LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122822\
Data File : BF131869.D

Acqg On : 28 Dec 2022 19:37
Operator : CG\JU

Sample : N6219-04

Misc :

ALS Vvial : 17 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-BF122422.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF131869.D\data.ms

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

# min scan scan scan TY height area % max. total
1 3.834 292 297 303 rVB 35017 45297 2.90% ©0.359%
2 5.022 494 499 507 rVB 470470 574906 36.78% 4.556%
3 5.287 540 544 547 rBV 23103 23327 1.49% 0.185%
4 5.393 558 562 564 rBv 92550 89395 5.72% 0.708%
5 5.434 564 569 572 rVB 1378377 1368373 87.54% 10.844%
6 5.657 603 607 611 rBV 43083 41442  2.65% ©.328%
7 6.340 720 723 726 rBV 87029 66361 4.25% 0©.526%
8 6.369 726 728 731 rVB 41420 35224  2.25% 0.279%
9 6.416 731 736 738 rBvV 44484 36363 2.33% 0.288%
10 6.457 738 743 746 rVV 1398870 1425211 91.18% 11.294%
11 6.498 748 750 753 rVB 32466 28288 1.81% 0.224%
12 6.640 771 774 778 rBV 126450 116892 7.48% 0.926%
13 6.822 801 805 808 rBV 527481 407364 26.06%  3.228%
14 6.875 811 814 821 rVB 49136 41369 2.65% ©.328%
15 6.998 833 835 839 rVB 24586 18684 1.20% ©0.148%
16 7.098 849 852 854 rVB 43214 37153  2.38% 0.294%
17 7.140 854 859 866 rvB 87768 76312 4.88% 0.605%
18 7.216 867 872 874 rBV2 16527 16700 1.07% 0.132%
19 7.287 881 884 886 rBvV 31822 24802 1.59% 0.197%
20 7.310 886 888 891 rVB 33744 24600 1.57% ©.195%
21 7.357 891 896 898 rBV 76229 63366 4.05% ©.502%
22 7.392 898 902 905 rVB 1003027 901518 57.68% 7.144%
23 7.592 934 936 938 rBV 37895 27609 1.77% 0.219%
24 7.622 938 941 944 rVB 52001 46416 2.97% ©.368%
25 7.763 961 965 966 rBV2 16984 17279 1.11% 0.137%
26 7.781 966 968 973 rVB 36510 33619 2.15% ©.266%
27 7.845 973 979 982 rBV3 77126 86601 5.54% 0.686%
28 7.875 982 984 987 rW 22882 19609 1.25% ©.155%
29 7.928 987 993 995 rvw4 16066 24283 1.55% 0.192%
30 7.981 998 1002 1006 rVB 18967 17855 1.14% 0.141%
31 8.110 1012 1024 1027 rBV 586981 612777 39.20%  4.856%
32 8.134 1027 1028 1030 rVV 101592 57175 3.66% 0.453%
33 8.157 1030 1032 1036 rVB2 21188 20203 1.29% 0.160%
34 8.387 1069 1071 1077 rVB4 15692 23333  1.49% 0.185%
35 8.498 1086 1090 1092 rVB3 19655 17851 1.14% 0.141%
36 8.704 1121 1125 1129 rBV3 24659 26394 1.69% 0.209%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122822\
Data File : BF131869.D

Acqg On : 28 Dec 2022 19:37
Operator : CG\JU

Sample : N6219-04

Misc

ALS Vvial : 17 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-BF122422.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 8.828 1143 1146 1149 rVB 93249 72010 4.61% 0.571%
38 8.928 1159 1163 1166 rVB 43399 36421 2.33% 0.289%
39 9.192 1204 1208 1211 rBV 1747871 1563074 100.00% 12.387%
40 9.463 1248 1254 1257 rBV2 14134 18405 1.18% 0.146%
41  9.875 1318 1324 1328 rBV 713209 587876 37.61% 4.659%
42 10.592 1441 1446 1450 rBvV 97327 84631 5.41% 0.671%
43 10.669 1455 1459 1462 rBV 1209905 997298 63.80% 7.903%
44 10.792 1476 1480 1483 rVB2 15037 17984 1.15% 0.143%
45 11.369 1575 1578 1581 rBV 707260 580268 37.12% 4.598%
46 11.898 1665 1668 1673 rBV2 68316 57796 3.70% ©.458%
47 12.586 1783 1785 1789 rVB 31821 28387 1.82% ©.225%
48 12.822 1822 1825 1829 rBvV2 21507 21577 1.38% 0.171%
49 12.963 1845 1849 1853 rBvV 1348789 1189871 76.12% 9.429%
50 13.880 2001 2005 2015 rBV5 56021 122951 7.87% 0.974%

