LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80823\
Data File : BM@41338.D

Acqg On : 08 Aug 2023 21:05
Operator : MA/JU

Sample : 03929-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA M\Methods\8270-BM072823.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@41338.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.951 123 130 141 rVB 65115 102418 2.71% 0.329%
2 4.893 287 290 295 rVB 38976 53094 1.41% 0.170%
3 5.269 349 354 361 rBV 210474 293469 7.77% 0.942%
4 5.351 361 368 374 rBV 1655288 2331803 61.76% 7.484%
5 5.404 374 377 379 rBV 80722 101250 2.68% 0.325%
6 6.251 511 521 527 rBV3 24084 49060 1.30% 0.157%
7 6.740 600 604 612 rVB 179830 267234 7.08% 0.858%
8 6.857 618 624 628 rBV 28015 46001 1.22% ©0.148%
9 6.916 628 634 636 rvv 50182 75104 1.99% 0.241%
106 6.963 636 642 658 rVB 1526876 2456176 65.05% 7.883%
11  7.416 713 719 727 rBV 109324 170371 4.51% 0.547%
12 7.781 775 781 794 rVB 513273 814467 21.57% 2.614%
13 8.145 837 843 854 rVB 174850 278873 7.39% 0.895%
14 8.257 856 862 869 rBV 138520 220864 5.85% 0.709%
15 8.410 882 888 894 rBV 152324 256714 6.80% 0.824%
16 8.875 960 967 974 rBV 300375 449257 11.90% 1.442%
17 8.957 974 981 997 rVW 988571 1655768 43.85% 5.314%
18 9.398 1051 1056 1063 rVB 120905 184933 4.90% 0.594%
19 9.657 1091 1100 1108 rBV 42441 73039 1.93% 0.234%
20 9.822 1122 1128 1139 rVB2 107120 211143 5.59% 0.678%
21  9.975 1147 1154 1160 rBV2 136979 240701 6.38% 0.773%
22 10.275 1199 1205 1211 rVB 45544 73799 1.95% 0.237%
23 10.580 1245 1257 1263 rBV 636623 1173362 31.08% 3.766%
24 10.692 1271 1276 1287 rVB2 29205 58152 1.54% 0.187%
25 10.792 1287 1293 1301 rVB2 25574 45072  1.19% ©0.145%
26 11.239 1364 1369 1382 rVB2 25293 53139 1.41% 0.171%
27 11.498 1406 1413 1419 rBV 26722 47268 1.25% ©0.152%
28 12.257 1537 1542 1549 rVB 30725 49897 1.32% 0.160%
29 12.474 1569 1579 1589 rBV 62470 127079 3.37% 0.408%
30 13.063 1672 1679 1692 rBV 2122294 3100999 82.13% 9.952%

31 14.445 1907 1914 1933 rBV 876793 1349543 35.74%
32 15.945 2163 2169 2187 rBV 1703351 2572445 68.13%
33 17.204 2377 2383 2389 rBV 1054037 1521379 40.29%
34 17.333 2401 2405 2410 rVB2 24619 37951 1.01%
35 18.109 2530 2537 2553 rBV2 686576 1213613 32.14%

w o oo p
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00
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X

36 18.274 2562 2565 2570 rBV3 44495 77433 2.05% 0.249%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80823\
Data File : BM@41338.D

Acqg On : 08 Aug 2023 21:05
Operator : MA/JU

Sample : 03929-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA M\Methods\8270-BM072823.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 18.321 2571 2573 2580 rVvB2 33415 44410 1.18% 0.143%
38 19.009 2686 2690 2695 rBV2 76966 132562 3.51% 0.425%
39 19.274 2731 2735 2740 rBV 156813 213858 5.66% 0.686%
40 19.392 2750 2755 2773 rBV 361243 610278 16.16% 1.959%
41 19.615 2789 2793 2794 rBV2 44495 57801 1.53% 0.186%

42 19.639 2794 2797 2805 rVB 214936 322450 8.54%  1.035%
43 19.845 2827 2832 2837 rBV 3193189 3775673 100.00% 12.118%

