LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010224\
Data File : BF136874.D

Acqg On : 02 Jan 2024 16:38
Operator : CG\JU

Sample : 06038-04

Misc :

ALS Vvial : 12 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-BF122023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF136874.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.398 389 393 402 rBV 206666 232252 2.79% 0.802%
2 5.016 494 498 509 rVB 246117 283788 3.41% 0.980%
3 5.275 538 542 546 rBV 1386484 1330591 15.97% 4.594%
4 5.381 556 560 565 rBV 308851 436777 5.24% 1.508%
5 5.428 565 568 580 rVB 1398375 1266724 15.20% 4.374%
6 5.639 600 604 607 rBV 321061 276335 3.32% 0.954%
7 5.669 607 609 614 rVB 128100 100634 1.21% 0.347%
8 5.957 654 658 662 rBV 117659 93752 1.13% 0.324%
9 6.310 714 718 720 rBV 122380 97653 1.17% 0.337%
106 6.339 720 723 727 rVB 132334 96096 1.15% ©.332%
11  6.428 734 738 742 rBV 1334177 1173098 14.08% 4.050%
12 6.469 742 745 748 rVB 127131 114500 1.37% 0.395%
13 6.604 765 768 772 rVB 455688 357863 4.30% 1.236%
14 6.781 795 798 801 rBV 426230 318351 3.82% 1.099%
15 6.833 804 807 812 rVW 204435 172520 2.07% 0.596%
16 6.881 812 815 818 rVB 115175 99865 1.20%  0.345%
17 6.963 824 829 832 rVB 2753808 2258402 27.11% 7.797%
18 7.033 837 841 847 rVB2 90086 110638 1.33% 0.382%
19 7.198 862 869 874 rBV2 82652 97422 1.17% 0.336%
20 7.345 890 894 897 rVB 1083194 941209 11.30% 3.250%
21 7.728 956 959 963 rVB 232987 174168 2.09% 0.601%
22 7.792 966 970 975 rBV3 223945 367882 4.42% 1.270%
23 7.839 975 978 984 rVB 331785 470541 5.65% 1.625%
24  8.098 1008 1022 1025 rBV 6039598 8331047 100.00% 28.764%
25 8.133 1025 1028 1040 rVB 274450 224857 2.70% 0.776%
26 8.651 1112 1116 1120 rBV 101962 91492 1.10% 0.316%
27 8.775 1132 1137 1140 rBV 1556131 1418284 17.02% 4.897%
28 8.869 1148 1153 1156 rBV 1310742 1069976 12.84%  3.694%
29 9.133 1194 1198 1201 rBV 2114456 1642383 19.71% 5.671%
30 9.233 1212 1215 1218 rVB 195860 144409 1.73% 0.499%
31 9.327 1229 1231 1237 rVB 124747 112221 1.35% 0.387%
32 9.398 1237 1243 1246 rBV 103403 144386 1.73% 0.499%
33 9.469 1252 1255 1258 rBV 179871 171251 2.06% 0.591%
34 9.498 1258 1260 1265 rVB 102296 84911 1.02% 0.293%
35 9.669 1283 1289 1294 rVB 93301 85129 1.02% 0.294%

36 9.810 1306 1313 1316 rBV 527272 466333 5.60% 1.610%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010224\
Data File : BF136874.D

Acqg On : 02 Jan 2024 16:38
Operator : CG\JU

Sample : 06038-04

Misc

ALS Vvial : 12 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-BF122023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 9.845 1316 1319 1324 rVB 407274 330909 3.97% 1.143%
38 10.363 1404 1407 1412 rVB 159383 144110 1.73% 0.498%
39 10.604 1441 1448 1458 rBV 984272 968047 11.62% 3.342%
40 11.304 1563 1567 1569 rBV 475346 388119 4.66%  1.340%
41 11.327 1569 1571 1575 rVB 240800 181907 2.18% 0.628%
42 11.839 1655 1658 1663 rBV2 89184 93756 1.13% 0.324%
43 12.898 1834 1838 1842 rBV 1464847 1331028 15.98% 4.596%
44 13.957 2012 2018 2022 rBV 313730 303623 3.64% 1.048%
45 15.439 2265 2270 2281 rBV 265376 364254  4.37%  1.258%

