LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120321\
Data File : BM@33298.D

Acqg On : 03 Dec 2021 22:13
Operator : CG/JU

Sample : M4917-08

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-BM112421.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@33298.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.048 286 291 303 rVB 200389 309154 3.43% 0.550%
2 5.519 364 371 383 rBV 1477865 2310906 25.63% 4.109%
3 6.119 468 473 480 rVB 64735 100565 1.12% 0.179%
4 7.107 631 641 652 rBV 914852 1597876 17.72%  2.841%
5 7.925 773 780 788 rBV 514509 840017  9.32%  1.494%
6 8.295 837 843 853 rBV 52128 91929 1.02% 0.163%
7 8.407 855 862 868 rBV 317598 512608 5.68% 0.912%
8 8.560 881 888 893 rBv2 253597 447139 4.96% ©.795%
9 8.724 909 916 924 rBV 166929 275917 3.06% 0.491%
10 9.024 956 967 972 rBV2 224369 396165 4.39% 0.704%
11 9.089 972 978 988 rVB 2037278 3643962 40.41% 6.480%
12 9.548 1050 1056 1061 rVV 432528 679366 7.53% 1.208%
13 9.607 1061 1066 1072 rVB 140527 224178 2.49% 0.399%
14 9.807 1092 1100 1104 rBV 79764 129142 1.43% 0.230%
15 9.913 1111 1118 1124 rBV2 84959 159239 1.77% 0.283%
16 10.001 1129 1133 1138 rVB 58462 95786 1.06% 0.170%
17 10.119 1146 1153 1159 rBV2 135020 236290 2.62% 0.420%
18 10.183 1159 1164 1171 rVB2 54868 96292 1.097% 0.171%
19 10.295 1175 1183 1188 rBV4 47142 94766 1.05% 0.169%
20 10.413 1198 1203 1211 rVB 95860 162549 1.80% 0.289%
21 10.724 1242 1256 1260 rBV2 676230 1753302 19.44%  3.118%
22 10.830 1269 1274 1282 rVB 226469 394856 4.38% 0.702%
23 10.930 1282 1291 1298 rVB 90608 151285 1.68% 0.269%
24 11.377 1362 1367 1372 rBV 86280 123584 1.37% 0.220%
25 11.630 1403 1410 1417 rBV 183355 311288 3.45% ©.554%
26 11.824 1436 1443 1448 rBV 95671 162669 1.80% 0.289%
27 12.077 1481 1486 1499 rVV2 214585 710843  7.88% 1.264%
28 12.348 1526 1532 1544 rVB2 56578 123136 1.37% 0.219%
29 12.601 1566 1575 1584 rVB7 35053 106242 1.18% 0.189%
30 13.177 1664 1673 1682 rBV 4258934 6580458 72.98% 11.702%
31 13.848 1779 1787 1797 rBV3 28796 99843 1.11% 178%

32 14.548 1900 1906 1915 rVB 973469 1472773 16.33%
33 16.036 2152 2159 2169 rBV 3359059 4895282 54.29%
34 17.289 2365 2372 2378 rBV 1175739 1700474 18.86%
35 18.171 2517 2522 2532 rBV 564286 841856  9.34%
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36 19.447 2734 2739 2753 rBV 587936 972747 10.79% 1.730%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120321\
Data File : BM@33298.D

Acqg On : 03 Dec 2021 22:13
Operator : CG/JU

Sample : M4917-08

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-BM112421.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 19.718 2779 2785 2810 rBV 5594289 9017062 100.00% 16.035%
38 19.900 2810 2816 2822 rVB 7157824 8930337 99.04% 15.881%
39 21.147 3025 3028 3037 rVB4 271142 396616 4.40% 0.705%
40 21.224 3038 3041 3046 rVB 120931 148260 1.64% 0.264%

41 21.447 3074 3079 3085 rBV 1376027 1839336 20.40% 3.271%
42 23.782 3470 3476 3483 rVB2 908265 1815047 20.13%  3.228%
43 24.118 3528 3533 3543 rVB 637442 1283458 14.23%  2.282%

Sum of corrected areas: 56234600
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120321\
Data File : BM@33298.D

Acqg On : 03 Dec 2021 22:13
Operator : CG/JU

Sample : M4917-08

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM033298.D\data.ms
7000000

6000000
5000000
4000000

3000000

9.089

2000000
5.519

1000000 7.107 10.724

7. 925
5.048 6.119 L 8. 29”@2330249 0pa J@@ ot 310830 11. 33112 377630824
1 T ‘ T T T T ‘ T T \ T T 7T ‘

0 T ‘ L ‘ T ‘ L ‘/\\ T ‘ T T ’ T T T ‘ T T 17T ‘ T ‘ T T \ T T T T ‘ T T T T T T ‘ T T T
Time--> 350 4.00 450 5.00 5.50 6.00 6.50 7.00 7.50 8. OO 8.50 9. 00 9.50 lO. 10.50 11.00 11. 50

