LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42722\
Data File : BF127956.D

Acqg On : 27 Apr 2022 20:24
Operator : CG\JU

Sample : N2482-15

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-BF042222.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF127956.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.251 330 334 339 rBV 48309 59526 1.69% 0.307%
2 4.457 365 369 377 rBV 347360 403347 11.44% 2.080%
3 5.157 484 488 495 rBV 121135 142487 4.04% 0.735%
4 5.422 530 533 537 rVB 51905 45979 1.30% 0.237%
5 5.545 550 554 558 rBV 1636298 1465569 41.58% 7.559%
6 6.104 645 649 652 rVB 70808 65013 1.84% ©.335%
7 6.157 654 658 662 rVB 73025 59606 1.69% 0.307%
8 6.387 694 697 700 rBV 128183 114919 3.26% ©.593%
9 6.487 711 714 716 rBV 50681 41532 1.18% 0.214%
10 6.545 720 724 733 rVV 1048465 947296 26.88% 4.886%
11 6.610 733 735 738 rW 84566 73704 2.09% 0.380%
12 6.728 751 755 758 rBvV 144979 172934 4.91% 0.892%
13 6.757 758 760 770 rVV 151092 202186 5.74% 1.043%
14 6.851 773 776 786 rBV 172119 265614  7.54%  1.370%
15 6.928 786 789 793 rVB 736865 597250 16.95% 3.081%
16 6.981 796 798 801 rBV 77309 71526 2.03% 0.369%
17 7.e57 801 811 812 rBV3 23273 57525 1.63% 0.297%
18 7.11@0 817 820 823 rVB 119219 101334 2.88% 0.523%
19 7.334 853 858 865 rvB3 42675 64377 1.83% 0.332%
20 7.463 876 880 881 rBV 76670 70021 1.99% 0.361%
21 7.492 881 885 888 rVB 2152672 2132334 60.50% 10.998%
22 7.569 895 898 902 rBV 40882 45561 1.29% 0.235%
23 7.945 957 962 965 rVB2 59639 58800 1.67% ©0.303%
24  8.175 993 1001 1003 rBV5 25369 49936 1.42% 0.258%
25 8.210 1003 1007 1011 rBV 850410 773291 21.94%  3.988%
26 8.463 1039 1050 1053 rBV5 21015 66370 1.88% 0.342%
27 9.204 1172 1176 1178 rBV 38363 51163 1.45% 0.264%
28 9.286 1185 1190 1194 rBV 3454009 3524565 100.00% 18.179%
29 9.386 1204 1207 1217 rVB 492077 585356 16.61% 3.019%
30 9.969 1303 1306 1310 rVB 970371 816431 23.16% 4.211%

31 10.380 1372 1376 1379 rVB 145032 123518 3.50%
32 10.675 1422 1426 1428 rBV 113967 106422 3.02%
33 10.763 1437 1441 1444 rBV 1920597 1703498 48.33%
34 11.463 1556 1560 1563 rBV 831284 707318 20.07%
35 11.839 1621 1624 1627 rVB 87408 62982 1.79%
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36 13.051 1825 1830 1833 rBV 2645080 2395449 67.96% 12.355%

8270-BF042222.M Thu Apr 28 17:11:54 2022 Pag 1



LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42722\
Data File : BF127956.D

Acqg On : 27 Apr 2022 20:24
Operator : CG\JU

Sample : N2482-15

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-BF042222.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 14.110 2006 2010 2019 rVB 534189 520943 14.78% 2.687%
38 15.615 2261 2266 2273 rBV2 484382 642397 18.23%  3.313%

Sum of corrected areas: 19388079

8270-BF042222.M Thu Apr 28 17:11:54 2022 Pag 2



Data Path :
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LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042722\

BF127956.D

: 27 Apr 2022 20:24
: CG\JU
: N2482-15

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

TIC: BF127956.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42722\
Data File : BF127956.D

Acqg On : 27 Apr 2022 20:24
Operator : CG\JU

Sample : N2482-15

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.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 Cyclopentanone Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
4.457 13.51 ng 403347  1,4-Dichlorobenzene-d4 6.928

