LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061022\
Data File : BF128767.D

Acqg On : 10 Jun 2022 19:15
Operator : CG\JU

Sample : N3286-03

Misc :

ALS Vvial : 14 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF060222.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF128767.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.863 253 268 271 rBV 3063902 4965500 28.26% 4.480%
2 5.275 500 508 517 rVB 226735 326306 1.86% 0.294%
3 5.422 522 533 534 rVW 8328308 17573579 100.00% 15.855%
4 5.440 534 536 537 rVV 8192179 5998619 34.13% 5.412%
5 5.451 537 538 548 rVB 882546 721728 4.11% 0.651%
6 5.669 567 575 578 rBV 7409728 10452445 59.48% 9.430%
7 6.334 682 688 690 rBV 2940487 3236972 18.42% 2.920%
8 6.363 690 693 696 rVV 3580310 3230894 18.38% 2.915%
9 6.410 696 701 704 rVV 4433362 4683656 26.65% 4.226%
10 6.469 708 711 712 rBV 724083 642532 3.66% 0.580%
11 6.493 712 715 718 rVB 4055896 4095788 23.31% 3.695%
12 6.646 729 741 744 rBV 8028389 11041556 62.83% 9.962%
13 6.804 764 768 771 rBV 477888 430227 2.45% 0.388%
14 6.869 774 779 782 rVB 4567821 4589843 26.12% 4.141%
15 6.987 795 799 802 rVB 3257552 2893183 16.46% 2.610%
16 7.051 806 810 812 rBV 688121 687052 3.91% 0.620%
17 7.e75 812 814 818 rVB 575297 505899 2.88% 0.456%
18 7.122 818 822 824 rBV 1501565 1241984 7.07% 1.121%
19 7.193 831 834 838 rBvV 353542 355853 2.02% 0.321%
20 7.269 843 847 849 rVW 1016612 986414 5.61% ©0.890%
21 7.293 849 851 854 rVB 838107 645812 3.67% ©.583%
22 7.340 854 859 861 rBV 1606369 1776444 10.11% 1.603%
23 7.375 861 865 868 rVB 2259177 2204711 12.55% 1.989%
24 7.487 880 884 887 rBV 434972 383482 2.18% 0.346%
25 7.575 894 899 901 rBV 1025895 1038250 5.91% 0.937%
26 7.598 901 903 906 rVB 1553600 1237708 7.04% 1.117%
27 7.693 913 919 924 rBV2 646560 795524  4.53% 0.718%
28 7.757 924 930 935 rVB2 1349041 1556726 8.86% 1.405%
29 7.828 935 942 945 rBV 2118208 2321905 13.21% 2.095%
30 7.869 945 949 956 rVWW5 169137 395154  2.25% 0.357%
31 7.951 960 963 968 rVV3 163670 179115 1.02% 0.162%
32 8.051 972 980 981 rBV2 233749 285473 1.62% 0.258%
33 8.110 982 990 993 rVV2 2622395 3392521 19.30% 3.061%
34 8.292 1017 1021 1023 rVB 225553 249973  1.42% 0.226%
35 8.363 1028 1033 1036 rvv2 659358 827870 4.71% 0.747%

36 8.469 1046 1051 1053 rBV 196815 189588 1.08% 0.171%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061022\
Data File : BF128767.D

Acqg On : 10 Jun 2022 19:15
Operator : CG\JU

Sample : N3286-03

Misc :