Sum of corrected areas: 28963493
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010224\
Data File : BF136874.D

Acqg On : 02 Jan 2024 16:38
Operator : CG\JU

Sample : 06038-04

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance : ' '
6000000 TIC: BF136874.D\data.ms

5000000
4000000
3000000 6.963

2000000

5.27428 6.428
7.345
1000000
6.604.781
4.398 5016 (2381 5839 £ o57  mzmmes 881.033.198
0\\\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ I ‘H‘!_TT/\\A\ /\\ /\\A\ \\T\/\\‘ﬁﬁ‘
Time—>  2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60

Abundance : . :
6000000 8.098 TIC: BF136874.D\data.ms

5000000

4000000

3000000

9.133

2000000
8.775 12.898

1000000 10.604

9 98485 11.304
¢ 39 8133 865 295 669 10.363 127 11830
0 ) =T — JH—wAP-“f-‘v‘—r-‘—rJLv‘“j“ﬂ T Ty e T L—— T
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance : . .

indance TIC: BF136874.D\data.ms

5000000
4000000
3000000
2000000

1000000

13.957 15.439
0b—— A N

T ‘ T T ‘ T T ‘ T T T T T T ‘ T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50

8270-BF122023.M Wed Jan 03 11:50:15 2024 Page: 3



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010224\
Data File : BF136874.D

Acqg On : 02 Jan 2024 16:38
Operator : CG\JU

Sample : 06038-04

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 1 3-Penten-2-one, 4-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
4.398 14.59 ng 232252  1,4-Dichlorobenzene-d4 6.781

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 90
4 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 86
5 2-Pentene, 3,4-dimethyl-, (Z)- 98 C7H14 004914-91-4 78
Abundance Scan 393 (4.398 min): BF136874.D\data.ms (-389) (-) m/z 83.00 100.00%
55.1 83.0
5000
43.0 98.1
R R
‘ 4.00 4.20 4.40 4.60 4.80
b prrerprrre i il 852 b m/z 55.10 97.49%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3653: 3-Penten-2-one, 4-methyl-
55.0 83.0
5000 430 I N UL B R
290 ’ 98.0 4.00 4.20 4.40 4.60 4.80
' m/z 43.00 39.38%
Ll 7.0 |
OH\‘\H\‘H‘H‘H\‘\iHH‘HH‘HH‘HH"HH’HH"HH
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3553: 3-Hexen-2-one
55.0
83.0 REEEREEE S
200 43.0 4.00 4.20 4.40 4.60 4.80
5000 m/z 98.10 34.78%
98.0
M‘\ \\‘\ 67.0 I
owwwwwm i RS
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3817 2-Pentene, 3,4-dimethyl-, (E)- e maR R
55.0 83.0 4.00 4.20 4.40 4.60 4.80
m/z 39.10 27.83%
41.0
5000
27.0 98.0
15.0 ‘ 69.0
oH“H“wHH“Hm;1‘HMMH““;HH,JH,HH,HH S A S
m/z--> 10 20 30 40 50 60 70 80 90 100 4.00 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010224\
Data File : BF136874.D

Acqg On : 02 Jan 2024 16:38

Operator : CG\JU

Sample : 06038-04

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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
2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

Peak Number

R.T. E

stConc Area

Relative to ISTD R.T.