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentanone 84 C5H80 000120-92-3 90
2 2-Hexene, (E)- 84 C6H12 004050-45-7 64
3 2-Hexene 84 C6H12 000592-43-8 64
4 1H-Tetrazole, 1-methyl- 84 C2H4AN4A 016681-77-9 53
5 3-Hexene, (Z)- 84 C6H12 007642-09-3 50
Abundance Scan 369 (4.457 min): BF127956.D\data.ms (-365) (-) m/z 55.00 100.00%
55.0
84.0
5000 411
A RAREMEERE S
‘ ‘ 4.20 4.40 4.60 4.80
Ot e 690 L m/z 84.05  46.96%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1577: Cyclopentanone
55.0
28.0
5000 L B I L L BN
41.0 84.0 4.20 4.40 4.60 4.80
m/z 41.10 39.35%
O[!67.0
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1651: 2-Hexene, (E)-
55.0
4.20 4.40 4.60 4.80
5000 42.0 m/z 56.00  31.00%
84.0
29.0 69.0
ol 150
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1638: 2-Hexene R
55.0 4.20 4.40 4.60 4.80
m/z 39.10 19.57%
42.0
5000 840
29.0 69.0
ol 158 N S
m/z--> 10 20 30 40 50 60 70 80 90 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42722\
Data File : BF127956.D

Acqg On : 27 Apr 2022 20:24

Operator : CG\JU

Sample : N2482-15

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.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 2 2-Propanol, 1-(1-methyletho... Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
5.157 4.77 ng 142487 1,4-Dichlorobenzene-d4 6.928
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 1-(1-methylethoxy)- 118 C6H1402 003944-36-3 53
2 Ethanol, 2-(1-methylethoxy)- 104 C5H1202 000109-59-1 50
3 2-Propanol, 1-propoxy- 118 C6H1402 001569-01-3 40
4 Butane, 1-(1-methylethoxy)- 116 C7H160 001860-27-1 40
5 Butanoic acid, 4-methoxy- 118 C5H1003 029006-02-8 40
Abundance Scan 488 (5.157 min): BF127956.D\data.ms (-484) (-) m/z 43.05 100.00%
43.0
5000 59.1
73.0
‘ 101.1 4.80 5.00 5.20 5.40
Obrrepererprereperedie et i s b e m/z 45.10 67.34%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10075: 2-Propanol, 1-(1-methylethoxy)-
45.0
5000 L B L B I B B
590 4.80 5.00 5.20 5.40
31.0 73.0 m/z 59.10 40.94%
O \\\‘\\H’\\\‘\“HH"“\EH‘H‘\‘H‘\\\\‘\‘\‘\\‘\\8\8}.‘0\\\]\-‘CJ\§.\0\‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #5406: Ethanol, 2-(1-methylethoxy)-
43.0
T A
4.80 5.00 5.20 5.40
5000 m/z 73.05 25.85%
27.0
73.0 89.0
59.0
S O N 1
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10045: 2-Propanol, 1-propoxy- R R R Bmma e
43.0 4.80 5.00 5.20 5.40
m/z 41.10 24.33%
5000 73.0
59.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42722\
Data File : BF127956.D

Acqg On : 27 Apr 2022 20:24
Operator : CG\JU

Sample : N2482-15

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 3 Benzene, (1-methylethyl)- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
6.104 2.18 ng 65013 1,4-Dichlorobenzene-d4 6.928

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 94
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
3 Mesitylene 120 C9H12 000108-67-8 86
4 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 83
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 80
Abundance Scan 649 (6.104 min): BF127956.D\data.ms (-645) (-) m/z 105.10 100.00%
105.1
5000
120.1 A
7.1 \\‘\\\\‘\\\\‘\\\\‘\\\\’
510 H 91.1 5.80 6.00 6.20 6.40
Obrrererrrreprr e O30l S Ml myz 120010 27.39%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10713: Benzene, (1-methylethyl)-
105.0
5.80 6.00 6.20 6.40
120.0 m/z 77.10  17.37%
51.0 77.0
27.0 : | 91.0
OH‘\H\‘\H‘\‘\H\“‘\H\i“\\\\‘\‘\‘.\\‘\\\MHH“HH‘\Ml\‘\\\\“\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10710: Benzene, 1,2,3-trimethyl-
105.0
5.80 6.00 6.20 6.40
5000 120.0 m/z 79.00 15.71%
39.0 63.0 77.0 91.0
oH_Hw:w"‘:Uw}‘\hm‘;‘w;“!‘wu“mH_‘:Mmu“hw
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 }\ A J
Abundance #10692: Mesitylene ‘A“H“HQM“Wﬁ‘A,
105.0 5.80 6.00 6.20 6.40
m/z 103.10 10.37%
5000 1200
77.0
51.0 91.0 A
PSS vt OO T AT O (N B Y
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42722\
Data File : BF127956.D

