LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082922\
Data File : BG@54770.D

Acqg On : 29 Aug 2022 13:10
Operator : CG/JU

Sample : N4355-07

Misc :

ALS vial : 6 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-BG082522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO54770.D\data.ms

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

# min scan scan scan TY height area % max. total
1 3.770 78 82 93 rvB3 115756 211683 1.45% 0.165%
2 4.040 121 128 133 rVWV 136681 241506 1.66% 0.188%
3 4.269 159 167 172 rBV 721842 1210786 8.31% 0.942%
4 4.310 172 174 183 rVB 154530 204794 1.40% 0.159%
5 4.516 203 209 215 rBV 186226 281621 1.93% 0.219%
6 4.580 215 220 233 rVB 216333 363538 2.49% 0.283%
7 5.632 389 399 405 rBV 5203676 9545521 65.48% 7.430%
8 5.691 405 409 414 rVB 431187 682248 4.68% 0.531%
9 5.773 414 423 425 rBV 6565692 13916892 95.47% 10.832%
10 6.137 472 485 497 rVB 3311041 5712176 39.19% 4.446%
11 6.619 560 567 577 rBV 587534 993310 6.81% 0.773%
12 7.113 644 651 662 rBV 1322325 2275561 15.61% 1.771%
13 7.230 662 671 676 rVVW 3614053 6421844 44.05%  4.998%
14 7.289 676 681 687 rVW 2770724 4518924 31.00% 3.517%
15 7.365 687 694 704 rVB 1937696 3269939 22.43% 2.545%
16 7.536 713 723 737 rBV 2649851 4627861 31.75% 3.602%
17 7.806 751 769 776 rBV 7092238 14577175 100.00% 11.346%
18 8.153 821 828 831 rBV 181208 336509 2.31% 0.262%
19 8.182 831 833 839 rvwv 140444 202866 1.39% 0.158%
20 8.264 839 847 855 rVW 2991850 5347171 36.68% 4.162%
21 8.529 884 892 900 rBV 2503657 4478734 30.72% 3.486%
22 8.640 904 911 915 rBV 350156 576778 3.96% 0.449%
23 8.693 915 920 928 rVB 577199 964010 6.61% 0.750%
24 8.787 928 936 942 rBV2 880168 1518471 10.42% 1.182%
25 8.952 957 964 975 rVB 263534 445720 3.06% 0.347%
26 9.104 983 990 994 rBV 597533 986884 6.77% 0.768%
27 9.157 994 999 1006 rVB 514584 850902 5.84% 0.662%
28 9.263 1006 1017 1022 rBV2 1169774 2135248 14.65% 1.662%
29 9.340 1022 1030 1039 rVB3 1037573 2532915 17.38% 1.971%
30 9.592 1066 1073 1080 rBV 306624 536920 3.68% 0.418%
31 9.786 1089 1106 1111 rBV 621936 1107866 7.60% ©0.862%
32 9.845 1111 1116 1123 rVB 897624 1474539 10.12% 1.148%
33 10.156 1163 1169 1173 rBV2 94991 178642 1.23% 0.139%
34 10.215 1173 1179 1188 rVB 777633 1411892 9.69% 1.099%
35 10.303 1188 1194 1197 rBv4 78479 174624 1.20% 0.136%

36 10.368 1197 1205 1213 rBV2 1633333 3105184 21.30% 2.417%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082922\
Data File : BG@54770.D

Acqg On : 29 Aug 2022 13:10
Operator : CG/JU

Sample : N4355-07

Misc :