ALS Vvial : 14 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF060222.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 8.504 1053 1057 1062 rBV 523485 584693 3.33% 0.528%
38 8.681 1083 1087 1090 rVB2 692243 672936 3.83% 0.607%
39 8.798 1101 1107 1110 rBV 747121 658950 3.75% 0.595%
40 8.898 1119 1124 1128 rVB 1171082 961115 5.47% 0.867%
41  8.975 1128 1137 1140 rBV5 189325 459995  2.62% 0.415%
42 9.163 1164 1169 1172 rVB 2924536 2925498 16.65% 2.639%
43 9.239 1179 1182 1185 rBV 194269 197852 1.13% 0.179%
44  9.281 1185 1189 1192 rVV 155265 201400 1.15% 0.182%
45  9.328 1192 1197 1200 rVB2 224551 237747 1.35%  0.215%
46 9.410 1208 1211 1213 rBvV 256361 218451 1.24% 0.197%
47  9.769 1270 1272 1276 rVB 244402 183296 1.04% 0.165%
48 9.839 1281 1284 1288 rVB 770114 645262 3.67% ©.582%
49 10.269 1354 1357 1360 rVB 276901 237067 1.35% 0.214%
50 10.492 1390 1395 1398 rBV 175755 217501 1.24% 0.196%
51 10.639 1416 1420 1423 rVB 1728248 1625254 9.25% 1.466%
52 10.745 1435 1438 1447 rVB2 356143 489050 2.78% 0.441%
53 11.192 1511 1514 1517 rBV 278389 233142 1.33% 0.210%
54 11.222 1517 1519 1525 rVB 205356 205355 1.17% 0.185%
55 11.328 1534 1537 1541 rBV 756455 619987 3.53% 0.559%
56 11.622 1584 1587 1590 rBV 216971 182092 1.04% 0.164%
57 12.922 1803 1808 1811 rBV 2524526 2221475 12.64% 2.004%
58 13.969 1983 1986 1990 rVB 369567 334687 1.90% 0.302%
59 15.433 2230 2235 2244 rVB 306033 384090 2.19% 0.347%

Sum of corrected areas: 110837181
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061022\
Data File : BF128767.D

Acqg On : 10 Jun 2022 19:15
Operator : CG\JU

Sample : N3286-03

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF128767.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061022\
Data File : BF128767.D

Acqg On : 10 Jun 2022 19:15

Operator : CG\JU

Sample : N3286-03

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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 4 Benzene, 1l-ethyl-2-methyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
6.334 150.48 ng 3236970 1,4-Dichlorobenzene-d4 6.804
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 Mesitylene 120 C9H12 000108-67-8 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 688 (6.334 min): BF128767.D\data.ms (-682) (-) m/z 105.10 100.00%
105.1

5000
120.1
SNBSS L 19 LA S N
300 g3y 10 91‘1 6.00 6.20 6.40 6.60
oH_HwmwHH‘_Hw‘mwMWHH‘mwJ‘H‘MWuuu‘mw m/z 120.16  31.15%
miz--> 10 20 30 40 50 60 70 80 90 100110 120130
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0 M/\

120.0 6.00 6.20 6.40 6.60
m/z 91.10  13.65%
\ \

39.0 77.0 91.0
”W”‘EER‘”W‘”WM‘ﬁ%PW”MH””W‘”W‘MW”‘W”W‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
105.0

6.00 6.20 6.40 6.60

o

5000 ITI z 77.05 13.12%
120.0
77.0 91.0
0**w%ﬁgww*?%?*wH*ﬁ%pww*ww*ww*ww*ww*ww*w*
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10692: Mesitylene
105.0 6.00 6.20 6.40 6.60

m/z 79.05 10.78%

m/z-->

5000 120.0
77.0
91.0
0 27.0 >l 0

10 20 30 40 50 60 70 80 90 100110120130

6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061022\
Data File : BF128767.D

Acqg On : 10 Jun 2022 19:15
Operator : CG\JU

Sample : N3286-03

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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, 1l-ethyl-4-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
6.363 150.19 ng 3230890 1,4-Dichlorobenzene-d4 6.804

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 95
2 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 94
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 91
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
5 Mesitylene 120 CS9H12 000108-67-8 91
Abundance Scan 693 (6.363 min): BF128767.D\data.ms (-690) (-) m/z 105.10 100.00%
105.1
5000
120.1
A R Rma
510 77.1 91.1 6.00 6.20 6.40 6.60
370 7 A
Oy B e e m/z 120.10 29.71%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0 /u\/l
120.0 6.00 6.20 6.40 6.60
m/z 77.10 13.02%
77.0 91.0
0 \\‘]\_\5\‘\0‘\\\‘\‘\??‘.(\)\H“\\\\6‘%.‘(\)\‘\Hm‘uH‘iH\‘\‘11\“\‘\‘\“‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
105.0
6.00 6.20 6.40 6.60
5000 m/z 91.10 12.40%
120.0
79.0
39.0 65.0
Ol prrrrprrtrprerdprrrr e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0 6.00 6.20 6.40 6.60
m/z 79.10 10.77%
5000
120.0
77.0 91.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061022\
Data File : BF128767.D

