LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@40422\
Data File : BF127637.D

Acqg On : 04 Apr 2022 17:39
Operator : CG\JU

Sample : N2249-08

Misc :

ALS vial : 9 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-BF032122.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF127637.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.440 21 26 37 rVB5 133017 400650 1.01% 0.190%
2 3.534 207 212 216 rBV2 495730 891695 2.24% 0.424%
3 3.575 216 219 225 rVB 326050 519919 1.31% 0.247%
4 3.904 265 275 279 rBV 5567346 12510684 31.46% 5.946%
5 4.210 323 327 335 rBV 350273 434717 1.09% 0.207%
6 4.281 336 339 345 rBV 383983 501396 1.26% 0.238%
7 5.110 470 480 490 rVB5 212598 692336 1.74% 0.329%
8 5.340 509 519 529 rVB 7255235 15582113 39.19% 7.405%
9 5.498 529 546 547 rBV 8947684 39764906 100.00% 18.898%
106 5.734 573 586 588 rBV 8265219 21920159 55.12% 10.417%
11 5.998 628 631 636 rBV 1036973 890248 2.24%  0.423%
12 6.292 677 681 688 rVB 1482644 1533132 3.86% 0.729%
13 6.369 688 694 697 rBV 6328415 9990360 25.12% 4.748%
14 6.398 697 699 702 rVW 5011153 4241526 10.67% 2.016%
15 6.445 702 707 710 rVB 5471515 5851403 14.71% 2.781%
16 6.492 713 715 717 rBV 838429 696655 1.75%  0.331%
17 6.528 717 721 724 rVB 4935674 5058096 12.72% 2.404%
18 6.687 739 748 750 rBV 7618080 15332993 38.56% 7.287%
19 6.839 771 774 776 rBV 660042 581820 1.46% 0.277%
20 6.898 779 784 787 rVV 5396321 6334086 15.93% 3.010%
21 7.022 797 805 808 rVV 4917737 5734511 14.42% 2.725%
22 7.075 811 814 816 rvVv 897849 882415 2.22% 0.419%
23 7.098 816 818 823 rVV2 1639673 2070685 5.21% 0.984%
24 7.145 823 826 829 rVV 2410317 2066305 5.20% 0.982%
25 7.222 834 839 842 rVW 585571 534373 1.34% 0.254%
26 7.251 842 844 848 rVV2 301825 425601 1.07% 0.202%
27 7.292 848 851 853 rVV 1499720 1350725 3.40% 0.642%
28 7.316 853 855 859 rVV 1402482 1134745 2.85% 0.539%
29 7.363 859 863 866 rvV 2246031 2087693 5.25% 0.992%
30 7.410 866 871 874 rVV2 2383958 3142764 7.90% 1.494%
31 7.510 885 888 890 rVV 724180 569487 1.43% 0.271%
32 7.598 899 903 905 rvV 1387901 1212011 3.05% 0.576%
33 7.622 905 907 911 rVB 1811335 1555894 3.91% 0.739%
34 7.692 915 919 924 rVV 1251011 1279665 3.22% 0.608%
35 7.786 932 935 940 rVV2 1806608 2563904 6.45% 1.218%

36 7.851 940 946 952 rVV 2748440 2967470 7.46% 1.410%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@40422\
Data File : BF127637.D

Acqg On : 04 Apr 2022 17:39
Operator : CG\JU

Sample : N2249-08

Misc :