51 14.027 2026 2030 2033 rVB 378205 344493 22.04%  2.730%
52 15.510 2278 2282 2292 rVB 302298 401772 25.70% .184%

w

Sum of corrected areas: 12618765
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :
Quant Title

TIC Library
TIC Integration Parameters:

: 28 Dec 2022 19:37
: CG\JU
: N6219-04

17

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122822\
BF131869.D

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance

1600000

1400000

1200000

1000000

800000

600000

400000

200000

0

TIC: BF131869.D\data.ms
5.434 6.457

7.392

5022 6.822

7 TI582L

3.834 5.657 8659@?%@

Time-->

\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\I\\ﬁ \ T 1
220240260280300320340360380400420440460480500520540560580600620640660680700720740760

Abundance

1600000

1400000

1200000

1000000

800000

600000

400000

200000

TIC: BF131869.D\data.ms
9.192

12.963
10.669

9.875 11.369

8.110

10.5
% J@?g 38?lQS8 70 ﬁg% 9. 463 ngz e 12.5882.82

044
Time-->

‘ —T ‘ T S e R [ ‘ :
800 850 900 950 10.00 1050 11.00 11.50 12.00 1250 1300

Abundance

1600000

1400000

1200000

1000000

800000

600000

400000

200000

Time-->

0

TIC: BF131869.D\data.ms

14.027
15.510

13.880

‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122822\
Data File : BF131869.D

Acq On : 28 Dec 2022 19:37
Operator : CG\JU

Sample : N6219-04

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.022  28.23 ng 574906 1,4-Dichlorobenzene-d4 6.822

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 35
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
4 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
5 5-Hexen-2-one 98 C6H1e0 000109-49-9 9
Abundance Scan 499 (5.022 min): BF131869.D\data.ms (-494) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0 e
4.60 4.80 5.00 5.20 5.40
ol 830 3
ot m/z 59.10 63.51%
miz--> 20 40 60 80 100 120 140
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 N L L R R
4.60 4.80 5.00 5.20 5.40
101.0 m/z 101.00 22.81%
270 ‘ 83.0 |
O\\\\‘\‘\“\\“‘\\\w“\\\\“\\\\‘\\\\‘\\\\‘\\
miz—-> 20 40 60 80 100 120 140
Abundance #4528: 2,3-Butanedione, monooxime
43.0
R e
4.60 4.80 5.00 5.20 5.40
5000 m/z 58.10 14.90%
101.0
o 180 . 600 840
e
m/z--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester R AREERARE
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.00 9.60%
5000 41.0
126.0142 0
O v H“ ‘ wM ‘ ‘ e e e e e
m/z--> 20 40 60 80 100 120 140 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122822\
Data File : BF131869.D

Acq On : 28 Dec 2022 19:37
Operator : CG\JU

Sample : N6219-04

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.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 3 Benzene, 1,3-dimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
5.657 2.03 ng 41442  1,4-Dichlorobenzene-d4 6.822

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,3-dimethyl- 106 C8H1e@ 000108-38-3 95
2 o-Xylene 106 C8H1e 000095-47-6 95
3 p-Xylene 106 C8H1e 000106-42-3 95

4 1,3-Cyclopentadiene, 5-(1-methyl... 106 C8H1@ 002175-91-9 90
5 Ethylbenzene 106 C8H10 000100-41-4 87

Abundance Scan 607 (5.657 min): BF131869.D\data.ms (-603) (-) m/z 91.00 100.00%

91.0
5000 106.0 j\
R ARAN RS
39.0 51.0 g50 /70 5.40 5.60 5.80 6.00
o"_H‘_"‘,"H“‘mMm‘Mu‘H“U_Hu‘lwmw m/z 106.08  38.57%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5749: Benzene, 1,3-dimethyl-
91.0

]