Acqg On : 10 Jun 2022 19:15
Operator : CG\JU

Sample : N3286-03

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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 Mesitylene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
6.410 217.73 ng 4683660 1,4-Dichlorobenzene-d4 6.804

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 97
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 97
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
4 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 90
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 90
Abundance Scan 701 (6.410 min): BF128767.D\data.ms (-696) (-) m/z 105.10 100.00%
105.1
5000 120.1
s R
39.1 63.0 77‘-0 91.0 6.00 6.20 6.40 6.60 6.80
0 H_HwH_H‘MmHMm_mH‘1“‘Hw‘m“M_prw m/z 120.05  43.02%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10695: Mesitylene
105.0
120.0
5000 DL B LR B W
6.00 6.20 6.40 6.60 6.80
m/z 77.05 13.72%
39.0 77.0 91.0
O H‘H\\‘\\\‘\‘H\\“‘\\Hi‘\‘\\{‘6‘%\“9‘\\\}“\\\\“{\H‘\Hl\‘H‘\‘\“‘HH‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
105.0
120.0 6.00 6.20 6.40 6.60 6.80
5000 m/z 119.10 11.53%
77.0
o 15, 39.0 63.0 91.0
T T T e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 /Jk
Abundance #10718: Benzene, 1,2,4-trimethyl- PRMBBMSBMEY ) A0 M N
105.0 6.00 6.20 6.40 6.60 6.80
m/z 91.05 11.36%
120.0
5000
51.0 77.0 91.0
O 210 o e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061022\
Data File : BF128767.D

Acqg On : 10 Jun 2022 19:15

Operator : CG\JU

Sample : N3286-03

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 7 Benzene, 1,2,3-trimethyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
6.646 513.29 ng 11041600 1,4-Dichlorobenzene-d4 6.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 97
2 Mesitylene 120 C9H12 000108-67-8 97
3 Benzene, 1,2,4-trimethyl- 120 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 91
Abundance Scan 741 (6.646 min): BF128767.D\data.ms (-729) (-) m/z 105.10 100.00%
105.1
5000 120.1
coth A
1 77‘-1 91.1 6.40 6.60 6.80 7.00
O 383 B4 Ll wjz 120010 44.23%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
120.0 M/\/l
5000 L L B I IR L
6.40 6.60 6.80 7.00
m/z 77.10 13.78%

o

77.0 91.0
“&agwww‘fh“wwbwﬁiPWHMMHHHHH\”M\HH\HH\
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance
105.0

6.40 6.60 6.80 7.00

5000 120.0 m/z 119.10  12.59%
77.0
. 91.0
0 27.0 510 64.0
T T T T T S T T T o e
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10718: Benzene, 1,2,4-trimethyl-
105.0 6.40 6.60 6.80 7.00
m/z 91.10 12.40%

m/z-->

120.0
5000
77.0 91.0
oL, 150 38.0 °20 640 | 7 |
S - BN 1M /A SN A NN |

10 20 30 40 50 60 70 80 90 100 110120

6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061022\
Data File : BF128767.D

Acqg On : 10 Jun 2022 19:15

Operator : CG\JU

Sample : N3286-03

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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 8 Benzene, 1,2,4-trimethyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
6.869 213.37 ng 4589840 1,4-Dichlorobenzene-d4 6.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 94
3 Benzene, 1-ethyl-2-methyl- 120 CO9H12 000611-14-3 91
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91

