LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@52322\
Data File : BGO53667.D

Acqg On : 23 May 2022 16:49
Operator : CG/JU

Sample : N2968-04

Misc :

ALS vial : 9 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_ G\Methods\8270-BG050522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO53667.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.222 135 142 158 rVB 2631001 4593972 57.61% 7.263%
2 4.469 177 184 189 rBV 142157 219187 2.75% 0.347%
3 4.533 189 195 205 rVB 140956 234037 2.94% 0.370%
4 5.561 361 370 377 rBV 3168848 5481921 68.75% 8.666%
5 5.632 377 382 386 rVW 249475 406943 5.10% 0.643%
6 5.714 386 396 409 rVB 2859330 7973640 100.00% 12.605%
7 6.067 446 456 466 rVB 2637890 4461018 55.95% 7.052%
8 6.543 530 537 547 rVB 169278 283228 3.55% 0.448%
9 7.030 613 620 628 rBvV 407158 679112 8.52% 1.074%
10 7.142 632 639 644 rW 874619 1437869 18.03% 2.273%
11 7.200 644 649 657 rVW2 628129 1255565 15.75% 1.985%
12 7.277 657 662 674 rVB 561143 934724 11.72% 1.478%
13 7.447 683 691 703 rBV 1025734 1705701 21.39% 2.697%
14 7.712 727 736 744 rVB 3090895 5188778 65.07% 8.203%
15 8.058 788 795 799 rBV 114915 205879  2.58% 0.325%
16 8.176 808 815 823 rVB 1058492 1813019 22.74% 2.866%
17 8.434 852 859 868 rBV 1281425 2245627 28.16% 3.550%
18 8.546 868 878 883 rVW 130760 230850 2.90% 0.365%
19 8.604 883 888 895 rvB2 194106 335716 4.21% 0.531%
20 8.698 897 904 909 rBV2 238866 403755 5.06% 0©.638%
21 8.863 923 932 942 rBV 100188 187450  2.35%  0.296%
22 9.016 951 958 962 rBV 215952 368399 4.62% 0.582%
23 9.063 962 966 973 rVW 161850 273032  3.42% 0.432%
24 9.168 975 984 989 rVW 507995 888285 11.14% 1.404%
25 9.227 989 994 1009 rVB2 485564 1427358 17.90%  2.256%
26 9.503 1033 1041 1047 rBV2 106692 195471 .45% 309%
27 9.691 1066 1073 1078 rBV 280240 464641 .83% 735%
28 9

29 10.114 1139 1145 1155 rVB 388526 701836

2
5
.750 1078 1083 1092 rVB 347196 581730 7.30%
8
30 10.267 1158 1171 1179 rBV2 858789 1699369 21.
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31 10.502 1206 1211 1217 rVB 111254 190156 2.38%
32 10.866 1262 1273 1277 rVWVW2 174566 521644  6.54%
33 10.925 1277 1283 1289 rVV 1771039 3288320 41.24%
34 10.984 1289 1293 1297 rVB 79204 121969 1.53%
35 11.042 1297 1303 1308 rBV 165331 293456 3.68%

OOV
=
Xe}
[o]
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36 11.530 1381 1386 1391 rVB 66683 121905 1.53% ©.193%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@52322\
Data File : BGO53667.D

Acqg On : 23 May 2022 16:49
Operator : CG/JU

Sample : N2968-04

Misc :

ALS vial : 9 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_ G\Methods\8270-BG050522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 11.782 1423 1429 1436 rVB 91784 162091 2.03% 0.256%
38 11.970 1454 1461 1471 rVV2 106133 233297 2.93% 0.369%
39 12.053 1471 1475 1490 rVWv4 53482 130267 1.63% 0.206%
40 12.247 1502 1508 1517 rVB3 90600 167797 2.10% 0.265%
41 12.417 1529 1537 1543 rVB3 76406 138684 1.74% 0.219%
42 12.523 1543 1555 1561 rBV 324583 582723 7.31% 0.921%
43 12.740 1581 1592 1603 rVV 586276 1080464 13.55% 1.708%
44 13.151 1656 1662 1671 rVB4 50519 93630 1.17% ©.148%
45 13.310 1680 1689 1696 rBV 1231858 1922834 24.11% 3.040%
46 13.856 1778 1782 1791 rVB2 128626 255774 3.21% 0.404%
47 14.009 1801 1808 1813 rBV 110710 211904 2.66%  0.335%
48 14.062 1813 1817 1825 rVB4 84359 148392 1.86% 0.235%
49 14.690 1913 1924 1932 rBV 301010 552934 6.93% 0.874%
50 16.177 2169 2177 2187 rBV 1009490 1561070 19.58% 2.468%
51 17.434 2385 2391 2396 rBV 370200 558925 7.01% ©0.884%
52 18.321 2537 2542 2546 rBvV2 51114 88977 1.12% 0.141%
53 20.042 2828 2835 2841 rBV 2075034 2781677 34.89% 4.397%
54 21.710 3113 3119 3127 rVB 360011 590736 7.41% 0.934%
55 24.970 3665 3674 3685 rVB2 202416 578214 7.25% 0.914%