5000 106.0 R R RAREEREEEE
5.40 5.60 5.80 6.00

m/z 105.00  16.96%

270 39.0 51.0 65.0 77.0 ‘
0‘wH‘\H“W‘“‘\‘H‘m“”\M‘\”“HMH"\l‘”\"“‘wm
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5730: 0-Xylene
91.0
A LA MERA AR
5.40 5.60 5.80 6.00
5000 ITI/Z 77 .00 12.43%
106.0
39.0 51.0 77.0
PO/ e S Y
m/z--> 10 20 30 40 50 60 70 80 90 100 110 /\
Abundance #5718: p-Xylene A RARRRmARE R
91.0 5.40 5.60 5.80 6.00
m/z 51.00 8.91%
106.0
5000
77.0
Y T Rl O R Y N U o S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122822\
Data File : BF131869.D

Acq On : 28 Dec 2022 19:37
Operator : CG\JU

Sample : N6219-04

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.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 4 Benzene, 1l-ethyl-2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
6.340 3.26 ng 66361 1,4-Dichlorobenzene-d4 6.822

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 94
2 Benzene, 1l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
3 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 723 (6.340 min): BF131869.D\data.ms (-720) (-) m/z 105.10 100.00%
105.1
5000
120.1
 ARBEEEEAE L
390  gag (70 N0 6.00 6.20 6.40 6.60

0‘W‘H‘MH‘W‘HMmHHMHWNMW‘HM‘HNM‘HHJH‘quuHW m/z 120.10  30.31%

m/z--> 10 20 30 40 50 60 70 80 90 100 110120

Abundance #10724: Benzene, 1-ethyl-2-methyl-

105.0
6.00 6.20 6.40 6.60
770 910 120.0 m/z 91.08  15.46%
OH‘\\\\’\2\7\.?\\\\’\\\s\ﬁ{‘\o\\?ﬂ‘.\(\)‘\HM‘HH“‘}H\HH\‘H‘\‘\“HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0 A
6.00 6.20 6.40 6.60
5000 m/z 77.00 12.61%
120.0
77.0 91.0
39.0
Y R SO RN O S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 A
Abundance #10695: Mesitylene “‘H“_A‘,‘A“W“%
105.0 6.00 6.20 6.40 6.60
m/z 79.00 12.32%
120.0
5000
300 30 770 910 | l\ A
0HW",H"‘,‘m‘,mq‘;w“H"‘H‘m‘l“HH“m‘“‘m‘u‘m‘uw HAWHWH‘AM,HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122822\
Data File : BF131869.D

Acq On : 28 Dec 2022 19:37
Operator : CG\JU

Sample : N6219-04

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.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 5 Mesitylene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
6.640 5.74 ng 116892 1,4-Dichlorobenzene-d4 6.822

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Mesitylene 120 C9H12 000108-67-8 95
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94

4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 93
5 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 91

Abundance Scan 774 (6.640 min): BF131869.D\data.ms (-771) (-) m/z 105.10 100.00%

105.1

M)

01 gag 770 910 6.40 6.60 6.80 7.00
Ol b bl miz 120010 37.12%

miz--> 10 20 30 40 50 60 70 80 90 100110 120

Abundance #10692: Mesitylene

105.0

120.0 A A | A /

5000 AR R
6.40 6.60 6.80 7.00

m/z 77.00  13.28%

77.0
51.0 91.0
\\’\\\\’\2\\7\.?\\\\"\\H"“\‘\\\“6\4\*10\‘\H‘H‘\\\\“\\H‘\Ml\‘\\‘\‘\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0

6.40 6.60 6.80 7.00

o

m/z 91.00 12.56%
5000 120.0
39.0 77.0 91.0
o 120 e S
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10705: Benzene, 1,2,4-trimethyl-
105.0 6.40 6.60 6.80 7.00
m/z 119.00 10.42%
5000 120.0
28.0 77.0 91.0
o0 a0 [ o
m/z--> 10 20 30 40 50 60 70 80 90 100110120 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122822\
Data File : BF131869.D

Acq On : 28 Dec 2022 19:37
Operator : CG\JU

Sample : N6219-04

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.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 6 Benzene, 1-ethyl-3-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
6.875 2.03 ng 41369 1,4-Dichlorobenzene-d4 6.822