44 20.245 2897 2900 2903 rVB 42002 48034  1.27% ©.154%
45 20.297 2906 2909 2913 rVWV 59329 70241 1.86% 0.225%
46 20.439 2930 2933 2936 rBV 58183 72619  1.92% 0.233%
47 20.486 2937 2941 2945 rVV 106472 150855 4.00% ©.484%
48 21.121 3045 3049 3056 rVB2 229602 343520 9.10% 1.102%
49 21.415 3093 3099 3103 rBV 1296529 1861280 49.30% 5.974%
50 23.780 3495 3501 3508 rVB 864308 1621920 42.96% 5.205%

Sum of corrected areas: 31158371
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

: 08 Aug 2023 21:05
: MA/JU
¢ 03929-01

. 10

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80823\
BM041338.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
LSCINT.P

Abundance

3000000

2500000

2000000

1500000

1000000

500000

0
Time-->

TIC: BM041338.D\data.ms

5.351
6.963

8.957

10.580
7.781

8.875

[\ 939, e%@%_fp 275106922 11.239.498

5.
4.893

6.740

7.416 %43410

04
3.951 6.251 i

3.50 4.00

450 5.00

550 6.00 650 700 750 8. 00

8. 0 9.00 9.50 1000 10.50 11.00 11.50

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BM041338.D\data.ms

19.845

13.063

15.945

17.204

14.445

1237474

Time-->

12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00 20.50

Abundance

3000000

2500000

2000000

1500000

1000000

500000

o

Time-->

TIC: BM041338.D\data.ms

21.415
23.780

21.121

21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80823\
Data File : BM@41338.D

Acqg On : 08 Aug 2023 21:05
Operator : MA/JU

Sample : 03929-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 3 Benzene, 1,3-dimethyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
5.404 2.49 ng 101250 1,4-Dichlorobenzene-d4 7.781

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 93
2 o-Xylene 106 C8H10 000095-47-6 91
3 p-Xylene 106 C8H10 000106-42-3 91
4 Ethylbenzene 106 C8H10 000100-41-4 72
5 Benzeneethanol, .alpha.,.beta.-d... 150 C10H140 052089-32-4 72
Abundance Scan 377 (5.404 min): BM041338.D\data.ms (-374) (-) m/z 91.00 100.00%
91.0
5000
R
39.0 650 ‘ 5.00 5.20 5.40 5.60 5.80
Ol 1870 207007 106.00  43.81%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5747: Benzene, 1,3-dimethyl-
91.0 ﬂ
5000 ‘\\\\‘\\\\’\\\\‘\\\\/\‘\\
5.00 5.20 5.40 5.60 5.80
m/z 105.00 19.06%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
91.0
R A RARE
5.00 5.20 5.40 5.60 5.80
5000 m/z 77.00 13.74%
390 450
0Ll el e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5725: p-Xylene R e R
91.0 5.00 5.20 5.40 5.60 5.80
m/z 39.00 9.18%
5000
51.0 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 5.00 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80823\
Data File : BM@41338.D

Acqg On : 08 Aug 2023 21:05
Operator : MA/JU

Sample : 03929-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 4 Benzene, propyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
6.740 6.56 ng 267234  1,4-Dichlorobenzene-d4 7.781

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, propyl- 120 CSH12 000103-65-1 94
2 N-Benzyl-2-phenethylamine 211 C15H17N 003647-71-0 78
3 Ethanol, 2-[(phenylmethyl)amino]- 151 C9H13NO 000104-63-2 72
4 Benzene, (ethenyloxy)- 120 C8H80 000766-94-9 59
5 N-Isobutyl(phenyl)methanesulfona... 227 C11H17N02S 144615-94-1 59
Abundance Scan 604 (6.740 min): BM041338.D\data.ms (-600) (-) m/z 91.00 100.00%
91.0
5000
120.0 T R
399 090 6.40 6.60 6.80 7.00
0 m_HJ‘mm“u‘w‘_ulwmHWwu_ww_m m/z 120.00  20.64%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10702: Benzene, propyl-
91.0
6.40 6.60 6.80 7.00
120.0 m/z 64.95 12.09%
39‘0 65.0
O \\\‘\‘\\\“‘\\“\\“\‘\\\“‘\\!\‘\‘\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
91.0
R AEamazENEET A,
120.0 6.40 6.60 6.80 7.00
5000 m/z 92.00 10.60%
65.0
39.0 165.0 209.0
R R A s o e R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28988: Ethanol, 2-[(phenylmethyl)amino]- e EEARRESTETSE,
91.0 6.40 6.60 6.80 7.00
m/z 57.10 8.70%
5000 120.0
65.0
ol15.0 390 7 1510
A o e RARRE EE N e
m/z--> 20 40 60 80 100 120 140 160 180 200 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80823\
Data File : BM@41338.D