Abundance TIC: BM033298.D\data.ms
7000000

A
T

19.800

6000000 19.716

5000000
13.177
4000000
16.036

3000000

2000000
17.289
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Abundance TIC: BM033298.D\data.ms

7000000

6000000

5000000

4000000

3000000

2000000 21.447
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1000000

24434

0 T ‘ T T ’ T T ‘ L ‘ T T ‘ T T ‘ L ‘ L ‘ T T ‘ T T ‘ L ‘ T T ‘ T T ‘ L ‘ L ‘ T T ‘ T T ‘ L
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120321\
Data File : BM@33298.D

Acqg On : 03 Dec 2021 22:13
Operator : CG/JU

Sample : M4917-08

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
5.048 7.36 ng 309154 1,4-Dichlorobenzene-d4 7.930

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 33
3 Tetraglyme 222 C10H2205 000143-24-8 28
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
Abundance Scan 291 (5.048 min): BM033298.D\data.ms (-286) (-) m/z 43.05 100.00%

43.0
5000

101.1 T T T T T

‘ 83.1 4.80 5.00 5.20 5.40
ot Y e - M/Z 59.05  58.60%

m/z--> 20 40 60 80 100 120 140 160 180

Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-

43.0
5000 L B I L B LN B
4.80 5.00 5.20 5.40
101.0 m/z 101.10 18.71%
O\‘2$'\Q\\"h\\\w“\\\\8‘3‘\.0\\\“\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 200 40 60 80 100 120 140 160 180
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
R ARAEEEREE S
4.80 5.00 5.20 5.40
5000 m/z 58.05 15.73%
41.0
101.0
N
m/z--> 200 40 60 80 100 120 140 160 180
Abundance #100836: Tetraglyme R
59.0 4.80 5.00 5.20 5.40
m/z 41.10 9.13%
5000
31.0
103.0
o 7o, 1330 1770
et R AR
m/z--> 20 40 60 80 100 120 140 160 180 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120321\
Data File : BM@33298.D

Acqg On : 03 Dec 2021 22:13
Operator : CG/JU

Sample : M4917-08

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.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 unknown6.119 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
6.119 2.39 ng 100565 1,4-Dichlorobenzene-d4 7.930

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-methoxy-4-methyl- 130 C7H1402 000107-70-0 59
2 Acetamide, N-methyl- 73 C3H7NO 000079-16-3 43
3 .alpha.-D-Glucopyranose, pentaac... 390 C16H22011 000604-68-2 23
4 1-Methoxyethanimine, N-acetyl- 115 C5H9NO2 099028-43-0 17
5 d-Arabinal 116 C5H803 000496-61-7 14
Abundance Scan 473 (6.119 min): BM033298.D\data.ms (-468) (-) m/z 43.10 100.00%
3.1
R
115.1 5.80 6.00 6.20 6.40
ol Mi7BOL [ 2079 .z 7310 95.69%
miz--> 50 100 150 200 250 300
Abundance #15502: 2-Pentanone, 4-methoxy-4-methyl-
43.0
5000 AR RN R
5.80 6.00 6.20 6.40
m/z 41.05 12.10%
115.0
O\‘\M\“\‘H‘H\?\\'(\)‘}\‘\\\‘\\\\‘\\\\‘\\\\’\\\\
miz--> 50 100 150 200 250 300
Abundance #843: Acetamide, N-methyl-
43.0
EAEmmaEE TSR
5.80 6.00 6.20 6.40
5000 m/z 115.10 10.94%
0 “‘_H‘_H“HH_H‘_‘H,HH
m/z--> 50 100 150 200 250 300
Abundance  #295073: .alpha.-D-Glucopyranose, pentaacetate
43.0 5.80 6.00 6.20 6.40
m/z 39.10 8.89%
- MWWW\M
115.0
0 800, 1970 2000 2420 550 331
e e e e EAEmmaEE TSR
m/z--> 50 100 150 200 250 300 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120321\
Data File : BM@33298.D

Acqg On : 03 Dec 2021 22:13

Operator : CG/JU

Sample : M4917-08

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.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 3 Indane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
8.295 2.19 ng 91929 1,4-Dichlorobenzene-d4 7.930

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 96
2 Benzene, 1-ethenyl-2-methyl- 118 C9H1e 000611-15-4 91
3 Benzene, 1-ethenyl-4-methyl- 118 C9H1e 000622-97-9 83
4 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 81
5 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 81

Abundance Scan 843 (8.295 min): BM033298.D\data.ms (-837) (-) m/z 117.10 100.00%

117.1
5000
JANPREESVA @ W Al
63.0 ‘ 8.00 8.20 8.40 8.60
ol bl A 28L0 0 118,10 57.05%
miz--> 50 100 150 200 250
Abundance #10179: Indane
117.0
5000 \/\\\‘\\\\‘\\\\‘\\\\’\\\\
8.00 8.20 8.40 8.60
m/z 115.10  32.30%

s
O T T \ T ‘ \“\ T ‘\ T T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #10206: Benzene, 1-ethenyl-2-methyl-

