LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072722\
Data File : BF129383.D

Acq On : 27 Jul 2022 18:51
Operator : CG\JU

Sample : N3861-13

Misc :

ALS vial : 8 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-BF@072522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF129383.D\data.ms

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

# min scan scan scan TY height area % max. total
1 3.263 161 166 176 rVB 103044 180799 2.08%  0.349%
2 5.116 478 481 486 rBV 164157 187616 2.16% 0.363%
3 5.504 543 547 551 rVB 3936717 3593457 41.30% 6.944%
4 6.051 636 640 643 rBVY 301897 254577  2.93% 0.492%
5 6.340 686 689 693 rVB 388662 294526  3.38% 0.569%
6 6.510 713 718 724 rVB 2389209 2263609 26.01% 4.374%
7 6.881 777 781 784 rBV 1951159 1597074 18.35%  3.086%
8 7.057 808 811 815 rVB 952215 888425 10.21% 1.717%
9 7.128 819 823 826 rVB 236227 213202 2.45% 0.412%
10 7.216 831 838 844 rVB3 130783 191993 2.21% 0.371%
11 7.416 865 872 873 rBV 259279 309079 3.55% 0.597%
12 7.451 873 878 881 rVB 5129752 5602820 64.39% 10.827%
13  7.645 904 911 918 rBV 493360 449091 5.16% 0.868%
14 7.834 940 943 948 rVB 241150 244052 2.80% 0.472%
15 7.898 949 954 958 rBV 351507 323597 3.72% 0.625%
16 8.163 991 999 1005 rBV 2343291 2317841 26.64% 4.479%
17 8.975 1133 1137 1141 rBV 379105 343574 3.95% 0.664%
18 9.245 1176 1183 1186 rBV 8995019 8701208 100.00% 16.814%
19 9.504 1222 1227 1230 rBV4 82208 91390 1.05% 0.177%
20 9.586 1236 1241 1245 rBV5 88074 134483 1.55% 0.260%
21  9.781 1271 1274 1278 rVB 106643 93846 1.08% 181%

22 9.922 1292 1298 1302 rBV 2677621 2349329 27.00%
23 10.539 1400 1403 1408 rVB2 128059 138893 1.60%
24 10.722 1427 1434 1437 rBV 5215902 5505871 63.28% 10.

woo e
N
o))
[o]
B

25 11.416 1548 1552 1555 rVB 2273032 2054518 23.61% 970%
26 11.657 1589 1593 1598 rBV6 65587 131334 1.51% 0.254%
27 11.792 1613 1616 1619 rVB 315953 280938 3.23% ©0.543%
28 11.933 1637 1640 1648 rBV2 350136 346287 3.98% 0.669%
29 12.474 1728 1732 1734 rBV2 268974 412592  4.74%  0.797%
30 12.504 1734 1737 1745 rVB 766066 719141 8.26%  1.390%
31 12.592 1749 1752 1755 rVB 263538 236341 72%  ©.457%
32 12.651 1759 1762 1765 rVB 447626 337184 88% 0.652%
33 12.804 1785 1788 1792 rVB 110531 106002 0.205%

34 13.004 1817 1822 1825 rBV 7451851 7622596 8
35 13.439 1894 1896 1899 rVB 124374 99093

.60% 14.730%
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36 13.916 1974 1977 1987 rVB2 100181 201088 2.31% ©.389%

8270-BF072522.M Thu Jul 28 17:56:19 2022 Pag 1



LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072722\
Data File : BF129383.D

Acqg On : 27 Jul 2022 18:51

Operator : CG\JU

Sample : N3861-13

Misc . MW-21RR

ALS vial : 8 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-BF@072522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 14.057 1997 2001 2005 rBV 1571199 1396357 16.05% 2.698%
38 14.898 2141 2144 2150 rVB 274527 291639 3.35% ©0.564%
39 15.551 2250 2255 2264 rVB 1004475 1244581 14.30%  2.405%

Sum of corrected areas: 51750043
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072722\
Data File : BF129383.D

Acq On : 27 Jul 2022 18:51

Operator : CG\JU

Sample : N3861-13

Misc . MW-21RR

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF129383.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072722\
Data File : BF129383.D