ALS vial : 6 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-BG082522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 10.473 1218 1223 1227 rBV 92963 193307 1.33% 0.150%
38 10.603 1239 1245 1251 rVV 290927 524363 3.60% 0.408%
39 10.955 1296 1305 1307 rVVv2 282305 720063 4.94% 0.560%
40 11.032 1311 1318 1324 rVV 3249696 6624603 45.45% 5.156%
41 11.079 1324 1326 1332 rVV 181890 274959 1.89% 0.214%
42 11.149 1332 1338 1348 rVB2 167593 392300 2.69% 0.305%
43 11.631 1415 1420 1426 rVB 124027 211282 1.45% 0.164%
44 11.878 1456 1462 1469 rBV 172900 290985 2.00% 0.226%
45 12.072 1487 1495 1503 rBV3 143441 289251 1.98% 0.225%
46 12.154 1503 1509 1522 rVB2 168284 379425 2.60% 0.295%
47 12.348 1536 1542 1549 rVB2 120069 230412 1.58% 0.179%
48 12.512 1564 1570 1578 rVB2 148407 286549 1.97% 0.223%
49 12.624 1578 1589 1596 rBV 1977144 3378807 23.18% 2.630%
50 12.841 1616 1626 1635 rVB 1312904 2374090 16.29% 1.848%
51 13.405 1713 1722 1731 rVB 1672102 2651168 18.19% 2.063%
52 13.617 1750 1758 1762 rBV 124864 201724 1.38% 0.157%
53 13.811 1786 1791 1804 rVB 124955 295954 2.03% 0.230%
54 13.958 1804 1816 1822 rBV3 251213 704536  4.83% 0.548%
55 14.099 1834 1840 1845 rBV 386647 731277 5.02% 0.569%
56 14.157 1845 1850 1858 rVB2 260744 464458 3.19% 0.362%
57 14.340 1874 1881 1884 rBV 161817 277515 1.90% ©0.216%
58 14.504 1900 1909 1914 rBV 99016 171352 1.18% 0.133%
59 14.780 1945 1956 1963 rBV2 455604 877255 6.02% 0.683%
60 15.174 2017 2023 2030 rVV2 84115 174905 1.20% 0.136%
61 15.250 2031 2036 2048 rVB2 78960 174804 1.20% 0.136%
62 15.949 2146 2155 2159 rBv2 92753 182168 1.25% 0.142%
63 16.267 2202 2209 2218 rVB 1397946 2148471 14.74% 1.672%
64 17.524 2417 2423 2428 rBV 514559 798741 5.48% 0.622%
65 20.127 2860 2866 2875 rBV 2425415 3275087 22.47%  2.549%
66 21.813 3147 3153 3167 rVB 495522 860230 5.90% 0.670%

67 25.180 3715 3726 3744 rVB2 292969 899478 6.17% ©.700%

Sum of corrected areas: 128480773
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082922\
Data File : BG@54770.D

Acq On : 29 Aug 2022 13:10
Operator : CG/JU

Sample : N4355-07

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG054770.D\data.ms

7000000 5773 7 806

6000000

5.632
5000000

4000000 7230

6.137 11.032
8.264

3000000 280536 8.529

~

12.624
2.841

2000000 136 10.368
7.11

1000000 4.269

8 787 :8480 2
561 6.619 59
3. 774104@[@4@5580 J }L & 87‘%03& 9011.631BTBTAMBL2 |

o\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\‘\\ “\\\‘*r\ ‘\\\\‘\\\\‘\\\\‘\\\\

Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 1000 1050 11.00 11.50 12.00 12.50

Abundance TIC: BG054770.D\data.ms
7000000

6000000
5000000
4000000

3000000
20.127

20000001 13 405 16267

14.780 17.524 21.813
ﬁ&%@ﬂ. 1551780 15949 | \

Time--> 13 50 1400 1450 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: BG054770.D\data.ms
7000000

1000000

O

6000000
5000000
4000000
3000000
2000000
1000000

25.180

O\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

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
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082922\
Data File : BG@54770.D

Acq On : 29 Aug 2022 13:10
Operator : CG/JU

Sample : N4355-07

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 6 Benzene, propyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
7.113 135.25 ng 2275560 1,4-Dichlorobenzene-d4 8.153

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, propyl- 120 C9H12 000103-65-1 94
2 N-Benzyl-2-phenethylamine 211 C15H17N 003647-71-0 78
3 Benzyl(2-chloroethyl)amine 169 C9H12CIN 042074-16-8 72
4 1,2-Ethanediamine, N,N'-bis(phen... 240 C16H20N2 000140-28-3 64
5 Propanenitrile, 3-[(phenylmethyl... 160 C10H12N2 000706-03-6 59
Abundance Scan 651 (7.113 min): BG054770.D\data.ms (-644) (-) m/z 91.05 100.00%
91.0
5000
120.1
391 65‘-1 | 6.80 7.00 7.20 7.40
R R e R R RRRRRRAEE m/z 120.10  24.38%

