LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42822\
Data File : BF127978.D

Acqg On : 28 Apr 2022 13:55
Operator : CG\JU

Sample : N2481-09

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

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

Signal : TIC: BF127978.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.057 297 301 306 rVB 44764 52436 1.11% 0.170%
2 4.263 331 336 340 rBV 54417 65344 1.38% 0.212%
3 4.469 366 371 378 rVB2 153909 235644 4.99% 0.763%
4 4.563 383 387 391 rBV 63146 73912 1.57% 0.239%
5 5.163 485 489 494 rBV 102629 115238 2.44% 0.373%
6 5.422 530 533 537 rBV 328997 291111 6.17% 0.943%
7 5.552 549 555 558 rBV 1904438 1791210 37.94% 5.803%
8 6.099 645 648 652 rBV 190413 170151 3.60% 0.551%
9 6.387 694 697 700 rBvV 233216 191786 4.06% 0.621%
10 6.546 721 724 732 rVB 1120677 1130496 23.94% 3.663%
11 6.610 732 735 738 rVB 130270 106717 2.26%  0.346%
12 6.728 752 755 757 rBV 145695 145977 3.09% 0.473%
13 6.751 757 759 770 rVB2 231285 314696 6.66% 1.020%
14 6.851 773 776 786 rBV 181738 259285 5.49%  0.840%
15 6.928 786 789 793 rVB 825946 687270 14.56%  2.227%
16 6.987 793 799 802 rBV 362584 377647 8.00% 1.224%
17 7.11@0 816 820 823 rVV 1886192 1568824 33.23% 5.083%
18 7.169 827 830 840 rVB4 79672 115551 2.45% 0.374%
19 7.246 840 843 853 rVB3 50831 99697 2.11% 0.323%
20 7.328 853 857 865 rVB 80787 91013 1.93% 0.295%
21 7.463 875 880 881 rBV 194366 190622 4.04% 0.618%
22 7.498 881 886 889 rVW 2576694 2772808 58.72% 8.984%
23 7.569 893 898 901 rW 82284 105258 2.23% 0.341%
24 7.610 901 905 916 rVB6 30843 69877 1.48% 0.226%
25 7.693 916 919 922 rBV 75563 64585 1.37% 0.209%
26 7.881 945 951 955 rBv2 129238 129088 2.73% 0.418%
27 7.945 959 962 965 rVB 160537 136430 2.89% 0.442%
28 8.169 988 1000 1003 rBV7 45051 128918 2.73% 0.418%
29 8.210 1003 1007 1009 rVvV 942734 956135 20.25% 3.098%
30 8.234 1009 1011 1015 rVB 1046568 840093 17.79% 2.722%
31 8.451 1037 1048 1052 rBV7 32951 119155 2.52% 0.386%
32 8.540 1059 1063 1069 rBV2 94235 132331 2.80% 0.429%
33 8.622 1073 1077 1085 rVB2 56603 76968 1.63%  0.249%
34 9.022 1141 1145 1152 rVB 70609 77032 1.63% 0.250%
35 9.204 1172 1176 1178 rBV3 77303 102349 2.17% 0.332%

36 9.292 1185 1191 1194 rBV 4737302 4721725 100.00% 15.298%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42822\
Data File : BF127978.D

Acqg On : 28 Apr 2022 13:55
Operator : CG\JU

Sample : N2481-09

Misc

ALS Vvial : 10 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF042222.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 9.387 1203 1207 1216 rVB 914140 1076042 22.79%  3.486%
38 9.969 1300 1306 1310 rBV 1083619 1057496 22.40% 3.426%
39 10.281 1354 1359 1362 rBV2 60995 62421 1.32% 0.202%
40 10.345 1368 1370 1373 rBV 56040 49724 1.05% 0.161%
41 10.381 1373 1376 1380 rVB 172584 158467 3.36% 0.513%
42 10.675 1423 1426 1428 rBV 181500 150763 3.19% 0.488%
43 10.763 1436 1441 1445 rBV 2794121 2880530 61.01% 9.333%
44 10.810 1447 1449 1456 rVB2 40495 55023 1.17% 0.178%
45 11.463 1556 1560 1563 rBV 1296516 1055262 22.35% 3.419%

46 11.839 1621 1624 1627 rVB 160431 123269 2.61% ©0.399%
47 13.057 1825 1831 1834 rBV 4272519 4349134 92.11% 14.091%
48 14.110 2006 2010 2019 rVB 823496 742390 15.72%  2.405%
49 15.621 2261 2267 2276 rBV 450106 597189 12.65%  1.935%

Sum of corrected areas: 30865089
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 28 Apr 2022 13:55
: CG\JU
: N2481-09

. 10

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042822\
BF127978.D

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

Abundance

4000000

3000000

2000000

1000000

o

Time-->
Abundance

4000000

3000000

2000000

1000000

0
Time-->
Abundance

4000000

3000000

2000000

1000000

0
Time-->

TIC: BF127978.D\data.ms

5.552

5.42
4.0574.263 4863 5163 |

7.110

6.546
6.928

.98
6.099 6.387 &
N '?W yoruedbgmos

7.498

‘ T
2.40 2.60 2.8
TIC: BF127978.D\data.ms

9.292

10.763

11.463
9.969

24

0.387

5
o

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

13.057

.