Acq On : 27 Jul 2022 18:51

Operator : CG\JU

Sample : N3861-13

Misc MW-21RR

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 2-Butanol, 2,3-dimethyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
3.263 2.26 ng 180799 1,4-Dichlorobenzene-d4 6.881

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Butanol, 2,3-dimethyl- 102 C6H140 000594-60-5 83
2 2-Pentanol, 2-methyl- 102 C6H140 000590-36-3 56
3 Propane, 2-ethoxy-2-methyl- 102 C6H140 000637-92-3 50
4 3-Heptanol 116 C7H160 000589-82-2 40
5 3-Pentanol, 2,2-dimethyl- 116 C7H160 003970-62-5 40
Abundance Scan 166 (3.263 min): BF129383.D\data.ms (-161) (-) m/z 58.95 100.00%
59.0
5000 Jk
41.0 87.1 SR
‘ ‘ 7(1 o ‘ 3.00 3.20 3.40 3.60
o O | T PN o RN m/z 87.18  25.40%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #5046: 2-Butanol, 2,3-dimethyl-
59.0
5000 L B I B LA L AN SR
3.00 3.20 3.40 3.60
4L.0 87.0 m/z 41.05 22.97%
150 28.0 H
O\\\‘\\‘\\‘\\\H“\\\\“\\‘\\‘\\‘\w‘\\\7\{%\\0\\‘\\\\‘\\\]-9]\-\0\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #5025: 2-Pentanol, 2-methyl-
59.0
R e AT
3.00 3.20 3.40 3.60
5000 m/z 43.00 22.17%
45.0 87.0
310
180 | | \H A
O e e et e e ey
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #5058: Propane, 2-ethoxy-2-methyl- T
59.0 3.00 3.20 3.40 3.60
m/z 69.05 19.59%
5000
87.0
20.0 41.0
15.0 ‘ ‘
Ot e TR0
m/z--> 10 20 30 40 50 60 70 80 90 100 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072722\

Data File : BF129383.D

Acq On : 27 Jul 2022 18:51

Operator : CG\JU

Sample : N3861-13

Misc MW-21RR

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 15

R.T EstConc Area Relative to ISTD R.T.
5.116 2.35 ng 187616  1,4-Dichlorobenzene-d4 6.881
Hit# of 5 Tentative ID MW MolForm CAS# Qual

-Pentanone, 4-hydroxy-

4-methyl- 116

,3-Butanedione, monooxime 101

-Propen-2-0l, acetate

100

C6H1202
C4H7NO2
C7H11NO2
C5H802
C5H11NO

000123-42-2 72
000057-71-6 17
001116-98-9 17
000108-22-5 10
000109-02-4 9

12
2 2
3 Acetic acid, cyano-, 1,1-dimethy... 141
41
5M

orpholine, 4-methyl- 101

Abundance Scan 481 (5.116 min): BF129383.D\data.ms (-478) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0
4.80 5.00 5.20 5.40
Ll \‘ 83.0 9
b bl A m/z 58.95 57.58%
miz--> 20 40 60 80 100 120 140
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
A A
5000 L L R R I L |
59.0 4.80 5.00 5.20 5.40
m/z 101.00 21.36%
15.0 101.0
‘ A | 83.0 ! ‘
O\\\\‘\\\\‘\\\‘\‘\\\\“\\\\‘\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140
Abundance #4529: 2,3-Butanedione, monooxime
43.0
CEpE
4.80 5.00 5.20 5.40
5000 ITI/Z 58.10 14.56%
101.0
15.0
obe il 00 B0 |
miz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester O RARRNERLES S
59.0 4.80 5.00 5.20 5.40
m/z 41.00 8.87%
5000 41.0
0 \H\‘ \‘M 12\6'0 142.0
T T T e R e e T T e e T
m/z--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072722\
Data File : BF129383.D

Acq On : 27 Jul 2022 18:51

Operator : CG\JU

Sample : N3861-13

Misc MW-21RR

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 Benzene, propyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
6.340 3.69 ng 294526  1,4-Dichlorobenzene-d4 6.881