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 65.10  11.83%
39.0 65‘ 0 |
O \\\‘\\\\“‘\\‘\\‘\\\\"\\\\‘\‘\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #88774: N-Benzyl-2-phenethylamine
91.0
e EARNEEETIEEE
120.0 6.80 7.00 7.20 7.40
5000 m/z 92.10  11.82%
65.0
0 390 || l 165.0 209.0
T e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 j\
Abundance #44836: Benzyl(2-chloroethyl)amine e
91.0 6.80 7.00 7.20 7.40
m/z 78.10 6.55%
120.0
5000
65.0
oltse 20 1T e L UL L
m/z--> 20 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082922\
Data File : BGO54770.D

Acq On : 29 Aug 2022 13:10
Operator : CG/JU

Sample : N4355-07

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 7 Benzene, 1l-ethyl-3-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
7.230 381.67 ng 6421840 1,4-Dichlorobenzene-d4 8.153

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 93
2 Benzene, 1l-ethyl-4-methyl- 120 CO9H12 000622-96-8 91
3 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
5 Benzene, 1l-ethyl-2-methyl- 120 C9H12 000611-14-3 90
Abundance Scan 671 (7.230 min): BG054770.D\data.ms (-662) (-) m/z 105.10 100.00%

105.1
5000 120.1
91.0
51.1 77"1 7.00 7.20 7.40 7.60
o‘wHH_m‘HH-“umg‘w”WH_HJ‘Wm‘lmH‘alwwmw m/z 120.10  37.81%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10725: Benzene, 1-ethyl-3-methyl-
105.0
7.00 7.20 7.40 7.60
120.0 o
77.0 91.0 m/z 91.05 16.78%
270 | 50 | ‘
O\\‘HH‘\\\‘i‘H\\‘HHi1‘\HH\H‘\ii\‘HHHH\H\H‘H‘\‘\“‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10721: Benzene, 1-ethyl-4-methyl-
105.0
7.00 7.20 7.40 7.60
5000 m/z 77.10 15.88%
120.0
77.0 91.0
oh 350 B B At
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10695: Mesitylene
105.0 7.00 7.20 7.40 7.60
m/z 79.05 12.24%
120.0
5000
39.0 77.0 91.0
0H‘H"“‘mHH“Mmi‘mﬁ%"‘gm“1“‘m“m““1!“”“““‘””‘” e Y e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082922\
Data File : BG@54770.D

Acq On : 29 Aug 2022 13:10
Operator : CG/JU

Sample : N4355-07

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 8 Mesitylene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
7.365 194.35 ng 3269940 1,4-Dichlorobenzene-d4 8.153

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Mesitylene 120 C9H12 000108-67-8 97
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 97
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 95

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

Abundance Scan 694 (7.365 min): BG054770.D\data.ms (-687) (-) m/z 105.10 100.00%

105.1

=

5000 120.1
_ 77‘-0 91.0 | 7.00 7.20 7.40 7.60

Ol 3T il Ml hyz 120.10 48.46%
miz--> 10 20 30 40 50 60 70 80 90 100110120 130
Abundance #10695: Mesitylene

105.0
120.0
5000

7.00 7.20 7.40 7.60
m/z 119.10 13.99%

39.0 77.0 91.0
0 | L Lo \\63:'\0 . ‘\\ } Al u‘
\\‘H\\‘\\H‘H\\‘\\H‘H\\‘\\H‘H\\‘\\H‘\H\‘\\H‘\H\

!
‘ TTTT ‘ T
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0 M
R ERRRERRER RO SRR
120.0 7.00 7.20 7.40 7.60
5000 ITI/Z 77 .05 13.94%
39.0 77.0 91.0
L PO YA U
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10718: Benzene, 1,2,4-trimethyl-
105.0 7.00 7.20 7.40 7.60
m/z 91.05 11.86%
120.0
5000
51.0 77‘-0 91.0
Ol e e it e e M el
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082922\
Data File : BG@54770.D

Acq On : 29 Aug 2022 13:10
Operator : CG/JU

Sample : N4355-07

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 9 Benzene, 1l-ethyl-4-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
7.536 275.05 ng 4627860 1,4-Dichlorobenzene-d4 8.153