Sum of corrected areas: 63255952
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@52322\
Data File : BG@53667.D

Acqg On : 23 May 2022 16:49
Operator : CG/JU

Sample : N2968-04

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG053667.D\data.ms
5.561 7.712
3000000 5.714

4.222 6.067
2500000

2000000

10.925

1500000
8.434

7.447| 8176
1000000 7.142 10.267

199

500000 7.0

Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10. 50 11. 00 11.50 12.00 12.50
Abundance TIC: BG053667.D\data.ms

3000000

12.740

2500000

20.042
2000000

1500000
3.310

16.177

1000000

500000 21.710

13;

O e A e e e e

Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG053667.D\data.ms

3000000

2500000

2000000

1500000

1000000

500000
24.970

0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00 32.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@52322\
Data File : BG@53667.D

Acqg On : 23 May 2022 16:49
Operator : CG/JU

Sample : N2968-04

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.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 Di-sec-Butyl ether Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
4.533 22.74 ng 234037 1,4-Dichlorobenzene-d4 8.058

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Di-sec-Butyl ether 130 C8H180 006863-58-7 90
2 Butane, 1-(1-methylpropoxy)- 130 C8H180 000999-65-5 78
3 Sulfurous acid, isobutyl 2-methy... 238 C10H2204S 1000309-20-3 42
4 3-Pentanol, 3-ethyl-2-methyl- 130 C8H180 000597-05-7 39
5 2-Hydroxy-3-pentanone 102 C5H1002 005704-20-1 38

Abundance Scan 195 (4.533 min): BG053667.D\data.ms (-189) (-) m/z 45.15 100.00%

45.1
5000 101.2 M
R RRNEEEE RTINS
‘ 83.2 4.20 4.40 4.60 4.80
Ol w/z 57.15  94.05%
miz--> 20 40 60 80 100 120 140 160
Abundance #15681: Di-sec-Butyl ether
45.0
5000 LB L B I I B R
101.0 4.20 4.40 4.60 4.80
210 J m/z 41.18  41.98%

miz—-> 20 40 60 80 100 120 140 160
Abundance #15775: Butane, 1-(1-methylpropoxy)-
57.0

4.20 4.40 4.60 4.80

5000 m/z 101.15  37.62%
29.0 101.0
o L L0 | a0
L T R I
miz--> 20 40 60 80 100 120 140 160
Abundance #120147: Sulfurous acid, isobutyl 2-methyl-4-methoxybut Py
45.0 69.0 4.20 4.40 4.60 4.80

m/z 59.15 26.85%

101.0
5000
ol Zie ‘\ il ‘\ L 1250 165.0

m/z--> 20 40 60 80 100 120 140 160 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@52322\
Data File : BG@53667.D

Acqg On : 23 May 2022 16:49
Operator : CG/JU

Sample : N2968-04

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.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-methylethyl)-

Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
6.543  27.51 ng 283228 1,4-Dichlorobenzene-d4 8.058
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 93
2 2,4-Nonadiyne 120 C9H12 063621-15-8 80
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 78
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 78
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 72
Abundance Scan 537 (6.543 min): BG053667.D\data.ms (-530) (-) m/z 105.15 100.00%
105.2
5000
7 2 1202 N N R R
51.1 H 91.2 6.20 6.40 6.60 6.80
Ol 30 bl W myz 120015 24.30%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10712: Benzene, (1-methylethyl)-
105.0
5000 T T T T T[T I T[T T rrrTl
120.0 6.20 6.40 6.60 6.80
510 77.0 oo ) m/z 77.15 18.08%
o Lo e
O\\\‘\H\‘\\\\‘\H\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10697: 2,4-Nonadiyne
105.0
T
6.20 6.40 6.60 6.80
5000 ITI/Z 79.15 16.33%
77.0
120.0
39.0 630
mna I
oH‘_H"""_H‘_"‘}HH‘_‘H_m1_‘Huw_mwww
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10716: Benzene, 1,2,4-trimethyl- T
105.0 6.20 6.40 6.60 6.80
m/z 51.10 11.09%
120.0
5000
39.0 77.0
oA T
o‘H‘mhw"‘1"H"M‘HN‘wM‘_"1"‘wa‘mwww e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@52322\
Data File : BG@53667.D

