LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81022\
Data File : BM@36200.D

Acqg On : 10 Aug 2022 20:00
Operator : CG/JU

Sample : N3971-11

Misc :

ALS Vvial : 15 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 M\Methods\8270-BM080122.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@36200.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.234 190 195 199 rBV 188471 243125 1.66%  0.295%
2 4.281 199 203 209 rBV2 997007 1498864 10.25% 1.821%
3  4.922 305 312 319 rBV3 362999 566722 3.88% 0.688%
4 5.322 373 380 384 rBV 405607 598309 4.09% 0.727%
5 5.416 390 396 404 rBV 2215341 3256986 22.28% 3.956%
6 6.304 536 547 554 rBV 291879 512162 3.50% 0.622%
7 6.475 570 576 586 rBV 443584 680947 4.66% 0.827%
8 6.798 626 631 638 rVB 344713 503217 3.44% 0.611%
9 7.028 664 670 680 rBV 1287156 2042056 13.97% 2.480%
106 7.210 695 701 708 rBV 244379 374313  2.56%  0.455%
11 7.475 735 746 752 rVB 137327 248019 1.70% 0.301%
12 7.828 798 806 813 rBV 908522 1456634 9.96% 1.769%
13 7.898 813 818 821 rVW 216563 337047 2.31% 0.409%
14 7.940 821 825 832 rVB 672488 1011471 6.92% 1.229%
15 8.087 843 850 855 rBV 83317 157648 1.08% 0.191%
16 8.198 863 869 878 rVB 3142684 4886290 33.42% 5.935%
17 8.316 880 889 894 rVB 91868 153487 1.05% ©0.186%
18 8.451 905 912 920 rBvV4 67896 170392 1.17% 0.207%
19 8.934 988 994 999 rBV 301323 491746 3.36% 0.597%
20 9.004 999 1006 1014 rVV 3053793 5013821 34.29% 6.090%
21  9.163 1026 1033 1044 rVB3 86461 232455 1.59% 0.282%
22 9.457 1077 1083 1089 rBV2 125823 209599 1.43% 0.255%
23 9.569 1097 1102 1108 rVB 176185 272156 1.86% 0.331%
24  9.881 1150 1155 1161 rBV 160801 273136 1.87% 0.332%
25 10.028 1176 1180 1191 rVB2 261181 509026 3.48% 0.618%

26 10.633 1275 1283 1287 rBV 1215765 2012975 13.77%
27 10.686 1287 1292 1299 rVB 1861053 3080332 21.07%
28 11.016 1341 1348 1355 rBV 74478 173590 1.19%
29 11.463 1419 1424 1434 rBV3 79842 166896 1.14%
30 11.604 1442 1448 1459 rVB 135474 286835 1.96%

O OO WN
N
[y
[y
R

31 12.298 1560 1566 1572 rBV2 132174 212054 1
32 12.522 1598 1604 1609 rVB2 141588 248739 1
33 12.833 1652 1657 1666 rBv2 152296 263572 1.80%
34 13.098 1693 1702 1714 rBV 7229364 10666610 72.
35 13.333 1736 1742 1748 rBV 2609049 3620452 24.76%

ANOOO®
w
N
(]
B

36 14.474 1927 1936 1945 rBV 1738089 2564202 17.54% 3.115%

8270-BM080122.M Fri Aug 12 04:12:04 2022 Pag 1



LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81022\
Data File : BM@36200.D

Acqg On : 10 Aug 2022 20:00
Operator : CG/JU

Sample : N3971-11

Misc

ALS Vvial : 15 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 M\Methods\8270-BM080122.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 15.298 2067 2076 2081 rVB 95371 169258 1.16% 0.206%
38 15.833 2162 2167 2171 rBV 112864 152026 1.04% 0.185%
39 15.963 2183 2189 2206 rBV 5543170 7776683 53.19% 9.446%
40 16.563 2280 2291 2298 rBV2 103790 191479 1.31% 0.233%

41 17.215 2395 2402 2410 rBV 2079479 2872814 19.65%  3.490%
42 17.886 2511 2516 2521 rVB 204042 263601 1.80% 0.320%
43 19.839 2843 2848 2855 rBV 12076985 14620303 100.00% 17.759%
44 21.392 3108 3112 3120 rBV 2573939 3325305 22.74% 4.039%
45 22.480 3294 3297 3308 rVB 249084 367507  2.51% ©.446%