117.0

800820840860

390 77.0
R V] S
miz-> 50 100 150 200 250
Abundance #10202: Benzene, 1-ethenyl-4-methyl- ‘H,“‘W““‘H“,‘H‘
117.0 8.00 8.20 8.40 8.60
m/z 63.00 10.98%
5000
39.0
o1l 0 Y NN R . ¥ SO {01V, W
m/z--> 50 100 150 200 250 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120321\

Data File : BM@33298.D

Acqg On : 03 Dec 2021 22:13
Operator : CG/JU

Sample : M4917-08

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.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 4 Benzene, 1,4-diethyl-

Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
s.a07 12.20ng 512608  1,4-Dichlorobenzene-d4  7.930
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,4-diethyl- 134 clemia 000105-05-5 97

2 Benzene, 1,3-diethyl- 134 C1leH14
3 Benzene, 1,2-diethyl- 134 C1eH14
4 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14

Abundance Scan 862 (8.407 min): BM033298.D\data.ms (-855) (-)

000141-93-5 96
000135-01-3 93
000934-74-7 91
002870-04-4 87

m/z 105.10 100.00%

105.1
5000 134.1
771 T T
‘ 8.00 8.20 8.40 8.60 8.80
o"wH‘“‘Mu‘m‘”‘”"H‘_‘HUJ‘HM_MHH_M%QT:Q m/z 119.10  95.48%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17031: Benzene, 1,4-diethyl-
119.0 AA
5000 ‘\\\\‘\\\\‘\\\\‘\\\\‘\/\\
91.0 8.00 8.20 8.40 8.60 8.80
m/z 134.05 41.32%
41.0 65.0
O\\\‘\‘\\\‘\\\\‘\\\\M‘\\w\““\\‘\"‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17028: Benzene, 1,3-diethyl-
119.0
e e e
8.00 8.20 8.40 8.60 8.80
5000 m/z 91.05 29.00%
91.0
39.0 650 \
o o Wt )
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17032: Benzene, 1,2-diethyl-
119.0 8.00 8.20 8.40 8.60 8.80
m/z 77.10 18.53%
5000
91.0
m/z--> 20 40 60 80 100 120 140 160 180 200 8.00 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120321\
Data File : BM@33298.D

Acqg On : 03 Dec 2021 22:13
Operator : CG/JU

Sample : M4917-08

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.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, 1,2-diethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
8.560 10.65 ng 447139  1,4-Dichlorobenzene-d4 7.930

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 96
2 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 95
3 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 93
4 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 76
5 Benzene, 1-ethyl-3,5-dimethyl- 134 C1oH14 000934-74-7 76
Abundance Scan 888 (8.560 min): BM033298.D\data.ms (-881) (-) m/z 91.05 100.00%
91.0 119.1
134.1
5000
39.0 | 671 ‘ iy 8.20 8.40 8.60 8.80
0 H‘WHH‘HH‘,‘HH;:m,:“H_WH,mH_H‘,H‘HJW_Jw m/z 105.10  86.05%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17032: Benzene, 1,2-diethyl-
119.0
5000 1340 L LR AL LA BN B R
910 8.20 8.40 8.60 8.80
' m/z 119.10 84.28%
9.0 65.0
O \\‘]_\\5\.9\H‘\“H\\"‘HHi‘\‘\\\’\‘\‘\\‘\H‘H‘H\\‘H‘\H‘\‘H\’\\M‘}l\\\\‘\\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17031: Benzene, 1,4-diethyl-
119.0
“H‘W‘H‘,H‘W‘H“
8.20 8.40 8.60 8.80
5000 134.0 m/z 134.05 52.44%
91.0
41.0 65.0
Ol 2890 0 200 e M
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17030: Benzene, 1,3-diethyl- ““‘W““W““‘H“‘
105.0 8.20 8.40 8.60 8.80
m/z 92.10 39.67%
134.0
5000
77.0
27.0 51.0 ‘
Y PR VI IO | N PR N | S e b B
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120321\
Data File : BM@33298.D

Acqg On : 03 Dec 2021 22:13
Operator : CG/JU

Sample : M4917-08

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.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-methyl-4-propyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
8.724 6.57 ng 275917 1,4-Dichlorobenzene-d4 7.930