5 Mesitylene 000108-67-8 91

Abundance Scan 779 (6.869 min): BF128767.D\data.ms (-774) (-) m/z 105.10 100.00%
105.1
5000 1201
A
77.1 911 6.60 6.80 7.00 7.20
0 H_m_m_H;‘,mmH_m_H‘J‘_HW‘HH_me“mw m/z 120.10  38.48%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10705: Benzene, 1,2,4-trimethyl-
105.0
5000 120.0 jl,
6.60 6.80 7.00 7.20
28.0 c10 77.0 910 m/z 77.10 12.81%
0 \\%ﬁ\c\)‘\H‘!‘\\H"‘H\\H“\H‘\\‘\\‘\H‘\“\\\\‘H\\‘\ul\‘\\‘\‘\“\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance
105.0
6.60 6.80 7.00 7.20
5000 m/z 91.10 10.04%
120.0
77.0 91.0
0 18.0 39.0 63.0
R e B RN RAAsa R e e o e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0 6.60 6.80 7.00 7.20
m/z 79.10 9.63%
5000
120.0
77.0 91.0
X . B M N
m/z--> 10 20 30 40 50 60 70 80 90 100110120 6.60 6.80 7.00 7.20
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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_F\Data\BF061022\
BF128767.D

: 10 Jun 2022 19:15
¢ CG\JU
: N3286-03

14

Sample Multiplier: 1

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M

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 Indane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
6.987 134.50 ng 2893180 1,4-Dichlorobenzene-d4 6.804

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 91
2 Benzene, 1l-ethenyl-2-methyl- 118 C9H10 000611-15-4 74
3 Deltacyclene 118 C9H1e 007785-10-6 68
4 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 55
5 Benzaldehyde, 4-(1-phenyl-2-prop... 238 C16H1402 1000277-56-1 50
Abundance Scan 799 (6.987 min): BF128767.D\data.ms (-795) (-) m/z 117.10 100.00%
117.1
5000
911 N B R R
39.1 63.0 770 ‘ 6.60 6.80 7.00 7.20 7.40
Obrrrpererpreerpreedreeeetier bbbt e e m/z 118,10 55.20%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10179: Indane
117.0
5000 [TT T T T T
6.60 6.80 7.00 7.20 7.40
m/z 115.10  33.88%
39.0 g0 91.0 /
S R LI I
O\H’\\.H‘H‘H’\H}‘\H\}i\HMH\‘H\w‘\H\“HH‘\‘H\‘HH’HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
117.0
6.60 6.80 7.00 7.20 7.40
5000 m/z 91.10 17.99%
91.0
39.0 g 77.0
L1
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10184: Deltacyclene
117.0 6.60 6.80 7.00 7.20 7.40
m/z 63.05 9.62%
5000
390 91.0
65.0 ‘
0 H‘M‘H‘HH,H‘W‘H‘Wuﬂ‘WMW‘HH_HHM‘H‘ﬁ‘W‘ﬂNM‘H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.60 6.80 7.00 7.20 7.40

8270-BF060222.M Mon Jun 13 16:14:23 2022

Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061022\
Data File : BF128767.D

Acqg On : 10 Jun 2022 19:15

Operator : CG\JU

Sample : N3286-03

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 10 Benzene, 1,2-diethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
7.051 31.94 ng 687052 1,4-Dichlorobenzene-d4 6.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 94
2 Benzene, 1,4-diethyl- 134 C1leH14 000105-05-5 93
3 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 93
4 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 72
5 Ethanone, 1-(4-methylphenyl)- 134 C9H100 000122-00-9 60
Abundance Scan 810 (7.051 min): BF128767.D\data.ms (-806) (-) m/z 105.10 100.00%
105.1
5000 134.1
77.0 A RRR R e
51.0 ‘ | ‘ 6.80 7.00 7.20 7.40
o e b L hz 110010 97.35%
miz--> 20 40 60 80 100 120 140
Abundance #17032: Benzene, 1,2-diethyl-
119.0
5000 134.0
910 6.80 7.00 7.20 7.40
' m/z 134.05 46.35%
39.0 65.0
0 \1\5\.0‘ \‘\‘\ \“‘\ \“i‘ \“‘\‘\ T \m‘ - “H\ \‘iH T \‘\ T
miz-> 20 40 60 80 100 120 140
Abundance
105.0
6.80 7.00 7.20 7.40
5000 134.0 m/z 91.05 31.88%
77.0
1.
27.0 510
Lt
m/iz--> 20 40 60 80 100 120 140
Abundance #17034: Benzene, 1,3-diethyl-
119.0 6.80 7.00 7.20 7.40
m/z 115.05 21.48%
5000 134.0
91.0
390 g50 | ‘
0 \\\‘\MM NH\HMwWHM\ W“u;“ﬂﬁ Wﬁl\\\\‘\
m/z--> 20 40 60 80 100 120 140 6.80 7.00 7.20 7.40