5.016 17.83 ng 283788 1,4-Dichlorobenzene-d4 6.781

Hit# of 5

Tentative ID MW

1 2-Pentanone, 4-hydroxy-4-methyl- 116
2 Acetic acid, cyano-, 1,1-dimethy... 141

C6H1202 000123-42-2 59
C7H11NO2 001116-98-9 23

3 2,3-Butanedione, monooxime
4 1-Propen-2-o0l, acetate
5 Butane, 1-ethoxy-

101 C4H7NO2
100 C5H802

000057-71-6 16
000108-22-5 12

102 C6H140 000628-81-9 9

Abundance Scan 498 (5.016 min): BF136874.D\data.ms (-494) (-) m/z 43.00 100.00%
43.0
59.1
5000
1011 (LB AL BN I R
4.60 4.80 5.00 5.20 5.40
‘ \ 83.1 .
0t e m/z 59.10  58.49%
miz--> 20 40 60 80 100 120 140
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 I L LU B R
4.60 4.80 5.00 5.20 5.40
59.0 m/z 101.18  18.05%
101.
27.0 ‘ 83.0 0‘ 0
0\\\\‘\“\H\\““\\\‘i‘\r\\[‘\\r\“\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
Sy A
4.60 4.80 5.00 5.20 5.40
5000 2410 m/z 58.10 14.47%
126.0
ol [ 12801450
miz--> 20 40 60 80 100 120 140
Abundance #4528 2,3-Butanedione, monooxime R REama R R
43.0 4.60 4.80 5.00 5.20 5.40
m/z 41.05 8.66%
5000
101.0
o130 600 840
e T T T T B T T
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\BF010224\
Data File : BF136874.D

Acqg On : 02 Jan 2024 16:38
Operator : CG\JU

Sample : 06038-04

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 Cyclohexanone Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
5.669 6.32 ng 100634 1,4-Dichlorobenzene-d4 6.781

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanone 98 C6H100 000108-94-1 90
2 Cyclopentanone, 2-methyl- 98 C6H100 001120-72-5 80
3 Bis(1-hydroxycyclohexyl) peroxide 230 C12H2204 002407-94-5 50
4 2-Pentene 70 C5H10 000109-68-2 43
5 6-Oxa-bicyclo[3.1.0]hexan-3-one 98 C5H602 074017-10-0 40
Abundance Scan 609 (5.669 min): BF136874.D\data.ms (-607) (-) m/z 55.00 100.00%
55.
5000 98.0
A mm R e R
‘ 5.40 5.60 5.80 6.00
bl e m/z 42.10 71.92%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3552: Cyclohexanone
55.0
5000 98.0 \H‘I\Luwuu‘uu,uu
5.40 5.60 5.80 6.00
27.0 m/z 98.05 42.08%
O\\\‘\w\\‘i\”\‘!‘\\\\H\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3638: Cyclopentanone, 2-methyl-
42.0
 AEEEEERE R
98.0 5.40 5.60 5.80 6.00
5000 ’ m/z 41.00 33.50%
69.0
0 M
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #111146: Bis(1-hydroxycyclohexyl) peroxide
55.0 5.40 5.60 5.80 6.00
m/z 39.05 25.36%
28.0 98.0
5000
: 1960
m/z--> 20 40 60 80 100 120 140 160 180 200 5.40 5.60 5.80 6.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

BF136874.D

: 02 Jan 2024 16:38
¢ CG\JU

. 06038-04

: 12 Sample Multiplier: 1

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010224\

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Peak Number

7 Benzene, 1l-ethyl-2-methyl-

Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
6.310 6.13 ng 97653  1,4-Dichlorobenzene-d4 6.781
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 95
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
5 Mesitylene 120 CS9H12 000108-67-8 91
Abundance Scan 718 (6.310 min): BF136874.D\data.ms (-714) (-) m/z 105.10 100.00%
105.1
5000
120.1
77.0 91.0
390 630 10 6.00 6.20 6.40 6.60
Oyttt ey m/z 120.10  32.01%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 \A‘\\\\‘\\MA’\A\\‘\\\\‘
120.0 6.00 6.20 6.40 6.60
m/z 91.00 12.53%
39.0 77.0 91.0
OH‘\\H‘\2\6\\0‘\\\\“‘\\Hi‘\‘ui‘s‘:\g‘\"?\‘u\‘H‘HH“MH‘\Hl\‘u‘u“‘uu‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
6.00 6.20 6.40 6.60
5000 m/z 77.00 11.30%
120.0
77.0 91.0
o380 20 80 L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 A
Abundance #10717: Benzene, 1,2,4-trimethyl- H“H“H‘,W“‘_“&
105.0 6.00 6.20 6.40 6.60
m/z 79.10 8.53%
120.0
5000
77.0
27.0 51.0 91.0 N\ ﬂ
0‘W‘HW‘HM_H‘$‘HWMm$ﬁPM‘MHHHHM‘WMEW‘NLMHW H“H‘_“A“H‘H‘A
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\BF010224\
Data File : BF136874.D