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-propyl- 134 C1oH14 001074-55-1 90
2 Benzene, 1-methyl-2-propyl- 134 C1oH14 001074-17-5 55
3 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 53
4 2-Tolyloxirane 134 C9H1e0 002783-26-8 50
5 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 50
Abundance Scan 916 (8.724 min): BM033298.D\data.ms (-909) (-) m/z 105.10 100.00%
105.1
5000
45.0
a1 134.1 A S an Aena
| H- ‘ 8.40 8.60 8.80 9.00
Obrerprreepiebill b M L2670 )y as.es 32.94%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #17052: Benzene, 1-methyl-4-propyl-
105.0
5000 U L L B R
8.40 8.60 8.80 9.00
134.0 m/z 134.05 21.25%
39.0 77.0
0H\’\‘\H".H‘\\“\‘\HM‘\\‘i\‘h‘\\‘\“H\‘\’\H\‘\H\‘HH‘HH‘HH‘HH’HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #17050: Benzene, 1-methyl-2-propyl-
105.0
A Bmana S
8.40 8.60 8.80 9.00
5000 m/z 59.10 15.55%
134.0
O bt e
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #17626: Benzeneacetaldehyde, .alpha.-methyl-
105.0 8.40 8.60 8.80 9.00
m/z 72.10 14.76%
5000
77.0 134.0
PN T S g pR | SRV
m/z--> 20 40 60 80 100120140160180200220240260 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120321\
Data File : BM@33298.D

Acqg On : 03 Dec 2021 22:13
Operator : CG/JU

Sample : M4917-08

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.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, 2-ethyl-1,4-dimethyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
9.024 9.43 ng 396165 1,4-Dichlorobenzene-d4 7.930
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 64
2 Benzene, 1-methyl-3-(1-methyleth... 134 C1@H14 000535-77-3 64
3 o-Cymene 134 CloH14 000527-84-4 64
4 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 60
5 p-Cymene 134 C1oH14 000099-87-6 60
Abundance Scan 967 (9.024 min): BM033298.D\data.ms (-956) (-) m/z 119.10 100.00%
119.1
5000
91.0 N
A
39.0 65.0 ‘ ‘ 8.80 9.00 9.20 9.40
Obrrrr ety m‘”,m Al t470 2069 5 197,10 42.95%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17086: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000 j\/\uu‘uu‘uu‘uu’\u

8.80 9.00 9.20 9.40
m/z 91.05 27.93%

91.0
150 390 650 [
0\\\‘\‘\‘\\\“‘\\“w\‘\\\\"\\\\‘\\\‘\‘l\\\”\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17103: Benzene, 1-methyl-3-(1-methylethyl)-
119.0

8.80 9.00 9.20 9.40

5000 ITI/Z 134.05 26.77%
91.0
m/z--> 20 40 60 80 100 120 140 160 180 200 J
Abundance #16991: o-Cymene R S S A
119.0 8.80 9.00 9.20 9.40

m/z 115.10  19.27%

5000 91.0

000 %0 | L
omwwm“hu‘m“‘m‘,‘Mu“:m“}uHWHWHWHWH R A m LAY

m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120321\
Data File : BM@33298.D

Acqg On : 03 Dec 2021 22:13

Operator : CG/JU

Sample : M4917-08

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.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 8 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
9.548 7.75 ng 679366  Naphthalene-d8 10.724
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 95
2 Benzene, 1,2,3,5-tetramethyl- 134 C1leH14 000527-53-7 95
3 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 95
4 o-Cymene 134 C1eH14 000527-84-4 95
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 94

Abundance Scan 1056 (9.548 min): BM033298.D\data.ms (-1050) (-) m/z 119.05 100.00%

1191
5000
—

391 771 9.50
ol b b 2000 28L0 pyp 934,15 41.38%
miz--> 50 100 150 200 250
Abundance #17061: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 T
950

91.10 18.91%

39.0 770
0 U ‘M \“\ “\ \‘ ‘M\H‘! \h\ B B e B I s
Mize> 50 100 150 200 250
Abundance #17060: Benzene, 1,2,3,5-tetramethyl-
119.0

950
5000 m/z 120.10 9.26%
39.0 770
) S S A
miz--> 50 100 150 200 250 A
Abundance #17064: Benzene, 1,2,3,4-tetramethyl- — A
119.0 9.50

77.10 9.16%

5000
41.0 770
0 Lol el ‘ u H‘ h

miz--> 50 100 150 200 250
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120321\
Data File : BM@33298.D

Acqg On : 03 Dec 2021 22:13
Operator : CG/JU

Sample : M4917-08

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.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, 1,2,3,4-tetramethyl- Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
9.607 2.56 ng 224178 Naphthalene-d8 10.724
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 96
2 Benzene, 1,2,3,5-tetramethyl- 134 C1leH14 000527-53-7 95
3 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 94
4 o-Cymene 134 C1eH14 000527-84-4 94
5 p-Cymene 134 C1oH14 000099-87-6 94

Abundance Scan 1066 (9.607 min): BM033298.D\data.ms (-1061) (-) m/z 119.10 100.00%