Acqg On : 27 Apr 2022 20:24
Operator : CG\JU

Sample : N2482-15

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 4 Benzene, propyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
6.387 3.85 ng 114919 1,4-Dichlorobenzene-d4 6.928

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, propyl- 120 CSH12 000103-65-1 94
2 N-Benzyl-2-phenethylamine 211 C15H17N 003647-71-0 78
3 1,2-Ethanediamine, N,N'-bis(phen... 240 C16H20N2 000140-28-3 72
4 N-Isobutyl(phenyl)methanesulfona... 227 C11H17NO2S 144615-94-1 59
5 Ethanol, 2-[(phenylmethyl)amino]- 151 C9H13NO 000104-63-2 53
Abundance Scan 697 (6.387 min): BF127956.D\data.ms (-694) (-) m/z 91.10 100.00%
91.1
5000
120.1 i e AR
391 820 6.00 6.20 6.40 6.60 6.80
bbb ey m/z 120.10 19.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #10702: Benzene, propyl-
91.0
A
5000 LR R R
6.00 6.20 6.40 6.60 6.80
120.0 m/z 65.00 11.79%
39.0 650
O ‘\‘\H“‘\\“\\“\‘H\“‘\\‘!\’\‘\H“\\H‘H\\‘\H\‘\H\‘\\H‘\\H‘H\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #88774: N-Benzyl-2-phenethylamine
91.0
S W | 1 1 AV,
120.0 6.00 6.20 6.40 6.60 6.80
5000 m/z 92.10 9.91%
65.0
0 30 | 165.0  209.0
e e T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #123892: 1,2-Ethanediamine, N,N"-bis(phenylmethyl)- ‘HM““H“4“A““A
91.0 6.00 6.20 6.40 6.60 6.80
m/z 78.00 6.48%
120.0
5000
65.0
05 3%P‘\‘ e %49q17%0 %099 2490 \ ﬂ 4
R B o T AN REEARa R e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42722\
Data File : BF127956.D

Acqg On : 27 Apr 2022 20:24
Operator : CG\JU

Sample : N2482-15

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 5 Benzene, 1l-ethyl-4-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
6.610 2.47 ng 73704  1,4-Dichlorobenzene-d4 6.928

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 93
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 91
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 91
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 735 (6.610 min): BF127956.D\data.ms (-733) (-) m/z 105.05 100.00%
105.1
5000
120.1
390 430 77"0 91‘-0 6.20 6.40 6.60 6.80 7.00

oH_m_m‘HH‘uuHg‘w‘mwm‘wmH_‘:waw‘ m/z 120.10  27.91%

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

Abundance #10726: Benzene, 1-ethyl-4-methyl-

105.0
l A A
5000 DL B LA B R
6.20 6.40 6.60 6.80 7.00
120.0 9
770 910 m/z 77.00 14.15%
OH‘\\H‘\2\71"0\\\\“\\\S\ﬁ\.‘\ou?ﬂ‘.\(\)‘\i\m‘uu“‘hHH‘\}\‘H‘\‘\“HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
6.20 6.40 6.60 6.80 7.00
5000 m/z 91.00 13.47%
120.0
39.0 77.0 91.0
0‘WH‘“29‘?””““m{‘\w?%;‘?wu‘1“””“1"W‘;Mmu“uw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10720: Benzene, 1-ethyl-3-methyl- “‘H“H‘ﬁu“_“W‘J
105.0 6.20 6.40 6.60 6.80 7.00
m/z 78.95 11.46%
5000
120.0
77.0 91.0
39.0 630 | |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42722\
Data File : BF127956.D

Acqg On : 27 Apr 2022 20:24
Operator : CG\JU

Sample : N2482-15

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.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 2-Propanol, 1-(2-methoxy-1-... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
6.728 5.79 ng 172934  1,4-Dichlorobenzene-d4 6.928

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 1-(2-methoxy-1-methy... 148 C7H1603 020324-32-7 86
2 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 59
3 Dipropylene glycol (isomer 3) 134 C6H1403 1000506-25-5 53
4 1-Propanol, 2,2'-oxybis- 134 C6H1403 000108-61-2 53
5 Dipropylene glycol (isomer 2) 134 C6H1403 1000506-25-4 53
Abundance Scan 755 (6.728 min): BF127956.D\data.ms (-751) (-) m/z 59.10 100.00%