Acqg On : 02 Jan 2024 16:38
Operator : CG\JU

Sample : 06038-04

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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, 1l-ethyl-4-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
6.339 6.04 ng 96096 1,4-Dichlorobenzene-d4 6.781

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 Mesitylene 120 CO9H12 000108-67-8 91
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 723 (6.339 min): BF136874.D\data.ms (-720) (-) m/z 105.05 100.00%
105.1
5000
120.1
51.0 77.0 91.1 6.00 6.20 6.40 6.60
Ol 380 Lo 8L WLl m/z 120,05  30.09%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
1200 6.00 6.20 6.40 6.60
m/z 77.05 10.98%
77.0 91.0
O\\‘]\_\5\‘\0‘\\\‘\‘\\3\\9‘.(\)\\\“\\\\6‘%\.‘\0\‘\\\}“HH“M\\‘\Ml\‘\\‘\‘\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0 A N\A j\
e A
6.00 6.20 6.40 6.60
5000 m/z 91.10 10.53%
120.0
79.0
39.0 650 | 920 ||
N S | e ] R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10692: Mesitylene
105.0 6.00 6.20 6.40 6.60
m/z 106.00 9.07%
5000 1200
77.0
51.0 91.0 A N\ J\ !
NN« g I ) Y O SO |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.00 6.20 6.40 6.60

8270-BF122023.M Wed Jan 03 11:50:20 2024 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010224\
Data File : BF136874.D

Acqg On : 02 Jan 2024 16:38
Operator : CG\JU

Sample : 06038-04

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 10 Benzene, 1l-ethyl-3-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
6.833 10.84 ng 172520 1,4-Dichlorobenzene-d4 6.781

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 94
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 91
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
5 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 91
Abundance Scan 807 (6.833 min): BF136874.D\data.ms (-804) (-) m/z 105.05 100.00%
105.1
5000 120.1
390  g30 0 910 6.60 6.80 7.00 7.20

oH_m_m‘HH“u‘Hi‘m‘w(uw“:Mw“”H‘;‘:me“uw m/z 120.05  39.74%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120

Abundance #10691: Mesitylene

105.0
120.0
5000 M\\AH‘HH‘HH‘HH‘\H
6.60 6.80 7.00 7.20
m/z 77.00 12.21%
39.0 77.0 91,0
OH‘\\H‘\Hr\‘\\H“‘\\\\“1‘1\\6‘%\.‘\0\‘\\\‘H‘HH“HH‘\Hl\‘\\‘\‘\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
6.60 6.80 7.00 7.20
5000 m/z 91.00 8.97%
120.0
77.0 91.0
39.0
Y | O ST e
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10718: Benzene, 1,2,4-trimethyl- H‘rﬁu“ﬁA‘W“u“‘
105.0 6.60 6.80 7.00 7.20
m/z 79.10 8.28%
120.0
5000
77.0 91.0
o150 380510640 " "0 ||
R e R e LA e
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 6.60 6.80 7.00 7.20

8270-BF122023.M Wed Jan 03 11:50:21 2024 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010224\
Data File : BF136874.D

Acqg On : 02 Jan 2024 16:38

Operator : CG\JU

Sample : 06038-04

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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-propenyl- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
6.881 6.27 ng 99865 1,4-Dichlorobenzene-d4 6.781
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-propenyl- 118 C9H1e 000637-50-3 89
2 (Z)-1-Phenylpropene 118 C9H1e 000766-90-5 86
3 Benzene, 1,1'-(1-ethenyl-1,3-pro... 222 C17H18 061141-97-7 86
4 Benzene, l-ethenyl-2-methyl- 118 C9H10 000611-15-4 86
5 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 76
Abundance Scan 815 (6.881 min): BF136874.D\data.ms (-812) (-) m/z 117.05 100.00%
1171
5000
91.0
AR A
51.0 6.60 6.80 7.00 7.20
bbbt L m/z 118.10  68.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #10193: Benzene, 1-propenyl-
117.0
5000 LN L B R B LR
6.60 6.80 7.00 7.20
91.0

m/z 115.05 39.54%

51.0
0 27.0
- ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #10185: (Z)-1-Phenylpropene
117.0