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 93
2 Benzene, 1l-ethyl-2-methyl- 120 CO9H12 000611-14-3 91
3 Benzene, 1l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
5 Mesitylene 120 C9H12 000108-67-8 91
Abundance Scan 723 (7.536 min): BG054770.D\data.ms (-713) (-) m/z 105.10 100.00%
105.1
5000
120.1
R ARammtEEEE LT
511 77"1 91"1 7.20 7.40 7.60 7.80
O 8L B4 LW m/z 120,10 34.86%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0
5000
7.20 7.40 7.60 7.80
120.0 %
79.0 m/z 77.10 14.92%
39.0 65.0
OH‘HH’H\‘\‘H\\“‘\H\“\H\’\‘\‘H‘\\\‘}“\\\\9‘%.\9\‘\‘11\‘H‘\‘\“HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
7.20 7.40 7.60 7.80
5000 m/z 91.10 14.54%
120.0
77.0 91.0
ol g80 B2 L8O L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0 7.20 7.40 7.60 7.80
m/z 79.10 12.34%
5000
120.0
390 63.0 77.0 91.0
0 N R . N N BT M
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082922\
Data File : BGO54770.D

Acq On : 29 Aug 2022 13:10
Operator : CG/JU

Sample : N4355-07

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 10 Benzene, 1,2,3-trimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.806 866.38 ng 14577200  1,4-Dichlorobenzene-d4 8.153

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 90
2 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 90
3 Benzene, 1l-ethyl-3-methyl- 120 C9H12 000620-14-4 87
4 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 81
5 Mesitylene 120 C9H12 000108-67-8 80
Abundance Scan 769 (7.806 min): BG054770.D\data.ms (-751) (-) m/z 105.10 100.00%
106.1
120.1
5000 Jk
77.1 911 T e
511 | ‘ | ‘ ‘ 7.40 7.60 7.80 8.00 8.20
Obprerrper 30l Ll myz 120010 56.38%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0
5000
120.0 7.40 7.60 7.80 8.00 8.20
770 m/z 77.10 22.21%
39.0 U 91.0
O \\‘]\-\5\-\0‘\H‘HH\i"‘HHN{‘Hﬁ%\.‘\o\‘\Hm‘HH“HH‘\‘\}\‘H‘\‘\“‘HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10705: Benzene, 1,2,4-trimethyl-
105.0
7.40 7.60 7.80 8.00 8.20
5000 120.0 m/z 91.10 19.32%
28.0 77.0 91.0
51.0 :
0 \\:‘Lﬂ"\q‘\u‘\‘\\\\“,‘u\\}‘1‘\\\‘M\‘\\\m‘\\\w“\\HHM\W‘M“‘HH_
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10725: Benzene, 1-ethyl-3-methyl-
105.0 7.40 7.60 7.80 8.00 8.20
m/z 119.10 19.07%
5000
120.0
77.0 91.0
o70 510 | ‘
0 H‘m"mf‘uu‘,uu{‘mH‘M‘m11‘_"MM‘M"HW“HH_
m/z--> 10 20 30 40 50 60 70 80 90 100110120 7.40 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082922\
Data File : BGO54770.D

Acq On : 29 Aug 2022 13:10
Operator : CG/JU

Sample : N4355-07

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 11 Benzene, 1,2,4-trimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
8.264 317.80 ng 5347170 1,4-Dichlorobenzene-d4 8.153

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Mesitylene 120 C9H12 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, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 91
Abundance Scan 847 (8.264 min): BG054770.D\data.ms (-839) (-) m/z 105.10 100.00%
105.1
5000 120.1 /\
R A RARERREEES
51.0 77"1 8.00 8.20 8.40 8.60
0“_Hw‘HWH‘NHHHMmmUHMH”_thuwﬁjwuwhuuw‘uw‘ m/z 120.10 44.84%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10692: Mesitylene
105.0
5000 1200 LB L B B B R I
8.00 8.20 8.40 8.60
m/z 77.10 15.12%
51.0 7.0
O \\‘\\H‘%\7\.‘()\\\\‘\\\\i‘}‘\\M\‘\‘\\’H\‘U‘\\H“\\H‘\‘}1\‘H‘\‘\"‘HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0
8.00 8.20 8.40 8.60
m/z 91.10 12.38%
5000 120.0 /
39.0 77.0
0brt2 0 el Sl el
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10705: Benzene, 1,2,4-trimethyl-
105.0 8.00 8.20 8.40 8.60
m/z 119.10 11.63%
5000 120.0
28.0 51.0 77.0
0“_vuw‘ﬂ‘uuhu‘qh‘wNMW‘um_me‘H_HM‘NMMH‘WH‘W‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082922\
Data File : BG@54770.D