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 95
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
4 Mesitylene 120 C9H12 000108-67-8 94
5 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 91
Abundance Scan 814 (6.875 min): BF131869.D\data.ms (-811) (-) m/z 105.00 100.00%
105.0
5000
120.0
39.0 63.0 770 910 6.60 6.80 7.00 7.20
0 ",‘m,‘H‘,m“imH;Mum‘w(w;MHm“”H‘;‘:!wm“uw m/z 120.00  36.38%
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #10725: Benzene, 1-ethyl-3-methyl-
105.0
5000
6.60 6.80 7.00 7.20
120.0 [
. 77.0 91.0 ‘ m/z 77.00 15.12%
51.
0 \\’\H\’\Z\Z‘\.(’)\\\\’\\\\"‘\‘\\\‘Gﬁho\‘\H‘H‘HH“‘}H\H\l\‘H‘\‘\“‘HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0
6.60 6.80 7.00 7.20
m/z 91.00 12.88%
5000 120.0 /
39.0 77.0 91.0
0 \\,1”5(9,\\\‘\,\\m‘,‘\\\\‘,‘\H\\?%‘(\)\,\\\m,\\\\,‘\m,\‘\!\,u‘m‘,‘uu,
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10705: Benzene, 1,2,4-trimethyl-
105.0 6.60 6.80 7.00 7.20
m/z 79.00 11.77%
5000 120.0
28.0 77.0 91.0
N U Y A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122822\
Data File : BF131869.D

Acq On : 28 Dec 2022 19:37
Operator : CG\JU

Sample : N6219-04

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.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 7 Benzene, 1,2-diethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
7.140 3.75 ng 76312  1,4-Dichlorobenzene-d4 6.822

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 94
2 Benzene, 1,3-diethyl- 134 C1oH14 000141-93-5 94
3 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 93
4 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 93
5 o-Cymene 134 C10H14 000527-84-4 91
Abundance Scan 859 (7.140 min): BF131869.D\data.ms (-854) (-) m/z 119.00 100.00%
119.0
5000 91.0 134.1
39.0 65.1 ‘ 6.80 7.00 7.20 7.40
0 H‘WHwH“Mm;‘;um,;u‘;wl‘wm‘!uH‘u‘lJ‘,H‘u‘e“wmw m/z 104.95  66.55%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17032: Benzene, 1,2-diethyl-
119.0
910 6.80 7.00 7.20 7.40
' m/z 91.00 48.00%
39.0 65.0
O \\‘]_\\5\.\()‘\\\‘\“\\H“‘\H\i‘“\\‘\’\‘\‘H‘\H‘H‘HH“U\H‘i‘H\’H‘Hl\\\\‘\\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17034: Benzene, 1,3-diethyl-
119.0
6.80 7.00 7.20 7.40
5000 1340 m/Z 134.95 46-5000
91.0
39.0 65.0 ‘ ‘
0 H‘\\H‘H\‘\“HH“‘\H\i‘“\\‘1’\‘1‘\\‘\HH‘H\\“1\HHH!\’Hw\luu‘u‘u‘u
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17031: Benzene, 1,4-diethyl-
119.0 6.80 7.00 7.20 7.40
m/z 77.00 19.78%
5000 134.0
91.0
41.0 65.0
o - N N 1
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122822\
Data File : BF131869.D

Acq On : 28 Dec 2022 19:37
Operator : CG\JU

Sample : N6219-04

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.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 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
7.845 2.83 ng 86601  Naphthalene-d8 8.110

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 89
2 3-Phenylbut-1-ene 132 C10H12 000934-10-1 76
3 Benzene, (1-methyl-1-propenyl)-,... 132 C10H12 000768-00-3 70
4 Benzene, (2-methyl-1-propenyl)- 132 C1leH12 000768-49-0 70
5 1-Phenyl-1-butene 132 C1eH12 000824-90-8 70
Abundance Scan 979 (7.845 min): BF131869.D\data.ms (-973) (-) m/z 117.00 100.00%
11y7.0
5000
91.0
51.0 740 ‘ 1#4-1 7.60 7.80 8.00 8.20
o A P T o AT AT H; L e m/z 119.10  41.09%
miz--> 20 40 60 80 100 120 140
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000
91.0 7.60 7.80 8.00 8.20
1o 51.0 o m/z 115.00 39.73%
Ot T \‘\.\ \“i‘\ \“U \““H \7\4”.19‘ T \H T “H‘\ T !" \‘U \‘\.’ T
miz--> 20 60 80 100 120 140
Abundance #16106: 3-Phenylbut-1-ene
117.0
7.60 7.80 8.00 8.20
5000 m/z 132.00 32.62%
91.0
39.0 ‘
65.0
0 ‘“"V‘J“ww‘ﬁﬂ“M“M;‘MNHIM‘%M%?““
m/z--> 20 40 60 80 100 120 140
Abundance #16172: Benzene, (1-methyl-1-propenyl)-, (E)- AA“H““‘_““H“,“
117.0 7.60 7.80 8.00 8.20
m/z 91.00 26.37%
5000
91.0
51.0 ‘ 133.0
Ot ‘2‘7‘"9 . ’ “1“7‘5%‘)‘ i w“, S M
m/z--> 20 40 60 80 100 120 140 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122822\
Data File : BF131869.D