46 23.739 3505 3511 3522 rVB2 1820145 3590714 24.56% 4.362%

Sum of corrected areas: 82325575
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 10 Aug 2022 20:00
: CG/IU
¢ N3971-11

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM081022\
BM036200.D

: 15  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance
1.2e+07

1le+07

8000000

6000000

4000000

2000000

o

TIC: BM036200.D\data.ms

8.198 9.004

5416 10.686

4281 7.028 . 10.633

B0
4284 49225372 6.3047%.798 f\7 219.475 7880 aes1 891699569 68028 11,016 11146604

Time-->

350 4. 00 450 500 550 6. 00 6.50 7. 00 750 800 850 9 00 9.50 10.00 10.50 11.00 11.50

Abundance
1.2e+07

1le+07

8000000

6000000

4000000

2000000

TIC: BM036200.D\data.ms
19.839

13.098

15.963

13.333

14.474 17.215

12.2985212.833 15.298 15.83 16.563 17.886

Time-->

o

12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00

Abundance
1.2e+07

1le+07

8000000

6000000

4000000

2000000

TIC: BM036200.D\data.ms

21.392
23.739

22.480
A

Time-->

21.00 21.50 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81022\
Data File : BM@36200.D

Acqg On : 10 Aug 2022 20:00
Operator : CG/JU

Sample : N3971-11

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.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 Di-sec-Butyl ether Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
4.234 3.34 ng 243125 1,4-Dichlorobenzene-d4 7.834

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Di-sec-Butyl ether 130 C8H180 006863-58-7 90
2 Butanoic acid, 4-methoxy-, methy... 132 C6H1203 029006-01-7 64
3 Butane, 1-(1-methylpropoxy)- 130 C8H180 000999-65-5 50
4 Boronic acid, ethyl-, diethyl ester 130 C6H15B02 053907-92-9 33
5 Sulfurous acid, isobutyl 2-methy... 238 C10H2204S 1000309-20-3 33
Abundance Scan 195 (4.234 min): BM036200.D\data.ms (-190) (-) m/z 45.00 100.00%
45.0
5000 101.1 M
R REN L RRRE
4.00 4.20 4.40 4.60
oMl | | 1469 1009 2669 ./, 5765 92.53%
miz-> 50 100 150 200 250
Abundance #15680: Di-sec-Butyl ether
45.0
5000 L R BB B R R
101.0 4.00 4.20 4.40 4.60
‘ m/z 101.10 43.39%
1\5-\0“\‘ ‘\‘ ‘“‘\ \‘ \‘ T “ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance
45.0
/NS UL G
4.00 4.20 4.40 4.60
5000 m/z 59.00 41.65%
101.0
T — — — —
miz--> 50 100 150 200 250
Abundance #15775: Butane, 1-(1-methylpropoxy)- R AR RRRNN RS
57.0 4.00 4.20 4.40 4.60
m/z 41.00 41.39%
5000
101.0
]
\\“\“‘“‘\ \‘\‘\‘\ \‘\ \‘\ \‘\ \\\\‘\\\\‘\\\\’\\\\‘\\\
m/z--> 50 100 150 200 250 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81022\
Data File : BM@36200.D

Acqg On : 10 Aug 2022 20:00
Operator : CG/JU

Sample : N3971-11

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.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 Cyclopentanone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
4.281 20.58 ng 1498860 1,4-Dichlorobenzene-d4 7.834

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentanone 84 C5H80 000120-92-3 87
2 2-Hexene 84 C6H12 000592-43-8 59
3 3-Hexene 84 C6H12 000592-47-2 45
4 2H-Pyran, 3,4-dihydro- 84 C5H80 000110-87-2 42
5 Tricyclohexanone triperoxide 300 C15H2406 1000357-14-9 40
Abundance Scan 203 (4.281 min): BM036200.D\data.ms (-199) (-) m/z 55.00 100.00%

58.0
5000

4.00 4.20 4.40 4.60
I

85.0
ob——lhopl P271150 1908 2805/, g4.00  46.88%

miz--> 50 100 150 200 250
Abundance #1577: Cyclopentanone
55.0

5000 T T
4.00 4.20 4.40 4.60

m/z 41.00 35.53%

T \ \ H T T 8\ "\O ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 0 100 150 200 250
Abundance
55.0