ALS vial : 9 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-BF032122.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 7.904 952 955 961 rVW4 484004 914434  2.30% 0.435%
38 7.981 965 968 977 rVB 556885 637955 1.60% 0.303%
39 8.151 988 997 1000 rVB 5685343 8766746 22.05% 4.166%
40 8.192 1000 1004 1008 rVB 827870 702922 1.77% 0.334%
41  8.245 1010 1013 1018 rBV 371289 397956 1.00% ©0.189%
42 8.392 1034 1038 1041 rBV2 731438 903464 2.27% 0.429%
43 8.492 1051 1055 1061 rVB2 328812 402717 1.01% 0.191%
44  8.575 1061 1069 1073 rVv4 255178 597886 1.50% 0.284%
45  8.728 1091 1095 1098 rVV 2493779 2411981 6.07% 1.146%
46  8.833 1108 1113 1116 rVV 2846483 2564828 6.45% 1.219%
47 8.863 1116 1118 1120 rVV 525298 399531 1.00% 0.190%
48  8.928 1124 1129 1133 rBV2 2001691 1889815 4.75% ©.898%
49 9.028 1136 1146 1149 rBV 594352 1597648 4.02% 0.759%
50 9.063 1149 1152 1158 rVB2 625450 651030 1.64% 0.309%
51 9.122 1158 1162 1165 rBV2 525280 493317 1.24% 0.234%
52 9.192 1170 1174 1177 rVB 3555619 3075430 7.73% 1.462%
53 9.339 1194 1199 1201 rWV 279226 444108 1.12% 0.211%
54 9.369 1201 1204 1209 rVV2 452179 530414 1.33% 0.252%
55  9.445 1215 1217 1219 rVW 668590 629548 1.58% 0.299%
56 9.469 1219 1221 1225 rVV2 314681 429756 1.08% 0.204%
57 9.869 1286 1289 1297 rVB 1047245 955084  2.40%  0.454%
58 10.669 1421 1425 1431 rBV 2312310 2138057 5.38% 1.016%
59 11.363 1540 1543 1549 rBV 1055175 912535 2.29% 0.434%
60 12.951 1808 1813 1816 rBV 3485328 3342681 8.41% 1.589%
61 14.015 1991 1994 2005 rBV 726788 755231 1.90% ©.359%

62 15.498 2242 2246 2257 rBV 394364 565211 1.42% 0.269%

Sum of corrected areas: 210417427
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF040422\

BF127637.D
: 04 Apr 2022 17:39
: CG\JU
: N2249-08
: 9 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF032122.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF040422\
Data File : BF127637.D

Acqg On : 04 Apr 2022 17:39
Operator : CG\JU

Sample : N2249-08

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©32122.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-Pentanone, 2-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
3.534 30.65 ng 891695 1,4-Dichlorobenzene-d4 6.839

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Pentanone, 2-methyl- 100 C6H120 000565-69-5 43
2 2-Butanone, 3,3-dimethyl- 100 C6H120 000075-97-8 35
3 Butane, 2,3-dimethyl-2,3-dinitro- 176 C6H12N204 003964-18-9 23
4 1-Bromo-3-butene-2-o0l 150 C4H7Bro 064341-49-7 17
5 Pentane, 2,2,3,4-tetramethyl- 128 C9H20 001186-53-4 17
Abundance Scan 212 (3.534 min): BF127637.D\data.ms (-207) (-) m/z 57.00 100.00%
57.0
43.0
5000
81.0 R RAEEE R
| oo 100.1 3.20 3.40 3.60 3.80
0“_“w“H“H‘\M“phﬂu“Z‘k‘uuu“_‘ﬂw“u‘ m/z 43.05 69.02%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4359: 3-Pentanone, 2-methyl-
430 570
29.0
5000
3.20 3.40 3.60 3.80
71.0 100.0 m/z 41.10 24.98%
‘k‘ ik ‘ 85.0 ‘
O\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4397: 2-Butanone, 3,3-dimethyl-
57.0
R RAmEmEEE
410 3.20 3.40 3.60 3.80
5000 29.0 m/z 81.05 20.21%
100.0
150 | 690 850
O bt e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #51110: Butane, 2,3-dimethyl-2,3-dinitro- - W\m S RRRARRmEREsEY
57.0 3.20 3.40 3.60 3.80
m/z 100.10 14.40%
41.0 69.0
5000
30.0 ‘ 84.0 100.0
0120 S A AR L
m/z--> 10 20 30 40 50 60 70 80 90 100 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF040422\
Data File : BF127637.D

Acqg On : 04 Apr 2022 17:39
Operator : CG\JU

Sample : N2249-08

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©32122.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 2 2-Pentanone, 3-methyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
3.575 17.87 ng 519919 1,4-Dichlorobenzene-d4 6.839