gﬁks}sﬁ@zz 9.029.2

8
o T ‘
8.50 9.00

8.00

108! 10-8fps10

- A 5 - N A
10.50 11.00 11.50

TIC: BF127978.D\data.ms

11.839
T T T ‘ T \/\ T

9.50 10.00

14.110
15.621

12.00

12.50

13.00

13.50

14.00 14.50 15.00

15.50 16.00 16.50 17.00

8270-BF042222.M Fri Apr 29 12:05:43 2022

T ‘ T
17.50

T ‘ T T
18.00 18

Page: 3

T
.50



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42822\
Data File : BF127978.D

Acqg On : 28 Apr 2022 13:55
Operator : CG\JU

Sample : N2481-09

Misc

ALS Vvial : 10 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 7
R.T. EstConc Area Relative to ISTD R.T.
4.469 6.86 ng 235644  1,4-Dichlorobenzene-d4 6.928

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentanone 84 C5H80 000120-92-3 91
2 2-Hexene 84 C6H12 000592-43-8 64
3 2-Hexene, (E)- 84 C6H12 004050-45-7 64
4 2-Butenal, 2-methyl- 84 C5H80 001115-11-3 47
5 3-Hexene 84 C6H12 000592-47-2 45
Abundance Scan 371 (4.469 min): BF127978.D\data.ms (-366) (-) m/z 54.95 100.00%

55.0
84.1
5000 41.0

4.20 4.40 4.60 4.80

o‘H,HH,w_HMm‘;unnw‘??"?wumwlﬂq"g”, m/z 84.10  49.23%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1586: Cyclopentanone
55.0
5000 28.0 840 UL L L R BB LR
41.0 4.20 4.40 4.60 4.80

‘ m/z 41.05 39.10%

15.0 ‘\ Ll 69.0 |
\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1638: 2-Hexene
55.0

4.20 4.40 4.60 4.80

o

42.0 m/z 56.10  33.39%

5000 84.0

29.0 69.0
wo | I ||
Ottt e e et by
m/z--> 10 20 30 40 50 60 70 80 90 100

Abundance #1651: 2-Hexene, (E)- R LW (S NI
53.0 4.20 4.40 4.60 4.80

m/z 39.05 20.47%

5000 42.0
84.0
29.0 69.0
so [l ]
0"W‘H‘M‘JW‘H‘pk‘WJM‘_“W‘H‘_“W‘H‘M“W

m/z--> 10 20 30 40 50 60 70 80 90 100 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@42822\
Data File : BF127978.D

Acqg On : 28 Apr 2022 13:55
Operator : CG\JU

Sample : N2481-09

Misc

ALS Vvial : 10 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 2 Ethanol, 2-(1-methylethoxy)- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
5.163 3.35 ng 115238 1,4-Dichlorobenzene-d4 6.928

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(1-methylethoxy)- 104 C5H1202 000109-59-1 53
2 Diacetamide 101 C4H7NO2 000625-77-4 47
3 Butanoic acid, 4-methoxy- 118 C5H1003 029006-02-8 40
4 2-Propanol, 1-(1-methylethoxy)- 118 C6H1402 003944-36-3 39
5 2-Propanol, 1-propoxy- 118 C6H1402 001569-01-3 37
Abundance Scan 489 (5.163 min): BF127978.D\data.ms (-485) (-) m/z 43.10 100.00%
43.1
w 0 JL
730 \‘\\\\‘\\\\‘\\\\’\\\\‘\
8911010 4.80 5.00 5.20 5.40
b el e P2 L m/z 45.10  68.90%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5407: Ethanol, 2-(1-methylethoxy)-
43.0
5000 L LA B N B AL B B
4.80 5.00 5.20 5.40
73.0 m/z 59.00  38.82%
160 310 ‘ 59.0 ‘ 89.0
O‘\\\\‘\\\‘\“\‘\\\‘!}\\‘\\\\“‘\‘\\\‘\\\\‘\\\\“\\\\‘\0\4.\\0‘\
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4516: Diacetamide
43.0
A A
4.80 5.00 5.20 5.40
5000 59.0 m/z 73.05 25.99%
73.0
101.0
S I ( 860 |
T e e e
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9880: Butanoic acid, 4-methoxy- AR R A RARE S
45.0 4.80 5.00 5.20 5.40
m/z 41.05 21.90%
59.0
5000
obrrreprrrrprrreiher ol T8 e 100
m/z--> 10 20 30 40 50 60 70 80 90 100 110 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@42822\
Data File : BF127978.D

Acqg On : 28 Apr 2022 13:55
Operator : CG\JU

Sample : N2481-09

Misc

ALS Vvial : 10 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, (1-methylethyl)- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
6.099 4.95 ng 170151 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 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 83
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 80
5 2,4-Nonadiyne 120 CS9H12 063621-15-8 80
Abundance Scan 648 (6.099 min): BF127978.D\data.ms (-645) (-) m/z 105.10 100.00%
105.1
5000
771 1201 H\‘HH’HH‘HHA‘HH
51.1 H 91.1 5.80 6.00 6.20 6.40
O 380 L €41 L T L n/z 120.10  24.64%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10706: Benzene, (1-methylethyl)-
105.0
5000 LN L B B R
5.80 6.00 6.20 6.40
120.0 o
510 770 m/z 77.10 17.78%
210 | | -
OH‘\\H‘H\‘\‘HH“HH}‘HH‘\‘\‘H‘HH‘HH‘HH‘\M\‘HH“HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10710: Benzene, 1,2,3-trimethyl-
105.0
R S R Y
5.80 6.00 6.20 6.40
5000 120.0 m/z 79.10 16.93%
39.0
77.0
620 | 9L.0
oH_Hw:w"‘:Uw}‘\hm“‘w;‘!‘wu“mH_‘:Mmu“hw
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10725: Benzene, 1-ethyl-3-methyl- “ﬁ_“W“‘W“H&‘H‘
105.0 5.80 6.00 6.20 6.40
m/z 103.10 12.54%
5000
120.0
510 77.0 91.0 ‘
PN BTG .0 Y N OO S VOVOOS S
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@42822\
Data File : BF127978.D