4.00 4.20 4.40 4.60

5000 m/z 56.00 30.69%
15.0 85.0
R e A — — —
m/z--> 50 100 150 200 250
Abundance #1637: 3-Hexene e
55.0 4.00 4.20 4.40 4.60

m/z 39.00 17.38%

T

miz--> 50 100 150 200 250 4.00 4.20 4.40 4.60

5000
H ‘ i
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81022\
Data File : BM@36200.D

Acqg On : 10 Aug 2022 20:00
Operator : CG/JU

Sample : N3971-11

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.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 Ethanol, 2-(1-methylethoxy)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
4.922 7.78 ng 566722  1,4-Dichlorobenzene-d4 7.834

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(1-methylethoxy)- 104 C5H1202 000109-59-1 78
2 2-Propanol, 1-propoxy- 118 C6H1402 001569-01-3 72
3 2-Propanol, 1-(1-methylethoxy)- 118 C6H1402 003944-36-3 50
4 Sulfurous acid, bis(1-methylethy... 166 C6H1403S 004773-13-1 45
5 Methoxyacetic acid, hexyl ester 174 CSH1803 145747-16-6 45
Abundance Scan 312 (4.922 min): BM036200.D\data.ms (-305) (-) m/z 44.95 100.00%
45.0
5000 JLA
AREEEEEN RS e
Jw 1010 4.60 4.80 5.00 5.20
N SEeD 1469 2070 3410 /7 43.00  94.26%
miz--> 50 100 150 200 250 300
Abundance #5406: Ethanol, 2-(1-methylethoxy)-
43.0
5000 L LI L LI L B R
4.60 4.80 5.00 5.20
89.0 m/z 73.00 42.38%
Jm
miz--> 50 100 150 200 250 300
Abundance
45.0
T T
4.60 4.80 5.00 5.20
5000 m/z 41.00 30.60%
89.0
e T
m/iz--> 50 100 150 200 250 300
Abundance #10076: 2-Propanol, 1-(1-methylethoxy)- R
45.0 4.60 4.80 5.00 5.20
m/z 59.00  29.39%
5000
J‘m H\‘ H 103.0
—epe— 77—
m/z--> 50 100 150 200 250 300 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81022\
Data File : BM@36200.D

Acqg On : 10 Aug 2022 20:00
Operator : CG/JU

Sample : N3971-11

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.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, (1-methylethyl)- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
6.304 7.03 ng 512162 1,4-Dichlorobenzene-d4 7.834

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-3-methyl- 120 C9H12 000620-14-4 83
5 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 83
Abundance Scan 547 (6.304 min): BM036200.D\data.ms (-536) (-) m/z 105.00 100.00%
105.0
5000 J\
AR B mmEEE R
51.0 H ‘ 6.00 6.20 6.40 6.60
(

Obrrrrrbepot b b A35.0  190.8220.9 2804 /5 126 00 27.33%

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #10713: Benzene, (1-methylethyl)-

105.0
5000 L L B L I R
6.00 6.20 6.40 6.60
m/z 77.00 15.76%
51.0
\\\.‘\‘H\“‘\\“M"\‘\HM‘H‘H‘M\\\“\H\‘\H\’HH‘HH‘HH‘HH’HH’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
105.0
R R N RBAR
6.00 6.20 6.40 6.60
5000 m/z 78.95 12.90%
39.0
74.0
T T T T
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10692: Mesitylene T T
105.0 6.00 6.20 6.40 6.60
m/z 103.00  11.35%
5000
51.0
m/z--> 20 40 60 80 100120140160180200220240260280 6.00 6.20 6.40 6.60

8270-BM080122.M Fri Aug 12 04:12:08 2022 Page: 7



Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integrat

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM081022\

BM036200.D

: 10 Aug 2022 20:00
: CG/IU
¢ N3971-11

: 15  Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM080122.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
ion 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-butoxy-

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
6.475 9.35 ng 680947 1,4-Dichlorobenzene-d4 7.834
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 1-butoxy- 132 C7H1602 005131-66-8 90
2 1-Propanol, 2-(1-methylethoxy)- 118 C6H1402 003944-37-4 59
3 Formic acid, 1-methylpropyl ester 102 C5H1002 000589-40-2 50
4 3,3-Dimethylbutane-2-o0l 102 C6H140 000464-07-3 43