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, propyl- 120 C9H12 000103-65-1 94
2 N-Isobutyl(phenyl)methanesulfona... 227 C11H17NO2S 144615-94-1 72
3 N-Benzyl-2-phenethylamine 211 C15H17N 003647-71-0 72
4 Phenethylamine, N-benzyl-p-chloro- 245 C15H16C1N 013622-43-0 72
5 1,2-Ethanediamine, N,N'-bis(phen... 240 C16H206N2 000140-28-3 72
Abundance Scan 689 (6.340 min): BF129383.D\data.ms (-686) (-) m/z 91.00 100.00%
91.0
5000
120.1
39.0 65.0 6.00 6.20 6.40 6.60
Ol ettt b m/z 120,10 23.57%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10702: Benzene, propyl-
91.0
5000 \\‘\\\\‘\\\\‘\\\/\\’\\\\‘
6.00 6.20 6.40 6.60
120.0 m/z 92.00 10.81%
39.0 65.0
O \\\‘\‘\\\“‘\\“\\“\‘\\\“’\\‘!\‘\‘\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #107660: N-Isobutyl(phenyl)methanesulfonamide A
91.0
EmmaEE RS
6.00 6.20 6.40 6.60
5000 m/z 65.00 10.05%
120.0
65.0
410 A ‘ 163.0
R e EaamEEE e R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #88775: N-Benzyl-2-phenethylamine
91.0 6.00 6.20 6.40 6.60
m/z 78.00 6.01%
5000 120.0
65.0
00 Y e 2090 AA,f
m/z--> 20 40 60 80 100 120 140 160 180 200 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072722\
Data File : BF129383.D

Acq On : 27 Jul 2022 18:51

Operator : CG\JU

Sample : N3861-13

Misc . MW-21RR

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 1Indane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.057 11.13 ng 888425 1,4-Dichlorobenzene-d4 6.881

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Indane 118 C9H1e 000496-11-7 91
2 Benzene, cyclopropyl- 118 CS9H1e 000873-49-4 64
3 Deltacyclene 118 C9H1e 007785-10-6 59
4 Benzene, l-ethenyl-2-methyl- 118 C9H1e 000611-15-4 59
5 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H1e 1000191-13-7 59
Abundance Scan 811 (7.057 min): BF129383.D\data.ms (-808) (-) m/z 117.10 100.00%
117.1
5000
AT ARan R
39.0 63.0 91"0 6.80 7.00 7.20 7.40
ol b M 1489 /7 118,05 56.01%
m/z--> 20 40 60 80 100 120 140
Abundance #10181: Indane
117.0
5000 \\\\‘\\\\‘\\\\’\\\\‘A/\\\\
6.80 7.00 7.20 7.40
m/z 115.00  33.49%
390 630 OO
0 \1\5\.0‘\‘\ T \“.\ \H\ \““\-‘\ T \”‘ T \“\ T “‘\ T !“ LA B B
miz--> 20 40 60 80 100 120 140
Abundance #10195: Benzene, cyclopropyl-
117.0
6.80 7.00 7.20 7.40
5000 m/z 91.05 15.39%
91.0
51.0 ‘ ‘
YL N NNV Y Y |
miz--> 20 40 60 80 100 120 140
Abundance #10184: Deltacyclene
117.0 6.80 7.00 7.20 7.40
m/z 62.95 8.16%
5000
39.0 910
w0 | Ly
) S WO Y | A SUSDN VLY - o L
m/z--> 20 40 60 80 100 120 140 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072722\

Data File : BF129383.D

Acq On : 27 Jul 2022 18:51

Operator : CG\JU

Sample : N3861-13

Misc MW-21RR

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 Benzene, 1,3-diethyl- Concentration Rank 13