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 3-methyl- 100 C6H120 000565-61-7 52
2 2-Butanone 72 C4H80 000078-93-3 40
3 Propanal, 2-methyl- 72 C4H80 000078-84-2 25
4 2-Propanone, hydrazone 72 C3H8N2 005281-20-9 9
5 Butanal, 2-ethyl- 100 C6H120 000097-96-1 7

Abundance Scan 219 (3.575 min): BF127637.D\data.ms (-216) (-) m/z 43.00 100.00%

43.0
5000
57.0 720
3.20 3.40 3.60 3.80
85.0
Ol e e oo m/z 41.10  31.31%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4352: 2-Pentanone, 3-methyl-
43.0
5000 LI L L L LA B R R
570 3.20 3.40 3.60 3.80
20.0 =720 m/z 57.85 24.06%
g5.0 100.0
O\\\‘\\\\‘\\\‘\‘\\\\“ii\\‘\\‘1\‘\\\\‘\\\\‘\\‘\.\‘\\\\}\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #745: 2-Butanone
43.0
R RaE e RRR R
3.20 3.40 3.60 3.80
5000 m/z 72.05 23.10%
29.0 72.0
15.0 57.0
0t et e e e ey
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #782: Propanal, 2-methyl- e ARBRARREEES
43.0 3.20 3.40 3.60 3.80
m/z 56.00 10.78%
72.0
5000
27.0
15.0 ‘ 57.0
b2 il e PSS SN SN
m/z--> 10 20 30 40 50 60 70 80 90 100 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF040422\
Data File : BF127637.D

Acqg On : 04 Apr 2022 17:39
Operator : CG\JU

Sample : N2249-08

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©32122.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 3-Hexanone Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
4.210 14.94 ng 434717 1,4-Dichlorobenzene-d4 6.839

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Hexanone 100 C6H120 000589-38-8 87
2 3-Pentanone, 2-methyl- 100 C6H120 000565-69-5 59
3 Heptane 100 C7H16 000142-82-5 36
4 Pentane, 1,3-epoxy-4-methyl- 100 C6H120 015045-60-0 36
5 2,3-Pentanedione 100 C5H802 000600-14-6 35
Abundance Scan 327 (4.210 min): BF127637.D\data.ms (-323) (-) m/z 43.05 100.00%
43.0 57.0
5000 71.0
100.1
85.1 3.80 4.00 4.20 4.40 4.60
Ober il b 2L mjz 57.00 91.19%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4255: 3-Hexanone
43.0 57.0
29.0 71.0
5000 R RN R
100.0 3.80 4.00 4.20 4.40 4.60
' m/z 71.05 42.77%
0 150 \“ | ‘\ | i | 85wo .
\\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4347: 3-Pentanone, 2-methyl-
43.0
B R e R
3.80 4.00 4.20 4.40 4.60
5000 290 m/z 41.05 26.20%
N RN A SO ..
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4463: Heptane AR RARaE e
43.0 3.80 4.00 4.20 4.40 4.60
m/z 100.10 23.06%
5000 57.0 710
29.0
100.0
0 15.0 ‘\ “ | ‘ . ‘\ 850 ‘
R AR R e AR R RARARRE s A RamE o
m/z--> 10 20 30 40 50 60 70 80 90 100 3.80 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF040422\
Data File : BF127637.D

Acqg On : 04 Apr 2022 17:39
Operator : CG\JU

Sample : N2249-08

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©32122.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 unknown5.110 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
5.110 23.80 ng 692336 1,4-Dichlorobenzene-d4 6.839