6.60 6.80 7.00 7.20

5000 m/z 91.05 28.63%
91.0

510
“ HH MH m \‘

o

m/z-->

20 40 60 80 100 1

20 140 160 180 200 220

Abundance

5000

m/z-->

#102215: Benzene, 1,1'-(1-

117.0

91.0
39.0 65.0

ethenyl-1,3-propanediyl)bis-

147.0 177.0 207.0

20 40 60 80 100 1

20 140 160 180 200 220

AN
T T T T

6.60 6.80 7.00 7.20

m/z 50.95 9.69%

el

6.60 6.80 7.00 7.20

8270-BF122023.M Wed Jan 03 11:50:22 2024

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010224\
Data File : BF136874.D

Acqg On : 02 Jan 2024 16:38
Operator : CG\JU

Sample : 06038-04

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 1Indane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.963 141.88 ng 2258400 1,4-Dichlorobenzene-d4 6.781

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 93
2 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H1e 1000191-13-7 80
3 Deltacyclene 118 C9H1e 007785-10-6 72
4 Benzene, cyclopropyl- 118 C9H10 000873-49-4 64
5 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 64

Abundance Scan 829 (6.963 min): BF136874.D\data.ms (-824) (-) m/z 117.10 100.00%

117.1
5000
A A EEEmaRETC
39.1 63.0 774 91“1 6.60 6.80 7.00 7.20
Ol et e e ARG ML m/z 118,10 54.42%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10181: Indane
117.0
5000 L L L L LI LR B
6.60 6.80 7.00 7.20
m/z 115.10  32.45%
300 630 910
OH‘HH‘\H‘-\O‘HH“.\H\i‘\\\l‘}‘\“\\‘\7\7{(‘)\\\\“‘\\\\]19\4'\.\0‘\\!\“\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance  #10214: Tetracyclo[3.3.1.0(2,8).0(4,6)]-non-2-ene
117.0
6.60 6.80 7.00 7.20
m/z 91.10 14.78%
5000 91.0
39.0
65.0 78.0
O 250, RO T a0a0 L
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10184: Deltacyclene rﬁu“ﬁﬂ“_“‘_“‘_
117.0 6.60 6.80 7.00 7.20
m/z 116.10 7.50%
5000
390 91.0
65.0 78.0 ‘
owwWH;Mm?ﬁ%a‘?wwHu_‘Hw”aq&-mw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.60 6.80 7.00 7.20

8270-BF122023.M Wed Jan 03 11:50:23 2024 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010224\
Data File : BF136874.D

Acqg On : 02 Jan 2024 16:38
Operator : CG\JU

Sample : 06038-04

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 13 1Indene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
7.033 6.95 ng 110638 1,4-Dichlorobenzene-d4 6.781

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indene 116 C9H8 000095-13-6 93
2 3-Methylphenylacetylene 116 CO9H8 000766-82-5 90
3 Benzene, 1-propynyl- 116 C9H8 000673-32-5 90
4 Benzene, l-ethynyl-4-methyl- 116 CO9H8 000766-97-2 80
5 Benzene, 1,2-propadienyl- 116 CSH8 002327-99-3 72
Abundance Scan 841 (7.033 min): BF136874.D\data.ms (-837) (-) m/z 115.10 100.00%
11b.1
5000
39.0 63"0 89.0 1341 6.80 7.00 7.20 7.40
0 ‘wHwH_H;‘w;MH‘wwm,Hw“w,u‘ww ek m/z 115.95  94.75%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #9543: Indene
116.0
5000 L L L L LI L B
6.80 7.00 7.20 7.40
m/z 63.00 13.60%
390 630 890
O\\‘\H\‘\\M‘\\\1“\\Hi‘\\\‘1“\‘\‘\\‘\1‘\\’HM“HH’HH‘\‘} N ARRRRRRRRNRE
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #9550: 3-Methylphenylacetylene
115.0
e A e
6.80 7.00 7.20 7.40
5000 m/z 89.00 12.31%
63.0 89.0
T e A R (S
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #9544: Benzene, 1-propynyl- A e
115.0 6.80 7.00 7.20 7.40
m/z 119.10 9.20%
5000
390 630 890
0\\‘\\\\"\\\\‘\\\\“\\\\i‘\\M‘J‘m\‘\m\,u\\“\\\\,\m‘wlu,\m‘uu‘u
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 6.80 7.00 7.20 7.40