8270-BF060222.M Mon Jun 13 16:14:24 2022

Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061022\
Data File : BF128767.D

Acqg On : 10 Jun 2022 19:15

Operator : CG\JU

Sample : N3286-03

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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 11 Benzene, 1-methyl-4-propyl- Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
7.075  23.52 ng 505899 1,4-Dichlorobenzene-d4 6.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-propyl- 134 C1oH14 001074-55-1 81
2 Benzene, 1-methyl-2-propyl- 134 C1oH14 001074-17-5 81
3 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 68
4 Benzene, 1l-methyl-3-propyl- 134 C10H14 001074-43-7 64

5 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 53

Abundance Scan 814 (7.075 min): BF128767.D\data.ms (-812) () m/z 105.10 100.00%

105.1
5000
134.1

770 \\\‘\\\\’\/\/\\\\‘\\\\‘\\\\
510 H | 6.80 7.00 7.20 7.40
O rrrrprrer ot e m/z 134,05 23.41%
miz--> 10 20 30 40 50 60 70 80 90 100110120130140

Abundance #17052: Benzene, 1-methyl-4-propyl-

' ' 105.0 ﬂ
5000

6.80 7.00 7.20 7.40
134.0 m/z 77.05 18.26%

77.0
\\‘H\\‘H\\‘\H\‘\H\‘\H\‘\\H‘\\H‘HH‘\\H‘HH‘HH‘HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
105.0

6.80 7.00 7.20 7.40
5000 m/z 79.10 15.45%

134.0
77.0
150 390 620
T [T T T T T I T T T
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17046: Benzene, (1-methylpropyl)-
105.0

o

0

6.80 7.00 7.20 7.40
m/z 106.05  13.74%
5000
134.0
77.0
27.0 51.0

0‘WHH‘HHMH‘_HWMHWHH‘HmM‘HmHWJNWHH‘HH_‘HM‘ L BT S
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 6.80 7.00 7.20 7.40

8270-BF060222.M Mon Jun 13 16:14:25 2022

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061022\
Data File : BF128767.D

Acqg On : 10 Jun 2022 19:15
Operator : CG\JU

Sample : N3286-03

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 12 p-Cymene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
7.122 57.74 ng 1241980 1,4-Dichlorobenzene-d4 6.804

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 p-Cymene 134 C1oH14 000099-87-6 95
2 o-Cymene 134 C10H14 000527-84-4 95
3 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 94
4 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 93
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 93
Abundance Scan 822 (7.122 min): BF128767.D\data.ms (-818) (-) m/z 119.05 100.00%
119.1
5000
134.0
91.1
290 650 ‘ 6.80 7.00 7.20 7.40

0‘WHH‘HH_HﬂﬁuqbuwM\WHMHHHM‘HHW‘_NH‘HWMMWH‘ m/z 134.00  33.33%

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

Abundance #16995: p-Cymene

119.0
5000
6.80 7.00 7.20 7.40
91.0 134.0 m/z 105.05 32.93%
41.0 65.0
O\\‘H\\‘H\‘.\O‘H\\“‘H\\“H\\‘\‘\‘\\‘\HM“\H\‘\‘H\‘\w\\‘H‘\‘\l\\\\‘\\‘\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
119.0
R R
6.80 7.00 7.20 7.40
5000 m/z 91.10 23.62%
134.0
91.0
41.0 65.0
O rrprrrrprrdrprrrd et el et e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17073: Benzene, 2-ethyl-1,4-dimethyl-
119.0 6.80 7.00 7.20 7.40
m/z 77.05 12.53%
5000
134.0
91.0
0 15.0 . 39\‘\0 | 65\0 I m“ Ll i
T e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 6.80 7.00 7.20 7.40

8270-BF060222.M Mon Jun 13 16:14:26 2022 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061022\
Data File : BF128767.D