Acqg On : 23 May 2022 16:49
Operator : CG/JU

Sample : N2968-04

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.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, propyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
7.030 65.97 ng 679112 1,4-Dichlorobenzene-d4 8.058

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, propyl- 120 CSH12 000103-65-1 94
2 1-(Benzylamino)propan-2-ol 165 C10H15NO 1000486-84-7 72
3 Benzene, (ethenyloxy)- 120 C8H80 000766-94-9 64
4 Hydrazinecarboxylic acid, phenyl... 166 C8H10N202 005331-43-1 50
5 Benzeneacetaldehyde 120 C8H80 000122-78-1 49

Abundance Scan 620 (7.030 min): BG053667.D\data.ms (-613) (-) m/z 91.15 100.00%

91.2
5000
120.2
65.2 6.80 7.00 7.20 7.40
39.1 ‘ ‘ 207.2
0l preer e e e e s m/z 120,150 21.43%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10702: Benzene, propyl-
91.0
5000 ,\\\\\‘\\\\‘\\\\‘\\\\’\\\
6.80 7.00 7.20 7.40
120.0 m/z 65.15 12.28%
39-0 65.0
O\\\\‘\‘\\\"‘\\“\\“\\\\“‘\\‘\\‘\‘\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #40483: 1-(Benzylamino)propan-2-ol
91.0
S AAREAREREE T
6.80 7.00 7.20 7.40
5000 m/z 92.15 11.29%
120.0
150 39.0 65.0
bbbt e 880,
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10662: Benzene, (ethenyloxy)- “‘W““‘H“‘/\‘,“
91.0 120.0 6.80 7.00 7.20 7.40
m/z 78.15 7.16%
5000
39.0 66.0
RECLIN VY
m/z--> 20 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40

8270-BGO50522.M Tue May 24 18:07:40 2022

Page:



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@52322\
Data File : BG@53667.D

Acqg On : 23 May 2022 16:49
Operator : CG/JU

Sample : N2968-04

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.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-ethyl-2-methyl-

Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
7.142 139.68 ng 1437870  1,4-Dichlorobenzene-d4 8.058
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 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
5 Mesitylene 120 CS9H12 000108-67-8 91

Abundance Scan 639 (7.142 min): BG053667.D\data.ms (-632) (-)

m/z 105.10 100.00%

105.1
5000
120.2
R ARRRER=EET
25,0 51 642 77"2 91‘-1 6.80 7.00 7.20 7.40
0o ook o 82 L myz 120015 30.91%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
120.0 6.80 7.00 7.20 7.40
m/z 77.15 14.62%
77.0 91.0
O\\’]\_5\\0’\\\\‘\\3\%‘\0\\\“\\\\6‘%\‘\0\‘\\\‘\“\\\\‘\\\\‘\‘}1\‘\\\‘\“‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
H‘H“_“W‘H“H“_
6.80 7.00 7.20 7.40
5000 ITI z 91.10 14.36%
120.0
77.0 91.0
0 180\ 39\0 | 63\\0 Iy Ll
R & R R RAaL Raaa L RN a Rl I
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10728: Benzene, 1-ethyl-4-methyl-
105.0 6.80 7.00 7.20 7.40
m/z 79.15 11.06%
5000
120.0
77.0 91.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@52322\
Data File : BG@53667.D

Acqg On : 23 May 2022 16:49
Operator : CG/JU

Sample : N2968-04

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.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-ethyl-4-methyl-

Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
7.447 165.70 ng 1705700 1,4-Dichlorobenzene-d4 8.058
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, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 91