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Hexanone, 3-methyl- 114 C7H140 002550-21-2 45
2 Propanal, 2-methyl- 72 C4H80 000078-84-2 43
3 Butanal, 2-ethyl- 100 C6H120 000097-96-1 42
4 2-Pentanone, 3-methyl- 100 C6H120 000565-61-7 33
5 2-Buten-1-0l, acetate 114 C6H1002 000628-08-0 33
Abundance Scan 480 (5.110 min): BF127637.D\data.ms (-470) (-) m/z 43.00 100.00%
43.0
72.0 \\‘\\\\‘\\\\’\\\\‘\\\\‘
8.0 “ 850 490 4.80 5.00 5.20 5.40
0 "_m,"H‘HM:u‘_Hl‘,"muH‘ume,‘www m/z 72.05  25.37%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8514: 2-Hexanone, 3-methyl-
43.0
5000 72.0 \\‘H\‘\/‘\\H\’\\H‘m
4.80 5.00 5.20 5.40
m/z 71.05 14.44%
29.0
, 70 L 570 | 850 990 1140
\\‘H\\’\\\\‘\\H‘\H\‘H\\’\\\\‘\\H‘\H\‘H\\’\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #787: Propanal, 2-methyl-
43.0
270 4.80 5.00 5.20 5.40
5000 m/z 41.10 11.24%
72.0
0 14r0 | “ M‘\ Il 57\'0 .
e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4286 Butanal, 2-ethyl- R HE R
43.0 4.80 5.00 5.20 5.40
m/z 55.05 10.55%
5000
72.0
29.0
57.0
S T 1 SO OO N A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF040422\
Data File : BF127637.D

Acqg On : 04 Apr 2022 17:39

Operator : CG\JU

Sample : N2249-08

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF032122.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, propyl- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
6202 s2.70ng 1533130  1,4-Dichlorobenzene-d4  6.839
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, propyl- 120 com2 000103-65-1 93

013622-43-0 72
144615-94-1 72
1000486-84-7 59
003647-71-0 59

2 Phenethylamine, N-benzyl-p-chloro- 245 C15H16CIN
3 N-Isobutyl(phenyl)methanesulfona... 227 C11H17N0O2S
4 1-(Benzylamino)propan-2-ol 165 C1OH15NO

5 N-Benzyl-2-phenethylamine 211 C15H17N

Abundance Scan 681 (6.292 min): BF127637.D\data.ms (-677) (-) m/z 91.05 100.00%
91.0

g
S

5000
120.1 e e
390 ©°0 6.00 6.20 6.40 6.60
O S R R m/z 120.10  21.35%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10702: Benzene, propyl-
91.0
5000
6.00 6.20 6.40 6.60
120.0 m/z 65.05 12.08%
390 650
O‘\‘\\\"‘\\“\\“\‘\\\“‘\\‘!\‘\‘\\\“\\\\‘\\\\‘\\\\‘\\\

miz--> 20 40 60 80 100 120 140 160 180

-

Abundance #129554: Phenethylamine, N-benzyl-p-chloro-
91.0
et WL L
120.0 6.00 6.20 6.40 6.60
5000 m/z 92.05 10.23%
0 , 4;'70 . 65‘0 | . ‘ I | | 139.0 16\40
P e e e T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #107660: N-Isobutyl(phenyl)methanesulfonamide
91.0 6.00 6.20 6.40 6.60
m/z 78.10 6.19%
5000
120.0
65.0
o 410 | | 163.0 184.0
e e
m/z--> 20 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF040422\
Data File : BF127637.D

Acqg On : 04 Apr 2022 17:39
Operator : CG\JU

Sample : N2249-08

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©32122.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-ethyl-2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
6.369 343.42 ng 9990360 1,4-Dichlorobenzene-d4 6.839

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 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 91
Abundance Scan 694 (6.369 min): BF127637.D\data.ms (-688) (-) m/z 105.05 100.00%
105.1
5000
120.1
390 30 77‘-0 91"0 6.00 6.20 6.40 6.60
0 H_Www“w4‘;‘”;“‘”‘H‘J‘,wwH_‘:wa‘mw m/z 120.10  32.69%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000
120.0 6.00 6.20 6.40 6.60
m/z 91.05 14.59%
39.0 77.0 91.0
0 H‘\\\\‘2\\5\.‘10‘\H\“‘\H\i‘{‘uﬁ%\.‘(\)\‘H\‘H’HHH\H‘\‘11\‘\\‘\\“‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
AR EEREE LT S
6.00 6.20 6.40 6.60
5000 m/z 77.05 13.87%
120.0
77.0 91.0
0 18.0 1 39\.‘0 ‘63\0 | | M‘ i
e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10705: Benzene, 1,2,4-trimethyl-
105.0 6.00 6.20 6.40 6.60
m/z 79.05 11.82%
5000 120.0
28.0 77.0 91.0
51.0 :
0 H‘lﬁ](‘)_w‘wH“pm‘Hw”w;mH“!‘,HH“‘HH_‘kuu“uwm
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\BF040422\
Data File : BF127637.D