Acq On : 28 Dec 2022 19:37
Operator : CG\JU

Sample : N6219-04

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.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 Benzophenone Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.592 2.88 ng 84631  Acenaphthene-d1e 9.875
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Azobenzene 182 C12H16N2 000103-33-3 72
3 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 70
4 Vinyl benzoate 148 C9H802 000769-78-8 53
5 2-Phenyl-4-ethylidene-2-oxazolin... 187 C11H9NO2 037791-41-6 53
Abundance Scan 1446 (10.592 min): BF131869.D\data.ms (-1441) (-} m/z 105.00 100.00%
105.0
77.0
51.0
N
10.50
152.0
b bl L2270 b miz 77.00  75.42%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56922: Benzophenone
105.0
77.0
5000 ot :
182.0 10.50
51.0 m/z 182.16  48.33%
o 2o | 1260 1520 |
\\\‘\\\\‘\\1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\!\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56777: Azobenzene
717.0
T A\ ‘ T J\\ ‘
182.0 10.50
5000 m/z 51.00 27 .44%
51.0 105.0
oL 270 \ ‘ 1280 1520
o B B R/ e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30107: Benzenecarbothioic acid, S-methyl ester — b, ‘
105.0 10.50
m/z 50.00 10.21%
77.0
5000
51.0
NS S A S S _
m/z--> 20 40 60 80 100 120 140 160 180 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122822\
Data File : BF131869.D

Acq On : 28 Dec 2022 19:37
Operator : CG\JU

Sample : N6219-04

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.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 n-Nonadecanol-1 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.880 7.14 ng 122951  Chrysene-d12 14.027
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 93
2 1-Hexadecanol 242 C16H340 036653-82-4 91
3 Cyclohexadecane 224 C16H32 000295-65-8 91
4 Bromoacetic acid, hexadecyl ester 362 C18H35Br02 005454-48-8 91
5 1-Octadecanol 270 C18H380 000112-92-5 91
Abundance Scan 2005 (13.880 min): BF131869.D\data.ms (-2001) (- m/z 43.00 100.00%
43.0
83.0
5000
25.1 [ PPN
‘ ‘ 173.0 215.9248.1 285 - 13.50 14.00
ob—— L m/z 83.05  83.25%
miz--> 50 100 150 200 250
Abundance #179255: n-Nonadecanol-1
43.0 83.0
5000 — —
13.50 14.00
FS'O m/z 69.00  81.74%
ol Mu‘m‘ ‘\H “ “M‘ | _“L‘ | 1980 208023302630
miz--> 50 100 150 200 250
Abundance #126376: 1-Hexadecano
55.0
97.0 — ——
13.50 14.00
5000 m/z 97.05 80.84%
LA L | oo 1s60
ol b Ly 2
miz--> 50 100 150 200 250
Abundance #104594: Cyclohexadecane “ —
55.0 13.50 14.00
m/z 55.00 77.56%
97.0
5000
39.0 224.0
0 241L A L e, 200 S
m/z--> 50 100 150 200 250 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122822\
Data File : BF131869.D

Acqg On : 28 Dec 2022 19:37
Operator : CG\JU

Sample : N6219-04

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
2-Pentanone, 4-... 5.022 28.2 ng 574906 1 6.822 407364 20.0
Benzene, 1,3-di... 5.657 2.0 ng 41442 1 6.822 407364 20.0
Benzene, 1l-ethy... 6.340 3.3 ng 66361 1 6.822 407364 20.0
Mesitylene 6.640 5.7 ng 116892 1  6.822 407364 20.0
Benzene, 1-ethy... 6.875 2.0 ng 41369 1 6.822 407364 20.0
Benzene, 1,2-di... 7.140 3.8 ng 76312 1 6.822 407364 20.0
Benzene, 2-ethe... 7.845 2.8 ng 86601 2 8.110 612777 20.0
Benzophenone 10.592 2.9 ng 84631 3 9.875 587876 20.0
n-Nonadecanol-1 13.880 7.1 ng 122951 5 14.027 344493 20.0

8270-BF122422.M Thu Dec 29 11:33:34 2022 Pag 13