R.T EstConc Area Relative to ISTD R.T.
7.128 2.67 ng 213202 1,4-Dichlorobenzene-d4 6.881
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 95
2 Benzene, 1,4-diethyl- 134 CleHi4 000105-05-5 94
3 Benzene, 1,2-diethyl- 134 CleHi4 000135-01-3 93
4 Benzene, 2-ethyl-1,4-dimethyl- 134 CleHi4 001758-88-9 91
5 Benzene, 1-ethyl-3,5-dimethyl- 134 CleH14 000934-74-7 90
Abundance Scan 823 (7.128 min): BF129383.D\data.ms (-819) (-) m/z 119.10 100.00%
119.1
5000 134.1
91.0
AR A e
51.0 75‘ ‘ 6.80 7.00 7.20 7.40
O 388 T T80 L b hjz 16510 95.34%
miz--> 20 40 60 80 100 120 140
Abundance #17028: Benzene, 1,3-diethyl-
119.0
5000 134.0
6.80 7.00 7.20 7.40
91.0 m/z 134.05 46.65%
39.0 65.0 ‘
0 \1\5\.0‘\‘\‘\ T “\ \“1‘\ “\‘\ T \‘M‘ T T ‘H‘\ \‘\w T \‘\ T
miz—-> 20 40 60 80 100 120 140
Abundance #17027: Benzene, 1,4-diethyl-
119.0
Hﬂm‘/‘\m,m_w[
6.80 7.00 7.20 7.40
5000 134.0 m/z 90.95  27.06%
91.0
41.0
R i Vi O R Y1 N
miz--> 20 40 60 80 100 120 140
Abundance #17032: Benzene, 1,2-diethyl-
119.0 6.80 7.00 7.20 7.40
m/z 77.00 15.43%
5000 134.0
91.0
39.0 65.0
T i P
m/z--> 20 40 60 80 100 120 140 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072722\
Data File : BF129383.D

Acq On : 27 Jul 2022 18:51
Operator : CG\JU

Sample : N3861-13

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 7 Benzene, 1,2-diethyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
7.216 2.40 ng 191993 1,4-Dichlorobenzene-d4 6.881

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 96
2 Benzene, 1,4-diethyl- 134 CleHi4 000105-05-5 90
3 Benzene, 1,3-diethyl- 134 CleHi4 000141-93-5 87
4 1,3,8-p-Menthatriene 134 CleHi4 018368-95-1 83
5 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 81
Abundance Scan 838 (7.216 min): BF129383.D\data.ms (-831) (-) m/z 105.10 100.00%
105.
5000 134.1
77.0
© e0g ‘ “ 6.80 7.00 7.20 7.40 7.60
Oerrrrerrerrrebhreiosg el e AL MLl sz 119,10 92.19%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17026: Benzene, 1,2-diethyl-
105.0
5000 134.0
6.80 7.00 7.20 7.40 7.60
77.0 m/z 134.05 49.08%
O \\‘J-HSH()‘H\‘\“\\H“‘\H\“Ez\ﬂ\H‘\H‘H‘H\\““\H‘\‘\1\’\\‘}‘\‘\\\\‘\\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17029: Benzene, 1,4-diethyl-
105.0
6.80 7.00 7.20 7.40 7.60
5000 134.0 m/z 91.00 37.41%
77.0
27.0 ‘
0 ‘w"w"_‘H“‘m‘}‘:u",M"‘uH‘wu:uH"HH,‘““ww”w
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17034: Benzene, 1,3-diethyl-
119.0 6.80 7.00 7.20 7.40 7.60
m/z 117.00  24.85%
5000 134.0
91.0
39.0 65.0 ‘ ‘
O breprrreprebrrreberetbrtp e e bbb I S L | By
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072722\

Data File : BF129383.D

Acq On : 27 Jul 2022 18:51

Operator : CG\JU

Sample : N3861-13

Misc . MW-21RR

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 8 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 5