Acqg On : 04 Apr 2022 17:39
Operator : CG\JU

Sample : N2249-08

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©32122.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 Benzene, 1l-ethyl-4-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
6.398 145.80 ng 4241530 1,4-Dichlorobenzene-d4 6.839

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, 1,2,4-trimethyl- 120 CO9H12 000095-63-6 91
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 699 (6.398 min): BF127637.D\data.ms (-697) (-) m/z 105.10 100.00%
105.1
5000
120.1
510 77‘-1 911 6.00 6.20 6.40 6.60 6.80
O 3B e 40 ULl myz 120,10 30.60%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0 d
5000
1200 6.00 6.20 6.40 6.60 6.80
m/z 77.10 13.78%
77.0 91.0
OH‘]\_\5\.(\)‘\\\‘\‘\\3\19’.(\)\\\“\\\\6’%\“\0\‘\\\}“\H\“MH‘\M1\‘\\‘\‘\“‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0
R e L
6.00 6.20 6.40 6.60 6.80
5000 m/z 91.10 13.23%
120.0
79.0
39.0 650 || 990 ‘
o) S SIS A .S 1 N RN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10718: Benzene, 1,2,4-trimethyl-
105.0 6.00 6.20 6.40 6.60 6.80
m/z 79.10 11.51%
120.0
5000
77.0 91.0
o150 380510640 " "7 |
R R R L e aaa
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.00 6.20 6.40 6.60 6.80

8270-BF032122.M Tue Apr 05 16:05:10 2022 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF040422\
Data File : BF127637.D

Acqg On : 04 Apr 2022 17:39
Operator : CG\JU

Sample : N2249-08

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©32122.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 Benzene, 1l-ethyl-3-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
6.898 217.73 ng 6334090 1,4-Dichlorobenzene-d4 6.839

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 94
2 Mesitylene 120 C9H12 000108-67-8 94
3 Benzene, 1,2,3-trimethyl- 120 CO9H12 000526-73-8 94
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 91
Abundance Scan 784 (6.898 min): BF127637.D\data.ms (-779) (-) m/z 105.10 100.00%
105.1
5000 120.1
391 g30 77‘-0 91.1 6.60 6.80 7.00 7.20
Obrrrrrreprerpredireetbore bl b Wl miz 120010 39.54%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0 A
5000
120.0 6.60 6.80 7.00 7.20
m/z 77.05 13.63%
77.0 91.0
0 H‘HH.‘\H‘\‘\\3\\9‘.‘\()\\\‘H\\‘6‘%\.‘(\)\‘\\\‘}“HH“}H\‘\MH‘H‘\‘\“‘HH‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10692: Mesitylene
105.0
6.60 6.80 7.00 7.20
5000 120.0 m/z 91.18  10.65%
77.0
. 91.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0 6.60 6.80 7.00 7.20
m/z 79.05 10.29%
5000 120.0
39.0 77.0 91.0
0 H‘l“sho“H‘;‘HH“Mm}‘;u“6‘%;“0“‘Hm‘uu“me‘H‘H““me
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.60 6.80 7.00 7.20

8270-BF032122.M Tue Apr 05 16:05:10 2022 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF040422\
Data File : BF127637.D

Acqg On : 04 Apr 2022 17:39
Operator : CG\JU

Sample : N2249-08

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©32122.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 Indane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
7.022 197.12 ng 5734510 1,4-Dichlorobenzene-d4 6.839

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 83
3 Benzene, 1-ethenyl-2-methyl- 118 C9H1e 000611-15-4 60
4 Deltacyclene 118 C9H1e 007785-10-6 59
5 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 58