119.1
5000

91.0

39.0 65.0 950 1000
Ol M b 1980 134 05 37.95%

m/z--> 20 40 60 80 100 120 140 160 180

Abundance #17064: Benzene, 1,2,3,4-tetramethyl-
119.0

5000 U
950 10.00

m/z 91.05 19.48%

91.0
O \\5\‘0\‘\\4\‘]“.\0\‘\\??\9\“‘\\‘\\“\‘\\‘\‘l\\\“\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17062: Benzene, 1,2,3,5-tetramethyl-
119.0

9 50 10 00
5000 ITI z 77.05 9.79%
39.0 65.0 91.0
0 "““H““H\M\"\;\‘H“‘“"‘\‘\HM‘H‘\“HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17061: Benzene, 1,2,4,5-tetramethyl-
119.0 9.50 10.00

m/z 120.10 9.36%

5000
91.0
39.0 65 0
0 150 I lu n ‘ H‘ ‘\

m/z--> 20 40 60 80 100 120 140 160 180 10 00

8270-BM112421.M Tue Dec 14 04:46:57 2021 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120321\
Data File : BM@33298.D

Acqg On : 03 Dec 2021 22:13
Operator : CG/JU

Sample : M4917-08

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 10 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.118 2.70 ng 236290 Naphthalene-d8 10.724
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 95
2 1H-Indene, 2,3-dihydro-5-methyl- 132 C10H12 000874-35-1 92
3 2,4-Dimethylstyrene 132 C1eH12 002234-20-0 90
4 Benzene, 2-ethenyl-1,3-dimethyl- 132 C10H12 002039-90-9 76
5 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 76
Abundance Scan 1153 (10.118 min): BM033298.D\data.ms (-1146) (- m/z 117.10 100.00%
117.1
5000
91.1 A/\ A
1 4.2 T ‘ T T ‘ T
390 650 ‘ % 10.00 10.50
Ol et b Ml o w2 119,10 44.96%
miz--> 20 40 60 80 100 120 140
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0 /k
5000 M\M P
91.0 10.00 10.50
51.0 m/z 132.05 34.88%
27.0 ' ‘ 1:+3.o
Ot T \‘\ T \“i‘\ \“U \““H \7\4“.19“ T \‘r‘ T [”r“\ T r“ \‘U \‘\ T
miz-> 20 40 60 80 100 120 140
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0 A/\
T ‘ T \/\\ ‘ T
10.00 10.50
5000 m/z 115.10 32.02%
390 g59 910 4
A S W A N -
m/z--> 20 40 60 80 100 120 140 A A
Abundance #16113: 2,4-Dimethylstyrene ety : ‘/[‘\
117.0 10.00 10.50
m/z 91.10 23.84%
5000
91.0
39.0
63.0
o | Loyl | e
0 “\‘u“‘w“w‘qw“”ﬂ“ﬂd‘ﬁw“‘m‘ﬂﬂ““‘ — -
m/z--> 20 40 60 80 100 120 140 10.00 10.50

8270-BM112421.M Tue Dec 14 04:46:58 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120321\
Data File : BM@33298.D

Acqg On : 03 Dec 2021 22:13
Operator : CG/JU

Sample : M4917-08

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.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 1H-Indene, 2,3-dihydro-1,6-... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.830 4.50 ng 394856 Naphthalene-d8 10.724
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 94
2 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 94
3 Benzene, 1-methyl-4-(1-methyl-2-... 146 C1l1H14 097664-18-1 94
4 2,2-Dimethylindene, 2,3-dihydro- 146 C1l1H14 020836-11-7 94
5 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 94

Abundance Scan 1274 (10.830 min): BM033298.D\data.ms (-1269) (-  m/z 131.05 100.00%

131.1
5000

511 91\-0 M i ‘1601 207.0 1050 11.00
O bbbt el 2002 2908 m/z 146.05  26.85%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25028: 1H-Indene, 2,3-dihydro-1,6-dimethyl- M
131.0
5000

1050 1100
m/z 115.10  17.82%

39.0 g4 910
\‘\‘\\\“\\‘\‘\‘w\\\“\\‘\\‘\\\H‘\‘U‘!\‘i“\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25026: 1H-Indene, 2,3-dihydro-1,2-dimethyl-
131.0
Aord VU

o

10.50 11.00
5000 m/z 91.05 15.99%
91.0
mowo
0wmw*Hwmm‘\HH\‘*‘HUM‘ el
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25060: Benzene, 1-methyl-4-(1-methyl-2-propenyl)-
131.0 1050 1100

m/z 129.00  13.48%

5000
91.0
39.0 65.0 ‘ ‘
ob OO S PNV TN N \ aly,

m/z--> 20 40 60 80 100 120 140 160 180 200 1050 100

8270-BM112421.M Tue Dec 14 04:46:58 2021 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120321\
Data File : BM@33298.D