8270-BF122023.M Wed Jan 03 11:50:24 2024 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010224\
Data File : BF136874.D

Acqg On : 02 Jan 2024 16:38
Operator : CG\JU

Sample : 06038-04

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 Naphthalene, 1-ethyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
9.327 4.81 ng 112221  Acenaphthene-di10 9.810

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1-ethyl- 156 C12H12 001127-76-0 95
2 Naphthalene, 2-ethyl- 156 C12H12 000939-27-5 95
3 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 86
4 2-Thiophenecarboxylic acid, 5-et... 156 C7H802S 023229-72-3 64
5 2,4-Difluoromesitylene 156 CSH1eF2 000392-61-0 59
Abundance Scan 1231 (9.327 min): BF136874.D\data.ms (-1229) (-) m/z 141.05 100.00%
141.1
5000
115.0
9.00 9.20 9.40 9.60
510 760 |
0b O S el 1720 s 10 45,58
m/z--> 20 40 60 80 100 120 140 160
Abundance #33127: Naphthalene, 1-ethyl-
141.0
5000
9.00 9.20 9.40 9.60
115.0 m/z 115.00 20.03%
0 15.0 39.0 63\'0 . 890 ‘\ A \‘ ]
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #33125: Naphthalene, 2-ethyl-
141.0
ey
9.00 9.20 9.40 9.60
5000 m/z 142.05 12.94%
115.0
51.0 760
ol 220 it bl
m/z--> 20 40 60 80 100 120 140 160
Abundance #33140: Naphthalene, 1,7-dimethyl-
141.0 9.00 9.20 9.40 9.60
m/z 128.00 9.95%
5000 76.0
51.0 115.0
1 R ‘MM‘V“m“w‘Nm‘Mm“H‘
m/z--> 20 40 60 80 100 120 140 160 9.00 9.20 9.40 9.60

8270-BF122023.M Wed Jan 03 11:50:25 2024 Page: 13



Data Path :
Data File :

Acqg On
Operator
Sample

Misc

ALS vial

Quant Method
Quant Title

TIC Library

BF136874.D

: 02 Jan 2024 16:38
: CG\JU

: 06038-04

: 12 Sample Multiplier: 1

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010224\

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 15 Naphthalene, 2,7-dimethyl-

Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
9.398 6.19 ng 144386  Acenaphthene-di10 9.810
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 96
2 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 96
3 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 96
4 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96
5 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 95

Abundance Scan 1243 (9.398 min): BF136874.D\data.ms (-1237) () | m/z 156.10 100.00%
156.1
5000
51.0 (7.0 1151 9.00 9.20 9.40 9.60 9.80
B u“\‘m“““mm“u““1“““!‘173‘ . m/z 141.05  64.66%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33147: Naphthalene, 2,7-dimethyl-
156.0
5000 [T T T T T T
9.00 9.20 9.40 9.60 9.80
m/z 155.10 35.66%
77.0 128.0
41.0
O T e \“‘\ ey ‘H | \‘H“ T \170‘2\.\0\‘\ T \‘!‘\ \‘i‘\ \‘M‘ T
miz--> 20 40 60 80 100 120 140 160
Abundance #33156: Naphthalene, 1,7-dimethyl-
156.0
9.00 9.20 9.40 9.60 9.80
5000 m/z 115.05 16.01%
115.0
20 0 e L
m/z--> 20 40 60 80 100 120 140 160
Abundance #33153: Naphthalene, 2,6-dimethyl- P T T
156.0 9.00 9.20 9.40 9.60 9.80
m/z 128.05 14.54%
5000
115.0
o, 270 510 770 1138,0
e e e e e e
m/z--> 20 40 60 80 100 120 140 160 9.00 9.20 9.40 9.60 9.80