Acqg On : 28 Apr 2022 13:55
Operator : CG\JU

Sample : N2481-09

Misc

ALS Vvial : 10 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, propyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
6.387 5.58 ng 191786 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 Phenethylamine, N-benzyl-p-chloro- 245 C15H16CIN 013622-43-0 72
3 Ethanol, 2-[(phenylmethyl)amino]- 151 C9H13NO 000104-63-2 72
4 N-Isobutyl(phenyl)methanesulfona... 227 C11H17NO2S 144615-94-1 72
5 Propanenitrile, 3-[(phenylmethyl... 160 C10H12N2 000706-03-6 59
Abundance Scan 697 (6.387 min): BF127978.D\data.ms (-694) (-) m/z 91.10 100.00%
91.1
5000
120.1 A e ARRTE o
65.0 6.00 6.20 6.40 6.60 6.80
391 | 207.0
O v e bl kP m/z 120.10  20.26%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10702: Benzene, propyl-
91.0
5000 LR R R
6.00 6.20 6.40 6.60 6.80
120.0 m/z 65.00 11.91%
390 650
0 \\\‘\‘\\\“‘\\“\\“\‘\\\“‘\\‘!\‘\‘\\\"\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #129554: Phenethylamine, N-benzyl-p-chloro-
91.0 A
REEaa e
1200 6.00 6.20 6.40 6.60 6.80
5000 m/z 92.00 11.17%
0 , 4;'70‘ 65‘0 | “ I | 16\40
A s L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28981: Ethanol, 2-[(phenylmethyl)amino]- “A““‘W““ﬁH‘A‘A
91.0 6.00 6.20 6.40 6.60 6.80
m/z 78.10 6.13%
5000
120.0
65.0
150 39\0 L \‘ L \‘ l 1510
R B T B e R AR R R Al
m/z--> 20 40 60 80 100 120 140 160 180 200 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@42822\
Data File : BF127978.D

Acqg On : 28 Apr 2022 13:55
Operator : CG\JU

Sample : N2481-09

Misc

ALS Vvial : 10 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 Benzene, 1-ethyl-2-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
6.610 3.11 ng 106717 1,4-Dichlorobenzene-d4 6.928

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 94
2 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
3 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 91
Abundance Scan 735 (6.610 min): BF127978.D\data.ms (-732) (-) m/z 105.10 100.00%
105.1
5000
120.1 L
REaaz e e R o
390 630 77‘.0 91.0 6.20 6.40 6.60 6.80 7.00
0 H_HwHH‘HH“mmm‘MH_HJ_Hu“mH_‘elwww_ m/z 120.10  29.28%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
120.0 6.20 6.40 6.60 6.80 7.00
m/z 77.00 13.42%
39.0 77.0 91.0
0 H‘HH‘2\\5\.“\3‘\\\\“‘H\\i‘{‘\\1‘6‘%\.‘(\)\‘H\‘H‘H\\“MH‘\M\‘H‘H“‘HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10705: Benzene, 1,2,4-trimethyl-
105.0
6.20 6.40 6.60 6.80 7.00
5000 120.0 m/z 91.00 12.79%
28.0 77.0 91.0
51.0 :
0 ‘“1“%&9‘HJ!‘H‘M"H;u"‘M"H“l“H‘n“uH_‘waw_
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10694: Mesitylene _“‘_“‘ﬁ“W“‘&“
105.0 6.20 6.40 6.60 6.80 7.00
m/z 79.10 11.41%
120.0
5000
77.0
39.0 91.0 A A A /
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 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@42822\
Data File : BF127978.D

Acqg On : 28 Apr 2022 13:55
Operator : CG\JU

Sample : N2481-09

Misc

ALS Vvial : 10 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 10
R.T. EstConc Area Relative to ISTD R.T.
6.728 4.25 ng 145977  1,4-Dichlorobenzene-d4 6.928

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 1-(2-ethoxypropoxy)- 162 C8H1803 010143-32-5 78
2 2-Propanol, 1-(2-methoxy-1-methy... 148 C7H1603 020324-32-7 72
3 1-Propanol, 2-(2-methoxy-1-methy... 148 C7H1603 055956-21-3 59
4 Ethyl 2,5,8,11,14,17,20-heptaoxa... 382 C17H3409 1000366-80-5 56
5 Ethyl 2,5,8,11,14,17-hexaoxanona... 338 C15H3008 1000366-80-6 56
Abundance Scan 755 (6.728 min): BF127978.D\data.ms (-752) (-) m/z 59.10 100.00%
59.1
5000
103.1
e
‘ 6.40 6.60 6.80 7.00
L N — T V2 2 C I LR O -1
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38407: 2-Propanol, 1-(2-ethoxypropoxy)-
59.0
5000 K\’\‘T\\\\‘\\\\‘\\\\‘\\\\‘
31.0 6.40 6.60 6.80 7.00
' 103.0 m/z 103.10 30.04%
O \\‘\‘\u‘\\‘m}‘\\\“l‘\\1‘\‘\‘\‘\\“1\\\"\?\’]\_-\O’\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #26722: 2-Propanol, 1-(2-methoxy-1-methylethoxy)-
59.0
6.40 6.60 6.80 7.00
m/z 73.10 29.97%
5000 103.0
31.0
0 Hu_w“w““”‘u‘H‘_wm,l?ic?ao,w,‘m_m_m
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #26720: 1-Propanol, 2-(2-methoxy-1-methylethoxy)-
59.0 6.40 6.60 6.80 7.00
m/z 41.05 28.14%
50001 .1 ) 103.0 M
0 HM‘N:‘m“‘:ukum_uwm,‘M,HH,HHWHWH R R RAAaRaE
m/z--> 20 40 60 80 100 120 140 160 180 200 6.40 6.60 6.80 7.00