Acqg On : 10 Jun 2022 19:15
Operator : CG\JU

Sample : N3286-03

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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 o-Cymene Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
703 3e.62ng 645812 1,4-Dichlorobenzene-dd 6.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1o-cymene 134 Cclma 000527-84-4 95
2 p-Cymene 134 CleH14 000099-87-6 95

003479-89-8 95
000535-77-3 91

3 1,3,5-Cycloheptatriene, 3,7,7-tr... 134 C1l0OH14
4 Benzene, 1-methyl-3-(1-methyleth... 134 CleH14

5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 91
Abundance Scan 851 (7.293 min): BF128767.D\data.ms (-849) (-) m/z 119.10 100.00%
119.1
5000
134.1
91.1
39.1 63.0 77‘.1 ‘ 105.1 U 7.00 7.20 7.40 7.60
O bt e bt b m/z 134,05 25.47%
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #16997: 0-Cymene
119.0
5000
7.00 7.20 7.40 7.60
910 134.0 m/z 91.10  17.39%
o 270 40 630 770 105.0 |
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\{“\\\\‘\‘\\\‘\w‘\\‘\\\\‘\\\\‘\\‘\\‘\\\
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance
119.0
7.00 7.20 7.40 7.60
5000 m/z 117.10 9.38%
91.0 134.0
ol 270 41.0 30 770 105.0
R s mam ma o o
m/z--> 20 30 40 50 60 70 80 90 100110120130 140 A
Abundance #17119: 1,3,5-Cycloheptatriene, 3,7,7-trimethyl- e
119.0 7.00 7.20 7.40 7.60
m/z 120.10 9.29%
5000
91.0
41.0 63.0 77.0 105.0 134.0
0"‘2”7:‘0‘H““‘m“m‘wm“"HMH‘w:""M“H‘waluw
m/z--> 20 30 40 50 60 70 80 90 100110120130 140 7.00 7.20 7.40 7.60

8270-BF060222.M Mon Jun 13 16:14:30 2022

Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061022\
Data File : BF128767.D

Acqg On : 10 Jun 2022 19:15
Operator : CG\JU

Sample : N3286-03

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 14 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
7.598 7.30 ng 1237716  Naphthalene-d8 8.087
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 95
2 Benzene, 1,2,4,5-tetramethyl- 134 C1leH14 000095-93-2 95
3 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 94
4 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 94
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 94
Abundance Scan 903 (7.598 min): BF128767.D\data.ms (-901) (-) m/z 119.10 100.00%
119.1
5000
ot 7.20 7.40 7.60 7.80 8.00
LB o 2503 o oe 36,7
O i B e T e e m/z 134.05 36.74%
m/z--> 20 40 60 80 100 120 140
Abundance #16998: 0-Cymene
119.0
5000
7.20 7.40 7.60 7.80 8.00
91.0 m/z 91.10 18.35%
0 \1\5\-(‘)\ T \‘\1‘::1.\0\ 5 \“6?.\0\ \“‘ T ‘W\ \‘\w T 130 T
miz-> 20 40 60 80 100 120 140
Abundance
119.0
7.20 7.40 7.60 7.80 8.00
5000 m/z 120.10 9.77%
91.0
0 15.0 39.0 65.0 135.0
T T e e e
m/iz--> 20 40 60 80 100 120 140
Abundance #17062: Benzene, 1,2,3,5-tetramethyl-
119.0 7.20 7.40 7.60 7.80 8.00
m/z 77.10 9.06%
5000
39"0 65.0 91"0 | 1:?5.0
) SNSRI RS S WIS AR MRS, N S e
m/z--> 20 40 60 80 100 120 140 7.20 7.40 7.60 7.80 8.00

8270-BF060222.M Mon Jun 13 16:14:31 2022 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061022\
Data File : BF128767.D

Acqg On : 10 Jun 2022 19:15
Operator : CG\JU

Sample : N3286-03

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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 3-Phenylbut-1-ene Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
7.828 13.69 ng 2321910  Naphthalene-d8 8.087