8270-BF122023.M Wed Jan 03 11:50:26 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010224\
Data File : BF136874.D

Acqg On : 02 Jan 2024 16:38
Operator : CG\JU

Sample : 06038-04

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 Naphthalene, 2,3-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
9.469 7.34 ng 171251  Acenaphthene-di10 9.810

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
2 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 97
3 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 96
4 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 96
5 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96
Abundance Scan 1255 (9.469 min): BF136874.D\data.ms (-1252) (-) m/z 156.10 100.00%
156.1
5000
1151
511 770 9.20 9.40 9.60 9.80
| DR TR | I \ \“\13 0 9
Ottt et S P m/z 141.00 87.42%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33149: Naphthalene, 2,3-dimethyl-
156.0
5000 L B I L B LR
9.20 9.40 9.60 9.80
115.0 ITI/Z 155.05 31.63%
51.0 76.0
O ‘2\7‘\.9\“ T \“\ T “”‘\ \MU“ \‘\9\4.\0“\ T \‘1 T \“!‘173\ \Ow‘U‘“ T
miz--> 20 40 60 80 100 120 140 160
Abundance #33156: Naphthalene, 1,7-dimethyl-
156.0
9.20 9.40 9.60 9.80
5000 m/z 115.05 20.62%
51.0 770 1150
S MW VRO W |
m/z--> 20 40 60 80 100 120 140 160
Abundance #33132: Naphthalene, 2,6-dimethyl- R R AARBEE
156.0 9.20 9.40 9.60 9.80
m/z 153.00  14.45%
5000
77.0 115.0
27.0 51.0 ‘ ‘ ‘
m/z--> 20 40 60 80 100 120 140 160 9.20 9.40 9.60 9.80

8270-BF122023.M Wed Jan 03 11:50:27 2024 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010224\
Data File : BF136874.D

Acqg On : 02 Jan 2024 16:38
Operator : CG\JU

Sample : 06038-04

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 Naphthalene, 1,6-dimethyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
9.498 3.64 ng 84911  Acenaphthene-dile 9.810

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96
2 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 94
3 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 93
4 Naphthalene, 1,8-dimethyl- 156 C12H12 000569-41-5 90
5 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 90

Abundance Scan 1260 (9.498 min): BF136874.D\data.ms (-1258) (1) | m/z 156.10 100.00%
156.1
5000 ﬁ
MAAL
51.0 76.1 979 ‘ 7 139.0 9.50
Y PR iR RSN S Y O “M A m/z 141.00  66.79%
miz--> 20 40 60 80 100 120 140 160
Abundance #33164: Naphthalene, 1,6-dimethyl-
156.0
5000 . jL ‘
9.50
m/z 155.10 33.38%
115.0 139.0
0,280 490 690 980 | ] I
‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ ‘\\\\
miz-> 20 40 60 80 100 120 140 160
Abundance #33146: Naphthalene, 2,7-dimethyl-
il ALITE)
ALl ol U ‘
9.50
5000 ITI/Z 115.00 16.03%
77.0
PP O 2T ol 134-0 -
m/z--> 20 40 60 80 100 120 140 160
Abundance #33156: Naphthalene, 1,7-dimethyl- T
156.0 9.50
m/z 152.05 13.49%
5000
115.0
510 770 139.0
ol B0 280 L
m/z--> 20 40 60 80 100 120 140 160 9.50

8270-BF122023.M Wed Jan 03 11:50:28 2024 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010224\
Data File : BF136874.D

Acqg On : 02 Jan 2024 16:38
Operator : CG\JU

Sample : 06038-04

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 Naphthalene, 1,8-dimethyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
9.669 3.65 ng 85129  Acenaphthene-dile 9.810