59.1
5000
41. 103.1

“ Lo 6.40 6.60 6.80 7.00
e RS m/z 45.10  50.98%

miz--> 20 40 60 80 100 120 140
Abundance  #26722: 2-Propanol, 1-(2-methoxy-1-methylethoxy)-
59.0

5000 e e R
103.0 6.40 6.60 6.80 7.00

31.0 m/z 103.10  31.49%

o120 ‘\‘ ‘u A 7L-0 | 130.0 149.0
\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140
Abundance #17330: 1-Propanol, 2-(2-hydroxypropoxy)-
5C
-\ A /\H/\

6.40 6.60 6.80 7.00

o

5000 m/z 73.10  27.57%
31.0 103.0
o150 ., 750
miz--> 20 40 60 80 100 120 140
Abundance #17321: Dipropylene glycol (isomer 3) A R AR
59.0 6.40 6.60 6.80 7.00

m/z 41.05 26.20%

5000
31.0 103.0

m/z--> 20 60 80 100 120 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42722\
Data File : BF127956.D

Acqg On : 27 Apr 2022 20:24
Operator : CG\JU

Sample : N2482-15

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.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 7 2-Propanol, 1-(2-ethoxyprop... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
6.757 6.77 ng 202186 1,4-Dichlorobenzene-d4 6.928

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 1-(2-methoxy-1-methy... 148 C7H1603 020324-32-7 83
2 2-Propanol, 1-(2-ethoxypropoxy)- 162 C8H1803 010143-32-5 72
3 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 53
4 1-Propanol, 2,2'-oxybis- 134 C6H1403 000108-61-2 50
5 Dipropylene glycol (isomer 3) 134 C6H1403 1000506-25-5 50
Abundance Scan 760 (6.757 min): BF127956.D\data.ms (-758) (-) m/z 59.10 100.00%

59.1
5000
2. 103.1

M 650 6.40 6.60 6.80 7.00
el LB m/z 45.10  52.79%

miz--> 20 40 60 80 100 120 140
Abundance  #26719: 2-Propanol, 1-(2-methoxy-1-methylethoxy)-
59.0

5000 e
6.40 6.60 6.80 7.00

4LT 103.0 m/z 103.05 34.26%
I

o220 LA 7L-0 . 1300
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140
Abundance #38407: 2-Propanol, 1-(2-ethoxypropoxy)-
59.0
/\/\A il

6.40 6.60 6.80 7.00

o

5000 m/z 73.10 29.42%
31.0
103.0
0 15.0 H‘ \‘ | il ‘\ \‘ 87\ 0 ‘\ | 131.0147.0
e e
miz-> 20 40 60 80 100 120 140
Abundance #17330: 1-Propanol, 2-(2-hydroxypropoxy)- O ERERRaRTEEE
59.0 6.40 6.60 6.80 7.00

m/z 41.00  27.55%

5000
31.0 103.0

15.0 75.0
oku‘w‘“‘m“;mwmw”wm_m e R A

m/z--> 20 60 80 100 120 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42722\
Data File : BF127956.D

Acqg On : 27 Apr 2022 20:24
Operator : CG\JU

Sample : N2482-15

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.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 2-Propanol, 1-(2-methoxypro... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
6.851 8.89 ng 265614  1,4-Dichlorobenzene-d4 6.928

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 1-(2-methoxypropoxy)- 148 C7H1603 013429-07-7 83
2 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 72
3 Dipropylene glycol (isomer 2) 134 C6H1403 1000506-25-4 72
4 2-Propanol, 1-[1-methyl-2-(2-pro... 174 C9H1803 055956-25-7 64
5 Dipropylene glycol (isomer 3) 134 C6H1403 1000506-25-5 50

Abundance Scan 776 (6.851 min): BF127956.D\data.ms (-773) (-) m/z 59.10 100.00%

59.1
5000 M\
430 6,60 6.80 7.00 7.20
I 7e1 1081 45.05  14.299
Ol S e m/z 45,05 14.29%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #26715: 2-Propanol, 1-(2-methoxypropoxy)-
59.0
5000 L B I L L I R L
6.60 6.80 7.00 7.20
m/z 43.05 10.32%
31.0
o Iyl 740 8901900 1300
H‘HH‘\\\\‘\\H‘HH‘HH‘HH‘HH‘\\\\’HH‘HH’\\H‘HH‘HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17328: 1-Propanol, 2-(2-hydroxypropoxy)-
59.0
PO T 0
6.60 6.80 7.00 7.20
5000 m/z 41.05 9.58%
1.
31.0 103.0
oL 150 750 119.0134.0
el T e T
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17322: Dipropylene glycol (isomer 2) R R AREREEE R
59.0 6.60 6.80 7.00 7.20
m/z 73.05 9.13%
5000
31.0 103.0
o280 il 0L
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42722\
Data File : BF127956.D