Acqg On : 08 Aug 2023 21:05

Operator : MA/JU

Sample : 03929-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 Indane

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
8.145 6.85 ng 278873  1,4-Dichlorobenzene-d4 7.781
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 Benzene, 2-propenyl- 118 C9H10 000300-57-2 64
4 Benzene, cyclopropyl- 118 C9H10 000873-49-4 64

5 Benzene, 1l-ethenyl-2-methyl- 118 C9H10

000611-15-4 60

Abundance Scan 843 (8.145 min): BM041338.D\data.ms (-837) (-) m/z 116.95 100.00%
117.0
5000
R R S
63.0 ‘ 7.80 8.00 8.20 8.40
(
0 bl b 2081 2800 4 7 117.95  52.56%
m/z--> 50 100 150 200 250
Abundance #10179: Indane
117.0
5000 T T T
7.80 8.00 8.20 8.40
39.0 m/z 115.00  33.72%
O T T “\ ‘\ “ ‘\“‘7\7\0‘\‘ T T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance
117.0
7.80 8.00 8.20 8.40
5000 m/z 91.00 16.03%
39.0
78.0
0 B e — — —
m/z--> 50 100 150 200 250
Abundance #10192: Benzene, 2-propenyl- R ERRER R Rs
117.0 7.80 8.00 8.20 8.40
m/z 63.00 8.94%
5000
65.0 /\ /h
0 ““u““ﬁ . LA S AT L -
m/z--> 50 100 150 200 250 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80823\
Data File : BM@41338.D

Acqg On : 08 Aug 2023 21:05

Operator : MA/JU

Sample : 03929-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 7 Benzene, 1,3-diethyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
8.257 5.42 ng 220864 1,4-Dichlorobenzene-d4 7.781
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 97
2 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 96
3 Benzene, 1,4-diethyl- 134 C10H14 000105-05-5 95
4 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 90
5 Benzene, 1-ethyl-3,5-dimethyl- 134 C1oH14 000934-74-7 87
Abundance Scan 862 (8.257 min): BM041338.D\data.ms (-856) (-) m/z 105.00 100.00%
105.0
5000 134.1
77.0
50.9 ‘ | 8.00 8.20 8.40 8.60
0 H‘WHH‘HH‘,mH;‘m,m“Wl‘wH,HH_H‘,H‘:‘;}w_Jw m/z 119.00  95.83%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17034: Benzene, 1,3-diethyl-
119.0
5000 1340 \\\\‘\\\\‘\\\\‘\\\\‘\\/\\'
8.00 8.20 8.40 8.60
91.0 m/z 134.05 43.25%
39.0
O H‘HH‘\H‘\“H\\"‘HH““H\’\\‘H‘\H‘H‘H\\’HH‘\‘H\’\\‘\‘\l\\\\‘\\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
119.0
P e
8.00 8.20 8.40 8.60
5000 134.0 m/z 91.080 30.77%
91.0
39.0
o 15.0 65.0
e R o i B R e R AR
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17031: Benzene, 1,4-diethyl- e RRRREEE R
119.0 8.00 8.20 8.40 8.60
m/z 77.00 21.30%
5000 134.0
91.0
410 65.0
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_M\Data\BM@80823\
Data File : BM@41338.D

Acqg On : 08 Aug 2023 21:05
Operator : MA/JU

Sample : 03929-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 8 Benzene, 1,2-diethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
8.410 6.30 ng 256714 1,4-Dichlorobenzene-d4 7.781