8270-BF042222.M Fri Apr 29 12:05:49 2022 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42822\
Data File : BF127978.D

Acqg On : 28 Apr 2022 13:55
Operator : CG\JU

Sample : N2481-09

Misc

ALS Vvial : 10 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 Benzene, 1,2,3-trimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
6.751 9.16 ng 314696 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 95
2 Mesitylene 120 C9H12 000108-67-8 94
3 Benzene, 1,2,4-trimethyl- 120 CO9H12 000095-63-6 87

4 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 81
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 81

Abundance Scan 759 (6.751 min): BF127978.D\data.ms (-757) (-) m/z 105.10 100.00%

106.1
5000 120.1 j\
59.1 FASPSED I | WG | B
45.1 77‘ 0 910 6.40 6.60 6.80 7.00
Obrrorerre et L w2 120010 41.31%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0

120.0 6.40 6.60 6.80 7.00
m/z 59.10 24.67%

77.0
15.0 0 e Y
O\\’H\\‘H\‘HHH“HHi\‘\H‘H‘\\‘\H\‘H\\‘HH‘HH‘H‘\‘\‘HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10692: Mesitylene
105.0
R A BEEAS R R
6.40 6.60 6.80 7.00
5000 120.0 m/z 77.00  13.32%
77.0
51.0 1.0
o",HH‘?‘?‘?‘Hw_"‘;M‘»‘ﬁ‘mw‘H‘:_‘H"kulwuwu“‘w””_
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10718: Benzene, 1,2,4-trimethyl-
105.0 6.40 6.60 6.80 7.00
m/z 119.05 12.23%
120.0
5000
770 91.0 ﬂ ﬂ
51.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120 6.40 6.60 6.80 7.00

8270-BF042222.M Fri Apr 29 12:05:50 2022 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42822\
Data File : BF127978.D

Acqg On : 28 Apr 2022 13:55
Operator : CG\JU

Sample : N2481-09

Misc

ALS Vvial : 10 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 2-Propanol, 1-(2-methoxypro... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
6.851 7.55 ng 259285 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 2-Propanol, 1-(2-methoxy-1-methy... 148 C7H1603 020324-32-7 83
3 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 78
4 Dipropylene glycol (isomer 2) 134 C6H1403 1000506-25-4 72
5 Dipropylene glycol (isomer 3) 134 C6H1403 1000506-25-5 72

Abundance Scan 776 (6.851 min): BF127978.D\data.ms (-773) (-) m/z 59.10 100.00%

59.1
5000 /V\k
a 6,60 6.80 7.00 7.20
i 76.1 104.1 ’ ' ' ’ o
Obreprerrrrreprrthee ol it a8 m/z 45.05  16.23%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #26713: 2-Propanol, 1-(2-methoxypropoxy)-
59.0
5000 L L I L LI B B
6.60 6.80 7.00 7.20
m/z 41.10 9.89%
31.0
O H%?\.\0‘\H‘\“‘HH‘W\‘H‘\H‘H\\\\‘7“\-\0‘\\H’H\?“(\)‘14.\.\(?\\\\‘\\\:3\9.\0\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance  #26721: 2-Propanol, 1-(2-methoxy-1-methylethoxy)-
59.0
PO T
6.60 6.80 7.00 7.20
5000 m/z 43.05 9.23%
31.0 104
ol 150 T/ 750 10RO 4500
e el e T e b T
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17328: 1-Propanol, 2-(2-hydroxypropoxy)- R R ARARARE T
59.0 6.60 6.80 7.00 7.20
m/z 73.05 8.79%
5000
310 103.0
oL 120 ‘\u‘ L. 750 119.0134.0
e e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 6.60 6.80 7.00 7.20

8270-BF042222.M Fri Apr 29 12:05:51 2022 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42822\
Data File : BF127978.D

Acqg On : 28 Apr 2022 13:55
Operator : CG\JU

Sample : N2481-09

Misc

ALS Vvial : 10 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@ Mesitylene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
6.987 10.99 ng 377647 1,4-Dichlorobenzene-d4 6.928

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 94
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 90
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 90
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 81
Abundance Scan 799 (6.987 min): BF127978.D\data.ms (-793) (-) m/z 105.10 100.00%
105.1
5000 1201 ﬂ JK
REEE s
399 570 770 911 6.60 6.80 7.00 7.20 7.40
0 ",‘m,‘H‘,m“,mH;Muw“_HWH“‘WH“H“““J““uu“uw m/z 120.10  37.60%
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
m/z 77.00 13.20%