Abundance Scan 805 (7.022 min): BF127637.D\data.ms (-797) (-) m/z 117.10 100.00%

117.1
5000
91.0
39.0 63.0 6.60 6.80 7.00 7.20 7.40
ol 710 ] 104 ] 9
0"W‘H‘WH‘M‘HM‘H;HH‘MH‘H‘WH‘W‘HW‘H‘_H‘_‘H‘ m/z 118.10  55.43%
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #10179: Indane
117.0
5000 [T T T T T e T
6.60 6.80 7.00 7.20 7.40
390 g 91.0 m/z 115.10 33.76%
O \\\%\3\\0\’\2§"10’H\‘\’HH"‘\H!‘M\‘H‘\7\\7\?\\\“‘\\\\1‘9\4\9\\1\“\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120
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 7.40
m/z 91.05 18.79%
5000 91.0
39.0 65.0 78.0
Orr 280 RO T 0a0 |
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10206: Benzene, 1-ethenyl-2-methyl-
117.0 6.60 6.80 7.00 7.20 7.40
m/z 62.95 9.63%
5000
91.0
390 580
Obrrprrrei 289 bbbl e 20 M
m/z--> 10 20 30 40 50 60 70 80 90 100110120 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF040422\
Data File : BF127637.D

Acqg On : 04 Apr 2022 17:39
Operator : CG\JU

Sample : N2249-08

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©32122.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 Benzene, 1,3-diethyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
7.075 30.33 ng 882415 1,4-Dichlorobenzene-d4 6.839

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 97
2 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 95
3 Benzene, 2-ethyl-1,4-dimethyl- 134 C1eH14 001758-88-9 91
4 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 90
5 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1oH14 000874-41-9 87
Abundance Scan 814 (7.075 min): BF127637.D\data.ms (-811) (-) m/z 105.10 100.00%
105.1
5000 134.1
77.0
51.0 ‘ 6.80 7.00 7.20 7.40
Ot il b ML hjz 119.05  94.15%
miz-> 20 40 60 80 100 120 140
Abundance #17028: Benzene, 1,3-diethyl-
119.0
5000 134.0
6.80 7.00 7.20 7.40
91.0 m/z 134.05 41.37%
39.0 65.0 ‘
0 \1\5\0‘ \‘\‘\ \“‘\ \“‘\‘\ “\‘\ T \‘M‘ T T ’H‘\ \‘\‘l T \‘\ T
miz-> 20 40 60 80 100 120 140
Abundance #17027: Benzene, 1,4-diethyl-
119.0
6.80 7.00 7.20 7.40
5000 134.0 m/z 91.106  29.67%
91.0
41.0
o250 o\ i AP Lol
miz--> 20 40 60 80 100 120 140
Abundance #17073: Benzene, 2-ethyl-1,4-dimethyl-
119.0 6.80 7.00 7.20 7.40
m/z 77.05 17.52%
5000
134.0
91.0
obts0 . 380 L 0 Ll
m/z--> 20 40 60 80 100 120 140 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF040422\
Data File : BF127637.D

Acqg On : 04 Apr 2022 17:39
Operator : CG\JU

Sample : N2249-08

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©32122.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 Benzene, 1-methyl-3-propyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
7.098 71.18 ng 2070690 1,4-Dichlorobenzene-d4 6.839

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-3-propyl- 134 C1oH14 001074-43-7 60
2 Benzene, 1-methyl-4-propyl- 134 C1oH14 001074-55-1 60
3 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 60
4 Benzene, 1l-methyl-2-propyl- 134 C10H14 001074-17-5 60
5 2-Indanol 134 C9H100 004254-29-9 47
Abundance Scan 818 (7.098 min): BF127637.D\data.ms (-816) (-) m/z 105.10 100.00%
105.1
5000
134.1
390 oo g 77‘-0 | ‘ 6.80 7.00 7.20 7.40