062759-47-1 42

5 4-Octanone, 5-hydroxy-3,6-dimethyl- 172 C10H2002

Abundance Scan 576 (6.475 min): BM036200.D\data.ms (-570) (-) m/z 45.00 100.00%
45.0
5000 87.1
6.20 6.40 6.60 6.80
My 11701469 2078 2820 ./, 57,95  96.89%
miz--> 50 100 150 200 250
Abundance #16537: 2-Propanol, 1-butoxy-
45.0
5000
87.0 6.20 6.40 6.60 6.80
m/z 41.00 46.41%
1\5 \0‘ \‘ \‘h ‘ “\‘ \” T ‘H\ ‘ \]-7\ ()\ T ‘ T T T T ’ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance
45.0
ST T TN
6.20 6.40 6.60 6.80
5000 m/z 87.10 41.80%
87.0
e e Cr
miz--> 50 100 150 200 250
Abundance #4886: Formic acid, 1-methylpropyl ester R ARREREEEY ST
45.0 6.20 6.40 6.60 6.80
m/z 56.05 35.86%
5000
miz--> 50 100 150 200 250 6.20 6.40 6.60 6.80

8270-BM080122.
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81022\
Data File : BM@36200.D

Acqg On : 10 Aug 2022 20:00
Operator : CG/JU

Sample : N3971-11

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.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 Benzene, propyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
6.798 6.91 ng 503217 1,4-Dichlorobenzene-d4 7.834

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 N-Isobutyl(phenyl)methanesulfona... 227 C11H17N0O2S 144615-94-1 64
4 Benzeneacetaldehyde 120 C8H80 000122-78-1 53
5 N-Benzyl-2-phenethylamine 211 C15H17N 003647-71-0 50
Abundance Scan 631 (6.798 min): BM036200.D\data.ms (-626) (-) m/z 90.95 100.00%
91.0
5000
120.1 R R R
39.0 c 6.40 6.60 6.80 7.00 7.20
O ool A909 280 s 100,10 22.60%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10702: Benzene, propyl-
91.0
5000 (DL B LN R
6.40 6.60 6.80 7.00 7.20
120.0 m/z 65.00 11.01%
39.0 |
Ly |
‘HH‘HH‘HH‘H \‘HH‘HH‘\H\‘HH‘HH‘\H\‘HH‘HH‘HH‘\H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
91.0
RERARREEEE Ry Sa R
1200 6.40 6.60 6.80 7.00 7.20
5000 m/z 91.95 10.87%
41.0 164.0
[ T T e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #107660: N-Isobutyl(phenyl)methanesulfonamide ‘H“,“H““‘_“wﬁm
91.0 6.40 6.60 6.80 7.00 7.20
m/z 78.00 5.91%
5000
120.0
41.0 ‘ 163.0

m/z--> 20 40 60 80 100120140160180200220240260280 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81022\
Data File : BM@36200.D

Acqg On : 10 Aug 2022 20:00
Operator : CG/JU

Sample : N3971-11

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.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 11
R.T. EstConc Area Relative to ISTD R.T.
7.210 5.14 ng 374313  1,4-Dichlorobenzene-d4 7.834

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 91
3 Mesitylene 120 CO9H12 000108-67-8 91
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 701 (7.210 min): BM036200.D\data.ms (-695) (-) m/z 104.95 100.00%
105.0
5000
A BRAmanaEEs o
650 6.80 7.00 7.20 7.40 7.60
0b 3584 Ly 1410 19082211 28LC ;179 10 32.56%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
5000 DL R LN B W
6.80 7.00 7.20 7.40 7.60
m/z 77.00 12.60%
39.0
\H‘\‘H\“‘\\“\‘\"\7\4\.\\‘8\‘\\‘H\\‘\““H\\‘\H\’\H\’\\H‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
105.0
T T e
6.80 7.00 7.20 7.40 7.60
5000 m/z 90.95 11.93%
39.0 7410
T T T e T T e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10694: Mesitylene RERER e
105.0 6.80 7.00 7.20 7.40 7.60
m/z 78.95 9.60%
5000
39.0
m/z--> 20 40 60 80 100120140160180200220240260280 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81022\
Data File : BM@36200.D

Acqg On : 10 Aug 2022 20:00
Operator : CG/JU

Sample : N3971-11

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.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 Mesitylene Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
7.475 3.41 ng 248019 1,4-Dichlorobenzene-d4 7.834