Abundance Scan 691 (7.447 min): BG053667.D\data.ms (-683) (-)
5

m/z 105.15 100.00%

105.2
5000
120.2
511, 2 91‘-2 7.20 7.40 7.60 7.80
Ok 38 2ul 882 L miz 120015 29.64%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000
120.0 7.20 7.40 7.60 7.80
m/z 77.15 14.98%
39.0 77.0 91.0
OH‘\H\‘\2\6\‘.\(‘)\H1"‘\\Hi‘{‘\\1‘6’%\.‘?\‘\\\‘}“\\\\“MH‘\M\“\‘H“‘HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0
7.20 7.40 7.60 7.80
5000 m/z 91.15 13.68%
120.0
79.0
39.0 65.0 ‘ 920 |
N et G Y M
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0 7.20 7.40 7.60 7.80
m/z 79.15 12.56%
120.0
5000
77.0
20 eo TS0 I,
Ol eyl el e el SUAIAVANHIA U L -—
m/z--> 10 20 30 40 50 60 70 80 90 100110120 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@52322\
Data File : BG@53667.D

Acqg On : 23 May 2022 16:49
Operator : CG/JU

Sample : N2968-04

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.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@ Mesitylene

Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
7.712 504.06 ng 5188780 1,4-Dichlorobenzene-d4 8.058
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 96
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 91
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 91

Abundance Scan 736 (7.712 min): BG053667.D\data.ms (-727) (-)
105.2

m/z 105.15 100.00%

-

5000 120.2
51.1 1.2 912 7.40 7.60 7.80 8.00
owHWHw‘?"8‘*,1”HMsum‘?ﬁ“hz‘_h‘l‘_Hu“mwc“u‘wm“m_ m/z 120.15  43.35%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10692: Mesitylene
105.0
5000 120.0
7.40 7.60 7.80 8.00
70 m/z 77.15 16.49%
51.0 7 91.0
0H\HH\%KPHHUHHM“”?ﬁgw‘hh‘HW‘Hwhkw”wﬁ‘ww
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
120.0 7.40 7.60 7.80 8.00
5000 ITI/Z 91.15 13.94%
77.0 91.0
o150 L ) S0 e
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0 7.40 7.60 7.80 8.00
m/z 119.15 12.36%
5000 J\
120.0
77.0 91.0
0”\””M‘“M?%f”w“‘ﬁ%Pw”hh‘”M”‘Nww‘”ﬁ“‘w‘ A“\”‘W‘”‘W‘”!”‘W
m/z--> 10 20 30 40 50 60 70 80 90 100110120 7.40 7.60 7.80 8.00

8270-BGO50522.M Tue May 24 18:07:43 2022

Page:



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@52322\
Data File : BG@53667.D

Acqg On : 23 May 2022 16:49
Operator : CG/JU

Sample : N2968-04

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.M

Quant Title

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

: 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 11 Benzene, 1,2,3-trimethyl-

Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
8.176 176.13 ng 1813020 1,4-Dichlorobenzene-d4 8.058
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 95
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
4 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 93
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 91
Abundance Scan 815 (8.176 min): BG053667.D\data.ms (-808) (-) m/z 105.15 100.00%
105.2
5000
o RRmmmEL e
39.1 77"2 7.80 8.00 8.20 8.40
O oot bl 42843 2072y 106,05 38.34%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10692: Mesitylene
105.0
5000 L B UL LN B I LR B
7.80 8.00 8.20 8.40
m/z 77.15 14.68%
51.0 77.0
O \\\‘2\7\'\0\“\\“P\H“\‘\\\‘H‘\\‘\\‘M\\‘\““\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0
T ARmmmEI e
7.80 8.00 8.20 8.40
5000 m/z 91.15 11.64%
39.0 77.0
0 ‘1‘5"?“1 ‘ ““H“M“““ ‘ M ‘ “‘“UHM‘“Hm‘mwm‘mwm
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10718: Benzene, 1,2,4-trimethyl-
105.0 7.80 8.00 8.20 8.40
m/z 119.15 9.61%
5000
77.0
m/z--> 20 40 60 80 100 120 140 160 180 200 7.80 8.00 8.20 8.40

8270-BGO50522.M Tue May 24 18:07:44 2022

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@52322\
Data File : BG@53667.D

Acqg On : 23 May 2022 16:49
Operator : CG/JU

Sample : N2968-04

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.M

Quant Title

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

: 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 12 Indane

Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.