o‘Wwmwm“pwhuu{‘:MMWJ‘MU‘!m_MH_HMWWW m/z 115.10  37.46%

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

Abundance #17048: Benzene, 1-methyl-3-propyl-

105.0
5000
6.80 7.00 7.20 7.40
134.0 m/z 116.10  33.62%
77.0
OH‘1\!\5\.\0‘\\\‘\‘\ﬁ?“‘?\\“\\\§‘2\:\\\‘\HM“H\\‘HH\‘\H!\‘H‘H“HH‘H‘H‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17052: Benzene, 1-methyl-4-propyl-
105.0
6.80 7.00 7.20 7.40
5000 m/z 134.05 21.15%
134.0
77.0
0 270 I 5170 Ll ‘\‘ , \\‘ L I
e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17039: Benzene, (1-methylpropyl)-
105.0 6.80 7.00 7.20 7.40
m/z 106.10 14.03%
5000
270 134.0
0 27.0 517'0 H ‘ | ‘
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-BF032122.M Tue Apr 05 16:05:11 2022 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF040422\
Data File : BF127637.D

Acqg On : 04 Apr 2022 17:39
Operator : CG\JU

Sample : N2249-08

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©32122.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 18 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
7.145 71.03 ng 2066310 1,4-Dichlorobenzene-d4 6.839
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 94
2 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 94
3 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 93
4 o-Cymene 134 C1eH14 000527-84-4 93
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 93
Abundance Scan 826 (7.145 min): BF127637.D\data.ms (-823) (-) m/z 119.10 100.00%
119.1
5000
911 134.1
39.1 65.0 ‘ 6.80 7.00 7.20 7.40
Obreprrrrperrrprreeereptee el bl m/z 105,10 42.46%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17073: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000
134.0 6.80 7.00 7.20 7.40
m/z 134.05 37.59%
91.0
0 \\‘1\\5\.\0‘\H‘\‘\ﬁ?‘.‘\owu“H\\??\.SH\M“\H\“\H\‘\‘1‘1\‘H‘\‘iluu’\‘\‘u‘\u
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17082: Benzene, 1-ethyl-3,5-dimethyl-
119.0
6.80 7.00 7.20 7.40
5000 m/z 91.10 30.95%
134.0
39.0 65.0 91.0
0 "“"“‘HM‘H‘“‘HH“m",m‘m"H‘:“H‘““H‘m‘l‘W‘;‘;luu,““u_u
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0 6.80 7.00 7.20 7.40
m/z 77.05 14.49%
5000 134.0
91.0
0 \\‘1&\0‘\u‘\‘f?‘.‘\o\ui‘;‘\\\,63\.\0‘\u‘}“\\\\‘\u\‘M\‘u‘i‘i‘\m,\‘\‘u‘m
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 6.80 7.00 7.20 7.40

8270-BF032122.M Tue Apr 05 16:05:11 2022 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF040422\
Data File : BF127637.D

Acqg On : 04 Apr 2022 17:39

Operator : CG\JU

Sample : N2249-08

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF032122.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 19 o-Cymene Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
7.316 39.01 ng 11347560 1,4-Dichlorobenzene-d4 6.839
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 97
2 Benzene, 1-methyl-3-(1-methyleth... 134 C1@H14 000535-77-3 95
3 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 94
4 p-Cymene 134 C1eH14 000099-87-6 94
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 94
Abundance Scan 855 (7.316 min): BF127637.D\data.ms (-853) (-) m/z 119.10 100.00%
119.1
5000
134.1
91.1
391 650 ‘ 7.00 7.20 7.40 7.60
Obrerrreprreeprembtere et e e bbb m/z 134,05 25.25%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16997: o-Cymene
119.0
5000
7.00 7.20 7.40 7.60
910 134.0 m/z 91.10  17.19%
41.0 65.0
0 \\‘\H\‘\H‘\‘H\\“‘\\H“H\W,\‘\‘H‘\HM“\H\‘H‘H\‘\W\\‘H‘i‘iluu’u‘u‘\u
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17105: Benzene, 1-methyl-3-(1-methylethyl)-
119.0
7.00 7.20 7.40 7.60
5000 m/z 120.10 9.62%
134.0
91.0
0 \\%5;9\\Uw\\ﬁ%;?\“Hﬁ{??;?\\MWH\\Huww“mw‘uwwywu’\ﬁ\‘uw
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0 7.00 7.20 7.40 7.60
m/z 77.05 8.72%
5000 134.0
39.0 90
: 65.0
0"%%ﬂuﬂwuuw‘uwuwﬂmwuhuuumH‘wauwwuuwhuwu
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 7.00 7.20 7.40 7.60