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

6.60 6.80 7.00 7.20 7.40

o

m/z 57.05 12.16%
5000 120.0
39.0 77.0 910
L N Y ] Y N
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10725: Benzene, 1-ethyl-3-methyl- S T T
105.0 6.60 6.80 7.00 7.20 7.40

m/z 91.10 10.12%

5000

120.0

10 77.0 91.0 ‘

0 270 ‘ 4 “‘ ‘ “ L th
et e et

m/z--> 10 20 30 40 50 60 70 80 90 100110120 6.60 6.80 7.00 7.20 7.40

8270-BF042222.M Fri Apr 29 12:05:52 2022 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42822\
Data File : BF127978.D

Acqg On : 28 Apr 2022 13:55
Operator : CG\JU

Sample : N2481-09

Misc

ALS Vvial : 10 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 11 1Indane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.110  45.65 ng 1568820 1,4-Dichlorobenzene-d4 6.928

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 Benzene, 1-propenyl- 118 C9H10 000637-50-3 68
4 Deltacyclene 118 C9H1e 007785-10-6 68
5 Benzene, 1l-ethenyl-2-methyl- 118 C9H1e 000611-15-4 60

Abundance Scan 820 (7.110 min): BF127978.D\data.ms (-816) (-) m/z 117.10 100.00%

117.1
5000
91.1 N R R R R
39.0 63.0 6.80 7.00 7.20 7.40
Ol bl e e 2071 /7 118.05  55.28%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10179: Indane
11y.0
5000 L B R R B B
6.80 7.00 7.20 7.40
39.0 91.0 m/z 115.05  35.20%
’ 3.0 '
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance  #10214: Tetracyclo[3.3.1.0(2,8).0(4,6)]-non-2-ene
117.0

6.80 7.00 7.20 7.40

5000 91.0 ITI/Z 91.10 18.71%
390 65.0 L
0\u\‘\‘\u“‘\\“1\““‘\‘H\H‘H‘M“u\ .
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10193: Benzene, 1-propenyl-
117.0 6.80 7.00 7.20 7.40

m/z 63.00 9.47%

5000
91.0

27.0 510 ‘ LW

m/z--> 20 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40

8270-BF042222.M Fri Apr 29 12:05:53 2022 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42822\
Data File : BF127978.D

Acqg On : 28 Apr 2022 13:55
Operator : CG\JU

Sample : N2481-09

Misc

ALS Vvial : 10 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 12 Benzene, 1,3-diethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
7.169 3.36 ng 115551 1,4-Dichlorobenzene-d4 6.928

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 96
2 Benzene, 1,2-diethyl- 134 C1leH14 000135-01-3 95
3 Benzene, 1,4-diethyl- 134 CleH14 000105-05-5 94
4 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 91
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 91
Abundance Scan 830 (7.169 min): BF127978.D\data.ms (-827) (-) m/z 105.10 100.00%
105.1
5000 134.1 J\
771 \‘\\\\‘\\\\}\‘\\\\‘\\\\‘\
39.0 62 ‘ 6.80 7.00 7.20 7.40
Oberpererrrr e ol il ML myz 119.10 93.63%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17034: Benzene, 1,3-diethyl-
119.0
5000 1340 A‘\\\\j\\\\\J\‘I\V\\\\‘\\]\\\‘\
6.80 7.00 7.20 7.40
91.0 m/z 134.05 43.44%
39.0 65.0 ‘ ‘
0 \\‘H\\‘\H‘\“HH"‘HHi‘“u‘i’\‘i‘\\‘\HH‘H\\"i\HH‘H\’HwilHH‘H‘H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17032: Benzene, 1,2-diethyl-
119.0
‘MWH‘H‘WM‘A‘A‘m
6.80 7.00 7.20 7.40
5000 134.0 m/z 91.85 29.28%
91.0
39.0 65.0
LTy N P |
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17027: Benzene, 1,4-diethyl-
119.0 6.80 7.00 7.20 7.40
m/z 77.10 17.11%
5000 134.0
91.0
41.0 65.0 ‘
Ok A3 eyt el
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 6.80 7.00 7.20 7.40

8270-BF042222.M Fri Apr 29 12:05:53 2022 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42822\
Data File : BF127978.D

Acqg On : 28 Apr 2022 13:55
Operator : CG\JU

Sample : N2481-09

Misc

ALS Vvial : 10 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 13 Cyclobutene, bis(1l-methylet... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
7.246 2.90 ng 99697 1,4-Dichlorobenzene-d4 6.928

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclobutene, bis(1-methylethylid... 134 C1@H14 003642-14-6 60
2 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 58
3 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 58
4 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 55
5 1,3,8-p-Menthatriene 134 C1eH14 018368-95-1 52
Abundance Scan 843 (7.246 min): BF127978.D\data.ms (-840) (-) m/z 91.05 100.00%
91.0
119.1
60.0 134.1
5000 43.1
H ‘H‘ ‘ | 7.00 7.20 7.40 7.60
B — ‘WU\‘J““WM‘M‘ WM‘HJ,W“JW‘ - m/z 105.00  98.59%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17111: Cyclobutene, bis(1-methylethylidene)-
134.0
91.0 119.0 \
5000 \\\\‘\\\\/\‘\\\\‘\\\\’\\\
7.00 7.20 7.40 7.60
41.0 67.0 m/z 119.10 80.74%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17032: Benzene, 1,2-diethyl-
119.0 J\
\ A“M‘A,
7.00 7.20 7.40 7.60
5000 134.0 m/z 134.85 65.83%
91.0
65.0
ST il T
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17030: Benzene, 1,3-diethyl- ‘W“‘H“‘Mu‘ﬁ‘ﬂ‘ﬁ“
105.0 7.00 7.20 7.40 7.60
m/z 60.00 60.08%
134.0
5000
27.0 51.0 .0
Oy tredirseires ey
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 7.00 7.20 7.40 7.60