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 95
2 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 94
3 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 81
4 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 76
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 76
Abundance Scan 888 (8.410 min): BM041338.D\data.ms (-882) (-) m/z 91.00 100.00%
91.0
119.0
5000
RERREREE R e
39.0 65"0 ‘ 8.00 8.20 8.40 8.60 8.80
Ot b L2069 ;105,60 78.03%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17032: Benzene, 1,2-diethyl-
119.0
5000
910 8.00 8.20 8.40 8.60 8.80
' m/z 119.00 60.82%
0 \]-\5\‘0\‘\\\“‘\\‘\\‘\\\\“\\\‘\‘\\\‘\H\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
105.0
R e
134.0 8.00 8.20 8.40 8.60 8.80
5000 m/z 134.00 45.74%
27.0 51.0 70
o .
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17063: Benzene, 1,2,3,4-tetramethyl- R e A RRRRAR
119.0 8.00 8.20 8.40 8.60 8.80
m/z 92.00 39.00%
5000
39.0 65.0 91.0
m/z--> 20 40 60 80 100 120 140 160 180 200 8.00 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80823\
Data File : BM@41338.D

Acqg On : 08 Aug 2023 21:05
Operator : MA/JU

Sample : 03929-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 9 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
8.875 11.03 ng 449257  1,4-Dichlorobenzene-d4 7.781
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 96
2 o-Cymene 134 C10H14 000527-84-4 95
3 p-Cymene 134 C10H14 000099-87-6 95
4 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 95
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 95
Abundance Scan 967 (8.875 min): BM041338.D\data.ms (-960) (-) m/z 119.00 100.00%
119.0
5000
o REEARREEESS N
390 770 | ( 8.60 8.80 9.00 9.20
Obrrrrmabobepbt e e M 2069 280 4 134 00 29.05%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
5000 UL L B LI LA LA BN
8.60 8.80 9.00 9.20
m/z 91.00  21.88%
77. 0‘
O \H‘\H\‘HH’\\H‘H‘HH“}‘\\‘MHH‘\H\’\\H‘HH‘HH‘HH’HH’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
119.0
8.60 8.80 9.00 9.20
5000 m/z 116.95 15.24%
41.0 77.0
Ol bbb M e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #16995: p-Cymene Aﬁ“‘u“,u“_“W“‘
119.0 8.60 8.80 9.00 9.20
m/z 77.00 10.72%
5000
41.0 77.0
0‘HMHNmuwuhuMNHMHHMHWHHMHWHHMHWHHMHWH R e
m/z--> 20 40 60 80 100120140160180200220240260280 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80823\
Data File : BM@41338.D

Acqg On : 08 Aug 2023 21:05

Operator : MA/JU

Sample : 03929-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 10 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
9.398 3.15 ng 184933  Naphthalene-d8 10.581
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 94
2 Benzene, 1-methyl-3-(1-methyleth... 134 C1@H14 000535-77-3 94
3 Benzene, 2-ethyl-1,3-dimethyl- 134 C1eH14 002870-04-4 94
4 o-Cymene 134 C1eH14 000527-84-4 94

5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 94

Abundance Scan 1056 (9.398 min): BM041338.D\data.ms (-1051) (-) m/z 118.95 100.00%
119.0
5000
91.0 k&“u,‘u‘_“w“u,u
390  65.0 1350 9.00 9.20 9.40 9.60 9.80
0l et T sz 134,05 42.78%
miz--> 0 20 40 60 80 100 120 140
Abundance #17061: Benzene, 1,2,4,5-tetramethyl-
119.0
L
5000 I R L B
9.00 9.20 9.40 9.60 9.80
m/z 90.95 19.37%
390 es0 O 135.0
0 \‘\\1\5\.0‘\‘\ T \"“\ T “\.\ T \‘”‘ T T "i‘\ \‘\“‘ T \"\
miz--> 0O 20 40 60 80 100 120 140
Abundance
119.0
R R e AR
9.00 9.20 9.40 9.60 9.80
5000 m/z 120.00 9.95%
91.0
0 15.0 41.0 65.0 135.0
e L e e e
m/z--> 0 20 40 60 80 100 120 140 A
Abundance #17070: Benzene, 2-ethyl-1,3-dimethyl- \A‘H“,H“‘ﬂ““u‘ﬁA
119.0 9.00 9.20 9.40 9.60 9.80
m/z 117.00 9.18%
5000
91.0
oL 0 T e L e
m/z--> 0 20 40 60 80 100 120 140 9.00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80823\
Data File : BM@41338.D

Acqg On : 08 Aug 2023 21:05
Operator : MA/JU

Sample : 03929-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 11 Benzene, 1l-ethenyl-4-ethyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
9.822 3.60 ng 211143  Naphthalene-d8 10.581