R.T EstConc Area Relative to ISTD R.T.
7.645 3.88 ng 449091  Naphthalene-d8 8.163
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 CleH14 000095-93-2 97
2 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 97
3 Benzene, 1,2,3,5-tetramethyl- 134 CleH14 000527-53-7 96
4 Benzene, 1l-ethyl-2,4-dimethyl- 134 CleHi4 000874-41-9 94
5 Benzene, 1-methyl-3-(1-methyleth... 134 Cl0H14 000535-77-3 94
Abundance Scan 911 (7.645 min): BF129383.D\data.ms (-904) (-) m/z 119.10 100.00%
119.1
5000
390  65.0 91"0 1351 7.40 7.60 7.80 8.00
bbb I 2 134005 42.37%
miz--> 20 40 60 80 100 120 140
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 }\)\\\\\‘\\\\‘\\\\‘\\\\’\\\
7.40 7.60 7.80 8.00
91.0 m/z 91.00 16.47%
65.0
O \]_\5\()‘\‘\ T \“‘\ \‘\ T “1‘\ T \“ T \‘\ T “\‘\ \H‘\\]-:\%\ ‘ UL
miz--> 20 60 80 100 120 140
Abundance #17059. Benzene, 1,2,3,4-tetramethyl-
119.0
7.40 7.60 7.80 8.00
5000 m/z 120.10 10.03%
91.0
15.0 39.0 650 | 135.0
) A N S AR P MR NWl“‘M R
m/z--> 20 40 60 80 100 120 140
Abundance #17066: Benzene, 1,2,3,5-tetramethyl- AH“_“‘_“W“H,‘H
119.0 7.40 7.60 7.80 8.00
m/z 133.05 9.15%
5000
91.0
410 430 | ‘ | 1?50
0} BB VN SO il A NS VMY S P
m/z--> 20 40 60 80 100 120 140 7.40 7.60 7.80 8.00

8270-BF072522.M Thu Jul 28 17:56:24 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072722\
Data File : BF129383.D

Acq On : 27 Jul 2022 18:51

Operator : CG\JU

Sample : N3861-13

Misc MW-21RR

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 9 1Indan, 1-methyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
7.834 2.11 ng 244052  Naphthalene-d8 8.163

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Indan, 1-methyl- 132 C1eH12 000767-58-8 90
2 Benzene, 1-methyl-2-(2-propenyl)- 132 C1@H12 001587-04-8 87
3 1H-Indene, 2,3-dihydro-2-methyl- 132 C1eH12 000824-63-5 87
4 Benzene, 2-butenyl- 132 C1eH12 001560-06-1 87
5 1-Phenyl-1-butene 132 C1eH12 000824-90-8 86
Abundance Scan 943 (7.834 min): BF129383.D\data.ms (-940) (-) m/z 117.00 100.00%
117.0
5000 A/\
NS WP V| S N
510 ., 910 7.60 7.80 8.00 8.20
Ol et PR L L 879 m/z 132.00  40.06%
miz--> 20 40 60 80 100 120 140
Abundance #16103: Indan, 1-methyl-
117.0 AA
5000 L B I L LA BN N U
7.60 7.80 8.00 8.20
910 m/z 115.00  25.51%
15.0 39.0 63.0 ‘ ‘ Jl
O\\\‘\‘\‘\\\“\\“i‘\“‘m\\”\“‘\\‘\\“”\\\1‘\%\\.‘\\\\
miz--> 20 40 60 80 100 120 140
Abundance #16167: Benzene, 1-methyl-2-(2-propenyl)-
117.0
7.60 7.80 8.00 8.20
5000 m/z 131.00 12.27%
91.0
390 650 ‘
) S o R P N . N
m/z--> 20 40 60 80 100 120 140
Abundance #16161: 1H-Indene, 2,3-dihydro-2-methyl-
117.0 7.60 7.80 8.00 8.20
m/z 91.00 10.33%
5000
91.0
39.0 65.0
m/z--> 20 40 60 80 100 120 140 7.60 7.80 8.00 8.20

8270-BF072522.M Thu Jul 28 17:56:26 2022 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072722\
Data File : BF129383.D

Acq On : 27 Jul 2022 18:51

Operator : CG\JU

Sample : N3861-13

Misc . MW-21RR

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 10 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
7.898 2.79 ng 323597 Naphthalene-d8 8.163

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 95
2 2,4-Dimethylstyrene 132 C1eH12 002234-20-0 95
3 Benzene, 2-ethenyl-1,3-dimethyl- 132 C1eH12 002039-90-9 86

4 1-Phenyl-1-butene 132 C1leH12 000824-90-8 70
5 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 64