Acqg On : 27 Apr 2022 20:24
Operator : CG\JU

Sample : N2482-15

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.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 9 Benzene, 1,2,3-trimethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
6.981 2.40 ng 71526  1,4-Dichlorobenzene-d4 6.928

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 97
2 Mesitylene 120 C9H12 000108-67-8 95
3 Benzene, 1,2,4-trimethyl- 120 CO9H12 000095-63-6 94
4 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 93
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 93
Abundance Scan 798 (6.981 min): BF127956.D\data.ms (-796) (-) m/z 105.05 100.00%
106.1
5000
120.1
39.0 631 77‘-1 91.1 6.60 6.80 7.00 7.20 7.40
Obeererrepereeperesereefireitie bl b Ml myz 120,05 36.50%
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0
) sl )
5000 N L B R
120.0 6.60 6.80 7.00 7.20 7.40

m/z 77.10  13.59%

77.0 91.0
\\’]\-\5\\0’\H“\’\\\1"‘11\\"‘1‘1\16‘131“(1)\‘\H‘\“\H\“\H\‘Hl\‘\\‘\‘\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10692: Mesitylene
105.0

6.60 6.80 7.00 7.20 7.40

o

5000 1200 m/z 91.10  10.51%
77.0
51.0 91.0
Obregrrrey 2 o8O i Ll il
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 7.40
m/z 106.10 9.24%
5000 120.0
28.0 77.0 91.0
A P R N S I
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\BF@42722\
Data File : BF127956.D

Acqg On : 27 Apr 2022 20:24
Operator : CG\JU

Sample : N2482-15

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.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 Indane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
7.110 3.39 ng 101334  1,4-Dichlorobenzene-d4 6.928

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 94
2 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H10 1000191-13-7 72
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 64
4 Benzene, l-ethenyl-2-methyl- 118 C9H10 000611-15-4 60
5 Benzene, 1-propenyl- 118 C9H1e 000637-50-3 49

Abundance Scan 820 (7.110 min): BF127956.D\data.ms (-817) (-) m/z 117.10 100.00%

1171
5000
91.0  RARRSEmEEEEEEEEE
39.0 63.0 770 ‘ 6.80 7.00 7.20 7.40
Ol bbb e il m/z 118,10 55.17%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10181: Indane
117.0
5000 \\‘\\\j\\‘\\\\’\\\\‘\\\\/‘\
6.80 7.00 7.20 7.40
m/z 115.00  35.11%
39.0 63.0 91.0
OH‘HH‘H\‘-\(‘)HH“.\H\i‘\HM}‘\‘\\‘\7\7{(‘)\\\\“‘\\\\].‘9\4.\.\0‘\\!\“HH
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
e e
6.80 7.00 7.20 7.40
m/z 90.95 19.71%
5000 91.0
39.0 65.0 78.0
O 280, 92O T T a0a0 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10195: Benzene, cyclopropyl-
117.0 6.80 7.00 7.20 7.40
m/z 63.00 9.16%
5000
91.0
51.0 65.0 78.0 ‘ ‘ \ A M
Obrprrrr 2 el AR M T 0 A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42722\
Data File : BF127956.D

Acqg On : 27 Apr 2022 20:24

Operator : CG\JU

Sample : N2482-15

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 12 Phenol, 4-(1,1-dimethylprop... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
9.386 14.34 ng 585356  Acenaphthene-d10 9.969
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 4-(1,1-dimethylpropyl)- 164 C11H160 000080-46-6 93
2 Phenol, p-tert-butyl- 150 C10H140 000098-54-4 90
3 Phenol, m-tert-butyl- 150 C10H140 000585-34-2 64

4 4,4'-(1,2-diethylethylene)diphenol 270 C18H2202
5 Phenol, 4-(1,1,3,3-tetramethylbu... 206 C14H220

005635-50-7 64
000140-66-9 64

Abundance Scan 1207 (9.386 min): BF127956.D\data.ms (-1204) (-} m/z 135.05 100.00%