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 94
2 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 90
3 Indan, 1-methyl- 132 C1eH12 000767-58-8 87
4 Benzene, l-ethenyl-3-ethyl- 132 C10H12 007525-62-4 87
5 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 86
Abundance Scan 1128 (9.822 min): BM041338.D\data.ms (-1122) (-) m/z 117.00 100.00%
117.0
5000
J\ ‘ T T ‘ T
Okt b b 2070 2810135 60 36.78%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
117.0
5000 = A
9.50 10.00
m/z 114.95 25.71%
39.0 770‘
O\H‘HH“H‘\\’H‘\H“H‘H‘H\‘H ‘\H‘\‘HH’\H\’\\H‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
117.0 Jkﬁ
LNV R RS
9.50 10.00
5000 m/z 131.00 20.64%
39.0 77.0
Olrrr et e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #16104: Indan, 1-methyl- ‘A‘ ‘ ‘”VN‘"
117.0 9.50 10.00
m/z 91.00 12.57%
5000
39.0‘ ‘77.0‘
O brrrprrrerebephrre ettt e e e = _—
m/z--> 20 40 60 80 100120140160180200220240260280 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80823\
Data File : BM@41338.D

Acqg On : 08 Aug 2023 21:05

Operator : MA/JU

Sample : 03929-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 12 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
9.975 4.10 ng 240701 Naphthalene-d8 10.581

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 96
2 Benzene, 1-ethenyl-4-ethyl- 132 C10H12 003454-07-7 94
3 Indan, 1-methyl- 132 C1eH12 000767-58-8 90
4 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 90
5 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 90
Abundance Scan 1154 (9.975 min): BM041338.D\data.ms (-1147) (-) m/z 117.00 100.00%
117.0
5000
10.00
390 770 .
ol phu““ “‘;“M 1980 2810 /7 132,00 35.53%
miz--> 50 100 150 200 250
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000 IR
10.00
510 ‘ m/z 115.00  29.95%
01\5\0‘\ “\‘ }‘\\\‘\H“\ﬁ?\;p‘\h““‘ ‘H\‘\ B B e B I s
miz--> 50 100 150 200 250
Abundance
117.0
DISVAW RSV
10.00
5000 m/z 131.00 17.66%
390 770
ot et o o
miz--> 50 100 150 200 250
Abundance #16104: Indan, 1-methyl- A‘ ; ‘”VN‘"‘ -
117.0 10.00
m/z 91.00 17.31%
5000
90 7o
b
m/z--> 50 100 150 200 250 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80823\
Data File : BM@41338.D

Acqg On : 08 Aug 2023 21:05
Operator : MA/JU

Sample : 03929-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 14 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.109 15.95 ng 1213610  Phenanthrene-d10 17.204
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 92
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 76
5 n-Decanoic acid 172 C10H2002 000334-48-5 47
Abundance Scan 2537 (18.109 min): BM041338.D\data.ms (-2530) (- | m/z 73.00 100.00%
73.0
43.0
5000
129.0
213.1 — —
‘ H‘ ‘ 171.1 ‘ 256.1 18.00 18.50
ob— ‘;‘M‘w 19 W OV N m/z 59.95 79.68%
miz--> 50 100 150 200 250
Abundance #143508: n-Hexadecanoic acid
3 2
430 730 256.0
5000 e —
129.0 18.00 18.50
213.0 m/z 43.00 78.31%
H ‘ 171.0 ‘
ol “\ }\“HH \‘H““\Uh“w ‘1‘““\‘”1 al | “ “ “‘u\‘ N \‘ . “‘ N
m/z--> 50 100 150 200 250
Abundance
73.0
— =
430 18.00 18.50
5000 129.0 m/Z 55.00 64.49%
171.0
214.0
I N N R
m/iz--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid — I
43.0 73.0 18.00 18.50
m/z 41.00 62.30%
5000 129.0
‘ 199.0 2420
oL “\‘ W‘H‘H “HM\‘\‘ \\huw M\‘u} ““l‘eﬂ"q“ ‘i . “\‘ — —r s
m/z--> 50 100 150 200 250 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80823\
Data File : BM@41338.D