8270-BF042222.M Fri Apr 29 12:05:55 2022 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42822\
Data File : BF127978.D

Acqg On : 28 Apr 2022 13:55
Operator : CG\JU

Sample : N2481-09

Misc

ALS Vvial : 10 Sample Multiplier: 1

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

Quant Title

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

: 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 14 unknown7.328

Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
7.328 2.65 ng 91013 1,4-Dichlorobenzene-d4 6.928
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Ethanol, 2-[2-(2-ethoxyethoxy)et... 178 C8H1804
2 Ethanol, 2-[2-(2-methoxyethoxy)e... 164 C7H1604
3 Diethyl carbitol 162 C8H1803
4 Methyl 2-(2-(2-ethoxyethoxy)etho... 206 C9H1805
5 2-Propanol, 1-ethoxy- 104 C5H1202

Abundance Scan 857 (7.328 min): BF127978.D\data.ms (-853) (-)

000112-50-5 47
000112-35-6 47
000112-36-7 46
1000366-78-1 45
001569-02-4 38

m/z 45.05 100.00%

45.0
5000 73.0
105.0
O e
7.00 7.20 7.40 7.60
123.1
O I 891 el f R m/z 59.05  73.48%
miz--> 20 40 60 80 100 120 140
Abundance #53403: Ethanol, 2-[2-(2-ethoxyethoxy)ethoxy]-
43.0
5000 T[T T T[T T T[T ri[rrrry
7.00 7.20 7.40 7.60
72.0 [
29.0 ‘ 89.0 m/z 73.05 39.45%
O T \‘\ “ \HH\ T “H‘\ T \“‘ T \“\ ‘ \w‘\ T “\ \1}\6.‘0\1-\3\3\.()‘ UL
miz--> 20 40 60 80 100 120 140
Abundance #40138: Ethanol, 2-[2-(2-methoxyethoxy)ethoxy]-
43.0
S T e
7.00 7.20 7.40 7.60
5000 ITI/Z 72.10 38.75%
29.0
H 89.0
, 119.0
obdo b Lm0 | wmeo
miz--> 20 40 60 80 100 120 140
Abundance #38390: Diethyl carbitol
45.0 7.00 7.20 7.40 7.60
m/z 43.10 28.05%
5000 72.0
29.0
L 1030
ol vty el b e T i
m/z--> 20 40 60 80 100 120 140 7.00 7.20 7.40 7.60

8270-BF042222.M Fri Apr 29 12:05:57 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42822\
Data File : BF127978.D

Acqg On : 28 Apr 2022 13:55
Operator : CG\JU

Sample : N2481-09

Misc

ALS Vvial : 10 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 15 1H-Indene, 2,3-dihydro-4-me... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
7.881 2.70 ng 129088 Naphthalene-d8 8.210

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 94
2 Benzene, 1-ethenyl-4-ethyl- 132 C10H12 003454-07-7 93
3 Benzene, 2-butenyl- 132 C1eH12 001560-06-1 83
4 Indan, 1-methyl- 132 C1eH12 000767-58-8 83
5 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 83
Abundance Scan 951 (7.881 min): BF127978.D\data.ms (-945) (-) m/z 117.10 100.00%
117.1
5000 1321
R amEEEEE
430 650 91"1 ‘ 7.60 7.80 8.00 8.20
Ol preeeerrrprreshibiee st e et m/z 132,05 38.09%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl-
117.0
132.0 7.60 7.80 8.00 8.20
m/z 115.00  26.26%
39.0 65.0 91.0 ‘ ‘
O\\‘\\\\‘\H‘\‘HH“HH}‘UH\H‘UH‘H\M‘HH‘HH‘HH’HH‘\H‘“‘\‘H\‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
117.0
7.60 7.80 8.00 8.20
5000 132.0 m/z 131.05 19.65%
91.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16120: Benzene, 2-butenyl-
117.0 7.60 7.80 8.00 8.20
m/z 91.10 15.42%
132.0
5000
91.0
39.0 65.0 ‘
o"""‘_‘“""H“"";‘m"‘“""‘“1"""‘H"ulH,HHWW‘WW LN PV VNN
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 7.60 7.80 8.00 8.20

8270-BF042222.M Fri Apr 29 12:05:58 2022 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42822\
Data File : BF127978.D

