
18.203 4.84 ng 560597  Phenanthrene-d10 17.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 76
5 Nonanoic acid 158 C9H1802 000112-05-0 58

Abundance Scan 2536 (18 204 min): BM039263.D\data.ms (-2531) (- | m/z 73.00 100.00%

5000
128.9

213.2 Il
1711 ‘ 256.1 18.00 18.50
Ll

ol-28 WH‘m_”w‘””_”?sﬁ" m/z 43.00  83.30%

L \\h”
mi/z--> 100 150 200 250 300 350
Abundance #143510.n-Hexadecanok:add

5000 129.0 T T
18.00 18.50

m/z 60.00 82.78%

171.0 213.0 256.0
o ‘“\m L T L
mi/z--> 100 150 200 250 300 350
Abundance #126199:Pentadecan0k:acm
—=

=
18.00 18.50
5000 129.0 m/z 55.00 67.23%
29.0
‘ 199.0 242.0
oL ‘L‘ H w\h”w ‘\\‘\ ul “ ‘ ‘ ‘ ‘\ — “\‘ T
m/z--> lOO 150 200 250 300 350
Abundance #92068: Tridecanoic acid T —
73.0 18.00 18.50

m/z 57.10 65.16%

5000
29.
M u \\um h\ ‘ ‘ \m ‘ | \

ol T = -
miz--> 50 100 150 200 250 300 350 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@33123\
Data File : BM@39263.D

Acqg On : 31 Mar 2023 21:13

Operator : CG/JU

Sample : 02109-03

Misc

ALS vial : 11

Quant Method
Quant Title

TIC Library
TIC Integration

Sample Multiplier: 1

: C:\Database\NIST20.L

Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM032923.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 17 Adipic acid, 3-hexyl isobut...

R.T. EstCo

nc Area

Relative to ISTD

Concentration Rank 10

15.88

Hit# of 5 T

ng 1838770

entative ID MW

Phenanthrene-di10

1 Adipic acid,
2 Adipic acid,
3 Adipic acid,
4 Adipic acid,
5 Butyl citrate

3-hexyl isobutyl ester 286
isobutyl 2-pentyl e... 272
butyl 4-heptyl ester 300
butyl 3-pentyl ester 272

360

C16H3004
C15H2804
C17H3204
C15H2804
C18H3207

1000353-62-2 50
1000324-15-6 50
1000349-73-7 47
1000324-60-5 47
000077-94-1 43

Abundance Scan 2647 (18.856 min): BM039263.D\data.ms (-2642) (- | m/z 57.05 100.00%
51.0 129.0
185.0
5000
J
259.1 [ RN '
‘ 18.50 19.00
ol h“““ C3L Lyl Ros L3271 00 00 86, 64%
miz--> 50 100 150 200 250 300 350
Abundance #181342: Adipic acid, 3-hexyl isobutyl ester
129.0
j\ J
5000 — e
185.0 18.50 19.00
570 m/z 185.00  66.43%
O T ‘\ \“ ‘“‘\ \‘ \H‘\ “‘ \“ T . \H“\ T \‘\ ‘ T T T T ‘ L ‘ T T T T ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #163306: Adipic acid, isobutyl 2-pentyl ester
129.0 J
— —— ‘
185.0 18.50 19.00
5000 m/z 147.00  46.33%
57.0
oot e b Ly
m/z--> 50 100 150 200 250 300 350 A
Abundance #199428: Adipic acid, butyl 4-heptyl ester — ——
129.0 185.0 18.50 19.00
m/z 41.00 33.36%
5000
57.0 ‘
IR N SN RS | O
m/z--> 50 100 150 200 250 300 350 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@33123\
Data File : BM@39263.D

Acqg On : 31 Mar 2023 21:13
Operator : CG/JU

Sample : 02109-03

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 18 Butyl citrate Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
19.121 6.80 ng 787243  Phenanthrene-di10 17.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butyl citrate 360 C18H3207 000077-94-1 87
2 Adipic acid, 2-decyl isobutyl ester 342 C20H3804 1000353-59-6 72
3 Adipic acid, butyl 3-pentyl ester 272 C15H2804 1000324-60-5 59
4 Adipic acid, 4-heptyl isobutyl e... 300 C17H3204 1000349-73-6 50
5 Adipic acid, butyl cyclohexyl ester 284 C16H2804 1000324-25-9 50
Abundance Scan 2692 (19.121 min): BM039263.D\data.ms (-2687) (- | m/z 185.00 100.00%
129.0 185.0
57.1
5000
—— ——
25?1 19.00 19.50
obddea LUl 1 oo | 3270 s 109,00 94.87%
miz--> 50 100 150 200 250 300 350
Abundance #269580: Butyl citrate
185.0
129.0
5000 A /\‘
19.00 19.50
41.0 250.0 m/z 57.10 72.63%
O\‘\‘\“““\\\\ }‘\““\\\\‘\\\\‘1\\\’\\\\3‘6\1.\'
miz--> 100 150 200 250 300 350
Abundance #251096.Admk:add,ZdecstobuwIeﬁer
129.0
A A N
185.0 19.00 19.50
5000 ' m/z 41.05 32.12%
57.0
AEEE PO TR LI
m/z--> 50 100 150 200 250 300 350 A
Abundance #163264: Adipic acid, butyl 3-pentyl ester e ——
129.0 19.00 19.50
185.0 m/z 146.95  22.56%
5000
55.0 j\
obd b bt Ly — A
m/z--> 50 100 150 200 250 300 350 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@33123\
Data File : BM@39263.D