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 70
2 1-Phenyl-1-butene 132 C1eH12 000824-90-8 70
3 Benzene, 1-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 64
4 Benzene, 1-methyl-4-(2-propenyl)- 132 C1OH12 003333-13-9 64
5 Benzene, 1l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 64
Abundance Scan 942 (7.828 min): BF128767.D\data.ms (-935) (-) m/z 117.10 100.00%
117.1
5000
91.0 134.1
51.0 ‘ | ‘ 7.60 7.80 8.00 8.20
b de 4R L Wl 0wz 119.10 61.84%
m/z--> 20 40 60 80 100 120 140
Abundance #16106: 3-Phenylbut-1-ene
117.0
5000
7.60 7.80 8.00 8.20
91.0 m/z 115.10 36.41%
39.0
0 eo g
O\\\‘\‘\\\’\\W\‘H‘\\\M‘\\‘i\“M\\\‘\\‘\‘\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance
117.0
7.60 7.80 8.00 8.20
5000 m/z 132.05 33.34%
91.0
27.0 510 74.0 133.0
oL NS VAN TNV 1 ! IR 1
miz--> 20 40 60 80 100 120 140
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0 7.60 7.80 8.00 8.20
m/z 91.05 24.39%
5000
0 91.0
51.
133.0
b B0 I T RO
m/z--> 20 40 60 80 100 120 140 7.60 7.80 8.00 8.20

8270-BF060222.M Mon Jun 13 16:14:32 2022 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061022\
Data File : BF128767.D

Acqg On : 10 Jun 2022 19:15
Operator : CG\JU

Sample : N3286-03

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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 Benzoic acid, 2,5-dimethyl- Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
8975 14.26ng 459995 Acenaphthene-d1e 5.839
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, 2,5-dimethyl- 150 coWieo2 000610-72-0 89

2 para-Methylbenzyl formate 150 CS9H1e02 1000368-93-7 64
3 o-Tolylacetic acid 150 C9H1002 000644-36-0 64
4 2H-Inden-2-one, 1,3-dihydro- 132 C9H80 000615-13-4 46
5 m-Tolylacetic acid 150 CSH1e02 000621-36-3 46

Abundance Scan 1137 (8.975 min): BF128767.D\data.ms (-1128) (-) m/z 105.10 100.00%
105.1
150.1
5000 77.0
51.0 R RAREAEE S,
i‘ 8.60 8.80 9.00 9.20
0! A28 1800 s 156,05 59.85%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28341: Benzoic acid, 2,5-dimethyl-
104.0 150.0
5000 770 N LR R R R I I
510 8.60 8.80 9.00 9.20
' m/z 104.05 57.23%
27.0
0 13]¢ 0 |
- \\\‘\\‘\‘\\‘\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
105.0 mﬂkw_
N AREAARREE S n
150.0 8.60 8.80 9.00 9.20
5000 ITI/Z 132.05 42 .46%
77.0
39.0
0L i el e e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28268: o-Tolylacetic acid
105.0 8.60 8.80 9.00 9.20
m/z 77.05 39.40%
5000 150.0
77.0
210 °H9 M |
ot e e e e P e e
m/z--> 20 40 60 80 100 120 140 160 180 8.60 8.80 9.00 9.20

8270-BF060222.M Mon Jun 13 16:14:33 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061022\
Data File : BF128767.D

Acqg On : 10 Jun 2022 19:15
Operator : CG\JU

Sample : N3286-03

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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 17 (Z)-1-Phenylpropene Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
9.328 7.37 ng 237747  Acenaphthene-di10 9.839
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (Z)-1-Phenylpropene 118 C9H10 000766-90-5 91
2 Benzene, 1l-ethenyl-2-methyl- 118 C9H10 000611-15-4 64
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 64
4 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 64
5 Benzene, 1l-ethenyl-4-methyl- 118 C9H1e 000622-97-9 64
Abundance Scan 1197 (9.328 min): BF128767.D\data.ms (-1192) (-) m/z 117.05 100.00%
117.1
146.1
5000
91.0 P R e
39.0 630 9.00 9.20 9.40 9.60
0 288l m/z 146.05  65.42%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10185: (Z)-1-Phenylpropene
117.0
5000
91.0 9.00 9.20 9.40 9.60
51.0 m/z 118.05 64.01%
0 \\\‘2\7‘\.(\)\“‘\\“}\““H\\NH‘\‘\M\“‘\\\\“\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
117.0
R EamaEa e S
9.00 9.20 9.40 9.60
5000 m/z 115.05 28.34%
91.0
39.0 63.0
15.0
]
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10197: Benzene, cyclopropyl- T T T T
117.0 9.00 9.20 9.40 9.60
m/z 91.05 22.47%
5000 91.0
51.0
m/z--> 20 40 60 80 100 120 140 160 180 9.00 9.20 9.40 9.60