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,8-dimethyl- 156 C12H12 000569-41-5 91
2 Naphthalene, 2-ethyl- 156 C12H12 000939-27-5 90
3 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 64
4 Acenaphthylene 152 C12H8 000208-96-8 60
5 Naphthalene, 1,2-dimethyl- 156 C12H12 000573-98-8 60
Abundance Scan 1289 (9.669 min): BF136874.D\data.ms (-1283) (-) m/z 141.05 100.00%
141.1
5000 J\
76.0 115.1 = T
510 O ‘ | 9.50 10.00
om_mw”;up‘sumiﬂ_mw‘mu_”m\‘” L A8E0 h/z 152,05 88.68%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33155: Naphthalene, 1,8-dimethyl-
156.0
5000 A nali J\ ——
9.50 10.00
m/z 156.10  75.91%
510 76.0 115.0
270 510 | |
OH\‘\‘H\“\\“\\|‘HH”\“\\‘H‘\Hi‘\“l‘\\‘i\\ L
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33125: Naphthalene, 2-ethyl-
141.0 J\
9.50 10.00
5000 m/z 153.05 27.27%
115.0
76.0
ol 220 o L e bl
m/z--> 20 40 60 80 100 120 140 160 180 /L
Abundance #33150: Naphthalene, 2,3-dimethyl- r—el—a —
156.0 9.50 10.00
m/z 115.05 23.00%
5000
115.0
ol 20 50 A WMLV
m/z--> 20 40 60 80 100 120 140 160 180 9.50 10.00

8270-BF122023.M Wed Jan 03 11:50:29 2024 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010224\
Data File : BF136874.D

Acqg On : 02 Jan 2024 16:38
Operator : CG\JU

Sample : 06038-04

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 n-Hexadecanoic acid Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.839 4.83 ng 93756  Phenanthrene-d1e 11.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 Anthracene, 9-methyl- 192 C15H12 000779-02-2 83
3 Anthracene, 2-methyl- 192 C15H12 000613-12-7 62
4 Anthracene, 1-methyl- 192 C15H12 000610-48-0 55
5 1a,9b-Dihydro-1H-cyclopropa[alan... 192 C15H12 006109-24-6 55
Abundance Scan 1658 (11.839 min): BF136874.D\data.ms (-1655) (- m/z 192.10 100.00%
192.1
43.0 73.0
5000
‘ T n T T ‘ T
11.50 12.00
(o] m/z 73.00 81.85%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 A — s A/\(\MI/\/‘\/\ (\
11.50 12.00
167.0 145 02130 256.0 m/z 43.05 80.83%
O,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #67026: Anthracene, 9-methyl-
192.0
— —
11.50 12.00
5000 ITI/Z 60.00 68.98%
96.0 165.0
280 630 1300 7" |
e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #67023: Anthracene, 2-methyl-
192.0 11.50 12.00
m/z 55.00 62.42%
5000
96.0 165.0
b 830 4 L1390 [ | e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.50 12.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010224\
Data File : BF136874.D

Acqg On : 02 Jan 2024 16:38
Operator : CG\JU

Sample : 06038-04

Misc

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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|
3-Penten-2-one,... 4.398 14.6 ng 232252 1 6.781 318351 20.0
2-Pentanone, 4-... 5.016 17.8 ng 283788 1 6.781 318351 20.0
Cyclohexanone 5.669 6.3 ng 100634 1 6.781 318351 20.0
Benzene, 1-ethy... 6.310 6.1 ng 97653 1 6.781 318351 20.0
Benzene, 1-ethy... 6.339 6.0 ng 96096 1 6.781 318351 20.0
Benzene, 1-ethy... 6.833 10.8 ng 172520 1 6.781 318351 20.0
Benzene, 1-prop... 6.881 6.3 ng 99865 1 6.781 318351 20.0
Indane 6.963 141.9 ng 2258400 1 6.781 318351 20.0
Indene 7.033 7.0 ng 110638 1 6.781 318351 20.0
Naphthalene, 1-... 9.327 4.8 ng 112221 3 9.810 466333 20.0
Naphthalene, 2,... 9.398 6.2 ng 144386 3  9.810 466333 20.0
Naphthalene, 2,... 9.469 7.3 ng 171251 3  9.810 466333 20.0
Naphthalene, 1,... 9.498 3.6 ng 84911 3 9.810 466333 20.0
Naphthalene, 1,... 9.669 3.6 ng 85129 3 9.810 466333 20.0
n-Hexadecanoic ... 11.839 4.8 ng 93756 4 11.304 388119 20.0
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