8.434 218.15 ng 2245630 1,4-Dichlorobenzene-d4 8.058
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 91
2 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H10 1000191-13-7 72
3 Deltacyclene 118 C9H10 007785-10-6 68
4 Benzene, cyclopropyl- 118 C9H10 000873-49-4 68
5 Benzene, 1l-ethenyl-2-methyl- 118 C9H1e 000611-15-4 68

Abundance Scan 859 (8.434 min): BG053667.D\data.ms (-852) (-)
117.2

m/z 117.15 100.00%

5000 J\
91.2 R RamE A ARRRRREEE
39.1 63.1 77.2 ‘ 8.20 8.40 8.60 8.80
Obrrepererprerrpreetiereiecb bl m/z 11810 54.41%
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #10179: Indane
117.0
5000 LU L L L B B IR
8.20 8.40 8.60 8.80
300 sgp 910 m/z 115.15  34.08%
O\\\J’-:\g\\o\‘\z\e\r\o‘\\\}‘\\\\H\\\!‘}‘\‘\\‘\7\\7\‘0\\\\“‘\\\\]_‘q\ﬁ\o‘\\l\“\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance  #10214: Tetracyclo[3.3.1.0(2,8).0(4,6)]-non-2-ene
117.0
8.20 8.40 8.60 8.80
m/z 91.15 19.63%
5000 91.0
39'05 0,650 78.0
b 280, RO T 100 L
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10184: Deltacyclene
117.0 8.20 8.40 8.60 8.80
m/z 63.15 10.22%
5000
390 91.0
65.0 7380 ‘
o\w%"wumww
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 8.20 8.40 8.60 8.80

8270-BGO50522.M Tue May 24 18:07:45 2022

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@52322\
Data File : BG@53667.D

Acqg On : 23 May 2022 16:49
Operator : CG/JU

Sample : N2968-04

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.M

Quant Title

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

: 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 13 Benzene, 1,2-diethyl-

Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
8.546  22.43 ng 230850 1,4-Dichlorobenzene-d4 8.058
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 95
2 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 94
3 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 94
4 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 87
5 1,3,8-p-Menthatriene 134 C10H14 018368-95-1 83
Abundance Scan 878 (8.546 min): BG053667.D\data.ms (-868) (-) m/z 105.15 100.00%
106.2
5000 134.2 A
77.2 A A
39.1 ‘ ‘ 8.20 8.40 8.60 8.80
Ot b L 2071 ) 119,15 97.28%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17032: Benzene, 1,2-diethyl-
119.0
5000
91.0 8.20 8.40 8.60 8.80
' m/z 134.15 45.64%
O \1\5\‘0\‘\\\‘\\\\‘\\\\“\\‘N\‘\\\‘{“"\\\‘\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17031: Benzene, 1,4-diethyl-
119.0
A e
8.20 8.40 8.60 8.80
5000 m/z 91.15 31.06%
91.0
41.0 65.0
o SO i A S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17034: Benzene, 1,3-diethyl-
119.0 8.20 8.40 8.60 8.80
m/z 77.15 21.75%
5000
91.0
39.0 65.0 ‘ ‘
NN A ) R
m/z--> 20 40 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80

8270-BGO50522.M Tue May 24 18:07:46 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@52322\
Data File : BG@53667.D

Acqg On : 23 May 2022 16:49
Operator : CG/JU

Sample : N2968-04

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.M

Quant Title

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

: 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 14 Benzene, 1-propynyl-

Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
8.604 32.61 ng 335716 1,4-Dichlorobenzene-d4 8.058
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-propynyl- 116 CSH8 000673-32-5 93
2 Indene 116 C9H8 000095-13-6 93
3 1-Propyne, 3-phenyl- 116 C9H8 010147-11-2 92
4 3-Methylphenylacetylene 116 CO9H8 000766-82-5 92
5 Benzene, 1l-ethynyl-4-methyl- 116 CSH8 000766-97-2 70
Abundance Scan 888 (8.604 min): BG053667.D\data.ms (-883) (-) m/z 105.15 100.00%
105.2
5000
134.2
REaE R
39.1 67-1 | 89"2 | ‘ 8.20 8.40 8.60 8.80 9.00
0 HwWW:“u”‘Nm“w‘le“‘_m“w:f‘l‘HH‘JH_Mw‘_uw m/z 115.15  82.94%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #9546: Benzene, 1-propynyl-
115.0
5000 /\\\\\‘\\\\’\\\\‘\\\\‘\\
8.20 8.40 8.60 8.80 9.00
m/z 116.10  74.47%
390 63.0 89.0
O \\]‘-ﬂ.-\(\)‘\\\\‘\\\i“.\\\\U\\\}“M‘\\‘\}‘\\‘HM‘HH‘HH‘\‘\ ‘\‘HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #9542: Indene
116.0
oS U U 3
8.20 8.40 8.60 8.80 9.00
5000 m/z 134.15 22.69%
39.0 630 89.0
0 H‘m‘%4"19‘”wl“"H}“‘“!“N"m“mw“uwuwwl ‘wmwm‘u
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #9545: 1-Propyne, 3-phenyl- R e
115.0 8.20 8.40 8.60 8.80 9.00
m/z 89.15 15.68%
5000
89.0
0o | 0 | )
O trrprrrrprrerrprrriprrrrf et et et e e A A A A
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 8.20 8.40 8.60 8.80 9.00