Acqg On : 28 Apr 2022 13:55

Operator : CG\JU

Sample : N2481-09

Misc

ALS Vvial : 10 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 16 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
7.945 2.85 ng 136430 Naphthalene-d8 8.210
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 95
2 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 91
3 2,4-Dimethylstyrene 132 C1eH12 002234-20-0 90
4 Benzene, l-ethenyl-4-ethyl- 132 C10H12 003454-07-7 70
5 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 70
Abundance Scan 962 (7.945 min): BF127978.D\data.ms (-959) (-) m/z 117.05 100.00%
117.1
5000
132.1
AR R Raa o
75 ‘ 7.60 7.80 8.00 8.20
0 HwWwmJ‘m‘Hmme_m‘mWMM!MWW m/z 119.10  46.86%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
11y7.0
132.0
5000 I\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
91.0 7.60 7.80 8.00 8.20
51.0 m/z 132.05 35.75%
27.0 | ‘ ‘
O H‘HH‘HH‘HH‘HHM‘\\‘\‘}‘H\\‘HH‘HH‘HH‘MH‘H\!‘H\‘U‘\‘H\‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16137: 1-Methyl-2-phenylcyclopropane
117.0
VI U/ BV 1 S
7.60 7.80 8.00 8.20
5000 132.0 m/z 115.05  30.93%
91.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16113: 2,4-Dimethylstyrene
117.0 7.60 7.80 8.00 8.20
m/z 91.05 20.49%
132.0
5000
91.0
39.0
‘ 63.0
15.0 ‘
0 \ ‘ iy \‘H | \m m‘\\ Lyl “\ LI A J\W

m/z-->

10 20 30 40 50 60 70 80 90 100110120130140
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42822\
Data File : BF127978.D

Acqg On : 28 Apr 2022 13:55
Operator : CG\JU

Sample : N2481-09

Misc

ALS Vvial : 10 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 17 Ethanol, 2-phenoxy- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
8.451 2.49 ng 119155 Naphthalene-d8 8.210

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-phenoxy- 138 C8H1002 000122-99-6 95
2 Pyrimidine, 5-methyl- 94 C5H6N2 002036-41-1 49
3 Phenol 94 C6H60 000108-95-2 47
4 Acetic acid, phenyl ester 136 C8H802 000122-79-2 47
5 2-Aminopyridine 94 C5H6N2 000504-29-0 38
Abundance Scan 1048 (8.451 min): BF127978.D\data.ms (-1037) (-) m/z 94.00 100.00%
94.0
5000 59.0
77.0
138.1 e
39. 0‘ | ‘ |7 ‘ 8.20 8.40 8.60 8.80
o1 ‘“ “‘”J i ”“1WM”u““‘u1“‘ m/z 59.00  45.85%
m/z--> 20 100 120 140
Abundance #19879.EthanoL2-phen0xy-
94.0
5000
770 138.0 8.20 8.40 8.60 8.80
' ' m/z 77.00  35.22%
70 bl
O\]\-z\-‘\“ \MH “\‘\‘\ \ "\‘\ T ‘ L ‘ \‘\ \1%9‘\0\ T ‘ L
m/z--> 20 100 120 140
Abundance #2898.Pynnumne,54nemyL
94.0
8.20 8.40 8.60 8.80
5000 m/z 66.00 22.34%
51.0 660
]S Y R PN N
miz--> 20 40 60 80 100 120 140
Abundance #2909: Phenol RREEE e R ARA RS
94.0 8.20 8.40 8.60 8.80
m/z 138.05 21.68%
5000
66.0
39.0 ‘
ol 180 ‘M i, T ‘ e S | N N N W
m/z--> 20 80 100 120 140 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42822\
Data File : BF127978.D

Acqg On : 28 Apr 2022 13:55
Operator : CG\JU

Sample : N2481-09

Misc

ALS Vvial : 10 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 18 Nonanoic acid Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
8.540 2.77 ng 132331 Naphthalene-d8 8.210

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonanoic acid 158 C9H1802 000112-05-0 90
2 Hexanoic acid 116 C6H1202 000142-62-1 47
3 Propanedioic acid, propyl- 146 C6H1004 000616-62-6 43
4 Octanoic acid 144 C8H1602 000124-07-2 42
5 Heptanoic acid 130 C7H1402 000111-14-8 42

Abundance Scan 1063 (8.540 min): BF127978.D\data.ms (-1059) (-) m/z 59.95 100.00%

60.0
41.0
5000
115.1 R
m ‘ E‘B?‘O ‘ ‘1411 8.20 8.40 8.60 8.80
0 “““‘pp‘wh"WNMmWwwwW‘%u:““‘Vc‘c“‘ m/z 73.00 84.14%
m/z--> 20 40 60 80 100 120 140 160
Abundance #35298: Nonanoic acid
60.0
41.0
5000 L I I R R B I |
8.20 8.40 8.60 8.80
115.0 m/z 57.05 60.35%
87.0 ‘
0 \1\5\'(‘)\‘!‘\\ “\w“‘\‘\“M‘\\U“i‘\\\i‘\\‘\\‘\\]\-sw‘S‘.(\)
m/z--> 20 40 60 80 100 120 140 160
Abundance #9148: Hexanoic acid
60.0
R
8.20 8.40 8.60 8.80
5000 41.0 ITI/Z 41.05 55.91%
| I
om_M‘uw“H“U‘“M_m_m_m_m_
m/z--> 20 40 60 80 100 120 140 160
Abundance #25222: Propanedioic acid, propyl- R RRARREEREE S
60.0 8.20 8.40 8.60 8.80
m/z 43.05 44 .46%
5000
41
L) o
Ol e e e PR R R R
m/z--> 20 40 60 80 100 120 140 160 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42822\
Data File : BF127978.D

Acqg On : 28 Apr 2022 13:55
Operator : CG\JU

Sample : N2481-09

Misc

ALS Vvial : 10 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 19 Phenol, 4-(1,1-dimethylprop... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
9.387 20.35 ng 1076040  Acenaphthene-d10 9.975