8270-BF060222.M Mon Jun 13 16:14:34 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061022\
Data File : BF128767.D

Acqg On : 10 Jun 2022 19:15
Operator : CG\JU

Sample : N3286-03

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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 Hexadecane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
10.269 7.35 ng 237067  Acenaphthene-di10 9.839
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 96
2 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 86
3 Eicosane 282 C20H42 000112-95-8 80
4 Tridecane 184 C13H28 000629-50-5 80
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 80

Abundance Scan 1357 (10.269 min): BF128767.D\data.ms (-1354) (- m/z 57.10 100.00%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061022\
Data File : BF128767.D

Acqg On : 10 Jun 2022 19:15
Operator : CG\JU

Sample : N3286-03

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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 Heptadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.745 15.78 ng 489050  Phenanthrene-d10 11.328
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 93
2 Nonadecane 268 C19H40 000629-92-5 91
3 Eicosane 282 C20H42 000112-95-8 90
4 Tetracosane 338 C24H50 000646-31-1 90
5 Hexadecane 226 Cl16H34 000544-76-3 90

Abundance Scan 1438 (10.745 min): BF128767.D\data.ms (-1435) (- m/z 57.10 100.00%
1
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061022\
Data File : BF128767.D

Acqg On : 10 Jun 2022 19:15
Operator : CG\JU

Sample : N3286-03

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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 Octadecane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.192 7.52 ng 233142  Phenanthrene-di10 11.328
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 93
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tetracosane 338 (C24H50 000646-31-1 91
4 Nonadecane 268 C19H40 000629-92-5 91
5 Heptadecane 240 C17H36 000629-78-7 90

Abundance Scan 1514 (11.192 min): BF128767.D\data.ms (-1511) (- m/z 57.10 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061022\
Data File : BF128767.D

Acqg On : 10 Jun 2022 19:15
Operator : CG\JU

Sample : N3286-03

Misc

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Benzene, 1-ethy... 6.334 150.5 ng 3236970 1 6.804 430227 20.0
Benzene, 1-ethy... 6.363 150.2 ng 3230890 1 6.804 430227 20.0
Mesitylene 6.410 217.7 ng 4683660 1 6.804 430227 20.0
Benzene, 1,2,3-... 6.646 513.3 ng 11041600 1 6.804 430227 20.0
Benzene, 1,2,4-... 6.869 213.4 ng 4589840 1 6.804 430227 20.0
Indane 6.987 134.5 ng 2893180 1 6.804 430227 20.0
Benzene, 1,2-di... 7.051 31.9 ng 687052 1 6.804 430227 20.0
Benzene, 1-meth... 7.075 23.5 ng 505899 1 6.804 430227 20.0
p-Cymene 7.122 57.7 ng 1241980 1 6.804 430227 20.0
o-Cymene 7.293 30.0 ng 645812 1 6.804 430227 20.0
Benzene, 1,2,4,... 7.598 7.3 ng 1237710 2 8.087 3392520 20.0
3-Phenylbut-1-ene 7.828 13.7 ng 2321910 2  8.087 3392520 20.0
Benzoic acid, 2... 8.975 14.3 ng 459995 3 9.839 645262 20.0
(Z)-1-Phenylpro... 9.328 7.4 ng 237747 3 9.839 645262 20.0
Hexadecane 10.269 7.3 ng 237067 3 9.839 645262 20.0
Heptadecane 10.745 15.8 ng 489050 4 11.328 619987 20.0
Octadecane 11.192 7.5 ng 233142 4 11.328 619987 20.0
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