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 97
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 90
Abundance Scan 746 (7.475 min): BM036200.D\data.ms (-735) (-) m/z 105.00 100.00%
105.0
5000
R RRR TR
51.0 7.20 7.40 7.60 7.80
g Ll 140 2090 2804 o tio6 09 45.11%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10695: Mesitylene
105.0
5000 LI L L LA LR
7.20 7.40 7.60 7.80
m/z 76.95 13.10%
39.0
\H‘\‘H\“‘\\“\‘\H"Z%\hﬁ\‘h‘H‘\\‘\““\H\‘\H\’HH‘HH‘HH‘HH’HH’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
105.0
TR
7.20 7.40 7.60 7.80
5000 m/z 119.00 11.17%
390 74.0
T T T e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10718: Benzene, 1,2,4-trimethyl- A RARmEaEEEEEEEEE TR
105.0 7.20 7.40 7.60 7.80
m/z 91.00 9.73%
5000
m/z--> 20 40 60 80 100120140160180200220240260280 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81022\
Data File : BM@36200.D

Acqg On : 10 Aug 2022 20:00
Operator : CG/JU

Sample : N3971-11

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.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 1-Hexanol, 2-ethyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
7.898 4.63 ng 337047 1,4-Dichlorobenzene-d4 7.834

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
2 2-Ethyl-1-hexanol, pentafluoropr... 276 C11H17F502 959012-82-9 50
3 Heptane, 1,1'-oxybis- 214 C14H300 000629-64-1 47
4 2-Propyl-1-pentanol 130 C8H180 058175-57-8 43
5 Octane, 2,3-dimethyl- 142 C10H22 007146-60-3 42
Abundance Scan 818 (7.898 min): BM036200.D\data.ms (-813) (-) m/z 57.05 100.00%
57.0
5000 Jk
83.0 T T R
‘ ‘ 1960 7.60 7.80 8.00 8.20
el 1200 2069 n; 41,00 39.18%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #15695: 1-Hexanol, 2-ethyl-
57.0
5000 LA L B L LA LA R
7.60 7.80 8.00 8.20
29.0 83.0 m/z 43.05  32.46%
\\\‘\‘\“\\"‘\\\“\\“‘\\“‘\\\\“]\.]\-}2\"0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57.0
R ARARES
7.60 7.80 8.00 8.20
5000 m/z 55.05 29.32%
83.0
290 119.0
147.0 177.0 203.0
o o e  RARRARRREREATAT
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #92373: Heptane, 1,1'-oxybis- AR AR
57.0 7.60 7.80 8.00 8.20
m/z 56.00 22.22%
H‘ ‘\“ | 129.0 171.0
e e e e e e e T S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 7.60 7.80 8.00 8.20
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integrat

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM081022\
BM036200.D

: 10 Aug 2022 20:00
: CG/IU
¢ N3971-11

: 15  Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM080122.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
ion 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-3-methyl-

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
7.940 13.89 ng 1011476  1,4-Dichlorobenzene-d4 7.834
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 97
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 91
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 90
Abundance Scan 825 (7.940 min): BM036200.D\data.ms (-821) (-) m/z 105.00 100.00%
105.0
5000
R ARmEE e
510 7.60 7.80 8.00 8.20
: (
Sl L1929 2804106 60 41.23%
miz--> 50 100 150 200 250
Abundance #10692: Mesitylene
105.0
5000 L L R B R B
7.60 7.80 8.00 8.20
m/z 77.00 12.08%
51.0
T T T ‘\ i‘” h\” T “‘\ \‘ “‘ T H‘\‘ T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance
105.0
R RANRSEREEE
7.60 7.80 8.00 8.20
5000 m/z 91.00 10.12%
39.0
74.0
e — — —
m/iz--> 50 100 150 200 250
Abundance #10725: Benzene, 1-ethyl-3-methyl- “‘H‘W“A“H‘,H“
105.0 7.60 7.80 8.00 8.20
m/z 119.00 8.78%
5000
mo O LA
m/z--> 50 100 150 200 250 7.60 7.80 8.00 8.20

8270-BM080122.

M Fri Aug 12 04:12:13 2022

Page: 13



Data Path :

Data File : BM@36200.D

Acqg On : 10 Aug 2022 20:00
Operator : CG/JU

Sample : N3971-11

Misc

ALS vial : 15

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM081022\

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM080122.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Peak Number 12 Indane

Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
8.198 67.09 ng 4886290 1,4-Dichlorobenzene-d4 7.834
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 91
2 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H1@ 1000191-13-7 64
3 Benzeneethanol, .beta.-ethenyl- 148 C10H120 006052-63-7 53
4 Benzene, 1-propenyl- 118 C9H1e 000637-50-3 53
5 Benzene, 1l-ethenyl-2-methyl- 118 C9H1e 000611-15-4 49
Abundance Scan 869 (8.198 min): BM036200.D\data.ms (-863) (-) m/z 117.00 100.00%
11v.0
5000
63.0 ‘ 7.80 8.00 8.20 8.40 8.60
ol bt b 2081 2671 0 n/; 118,00 55.04%
miz--> 50 100 150 200 250
Abundance #10179: Indane
117.0
5000 B B LB B
7.80 8.00 8.20 8.40 8.60
39.0 m/z 115.00  33.15%
T T ‘\ “\ }L ‘\“‘7\7“\.0‘\‘ “ T T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance
117.0
R e A RARMEREE L
7.80 8.00 8.20 8.40 8.60
5000 m/z 91.00 16.03%
39.0
78.0
T —— —— —
m/iz--> 50 100 150 200 250
Abundance #26260: Benzeneethanol, .beta.-ethenyl- R a s e R
117.0 7.80 8.00 8.20 8.40 8.60
m/z 63.00 7.76%
5000
20 70| | 1480
e — A e
mlz--> 50 100 150 200 250 7.80 8.00 8.20 8.40 8.60

8270-BM080122.M Fri Aug 12 04:12:14 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81022\
Data File : BM@36200.D

Acqg On : 10 Aug 2022 20:00
Operator : CG/JU

Sample : N3971-11

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.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 Heptanoic acid Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
8.451 2.34 ng 170392 1,4-Dichlorobenzene-d4 7.834

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptanoic acid 130 C7H1402 000111-14-8 80
2 Hexanoic acid 116 C6H1202 000142-62-1 53
3 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 50
4 Pentanoic acid 102 C5H1002 000109-52-4 50
5 Octanoic acid 144 C8H1602 000124-07-2 50
Abundance Scan 912 (8.451 min): BM036200.D\data.ms (-905) (-) m/z 60.00 100.00%
60.0
5000 KA
R RN A s
‘ ‘ 105.0 8.20 8.40 8.60 8.80
T }H “HM‘ ”‘! ‘”\‘ . “H L ‘\13\“5\.0‘ T ]\-9\1? LA 2\8\0$ m/Z 73.00 56. 3600
miz--> 50 100 150 200 250
Abundance #15392: Heptanoic acid
60.0
5000 L B I L LI LN B
8.20 8.40 8.60 8.80
m/z 43.00 36.90%
21.0 | ‘ Pom
T T H\ H “H‘ “U‘ \H T “ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance
60.0
R AAREEERES T
8.20 8.40 8.60 8.80
5000 m/z 41.00 36.37%
27.0
99.0
e e — — —
miz--> 50 100 150 200 250
Abundance #4824 Butanoic acid, 3-methyl- R AAREEERES T
60.0 8.20 8.40 8.60 8.80
m/z 55.00 25.70%
5000
27.0
mlz--> 50 100 150 200 250 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81022\
Data File : BM@36200.D

Acqg On : 10 Aug 2022 20:00
Operator : CG/JU

Sample : N3971-11

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.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 14 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
8.934 6.75 ng 491746  1,4-Dichlorobenzene-d4 7.834
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 86
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 70
3 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 70
4 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 70
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C1oH14 002870-04-4 70
Abundance Scan 994 (8.934 min): BM036200.D\data.ms (-988) (-) m/z 118.95 100.00%
119.0
5000
91.0 R R ARARARE
390 65.0 ‘ 8.60 8.80 9.00 9.20
el b b LWL 1650 1931y 934 05 32.72%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
5000 j\/\\\‘uu‘uu’/\u\‘uu‘
8.60 8.80 9.00 9.20

91.0 m/z 116.95 28.84%
|

65.0 ‘
;5\'9\‘\\3\9“‘.9\“\‘\“\‘\\\‘”‘\H\“1‘\ \U‘H\‘\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
119.0

8.60 8.80 9.00 9.20

5000 m/z 91.08  19.97%
91.0
65.0

15.0 39.0

R R B R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17066: Benzene, 1,2,3,5-tetramethyl- B RSaamsaas st

119.0 8.60 8.80 9.00 9.20

m/z 114.95 14.73%

5000
41.0 950
| ‘ l 637‘"0 | ‘ w ‘\

m/z--> 20 40 60 80 100 120 140 160 180 200 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81022\
Data File : BM@36200.D

Acqg On : 10 Aug 2022 20:00
Operator : CG/JU

Sample : N3971-11

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.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 unknown9.163 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
9.163 3.19 ng 232455 1,4-Dichlorobenzene-d4 7.834