Acqg On : 03 Dec 2021 22:13

Operator : CG/JU

Sample : M4917-08

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.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 1H-Indene, 2,3-dihydro-4,7-... Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
11.630 3.55 ng 311288 Naphthalene-d8 10.724
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 97
2 1H-Indene, 2,3-dihydro-5,6-dimet... 146 C11H14 001075-22-5 94
3 1H-Indene, 2,3-dihydro-4,6-dimet... 146 C11H14 001685-82-1 93
4 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 93
5 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 93

Abundance Scan 1410 (11.630 min): BM033298.D\data.ms (-1403) (-

m/z 131.05 100.00%

131.1
5000
115.1
39.0 631 91"0 L M2 11.50 12.00
b b b Al LT myz 146,05 33.58%
miz--> 20 60 80 100 120 140
Abundance #25033: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0 MAJ\
5000 Anlln | AW /\
11.50 12.00
m/z 115.10 18.70%
270 510 910 1150 ‘)‘
Ot 4 T \“\ T \“‘r \“i‘r “}‘7\1‘\.0\" 7T T “\‘\ \“\“‘ \‘M T ’l\z.\O\
miz--> 20 60 80 100 120 140
Abundance #25029: 1H-Indene, 2,3-dihydro-5,6-dimethyl-
131.0
— —
11.50 12.00
5000 ITI/Z 145.05 15.43%
39.0 91.0 115.0
50 | B0 w0 M0 T o
o s MR R Pt P NESOPPRNIN T e
miz--> 20 60 80 100 120 140
Abundance #25030: 1H-Indene, 2,3-dihydro-4,6-dimethyl- A —
131.0 11.50 12.00
m/z 91.05 14.87%
5000
39.0 91.0 115.0
63.0
0\\¥%?\«\NM\WM‘HMHJ,\\M\MHHMW\M\\}wgg e P
m/z--> 20 60 80 100 120 140 11.50 12.00

8270-BM112421.M Tue Dec 14 04:46:59 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120321\
Data File : BM@33298.D

Acqg On : 03 Dec 2021 22:13
Operator : CG/JU

Sample : M4917-08

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.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 Phenol, p-tert-butyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.077 8.11 ng 710843  Naphthalene-d8 10.724
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, p-tert-butyl- 150 C10H140 000098-54-4 94
2 Phenol, m-tert-butyl- 150 C1eH140 000585-34-2 78
3 Phenol, 2-(1,1-dimethylethyl)- 150 C1@H140 000088-18-6 72
4 Ethanone, 1-(2-hydroxy-5-methylp... 150 C9H1002 001450-72-2 59
5 1-Propanone, 1-(3-methoxyphenyl)- 164 C10H1202 037951-49-8 59
Abundance Scan 1486 (12.077 min): BM033298.D\data.ms (-1481) (- m/z 135.05 100.00%
135.1
5000 107.1 JL
41 7 ‘ 12100 |
o"w"‘““"m‘u‘u"_H“‘mwm!_m_m_l??c? m/z 107.05 45.03%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #27481: Phenol, p-tert-butyl-
135.0
5000 - :
107.0 12.00
m/z 150.05 18.89%
41.0 77.0
O\1\5\(‘)\\\\“‘\\\\‘\‘\\\‘\\‘\‘\‘\f\\‘\\\!‘\\‘\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #27473: Phenol, m-tert-butyl-
135.0
RN
12.00
5000 m/z 95.10 14.91%
107.0
' 77.0
o8 | L
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #27544: Phenol, 2-(1,1-dimethylethyl)- Ll ‘
107.0 135.0 12.00
m/z 41.10 13.84%
5000
m/z--> 20 40 60 80 100 120 140 160 180 12.00

8270-BM112421.M Tue Dec 14 04:47:00 2021 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120321\
Data File : BM@33298.D

Acqg On : 03 Dec 2021 22:13
Operator : CG/JU

Sample : M4917-08

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 14 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.171 9.90 ng 841856 Phenanthrene-die 17.289
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 95
3 Tridecanoic acid 214 C13H2602 000638-53-9 90
4 Pentadecanoic acid 242 C15H3002 001002-84-2 90
5 Octadecanoic acid 284 C18H3602 000057-11-4 87

Abundance Scan 2522 (18.171 min): BM033298.D\data.ms (-2517) (- m/z 73.10 100.00%

%

5000
129.0
| 1711 21‘3'2 256 3 18.00 18:50
0 Al L L T 8408 s 4300 o04.66%
miz-> 50 100 150 200 250 300 350
Abundance #143510: n-Hexadecanoic acid