135.1
5000 107.1

411 77.0 164.1 9.00 9.20 9.40 9.60 9.80
ol B8 L e L myz 107.10 43.85%
miz--> 20 40 60 80 100 120 140 160
Abundance #39631: Phenol, 4-(1,1-dimethylpropyl)- ﬁ
135.0
5000 107.0 AN AR AN

9.00 9.20 9.40 9.60 9.80
m/z 95.00 10.69%

164.0
41.0 7o |
O\1\5\.(‘)\‘\‘\\"‘\\‘\5\9‘.q\\\“‘\\‘\‘\‘\}\‘\‘i‘\\\“!‘\\‘\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #27481: Phenol, p-tert-butyl-
135.0

9.00 9.20 9.40 9.60 9.80

5000 m/z 136.05  10.26%
107.0
77.0
ol2s0 T7800 Tl L L
miz--> 20 40 60 80 100 120 140 160
Abundance #27473: Phenol, m-tert-butyl- R ARAREmEE R
135.0 9.00 9.20 9.40 9.60 9.80

m/z 91.05 9.65%

m/z--> 60

80 100 120 140 160
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42722\
Data File : BF127956.D

Acqg On : 27 Apr 2022 20:24

Operator : CG\JU

Sample : N2482-15

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 Cyclopentaneacetic acid, 3-... Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
10.675 2.61 ng 106422  Acenaphthene-di10 9.969
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentaneacetic acid, 3-oxo-2... 226 C13H2203 024851-98-7 95
2 Isocitronellol 156 C10H200 018479-52-2 50
3 Cyclopentane, 1l-ethyl-1-methyl- 112 C8H16 016747-50-5 47
4 N-(3-Piperidinyl)propanamide, N'... 226 C12H22N202 1000469-85-0 47
5 Oxalic acid, cyclohexyl tetradec... 368 C22H4004 1000309-31-5 43

Abundance Scan 1426 (10.675 min): BF127956.D\data.ms (-1422) (-]
3.0

5000

0,

m/z-->
Abundance

55.0

153.1

or |

m/z 83.00 100.00%

195.1 226.1

20 40 60 80

100 120 140 160 180 200 220
#106654: Cyclopentaneacetic acid, 3-oxo-2-pentyl-, meth

S [
10.50 11.00
m/z 153.05 27.51%

83.0
5000 A T T T T \A\A T T T
10.50 11.00
55.0 153.0 m/z 82.00 24.58%
27\-0 ‘\ ‘\ ‘H | mlOQO “ 195.0 226.C
O\\\\‘\\‘\\W‘\\\h{‘\‘}‘\‘\“\\\\‘\\h\\‘\\\\‘\\‘“\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #32870: Isocitronello
83.0
10.50 11.00
5000 550 m/z 54.95 21.83%
‘ ‘ 123.0 156.0
oHWH‘H“HM“HW‘HM_mw‘_Hl_ww_ww
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #7665: Cyclopentane, 1-ethyl-1-methyl- —5 —
83.0 10.50 11.00
55.0
m/z 156.10 21.24%
5000
27.0
S P S U PR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.50 11.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42722\
Data File : BF127956.D

Acqg On : 27 Apr 2022 20:24
Operator : CG\JU

Sample : N2482-15

Misc

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.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|
Cyclopentanone 4.457 13.5 ng 403347 1 6.928 597250 20.0
2-Propanol, 1-(... 5.157 4.8 ng 142487 1 6.928 597250 20.0
Benzene, (1-met... 6.104 2.2 ng 65013 1 6.928 597250 20.0
Benzene, propyl- 6.387 3.9 ng 114919 1 6.928 597250 20.0
Benzene, 1-ethy... 6.610 2.5 ng 73704 1 6.928 597250 20.0
2-Propanol, 1-(... 6.728 5.8 ng 172934 1 6.928 597250 20.0
2-Propanol, 1-(... 6.757 6.8 ng 202186 1 6.928 597250 20.0
2-Propanol, 1-(... 6.851 8.9 ng 265614 1 6.928 597250 20.0
Benzene, 1,2,3-... 6.981 2.4 ng 71526 1 6.928 597250 20.0
Indane 7.110 3.4 ng 101334 1 6.928 597250 20.0
Phenol, 4-(1,1-... 9.386 14.3 ng 585356 3 9.969 816431 20.0
Cyclopentaneace.. 10.675 2.6 ng 106422 3 9.969 816431 20.0
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