Acq On : 29 Aug 2022 13:10
Operator : CG/JU

Sample : N4355-07

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 12 1Indane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
8.529 266.19 ng 4478730  1,4-Dichlorobenzene-d4 8.153

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Indane 118 C9H1e 000496-11-7 94
2 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 81
3 Benzene, 1l-ethenyl-2-methyl- 118 C9H1e 000611-15-4 68
4 Deltacyclene 118 C9H1e 007785-10-6 68
5 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 58
Abundance Scan 892 (8.529 min): BG054770.D\data.ms (-884) (-) m/z 117.10 100.00%
117.1
5000
91.1
39.1 63.1 .- ¢ ‘ 8.20 8.40 8.60 8.80
bbbt b M m/z 118,10 56.38%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10179: Indane
117.0
5000 L U R I R
8.20 8.40 8.60 8.80
390 ggp 91.0 m/z 115.10  35.80%
ey T l
O \H‘H-\\’H{\‘\H‘\’\H\M\H‘}{H‘H\w‘H\\“HH‘\‘H\‘HH‘HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10192: Benzene, 2-propenyl-
117.0
8.20 8.40 8.60 8.80
m/z 91.10 18.03%
5000 91.0
39.0 65.0
0“wH‘wHH‘HAMHHHMJMMHMMNMHJUH‘NH‘_JM‘HW
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10205: Benzene, 1-ethenyl-2-methyl-
117.0 8.20 8.40 8.60 8.80
m/z 63.10 9.15%
5000
91.0
390 580 770 ‘
)PSO S |
m/z--> 10 20 30 40 50 60 70 80 90 100110120 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082922\
Data File : BGO54770.D

Acq On : 29 Aug 2022 13:10
Operator : CG/JU

Sample : N4355-07

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 13 Benzene, 1-methyl-3-propyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
8.693 57.29 ng 964010  1,4-Dichlorobenzene-d4 8.153

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-methyl-3-propyl- 134 CleH14 001074-43-7 55
2 Benzene, 1-methyl-4-propyl- 134 CleHi4 001074-55-1 50
3 Benzene, 1-methyl-2-propyl- 134 CleHi4 001074-17-5 45
4 2-Indanol 134 C9H100 004254-29-9 43
5 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 43
Abundance Scan 920 (8.693 min): BG054770.D\data.ms (-915) (-) m/z 105.10 100.00%
105.1
5000
134.1
77.0
91 s7a 10 | ‘ 8.40 8.60 8.80 9.00 ]
O v et e bbbl e m/z 115,050 39.22%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17048: Benzene, 1-methyl-3-propyl-
105.0
5000
8.40 8.60 8.80 9.00
134.0 m/z 116.05  32.80%
77.0
O\\‘l\!\s\.\o‘\\\‘\‘\ﬁ?‘.‘?\\“\\\§‘2\‘.\\\‘\Hw‘H\\‘HH\‘\H!\‘H‘H“HH‘H‘H‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17052: Benzene, 1-methyl-4-propyl-
105.0
TAVD L YA V. S
8.40 8.60 8.80 9.00
5000 m/z 134.05 25.17%
134.0
77.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17050: Benzene, 1-methyl-2-propyl- L R ARARSREEE L
105.0 8.40 8.60 8.80 9.00
m/z 106.10 13.77%
5000
134.0
77.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082922\
Data File : BGO54770.D

Acq On : 29 Aug 2022 13:10
Operator : CG/JU

Sample : N4355-07

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 14 Benzene, 1,2-diethyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
8.787 90.25 ng 1518470  1,4-Dichlorobenzene-d4 8.153