Acqg On : 08 Aug 2023 21:05
Operator : MA/JU

Sample : 03929-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.392 6.56 ng 610278  Chrysene-di12 21.415
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 87
4 Tridecanoic acid 214 C13H2602 000638-53-9 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 58
Abundance Scan 2755 (19.392 min): BM041338.D\data.ms (-2750) (- | m/z 73.00 100.00%
73.0
5000 129.0 L
1851 241.2 — —
‘ ‘ 284.1 19.00 19.50
oL ‘H \\hh M\ i \ ) \ “M ] - ‘L‘ : ??69 : m/z 43.00 88.69%
m/z--> 100 150 200 250 300 350
Abundance #179089: Octadecanoic acid
73.0
5000 = ——
129.0 19.00 19.50
m/z 60.00 80.86%
29. ‘ 1850 2410 284.0
O T \“\ ‘H “‘H “M‘\“\‘ \‘ \ \ \ \ ’ T \ \‘ T \“\ ‘ L ’ T
miz--> 50 100 150 200 250 300 350
Abundance
73.0
— —
19.00 19.50
5000 129.0 m/z 57.10 71.85%
29.0
199.0 242.0
(1 A K N
m/z--> 50 100 150 200 250 300 350
Abundance #109281: Tetradecanoic acid — —
73.0 19.00 19.50
m/z 55.00 68.27%
5000
129.0
29. 185.0 228.0
0 . ““ HH‘ h” ‘M‘\‘H‘\ “ \‘m‘\ “\‘ \’ ; “\‘ L L B e ‘ : . ‘ .
m/z--> 50 100 150 200 250 300 350 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80823\
Data File : BM@41338.D

Acqg On : 08 Aug 2023 21:05
Operator : MA/JU

Sample : 03929-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 E-14-Hexadecenal Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
21.121 3.69 ng 343520 Chrysene-d12 21.415
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 E-14-Hexadecenal 238 C16H300 330207-53-9 95
2 Pentacos-1-ene 350 C25H50 016980-85-1 94
3 Behenic alcohol 326 C22H460 000661-19-8 94
4 n-Tetracosanol-1 354 C24H500 000506-51-4 94
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91

Abundance Scan 3049 (21.121 min): BM041338.D\data.ms (-3045) (- | m/z 57.10 100.00%
57.1

2100 2150
207.0 281 0 . .
O AL, ‘ ‘Wm e SHL0 4010 4781 43,00 97.44%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #121278: E-14-Hexadecenal
43.0
5000 — e
21.00 21.50
m/z 55.00 95.49%
L aseo_mo0
O\\\‘\\\\H‘\\‘\\‘\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
55.0
—— —
21.00 21.50
5000 111.0 m/z 83.00 94.87%
o 1670 2640 200
e e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #232316: Behenic alcohol —— —
83.0 21.00 21.50
m/z 69.10 90.76%
5000
sl
ol Lt} 60 2800

T T
m/z--> 0 50 100 150 200 250 300 350 400 450 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80823\
Data File : BM@41338.D

Acqg On : 08 Aug 2023 21:05
Operator : MA/JU

Sample : 03929-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@72823.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, 1,3-di... 5.404 2.5 ng 101250 1 7.781 814467 20.0
Benzene, propyl- 6.740 6.6 ng 267234 1 7.781 814467 20.0
Indane 8.145 6.8 ng 278873 1 7.781 814467 20.0
Benzene, 1,3-di. 8.257 5.4 ng 220864 1 7.781 814467 20.0
Benzene, 1,2-di.. 8.410 6.3 ng 256714 1 7.781 814467 20.0
Benzene, 4-ethy. 8.875 11.0 ng 449257 1 7.781 814467 20.0
Benzene, 1,2,4,... 9.398 3.1 ng 184933 2 10.581 1173360 20.0
Benzene, 1-ethe... 9.822 3.6 ng 211143 2 10.581 1173360 20.0
Benzene, 2-ethe... 9.975 4.1 ng 240701 2 10.581 1173360 20.0
n-Hexadecanoic ... 18.109 15.9 ng 1213610 4 17.204 1521380 20.0
Octadecanoic acid 19.392 6.6 ng 610278 5 21.415 1861280 20.0
E-14-Hexadecenal 21.121 3.7 ng 343520 5 21.415 1861280 20.0
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