8270-BF032122.M Tue Apr 05 16:05:11 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF040422\
Data File : BF127637.D

Acqg On : 04 Apr 2022 17:39

Operator : CG\JU

Sample : N2249-08

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF032122.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 20 Benzoic acid, 2,5-dimethyl- Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
9.028 33.46 ng 1597650  Acenaphthene-d10 9.869
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Benzoic acid, 2,5-dimethyl-
2 o-Tolylacetic acid

3 Benzoic acid, 2,6-dimethyl-
4 Benzoic acid, 2,4-dimethyl-
5 para-Methylbenzyl formate

150 CS9H1e02
150 C9H1002
150 C9H1e02
150 C9H1e02
150 CS9H1e02

000610-72-0 97
000644-36-0 64
000632-46-2 58
000611-01-8 58
1000368-93-7 58

Abundance Scan 1146 (9.028 min): BF127637.D\data.ms (-1136) (-)| | m/z 105.10 100.00%
105.1
150.1
132.1
5000 77.0
51.0
R S ARmmmma R
| Jﬁ H ‘ L” ‘ 8.80 9.00 9.20 9.40
0l W‘UM el m/z 150.05  65.99%
m/z--> 20 40 60 80 100 120 140 160
Abundance #28331: Benzoic acid, 2,5-dimethyl-
104.0 132.0150.0
5000 770 L L L I L B
51.0 8.80 9.00 9.20 9.40
’ m/z 104.10  62.90%
27.0 J& ‘ ‘
O\\\‘\‘\\\““\‘\\‘Hh\\i\\‘i\’m‘\\\‘\\“\‘\\‘H‘\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #28268: o-Tolylacetic acid
105.0
\\\\‘\\\mﬁ\\\\‘\\\
8.80 9.00 9.20 9.40
5000 150.0 m/z 132.05 58.32%
77.0
51.0
200 ) ) M ‘ 132.0
oLty e
m/z--> 20 40 60 80 100 120 140 160
Abundance #28336: Benzoic acid, 2,6-dimethyl-
132.0 8.80 9.00 9.20 9.40
m/z 77.05 42.12%
150.0
104.0
5000
51.0 /70
0 M, b A e Y
m/z--> 20 40 60 80 100 120 140 160 8.80 9.00 9.20 9.40
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@40422\
Data File : BF127637.D

Acqg On : 04 Apr 2022 17:39
Operator : CG\JU

Sample : N2249-08

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF032122.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-Pentanone, 2-... .534 30. ng 891695 .839 581820 20.
2-Pentanone, 3-... .575 17. ng 519919 .839 581820 20.
3-Hexanone .210 14. ng 434717 .839 581820 20.
unknown5.110 .110 23. ng 692336 .839 581820 20.

.292 52.
.369  343.

.839 581820 20.
.839 581820 20.

Benzene, propyl-
Benzene, 1l-ethy...

ng 1533130
ng 9990360

OVNNNNNOOOOU DWW
w
O
0
VO ONWERNOWOANO®LLOOM
WRRPRRRPRRRRRERBRRRRR
VAN QOO
0
w
0
P00 O®O®®

Benzene, 1-ethy... 145. ng 4241530 .839 581820 20.
Benzene, 1-ethy... .898  217. ng 6334090 581820 20.
Indane .022  197. ng 5734510 .839 581820 20.
Benzene, 1,3-di... .075 30. ng 882415 .839 581820 20.
Benzene, 1-meth... .098 71. ng 2070690 .839 581820 20.
Benzene, 2-ethy... .145 71. ng 2066310 .839 581820 20.
o-Cymene .316 39. ng 1134750 .839 581820 20.
Benzoic acid, 2... .028 33. ng 1597650 .869 955084 20.
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