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 95
2 Benzene, 1,4-diethyl- 134 C1eHi4 000105-05-5 94
3 1,3,8-p-Menthatriene 134 CleHi4 018368-95-1 94
4 Benzene, 1,3-diethyl- 134 CleHi4 000141-93-5 93
5 Benzene, 4-ethyl-1,2-dimethyl- 134 CleH14 000934-80-5 91
Abundance Scan 936 (8.787 min): BG054770.D\data.ms (-928) (-) m/z 119.10 100.00%
119.1
5000 91.1 134.1
39.0 65.1 ‘ 8.40 8.60 8.80 9.00 9.20
Obrrrrrrrrer et el el L sz 105,05 64.89%
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 9.20
' m/z 134.05 46.06%
39.0 65.0
O \\‘]_\\5\\()‘\\\‘\“\\H“‘\H\i‘\‘\\\‘\‘\‘H‘\H‘H’\\\\“UH\‘\H1\‘\\‘}}l\\\\’\\‘\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17031: Benzene, 1,4-diethyl-
110.0 N\ I
R B
8.40 8.60 8.80 9.00 9.20
5000 134.0 m/z 91.10 38.99%
91.0
41.0 65.0
< it T
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17024: 1,3,8-p-Menthatriene
119.0134.0 8.40 8.60 8.80 9.00 9.20
91.0 m/z 77.10 16.17%
5000
410 650 ‘
0“_H‘_HW‘HM‘HqW‘WMMWHHMHH‘”HHUL‘J$LH‘“L‘_H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 8.40 8.60 8.80 9.00 9.20

8270-BGO82522.M Tue Aug 30 14:40:55 2022 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082922\
Data File : BG@54770.D

Acq On : 29 Aug 2022 13:10
Operator : CG/JU

Sample : N4355-07

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 15 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
9.104 58.65 ng 986884  1,4-Dichlorobenzene-d4 8.153
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 CleH14 001758-88-9 97
2 Benzene, 1-ethyl-2,3-dimethyl- 134 CleHi4 000933-98-2 95
3 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 94
4 o-Cymene 134 C1eH14 000527-84-4 93
5 1,3-Cyclopentadiene, 1,2,3,4-tet... 134 C10H14 076089-59-3 93
Abundance Scan 990 (9.104 min): BG054770.D\data.ms (-983) (-) m/z 119.10 100.00%
119.1
5000
134.1
91.1
30.1 65.0 | ‘ ‘ I 8.80 9.00 9.20 9.40
ol Wb m/z 134,05 32.84%
miz--> 20 40 60 80 100 120 140
Abundance #17086: Benzene, 2-ethyl-1,4-dimethyl-
119.0
134.0 8.80 9.00 9.20 9.40
m/z 91.10 18.85%
150 390 459 )
O\\\‘\‘\‘\\\““\\“U\“\“\\\‘H‘\\\\’u‘\\m‘l\\\”\’\
miz--> 20 40 60 80 100 120 140
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl-
119.0
8.80 9.00 9.20 9.40
5000 m/z 105.10 14.43%
91.0 134.0
39.0 65.0 ‘
R RN N B N
m/z--> 20 40 60 80 100 120 140
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0 8.80 9.00 9.20 9.40
m/z 117.10 10.15%
5000
91.0 134.0
39.0 65.0 ‘
m/z--> 20 40 60 80 100 120 140 8.80 9.00 9.20 9.40

8270-BGO82522.M Tue Aug 30 14:40:56 2022 Page: 13



Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :

Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082922\

BG054770.D

: 29 Aug 2022 13:10
: CG/JU
: N4355-07

: 6 Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG082522.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 16 o-Cymene Concentration Rank 18

R.T EstConc Area Relative to ISTD R.T.
9.157 50.57 ng 850902 1,4-Dichlorobenzene-d4 8.153
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 o-Cymene 134 CleH14 000527-84-4 95
2 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 95
3 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 91
4 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 91
5 Benzene, 1-ethyl-3,5-dimethyl- 134 CleH14 000934-74-7 91
Abundance Scan 999 (9.157 min): BG054770.D\data.ms (-994) (-) m/z 119.10 100.00%
119.1
5000
134.1
39.1 65.1 oLl ‘ 8.80 9.00 9.20 9.40
b et b Al m/z 134005 26.69%
m/z--> 20 40 80 100 120 140
Abundance #16997: 0-Cymene
119.0
5000
8.80 9.00 9.20 9.40
910 134.0 m/z 91.10  16.44%
41.0 65.0 ‘ ‘
O\\\\‘\‘\ T “\“ \‘\ \H“\‘\ T \‘”‘ T ‘W\ \‘M T T
miz--> 20 40 60 80 100 120 140
Abundance #17105: Benzene, 1-methyl-3-(1-methylethyl)-
119.0
8.80 9.00 9.20 9.40
5000 m/z 120.10 9.99%
134.0
91.0
obaso 0 Y L
m/z--> 20 40 80 100 120 140
Abundance #17086: Benzene, 2-ethyl-1,4-dimethyl- A e
119.0 8.80 9.00 9.20 9.40
m/z 117.10 8.22%
5000
134.0
91.0
15.0 39.0 65.0 ‘ ‘
) S R v RSN S Y S VIS VNS 18 SN
m/z--> 20 40 80 100 120 140 8.80 9.00 9.20 9.40