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(hexyloxy)- 146 C8H1802 000112-25-4 43
2 2-Butanol, 3-(1,3-dimethylbutoxy)- 174 C10H2202 074810-45-0 43
3 2,2-Dimethylvaleric acid 130 C7H1402 001185-39-3 38
4 Methyl 2-methoxypropenoate 116 C5H803 007001-18-5 38
5 Sulfurous acid, isohexyl 2-propy... 208 C9H2003S 1000309-11-6 38
Abundance Scan 1033 (9.163 min): BM036200.D\data.ms (-1026) (-) m/z 43.00 100.00%
43.0
85.0
5000
A A RARSaRET o
139.9 190.9 282.9 355 8.809.00 9.20 9.40
T \”“h““ \‘h‘\ \”\.‘ T .‘ L e ; L r m/Z 85.05 62.76%
miz--> 50 100 150 200 250 300 350
Abundance #25543: Ethanol, 2-(hexyloxy)-
43.0
5000 850 L L B L LA BN I
8.80 9.00 9.20 9.40
m/z 41.05 56.83%
“H‘\“\‘\h‘\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance
85.0
43.0
A A RARSaRET o
8.80 9.00 9.20 9.40
5000 m/z 44.95 46.62%
129.0
e T T
m/z--> 50 100 150 200 250 300 350
Abundance #15415: 2,2-Dimethylvaleric acid AN BN e
43.0 8.80 9.00 9.20 9.40
m/z 57.05 41.83%
85.0
5000
m/z--> 50 100 150 200 250 300 350 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81022\
Data File : BM@36200.D

Acqg On : 10 Aug 2022 20:00
Operator : CG/JU

Sample : N3971-11

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.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, 1l-ethenyl-4-ethyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
9.881 2.71 ng 273136  Naphthalene-d8 10.634

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 93
2 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 93
3 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 90
4 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 87
5 Benzene, 1l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 87
Abundance Scan 1155 (9.881 min): BM036200.D\data.ms (-1150) (-) m/z 117.00 100.00%
11v.0
5000
9‘50‘ ‘10‘00‘
39.0 77.0 : :
i L1910 2669 341 o135 69 39.26%
miz--> 50 100 150 200 250 300
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
117.0
5000 \
9.50 10.00
m/z 115.00  26.08%

390 119 4
B dl M ul
\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300
Abundance
117.0 J\N

I
9.50 1000

5000 m/z 131.00 22.56%
39.0 5,
N N
miz—-> 50 100 150 200 250 300
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl- o AWV
117.0 9.50 10.00

m/z 91.00 12.93%

5000
39.0
| ‘ \‘u JH L ‘ . “ Al

m/z--> 50 100 150 200 250 300 lO 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81022\
Data File : BM@36200.D

Acqg On : 10 Aug 2022 20:00
Operator : CG/JU

Sample : N3971-11

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.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, 2-ethenyl-1,4-dime... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.028 5.06 ng 509026  Naphthalene-d8 10.634
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 95
2 Benzene, 2-ethenyl-1,3-dimethyl- 132 C10H12 002039-90-9 89
3 2,4-Dimethylstyrene 132 C1eH12 002234-20-0 87
4 1H-Indene, 2,3-dihydro-2-methyl- 132 C1eH12 000824-63-5 76
5 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 76
Abundance Scan 1180 (10.028 min): BM036200.D\data.ms (-1176) (- | m/z 117.00 100.00%
117.0
5000
T \
o 770 H 10.00
ol 2089 28107 199 09  38.35%
miz-> 50 100 150 200 250
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000 Lo — \
10.00
510 ‘ m/z 132.00  35.99%
1\5.\0‘\ ‘\ }““\““\“‘ﬁ\?‘;p“w\“\ ‘H\‘\ B B e B I s
miz-> 50 100 150 200 250
Abundance
117.0
VLA
10.00
5000 m/z 115.00 30.45%
66.0
27.0
1k e — — —
miz--> 50 100 150 200 250
Abundance #16113: 2,4-Dimethylstyrene el ‘
117.0 10.00
m/z 91.00 17.98%
5000
39.0
‘ 77.0 ‘
‘\‘\“ ly UH \‘\m‘m‘h‘ L ‘\M“h‘ I — — — —
m/z--> 50 100 150 200 250 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81022\
Data File : BM@36200.D