8270-BGO50522.M Tue May 24 18:07:47 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@52322\
Data File : BG@53667.D

Acqg On : 23 May 2022 16:49
Operator : CG/JU

Sample : N2968-04

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.M

Quant Title

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

: 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 15 Benzene, 1,4-diethyl-

Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
8.698  39.22 ng 403755 1,4-Dichlorobenzene-d4 8.058
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 95
2 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 94
3 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 94
4 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 90
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C1oH14 002870-04-4 81
Abundance Scan 904 (8.698 min): BG053667.D\data.ms (-897) (-) m/z 119.15 100.00%
119.2
5000 91.1 134.2 W \
39.1 65.2 ‘ 8.40 8.60 8.80 9.00
Ot o L myz 105.15  74.22%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17032: Benzene, 1,2-diethyl-
119.0
5000 134.0
910 8.40 8.60 8.80 9.00
' m/z 91.10 47.99%
39.0 65.0
O \\‘:L\?\.\()‘\\\‘\“H\\"‘\\Hi‘\‘\\\’\‘\‘\\‘\H‘H‘HH"“\H‘\‘H\’\\M‘}l\\\\‘\\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17031: Benzene, 1,4-diethyl-
119.0
8.40 8.60 8.80 9.00
5000 134.0 m/z 134.15 46.15%
91.0
41.0 65.0
Ol 289 0 2 e M
miz--> 10 20 30 40 50 60 70 80 90 100110120130140 M /\
Abundance #17034: Benzene, 1,3-diethyl-  RRERAEEEES SR
119.0 8.40 8.60 8.80 9.00
m/z 77.15 20.71%
5000 134.0
91.0
om0 LA
0 "‘H‘w"MH‘“,“‘H“:m‘,"‘w‘HU‘H","H‘“H‘,HMWMHW SVAVAREIW AALVA
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 8.40 8.60 8.80 9.00

8270-BGO50522.M Tue May 24 18:07:48 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@52322\
Data File : BG@53667.D

Acqg On : 23 May 2022 16:49
Operator : CG/JU

Sample : N2968-04

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.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 16 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
9.016 35.79 ng 368399 1,4-Dichlorobenzene-d4 8.058
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 94
4 p-Cymene 134 CleH14 000099-87-6 94
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 94
Abundance Scan 958 (9.016 min): BG053667.D\data.ms (-951) (-) m/z 119.10 100.00%
119.1
5000
134.2
91.1
391 652 ‘ | 8.60 8.80 9.00 9.20 9.40
0k ““‘““p‘uw“ﬂ“‘h“u;“ﬂu“wd“uu“ m/z 134.15  29.49%
miz--> 20 40 60 80 100 120 140
Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl-
119.0 AA /\/\
8.60 8.80 9.00 9.20 9.40
9L.0 134.0 m/z 91.10 20.71%
39.0 65.0 ‘
04 \1\5\.0‘ e \“‘\ \“1‘\ “‘1‘\ T i‘H‘ T “H“\ \Ml T T
miz--> 20 40 60 80 100 120 140
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
8.60 8.80 9.00 9.20 9.40
5000 m/z 105.15 14.94%
91.0 134.0
39.0 65.0 ‘
ob 280 0w Al bl L
miz--> 20 40 60 80 100 120 140
Abundance #16996: 0-Cymene w“‘w“‘w“w“‘w‘ﬁ
119.0 8.60 8.80 9.00 9.20 9.40
m/z 77.10 11.48%
5000
134.0
390 91.0
15.0 : 65.0
) S Y P MR AN
m/z--> 20 40 60 80 100 120 140 8.60 8.80 9.00 9.20 9.40

8270-BGO50522.M Tue May 24 18:07:49 2022 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@52322\
Data File : BG@53667.D

Acqg On : 23 May 2022 16:49
Operator : CG/JU

Sample : N2968-04

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.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 o-Cymene Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
9.063  26.52 ng 273032 1,4-Dichlorobenzene-d4 8.058