8270-BGO82522.M Tue Aug 30 14:40:57 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082922\
Data File : BG@54770.D

Acq On : 29 Aug 2022 13:10
Operator : CG/JU

Sample : N4355-07

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 17 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
9.263 126.91 ng 2135250 1,4-Dichlorobenzene-d4 8.153
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 CleH14 000934-80-5 93
2 Benzene, 1l-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 90
3 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 81
4 p-Cymene 134 C1eH14 000099-87-6 76
5 Benzene, 1-ethyl-3,5-dimethyl- 134 CleH14 000934-74-7 76
Abundance Scan 1017 (9.263 min): BG054770.D\data.ms (-1006) (-) m/z 119.10 100.00%
119.1
5000
91.0
391 651 ‘ 9.00 9.20 9.40 9.60
Ok bt el 20700 s 134,05 31.62%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
5000
9.00 9.20 9.40 9.60
91.0 m/z 117.10  31.55%
65.0 ‘
0 %stw.‘o\‘\\g\g“;?\“i‘\“i‘\H‘H‘ T \‘V\“H“H‘M\H‘\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17078: Benzene, 1-ethyl-2,4-dimethyl-
119.0
e e
9.00 9.20 9.40 9.60
5000 m/z 91.05 23.22%
91.0
39.0 65.0 ‘
- TR | A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17076: Benzene, 2-ethyl-1,3-dimethyl-
119.0 9.00 9.20 9.40 9.60
m/z 115.10 15.58%
5000
91.0
39.0 65.0 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60

8270-BGO82522.M Tue Aug 30 14:40:58 2022 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082922\
Data File : BG@54770.D

Acq On : 29 Aug 2022 13:10
Operator : CG/JU

Sample : N4355-07

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 18 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
9.845 40.96 ng 1474540  Naphthalene-d8 10.979
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 97
2 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 97
3 Benzene, 1,2,3,5-tetramethyl- 134 CleHi4 000527-53-7 96
4 o-Cymene 134 CleHi4 000527-84-4 95
5 Benzene, 1-ethyl-2,4-dimethyl- 134 CleH14 000874-41-9 94
Abundance Scan 1116 (9.845 min): BG054770.D\data.ms (-1111) (-) m/z 119.10 100.00%
119.1
5000
91.1
39.1 650 ‘ | 1351 9.50 10.00
b b WL I T m/z 134,05 41.27%
miz--> 20 40 60 80 100 120 140
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 : A ——
9.50 10.00
91.0 m/z 91.10 16.97%
39.0 65.0
0 \1\5\.0‘ -l \"‘\ \“i‘\ "1“\ T \“" T \‘i‘\ “%‘\ \M T \1??‘0\ T
miz—-> 20 40 60 80 100 120 140
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0
L =5
9.50 10.00
5000 m/z 120.10 10.46%
91.0
15.0 39‘-0 65.0 | 1350
T
miz—-> 20 40 60 80 100 120 140 }\
Abundance #17066: Benzene, 1,2,3,5-tetramethyl- Pl —5
119.0 9.50 10.00
m/z 133.05 8.66%
5000
w e 0wl
0 ““m“‘ﬂ‘muﬁﬁg‘ﬂu“k‘uww;W“ﬁﬂ““‘ ‘AA‘ el
m/z--> 20 40 60 80 100 120 140 9.50 10.00

8270-BGO82522.M Tue Aug 30 14:41:00 2022 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082922\
Data File : BG@54770.D