Acqg On : 31 Mar 2023 21:13
Operator : CG/JU

Sample : 02109-03

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.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 Adipic acid, butyl 2-methyl... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.374 23.01 ng 2665190  Phenanthrene-d10 17.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butyl citrate 360 C18H3207 000077-94-1 78
2 Adipic acid, butyl 2-methylpent-... 286 C16H3004 1010353-55-8 72
3 Adipic acid, 2-hexyl isobutyl ester 286 C16H3004 1000353-70-9 72
4 Adipic acid, isobutyl 2-octyl ester 314 C18H3404 1000324-44-5 56
5 Adipic acid, butyl non-5-yn-3-yl... 324 C19H3204 1000324-32-5 50
Abundance Scan 2735 (19.374 min): BM039263.D\data.ms (-2730) (- | m/z 184.95 100.00%
184.9
129.0
5000 571
— i
2591 19.00 19.50
obd e Ll bl 1 2223 - 3272 m/z 129.00  84.42%
m/z--> 50 100 150 200 250 300 350
Abundance #269579: Butyl citrate
185.0
129.0
5000 259.0
19.00 19.50
57.0 m/z 57.10 46.01%
O h‘\““\\\\“\\\\‘1\\‘\395.0\\\3‘6\0.\(
miz--> 100 150 200 250 300 350
Abundance #181417 Adipic acid, butyl 2-methylpent-3-yl ester
129.0 185.0
19.00 19.50
5000 m/z 41.00 25.15%
0\\“?‘\‘”“\“ e
m/z--> 50 100 150 200 250 300 350
Abundance #181341: Adipic acid, 2-hexyl isobutyl ester — ——
129.0 19.00 19.50
m/z 259.05 13.23%
5000 185.0
57.0
U ST P I
m/z--> 50 100 150 200 250 300 350 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@33123\
Data File : BM@39263.D

Acqg On : 31 Mar 2023 21:13
Operator : CG/JU

Sample : 02109-03

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 20 Hexanedioic acid, bis(2-met... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.621 86.03 ng 11331100  Chrysene-di12 21.492
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butyl citrate 360 C18H3207 000077-94-1 81
2 Hexanedioic acid, bis(2-methylpr... 258 C14H2604 000141-04-8 56
3 Adipic acid, 2-decyl isobutyl ester 342 C20H3804 1000353-59-6 50
4 Adipic acid, cycloheptyl isobuty... 298 C17H3004 1000324-71-5 43
5 Adipic acid, butyl 3-pentyl ester 272 C15H2804 1000324-60-5 42
Abundance Scan 2777 (19.621 min): BM039263.D\data.ms (-2772) ({ m/z 185.05 100.00%
185.1
128.9
5000
AL
‘ ‘ | 259.1 19.50 20.00
obb et b L L 8181387.C ;158 95 8e.03%
miz--> 50 100 150 200 250 300 350
Abundance #269580: Butyl citrate
185.0
129.0
5000
19.50 20.00
41.0 259.0 m/z 57.05 26.01%
0\\‘\‘\“"“\\\\‘\\ ‘\““\\\‘\‘\\\\|L\\\‘\\\\3‘6\1.\‘
miz--> 100 150 200 250 300 350
Abundance #145561. Hexanedioic acid, bis(2-methylpropyl) ester
129.0
185.0 19.50 20.00
5000 57.0 m/z 41.05 19.64%
o189 u“‘,“w i ese0
m/z--> 50 100 150 200 250 300 350
Abundance #251096: Adipic acid, 2-decyl isobutyl ester
129.0 19.50 20.00
m/z 110.95 13.43%
185.0
5000
57.0
oL \H’“‘\ ol ‘m ‘H“www‘w ““““2‘6‘9.‘0“””“‘ \/\\ T w/\ﬁ
m/z--> 50 100 150 200 250 300 350 19.50 20.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@33123\
Data File : BM@39263.D

Acqg On : 31 Mar 2023 21:13
Operator : CG/JU

Sample : 02109-03

Misc :

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.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|
2-Pentanone, 4-... 5.004 18.7 ng 1187530 1  7.916 1270520 20.0
Mesitylene 8.028 17.4 ng 1107130 1  7.916 1270520 20.0
Indane 8.287 6.7 ng 422200 1 7.916 1270520 20.0
Benzene, 1-meth... 8.463 8.1 ng 514936 1 7.916 1270520 20.0
Benzene, 1,3-di... 8.557 18.0 ng 1144716 1  7.916 1270520 20.0
Benzene, 1-meth... 8.722 5.8 ng 370875 1 7.916 1270520 20.0
Benzene, 2-ethy... 8.869 13.6 ng 866250 1 7.916 1270520 20.0
Benzene, 1-meth... 8.922 12.4 ng 786714 1  7.916 1270520 20.0
Benzene, 4-ethy... 9.022 26.3 ng 1673520 1 7.916 1270520 20.0
o-Cymene 9.357 6.5 ng 576861 2 10.728 1787660 20.0
Benzene, 1,2,3,... 9.545 14.2 ng 1269120 2 10.728 1787660 20.0
Benzene, 1,2,4,... 9.610 23.2 ng 2077500 2 10.728 1787660 20.0
3-Phenylbut-1-ene 10.122 17.2 ng 1535920 2 10.728 1787660 20.0
Ethanol, 2-(2-b... 10.504 9.0 ng 801065 2 10.728 1787660 20.0
n-Hexadecanoic ... 18.203 4.8 ng 560597 4 17.310 2316100 20.0
Adipic acid, 3-... 18.856 15.9 ng 1838770 4 17.310 2316100 20.0
Butyl citrate 19.121 6.8 ng 787243 4 17.310 2316100 20.0
Adipic acid, bu... 19.374 23.0 ng 2665190 4 17.310 2316100 20.0
Hexanedioic aci... 19.621 86.0 ng 11331100 5 21.492 2634200 20.0
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