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 97
2 p-Cymene 134 C10H14 000099-87-6 97
3 Benzene, 1-methyl-3-(1-methyleth... 134 Cl1leH14 000535-77-3 95
4 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 94
5 1,3,5-Cycloheptatriene, 3,7,7-tr... 134 C10H14 003479-89-8 93
Abundance Scan 966 (9.063 min): BG053667.D\data.ms (-962) (-) m/z 119.15 100.00%
119.2
5000
134.2
91.1
39.1 65.1 8.80 9.00 9.20 9.40
Obreprerrprrre e et b e e m/z 134015 27.04%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16997: o-Cymene
119.0
5000 \/\\\\‘\/\\\\‘\\\\‘A\\‘\\\\
8.80 9.00 9.20 9.40
91.0 134.0 m/z 91.10  19.18%
41.0 65.0
0 \\‘HH‘H\‘\‘\H\“‘\H\“\Hw‘\‘\‘H‘\\\‘HHH“i‘\H‘\WH‘Hwiluu‘u‘u‘u
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16995: p-Cymene
119.0
8.80 9.00 9.20 9.40
5000 m/z 77.10 9.30%
91.0 134.0
41.0 65.0
o) N T S PO R A ) N
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17105: Benzene, 1-methyl-3-(1-methylethyl)-
119.0 8.80 9.00 9.20 9.40
m/z 120.15 9.27%
5000
134.0
91.0 ‘ }\A
41.0 65.0
0 H‘1“5"‘0‘”“"‘H““‘H‘“m;‘m‘u“‘“1“‘m‘mH‘M"H‘“‘luu“m‘u N LD A VA Vi H/\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 8.80 9.00 9.20 9.40

8270-BGO50522.M Tue May 24 18:07:50 2022 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@52322\
Data File : BG@53667.D

Acqg On : 23 May 2022 16:49
Operator : CG/JU

Sample : N2968-04

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 18 Benzene, 2-ethyl-1,3-dimethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
9.168 86.29 ng 888285 1,4-Dichlorobenzene-d4 8.058
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,3-dimethyl- 134 C1oH14 002870-04-4 94
2 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 94
3 Benzene, 1l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 93
4 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 93
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 83

Abundance Scan 984 (9.168 min): BG053667.D\data.ms (-975) (-)
119.1

m/z 119.10 100.00%

5000
91.2 134.2
391 652 | 8.80 9.00 9.20 9.40
0 H_‘Hw_‘H“umM‘u”,u‘u_H“_m_m‘m‘w‘H“w,mw m/z 117.15  30.18%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17076: Benzene, 2-ethyl-1,3-dimethyl-
119.0
5000 L L AL LA L I LA B B
8.80 9.00 9.20 9.40
91.0 134.0 m/z 134.15  27.42%
39.0 65.0 ‘ ‘
0 \\‘].\\5\\0‘\H‘\‘H\\“‘\\Hi‘\‘\\\’\‘\‘H‘\H‘“‘\\\\‘\H\‘M‘\\‘H‘\‘\l\\\\’\\‘\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17078: Benzene, 1-ethyl-2,4-dimethyl-
119.0
VAN LAV AV
8.80 9.00 9.20 9.40
5000 ITI z 91.15 25.72%
91.0 134.0
39.0 65.0 ‘ ‘
- P Y TN I
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl-
119.0 8.80 9.00 9.20 9.40
m/z 115.15 15.36%
5000
91.0 134.0
39.0 65.0 ‘ ‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 8.80 9.00 9.20 9.40

8270-BGO50522.M Tue May 24 18:07:51 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@52322\
Data File : BG@53667.D

Acqg On : 23 May 2022 16:49
Operator : CG/JU

Sample : N2968-04

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.M

Quant Title

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

: 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 19 Benzene, 1-ethenyl-4-ethyl-

Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
10.114  26.91 ng 701836  Naphthalene-d8 10.872
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 94
2 3-Phenylbut-1-ene 132 C10H12 000934-10-1 91
3 Benzene, (2-methyl-2-propenyl)- 132 C10H12 003290-53-7 90
4 Benzene, l-ethenyl-3-ethyl- 132 C10H12 007525-62-4 87