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 4-(1,1-dimethylpropyl)- 164 C11H160 000080-46-6 95
2 Phenol, p-tert-butyl- 150 C1eH140 000098-54-4 90
3 Phenol, m-tert-butyl- 150 C1@H140 000585-34-2 72
4 Phenol, 2-(1,1,3,3-tetramethylbu... 206 C14H220 003884-95-5 64
5 Hexestrol, 0O-isopropyloxycarbonyl- 356 C22H2804 1000487-68-4 64

Abundance Scan 1207 (9.387 min): BF127978.D\data.ms (-1203) () m/z 135.05 100.00%

135.1
5000 107.0

41.1 77.0 164.1 9.00 9.20 9.40 9.60 9.80
ob b0 L L L myz 106,95 44.89%
m/z--> 20 40 60 80 100 120 140 160
Abundance #39631: Phenol, 4-(1,1-dimethylpropyl)- ﬂ
135.0
5000 107.0 NAARAALARBALAARAAA

9.00 9.20 9.40 9.60 9.80
m/z 95.05 11.30%

164.0
41.0 o |
O\1\5\.(‘)\‘\‘\\“‘\\‘\519‘.0\\\“‘\\‘\‘\‘\}\‘\‘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 77.05 10.51%
107.0
77.0
PECT N T I T N S O
miz--> 20 40 60 80 100 120 140 160
Abundance #27480: Phenol, m-tert-butyl- P e A
135.0 9.00 9.20 9.40 9.60 9.80

m/z 136.05 10.06%

5000 107.0
41.0 77.0
o150 H 890 [l

m/z--> 20 60 80 100 120 140 160 9.00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42822\
Data File : BF127978.D

Acqg On : 28 Apr 2022 13:55
Operator : CG\JU

Sample : N2481-09

Misc

ALS Vvial : 10 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 20 Cyclopentaneacetic acid, 3-... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.675 2.85 ng 150763  Acenaphthene-di10 9.975
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentaneacetic acid, 3-oxo-2... 226 C13H2203 024851-98-7 96
2 Isocitronellol 156 C10H200 018479-52-2 50
3 2-Butenoic acid, 3-methyl-, meth... 114 C6H1002 000924-50-5 38
4 2-Nonen-4-one, 2-methyl- 154 C10H180 002903-23-3 38
5 Prop-2-ynyl (E)-2-methylbut-2-en... 138 C8H1002 1000373-72-5 38
Abundance Scan 1426 (10.675 min): BF127978.D\data.ms (-1423) (- m/z 83.10 100.00%
83.1
5000
55.0 153.0 — —
109.1 H 10.50 11.00
0 HwmJ“u‘M“WWU_m_‘H‘Hw‘““_194‘1‘”‘2‘29‘1‘ m/z 153.00  24.48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #106653: Cyclopentaneacetic acid, 3-oxo-2-pentyl-, meth
83.0
5000 = T T T T \A\A T T T
156.0 10.50 11.00
55.0 m/z 81.95 23.80%
109.0
0 \\\‘\\\\““\\\H‘\“\m\h\“u‘\\“!“\\\\‘\\\\‘\\W\“\\\\‘\1\9\\5‘(\)\\\2%6\\0\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #32870: Isocitronello
83.0
ol pespa
10.50 11.00
5000 55.0 m/z 156.10  21.24%
‘ 123.0 156.0
ow“““““mw‘_ w”luh_mpuH_"l_ww_m,w
m/z--> 20 40 60 80 100 120 140 160 180 200 220 A
Abundance #8279: 2-Butenoic acid, 3-methyl-, methyl ester A
83.0 10.50 11.00
m/z 55.00 19.93%
5000 55.0 114.0
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\BF042822\
Data File : BF127978.D

Acqg On : 28 Apr 2022 13:55
Operator : CG\JU

Sample : N2481-09

Misc :

ALS Vvial : 10 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 4.469 6.9 ng 235644 1 6.928 687270 20.0
Ethanol, 2-(1-m... 5.163 3.4 ng 115238 1 6.928 687270 20.0
Benzene, (1-met... 6.099 5.0 ng 170151 1 6.928 687270 20.0
Benzene, propyl- 6.387 5.6 ng 191786 1 6.928 687270 20.0
Benzene, 1-ethy... 6.610 3.1 ng 106717 1 6.928 687270 20.0
2-Propanol, 1-(... 6.728 4.3 ng 145977 1 6.928 687270 20.0
Benzene, 1,2,3-... 6.751 9.2 ng 314696 1 6.928 687270 20.0
2-Propanol, 1-(... 6.851 7.5 ng 259285 1 6.928 687270 20.0
Mesitylene 6.987 11.0 ng 377647 1 6.928 687270 20.0
Indane 7.110 45.6 ng 1568820 1 6.928 687270 20.0
Benzene, 1,3-di... 7.169 3.4 ng 115551 1 6.928 687270 20.0
Cyclobutene, bi... 7.246 2.9 ng 99697 1 6.928 687270 20.0
unknown7.328 7.328 2.6 ng 91013 1 6.928 687270 20.0
1H-Indene, 2,3-... 7.881 2.7 ng 129088 2 8.210 956135 20.0
Benzene, 2-ethe... 7.945 2.9 ng 136430 2 8.210 956135 20.0
Ethanol, 2-phen... 8.451 2.5 ng 119155 2 8.210 956135 20.0
Nonanoic acid 8.540 2.8 ng 132331 2 8.210 956135 20.0
Phenol, 4-(1,1-... 9.387 20.4 ng 1076040 3  9.975 1057500 20.0
Cyclopentaneace... 10.675 2.9 ng 150763 3 9.975 1057500 20.0
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