Acq On : 29 Aug 2022 13:10
Operator : CG/JU

Sample : N4355-07

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 19 Benzene, 1l-ethenyl-4-ethyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
10.215 39.22 ng 1411890  Naphthalene-d8 10.979
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 94
2 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 93
3 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 91
4 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 90
5 Benzene, 1-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 87
Abundance Scan 1179 (10.215 min): BG054770.D\data.ms (-1173) (- | m/z 117.10 100.00%
117.1
5000 132.1 J\j\
61 911 ‘ 10.00 10.50
0 Hw_m_m_H‘UmwH‘H,Hm”Hw_WH,MMW m/z 132.05  39.19%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
11v.0 J\
5000 — ‘ _A‘
1320 10.00 10.50
o 510 ‘ m/z 115.05 28.32%
O H‘\\\\‘%\7\9\\\“\\\\i‘\\H‘\‘\‘\\Tﬂ\p}‘\H\“HH‘U\‘H‘HH’H\M‘\‘\H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0 J\/\
— —
132.0 10.00 10.50
5000 m/z 131.05 22.57%
51.0
27.0 | ‘
0“_‘H_‘ﬁ‘HHMH‘JNNWJ“W‘M‘_HJM‘HMHH‘HA,HHWﬁ‘W‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16106: 3-Phenylbut-1-ene
117.0 10.00 10.50
m/z 91.10 13.85%
5000
91.0 132.0
390 450 ‘
o""‘H"‘“"w“w;‘:u"""‘,"“!u"‘WH‘Mwll,w“uw —y 2y}
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082922\
Data File : BG@54770.D

Acq On : 29 Aug 2022 13:10
Operator : CG/JU

Sample : N4355-07

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 20 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.368 86.25 ng 3105180 Naphthalene-d8 10.979
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 95
2 Benzene, 1l-ethenyl-4-ethyl- 132 C10H12 003454-07-7 91
3 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 76
4 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 70
5 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 70
Abundance Scan 1205 (10.368 min): BG054770.D\data.ms (-1197) (- | m/z 117.10 100.00%
117.1
5000
91.1 — ——
51.1 24 ‘ 1#'1 10.00 10.50
) AN Y ‘P‘ T ‘ng‘”‘ e m/z 119.10 41.67%
miz--> 20 40 60 80 100 120 140
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000 L ke : M
91.0 10.00 10.50
51.0 m/z 132.05 37.46%
27.0 | ‘ 1:+3.0
O\\\‘\\\\‘\\‘H“H‘ \H““}“\‘\ “\‘!H!‘\‘\\\
miz—-> 20 40 80 100 120 140
Abundance #16128.Benzene,l%ﬂhenyh44ﬂhyk
117.0
1000 1050
5000 m/z 115.10 33.21%
91.0
27.0 5%0 7490 ‘ I 1380
0] R P MR ARE 1 RSN | M N
miz--> 20 40 60 80 100 120 140
Abundance #16106: 3-Phenylbut-1-ene
117.0 1000 1050
m/z 91.10 20.28%
5000
91.0
39.0 ‘ ‘
65.0
0 ““‘V"M"mu“ﬂ"m“ﬂi‘yw“lh‘%ﬁﬁq“
m/z--> 20 40 60 80 100 120 140 1&00 lQSO
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082922\
Data File : BG@54770.D

Acqg On : 29 Aug 2022 13:10
Operator : CG/JU

Sample : N4355-07

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Benzene, propyl- 7.113  135.3 ng 2275560 1  8.153 336509 20.0
Benzene, 1-ethy... 7.230 381.7 ng 6421840 1 8.153 336509 20.0
Mesitylene 7.365 194.3 ng 3269940 1  8.153 336509 20.0
Benzene, 1l-ethy.. 7.536 275.1 ng 4627860 1 8.153 336509 20.0
Benzene, 1,2,3-... 7.806 866.4 ng 14577200 1 8.153 336509 20.0
Benzene, 1,2,4-... 8.264 317.8 ng 5347176 1 8.153 336509 20.0
Indane 8.529 266.2 ng 4478730 1  8.153 336509 20.0
Benzene, 1-meth... 8.693 57.3 ng 964010 1 8.153 336509 20.0
Benzene, 1,2-di... 8.787 90.3 ng 1518470 1  8.153 336509 20.0
Benzene, 2-ethy... 9.104 58.6 ng 986884 1 8.153 336509 20.0
o-Cymene 9.157 50.6 ng 850902 1 8.153 336509 20.0
Benzene, 4-ethy... 9.263 126.9 ng 2135250 1  8.153 336509 20.0
Benzene, 1,2,4,... 9.845 41.0 ng 1474540 2 10.979 720063 20.0
Benzene, 1-ethe... 10.215 39.2 ng 1411890 2 10.979 720063 20.0
Benzene, 2-ethe... 10.368 86.3 ng 3105180 2 10.979 720063 20.0
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