5 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12

Abundance Scan 1145 (10.114 min): BG053667.D\data.ms (-1139) (-
11f.2

5000
132.2

51.1 97 2
Iim

‘ \‘ ‘ 749 ‘ \H‘\

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140

Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
117.0

o

5000 132.0

91.0
51.0
27.0 | 4.0 ‘ Lt l

H‘\\H‘\\H‘\\H‘\\H‘H\\‘rH\‘H\\‘H\\‘H\\‘HH’HH‘\HW\‘H\‘H

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16106: 3-Phenylbut-1-ene

o

117.0

5000

91.0 132.0

0 o w

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140

Abundance #16141: Benzene, (2-methyl-2-propenyl)-
117.0

o

91.0 132.0
5000

39 0 65.0
|
1

15.0 ‘
0‘wH‘wH‘wH‘wH‘AM‘WW‘WHJMH‘WH‘WH‘WH‘MH‘JH‘WH

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
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000768-00-3 87

m/z 117.15 100.00%

——r ——
10.00 10.50

m/z 132.15 36.22%

A

10.00 10.50
m/z 115.15 28.63%

N

10.00 10.50
m/z 131.15 20.23%

il

10.00 10.50
m/z 91.15 14.34%

10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@52322\
Data File : BG@53667.D

Acqg On : 23 May 2022 16:49
Operator : CG/JU

Sample : N2968-04

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.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 2,4-Dimethylstyrene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.267 65.15 ng 16993760  Naphthalene-d8 10.872
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4-Dimethylstyrene 132 C1eH12 002234-20-0 95
2 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 95
3 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 81
4 Benzene, 1-methyl-4-(2-propenyl)- 132 C1OH12 003333-13-9 78
5 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 76

Abundance Scan 1171 (10.267 min): BG053667.D\data.ms (-1158) (-  m/z 117.15 100.00%
117.2

5000
91.2 —— ——
51.1 ‘ 134.2 10.00 10.50
0 ““““M“Nuwﬂh“ﬁ ‘wu‘pw“Mp‘NwV““ m/z 132.15  33.63%
miz--> 20 40 60 80 100 120 140
Abundance #16113: 2,4-Dimethylstyrene
117.0
5000 o —~
91.0 10.00 10.50

39.0 m/z 115.15 33.40%

63.0
90 ) )b | ip
\\‘\‘\‘\\\‘i‘\\‘”\“‘\‘\\”\“\\\‘\‘M\“\\\“\‘\H\‘\‘\\\
miz--> 20 40 80 100 120 140
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl- J\
117.0

o

1000 1050
5000 ITI/Z 119.15 32.05%
91.0
51.0
27.0 | ‘ 1%30
0‘H""“"‘\U‘\‘\“H"n"H\‘\“M‘\\H““\“‘““H
m/z--> 20 40 80 100 120 140
Abundance #16106.3—PhenWbuP1—ene L ‘ ‘/\
117.0 10.00 10.50
m/z 91.15 21.26%
5000
91.0
39.0
A LN P YR ¥
m/z--> 20 40 60 80 100 120 140 10.00 10.50

8270-BGO50522.M Tue May 24 18:07:53 2022 Page: 19



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@52322\
Data File : BGO53667.D

Acqg On : 23 May 2022 16:49
Operator : CG/JU

Sample : N2968-04

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.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|
Di-sec-Butyl ether 4.533 22.7 ng 234037 1 8.058 205879 20.0
Benzene, (1-met... 6.543 27.5 ng 283228 1 8.058 205879 20.0
Benzene, propyl- 7.030 66.0 ng 679112 1 8.058 205879 20.0
Benzene, 1-ethy... 7.142  139.7 ng 1437870 1  8.058 205879 20.0
Benzene, 1-ethy... 7.447 165.7 ng 17657060 1  8.058 205879 20.0
Mesitylene 7.712  504.1 ng 5188780 1 8.058 205879 20.0
Benzene, 1,2,3-... 8.176 176.1 ng 1813020 1 8.058 205879 20.0
Indane 8.434  218.2 ng 2245630 1 8.058 205879 20.0
Benzene, 1,2-di... 8.546 22.4 ng 230850 1 8.058 205879 20.0
Benzene, 1-prop... 8.604 32.6 ng 335716 1 8.058 205879 20.0
Benzene, 1,4-di... 8.698 39.2 ng 403755 1 8.058 205879 20.0
Benzene, 2-ethy... 9.016 35.8 ng 368399 1 8.058 205879 20.0
o-Cymene 9.063 26.5 ng 273032 1 8.058 205879 20.0
Benzene, 2-ethy... 9.168 86.3 ng 888285 1 8.058 205879 20.0
Benzene, 1l-ethe... 10.114 26.9 ng 701836 2 10.872 521644 20.0
2,4-Dimethylsty... 10.267 65.2 ng 1699370 2 10.872 521644 20.0
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