-

60.0
5000 129.0 T T 1
18.00 18.50
‘ 1710 213.0 256.0 m/z 60.05 89.25%
0! » \\h“\ ;‘H‘\‘ il ‘\ ‘ “‘ “ “‘ \‘ “\ S ‘ L‘ T

m/z--> 50 100 150 200 250 300 350
Abundance #109281: Tetradecanoic acid
73.0
— =
18.00 18.50
5000 m/z 57.10 76.40%
129.0
29. 185.0 228.0
0 ;M‘\‘u} ‘\ | \‘m‘\ “\‘ \‘ ) “\‘ I T
m/z--> 50 100 150 200 250 300 350
Abundance #92068: Tridecanoic acid T —
73.0 18.00 18.50
m/z 41.10 76.39%
5000
29.
129.0
‘ 171.0 214.0
m/z--> 50 100 150 200 250 300 350 18.00 18.50

8270-BM112421.M Tue Dec 14 04:47:01 2021 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120321\
Data File : BM@33298.D

Acqg On : 03 Dec 2021 22:13
Operator : CG/JU

Sample : M4917-08

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.447 10.58 ng 972747  Chrysene-di12 21.447
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 87
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 87
4 Dodecanoic acid 200 C12H2402 000143-07-7 72
5 Pentadecanoic acid 242 C15H3002 001002-84-2 46

Abundance Scan 2739 (19.447 min): BM033298.D\data.ms (-2734) - m/z 43.10 100.00%

43.1
5000
3.1 129.1
1852 241.3 T
‘ 284.3 19.50
ow‘; bl L \mh“““““?"27‘9_” m/z 73.18  92.65%
miz--> 100 150 200 250 300 350
Abundance #179089: Octadecanoic acid
5000 129.0 T
19.50
m/z 57.10 82.71%
185.0 284.0
241.0
O' HM‘ m \“‘\ \‘\‘\ ‘ T \‘\ \“ L \‘\ ‘ L ‘ 1T
miz--> 100 150 200 250 300 350
Abundance #109281: Tetradecanoic acid
73.0
——
19.50
5000 ITI/Z 60.10 80.09%
129.0
29.0 185.0 228.0
0 ““ M h” M‘\ al \ \‘m‘\ “\‘ \‘ ) “\‘ e
m/z--> 50 100 150 200 250 300 350
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl es P
43.0 19.50
m/z 55.10 75.87%
5000 284.0
3.0 1290
1850 2410
ok~ \‘\\M uhH \u‘\\\‘\‘\‘ ‘\“‘\‘ ‘\‘\‘ \“\\\‘\‘\\\\‘%7\2\" —
m/z--> 50 100 150 200 250 300 350 19.50

8270-BM112421.M Tue Dec 14 04:47:02 2021 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120321\
Data File : BM@33298.D

Acqg On : 03 Dec 2021 22:13
Operator : CG/JU

Sample : M4917-08

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.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 Phenol, 4,4'-(1-methylethyl... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.718 98.05 ng 9017060  Chrysene-d12 21.447
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 4,4'-(1-methylethylidene... 228 C15H1602 000080-05-7 98
2 3,4'-Isopropylidenediphenol 228 C15H1602 046765-25-7 78
3 4,4'-(1,3-Dimethylbutylidene)bis... 270 C18H2202 006807-17-6 74
4 Diphenolic acid 286 C17H1804 000126-00-1 64
5 2H,8H-Benzo[1,2-b:5,4-b"']dipyran... 228 C14H1203 000553-19-5 50

Abundance Scan 2785 (19.718 min): BM033298.D\data.ms (-2779) (- m/z 213.10 100.00%
2

18.1
5000
119.1 — ——
65.1 ‘ 165.1 ‘ 19.50 20.00
ol el o 1| 266.0 3251 4290 p/7 119,10 23.11%
m/z--> 50 100 150 200 250 300 350 400
Abundance #109421: Phenol, 4,4'-(1-methylethylidene)bis-
218.0
5000 — —
19.50 20.00
119.0 m/z 228.20 16.61%
65.0 165.0
O \\\\‘\l\‘\\“‘\}\‘\‘l\‘\\\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #109402: 3,4'-Isopropylidenediphenol
2138.0
P =
19.50 20.00
m/z 214.10 15.70%
5000 119.0 /
65.0 165.0
o8l L0
m/z--> 50 100 150 200 250 300 350 400
Abundance #161285: 4,4'-(1,3-Dimethylbutylidene)bisphenol — T
218.0 19.50 20.00
m/z 91.10 14.73%
5000
119.0
0 65.0 L 165.0 270.0
e o R s — =
m/z--> 50 100 150 200 250 300 350 400 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120321\
Data File : BM@33298.D

Acqg On : 03 Dec 2021 22:13
Operator : CG/JU

Sample : M4917-08

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.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 1-Octadecene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
21.147 4.31 ng 396616 Chrysene-d12 21.447
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octadecene 252 C18H36 000112-88-9 95
2 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 94
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
4 1-Docosene 308 C22H44 001599-67-3 93
5 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 91