Acqg On : 10 Aug 2022 20:00
Operator : CG/JU

Sample : N3971-11

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.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.
13.333  28.24 ng 3620450  Acenaphthene-d10 14.474
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 86
3 Hexestrol 270 C18H2202 000084-16-2 72
4 Hexestrol, O-trifluoroacetyl- 366 C20H21F303 1000365-31-7 72
5 Hexestrol, 0O-isopropyloxycarbonyl- 356 C22H2804 1000487-68-4 64
Abundance Scan 1742 (13.333 min): BM036200.D\data.ms (-1736) (1 m/z 135.00 100.00%
135.0
5000 107.0
— —
410 77.0 164.1 13.00 13.50
Lo Lol ) | 1929 9
Ot bbb bt e e e e e e m/z 107.00  39.90%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #39631: Phenol, 4-(1,1-dimethylpropyl)-
135.0
5000 107.0 ‘ A —
13.00 13.50
164.0 m/z 136.00  10.05%
a0 )]
Y - R PR |
H\‘HH‘HH‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100120140160180200220240260
Abundance
135.0
— ——
13.00 13.50
5000 m/z 95.00 9.30%
107.0
410 77.0
T e e e e
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #161261: Hexestrol — —
135.0 13.00 13.50
m/z 76.95 8.78%
107.0
5000
430 79 | 150 2120 270«
e b e e e e e — ——
m/z--> 20 40 60 80 100120140160180200220240260 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81022\
Data File : BM@36200.D

Acqg On : 10 Aug 2022 20:00
Operator : CG/JU

Sample : N3971-11

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.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 9-Octadecenamide, (Z)- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
22.480 2.21 ng 367507 Chrysene-d12 21.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 96
2 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 96
3 Palmitoleamide 253 C16H31NO 106010-22-4 53
4 Heptanamide, 4-ethyl-5-methyl- 171 C1OH21NO 054789-40-1 46
5 Cyclopentanecarboxamide, N-propy... 267 C17H33NO 1000437-86-5 35

Abundance Scan 3297 (22.480 min): BM036200.D\data.ms (-3294) (- | m/z 59.00 100.00%
59.0

5000

F

MMﬁ26O 207.0 281.0 22.50
I

bR ) 355141304760 5490 55 6 79.89%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #174773: 9-Octadecenamide, (Z)-
59.0
5000 I
22.50
m/z 55.00 53.65%
6.0 281.0
\\JHH“‘d\‘\m\m‘\“\”\\’\\8\4\.‘0\\\\‘\\\‘\‘\\\\‘\H\‘\\H‘HH‘H\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
59.0
——
22.50
5000 m/z 43.00  34.97%
A e e e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #139496: Palmitoleamide —
59.0 22.50
m/z 41.00 30.84%
- WWJ\NM/‘
B et L -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81022\
Data File : BM@36200.D

Acqg On : 10 Aug 2022 20:00
Operator : CG/JU

Sample : N3971-11

Misc :

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.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|
Di-sec-Butyl ether 4.234 3.3 ng 243125 1  7.834 1456630 20.0
Cyclopentanone 4.281 20.6 ng 1498860 1 7.834 1456630 20.0
Ethanol, 2-(1-m... 4.922 7.8 ng 566722 1 7.834 1456630 20.0
Benzene, (1-met... 6.304 7.0 ng 512162 1 7.834 1456630 20.0
2-Propanol, 1-b... 6.475 9.3 ng 680947 1  7.834 1456630 20.0
Benzene, propyl- 6.798 6.9 ng 503217 1 7.834 1456630 20.0
Benzene, 1,2,3-... 7.210 5.1 ng 374313 1  7.834 1456630 20.0
Mesitylene 7.475 3.4 ng 248019 1 7.834 1456630 20.0
1-Hexanol, 2-et... 7.898 4.6 ng 337047 1  7.834 1456630 20.0
Benzene, 1l-ethy... 7.940 13.9 ng 1011470 1  7.834 1456630 20.0
Indane 8.198 67.1 ng 4886290 1  7.834 1456630 20.0
Heptanoic acid 8.451 2.3 ng 170392 1  7.834 1456630 20.0
Benzene, 4-ethy... 8.934 6.8 ng 491746 1  7.834 1456630 20.0
unknown9.163 9.163 3.2 ng 232455 1 7.834 1456630 20.0
Benzene, 1-ethe... 9.881 2.7 ng 273136 2 10.634 2012980 20.0
Benzene, 2-ethe... 10.028 5.1 ng 509026 2 10.634 2012980 20.0
Phenol, 4-(1,1-... 13.333 28.2 ng 3620450 3 14.474 2564200 20.0
9-Octadecenamid... 22.480 2.2 ng 367507 5 21.392 3325310 20.0
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