Abundance Scan 3028 (21.147 min): BM033298.D\data.ms (-3025) (- m/z 57.10 100.00%
57.1

w0 A/JLM
111.1
—r —
209.1 21.00 21.50
0 Hu‘u‘“s“w‘g“\“u\uM““«“‘\““2629‘ 3280 40094603 ./ 43.10  97.92%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #138521: 1-Octadecene
57.0
5000 — —
111.0 21.00 21.50
m/z 55.10 93.40%
| \H | 168.0 2520
O\\\ “\\\\‘\\\4‘”\‘\!\‘1\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #292190: Trichloroacetic acid, hexadecy! ester
43.
—r —
21.00 21.50
5000 ITI/Z 83.10 72.25%
0 J‘J H pLutps0 2240
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #245846: Trifluoroacetoxy hexadecane T —
57.0 21.00 21.50
m/z 69.10 70.22%
m/z--> 0 50 100 150 200 250 300 350 400 450 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120321\
Data File : BM@33298.D

Acqg On : 03 Dec 2021 22:13
Operator : CG/JU

Sample : M4917-08

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.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 unknown24.118 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
24.118 14.14 ng 1283460  Perylene-d12 23.776
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyrazol-5(4H)-one, 4-(2-ethylphe... 333 C21H23N30 1000265-26-9 47
2 Spiro[benzofuran-2(3H),1'-[2]cyc... 333 C17H19NO6 1000148-90-0 38
3 (2,5-Dimethyl-1-phenyl-1H-pyrrol... 333 C20H19N302 1000306-74-3 37
4 Methanol 4,4',4"-trimethoxytrity... 364 C23H2404 085013-34-9 35
5 1-(4-Fluorophenyl)-4-(3-methoxyp... 333 C20H16FN30 1000482-12-3 35

Abundance Scan 3533 (24.118 min): BM033298.D\data.ms (-3528) (-  m/z 333.20 100.00%

333.2
77.1
5000 213.1

135.1

\ \ 2400 2450
ol bbb blblilbid 2738 || 4152 4901849 . 5706 6p.ss%

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

Abundance #240521: Pyrazol-5(4H)-one, 4-(2-ethylphenyliminomethy

33.0
213.0
5000

2400 2450

m/z 213.10 42.77%

77.0
56 0
\\‘\\M\\J‘h\lll\l”\\“‘m\“\l\‘\‘\\\\‘2\7\7\\0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #240150: Spiro[benzofuran-2(3H),1'-[2]cyclohexene]-3,4'-
338.0

24 00 24 50
5000 180.0 m/z 119.10 24.58%

69.0
SRAUNNNMN I NS § NN ———
miz--> 50 100 150 200 250 300 350 400 450 500 550

Abundance #240414: (2,5-Dimethyl-1-phenyl-1H-pyrrol-3-ylmethylene
333.0

o

o

T T
2400 24.50

m/z 334.1 23.05%
5000 770
170.0 271.
0 H_mJw“wMmwns@"‘wwwH_WW_HW
m/z--> 50 100 150 200 250 300 350 400 450 500 550 24 00 24 50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120321\
Data File : BM@33298.D

Acqg On : 03 Dec 2021 22:13
Operator : CG/JU

Sample : M4917-08

Misc :

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.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|
2-Pentanone, 4-... 5.048 7.4 ng 309154 1 7.930 840017 20.0
unknown6.119 6.119 2.4 ng 100565 1 7.930 840017 20.0
Indane 8.295 2.2 ng 91929 1 7.930 840017 20.0
Benzene, 1,4-di. 8.407 12.2 ng 512608 1 7.930 840017 20.0
Benzene, 1,2-di 8.560 10.7 ng 447139 1 7.930 840017 20.0
Benzene, 1-meth. 8.724 6.6 ng 275917 1 7.930 840017 20.0
Benzene, 2-ethy. 9.024 9.4 ng 396165 1 7.930 840017 20.0
Benzene, 1,2,4,. 9.548 7.8 ng 679366 2 10.724 1753300 20.0
Benzene, 1,2,3,... 9.607 2.6 ng 224178 2 10.724 1753300 20.0
Benzene, 2-ethe... 10.118 2.7 ng 236290 2 10.724 1753300 20.0
1H-Indene, 2,3-... 10.830 4.5 ng 394856 2 10.724 1753300 20.0
1H-Indene, 2,3-... 11.630 3.5 ng 311288 2 10.724 1753300 20.0
Phenol, p-tert-... 12.077 8.1 ng 710843 2 10.724 1753300 20.0
n-Hexadecanoic ... 18.171 9.9 ng 841856 4 17.289 1700470 20.0
Octadecanoic acid  19.447 10.6 ng 972747 5 21.447 1839340 20.0
Phenol, 4,4'-(1... 19.718 98.0 ng 9017060 5 21.447 1839340 20.0
1-Octadecene 21.147 4.3 ng 396616 5 21.447 1839340 20.0
unknown24.118 24.118 14.1 ng 1283460 6 23.776 1815050 20.0
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