Abundance Scan 954 (7.898 min): BF129383.D\data.ms (-949) (-) m/z 117.05 100.00%

117.1
5000
91.0 1341 SR AV S N
390 650 ‘ | ‘ 7.60 7.80 8.00 8.20
Ol b gl 1801 119 10 63.66%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
91.0 7.60 7.80 8.00 8.20
51.0 m/z 132.05 37.49%
27.0 '
74.
0 \\\’\‘\ T \“i‘\ \\L\““H\ \”1&\\‘} T “H‘\\ ’\\\\.’ L
miz--> 20 40 60 80 100 120 140 160
Abundance #16113: 2,4-Dimethylstyrene
117.0
e
7.60 7.80 8.00 8.20
5000 m/z 114.95 30.53%
91.0
39.0
‘ 63.0
15.0
OFrrly ‘ i M Hw““ bt ,%4? e
m/z--> 20 40 60 80 100 120 140 160
Abundance #16150: Benzene, 2-ethenyl-1,3-dimethyl-
117.0 7.60 7.80 8.00 8.20
m/z 134.05  25.59%
5000
91.0
39.0 66.0
ol280 L L a0
m/z--> 20 40 60 80 100 120 140 160 7.60 7.80 8.00 8.20

8270-BF072522.M Thu Jul 28 17:56:26 2022 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072722\
Data File : BF129383.D

Acq On : 27 Jul 2022 18:51

Operator : CG\JU

Sample : N3861-13

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 11 Hexadecanoic acid, methyl e... Concentration Rank 12

R.T EstConc Area Relative to ISTD R.T.
11.792 2.73 ng 280938  Phenanthrene-die 11.416
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 94
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 91
3 Methyl tetradecanoate 242 C15H3002 000124-10-7 91

005129-58-8 90
007132-64-1 90

4 Tridecanoic acid, 12-methyl-, me... 242 C15H3002
5 Pentadecanoic acid, methyl ester 256 C16H3202

Abundance Scan 1616 (11.792 min): BF129383.D\data.ms (-1613) (- m/z 74.00 100.00%
74.0
5000
43.0
143.0 1150 o
227.2 11.50 12.00
11.0 185.2
Oberrrrtbebh b b S L 2822 T 2701 s 86.95  70.88%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #161203: Hexadecanoic acid, methyl ester
74.0
5000 — A
43.0 11.50 12.00
143.0 m/z 43.05 35.90%
‘ M‘ o ‘ 1850 2270 270C
O\\\‘\\‘\\“\\\\“\\“\‘\“}‘1\\‘]‘T\\‘\‘\‘\\‘\\‘\\\\‘\\‘\\‘\‘\\\‘\\\\‘\‘\\\‘\\\\’\\‘\\’
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
—r —
11.50 12.00
5000 43.0 m/z 55.00 28.35%
o ‘ M‘ \MH 1014‘30 185.0 227.0 270
Hw‘Hw‘Hw‘Hw‘Hw‘Hw‘HW‘HW‘HW‘HW‘HW‘HW‘HW‘HW
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126209: Methyl tetradecanoate T —
74.0 11.50 12.00
m/z 41.10 27 .47%
5000
43.0
M | 1430 1990 2420
0“WH‘wH‘ﬂHMWM‘&HH‘HH‘kH‘HH‘HH\HH‘HHHHH,HH, — —
m/z--> 20 40 60 80 100120140160180200220240260 11.50 12.00

8270-BF072522.M Thu Jul 28 17:56:27 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072722\
Data File : BF129383.D

Acq On : 27 Jul 2022 18:51
Operator : CG\JU

Sample : N3861-13

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 12 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.933 3.37 ng 346287  Phenanthrene-di0 11.416
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Tetradecanoic acid 228 (C14H2802 000544-63-8 93
4 Pentadecanoic acid 242 C15H3002 001002-84-2 90
5 Isopropyl palmitate 298 C19H3802 000142-91-6 72
Abundance Scan 1640 (11.933 min): BF129383.D\data.ms (-1637) (- m/z 73.00 100.00%
43.1 73.0
5000
129.0
213.2 1
‘ 157.1185.1 256.1 12.00
0l m/z 43.10 90.16%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143510:n-Hexadecanok:add
5000 129.0 T
12.00
. 157.01g5 2130 256.0 m/z 60.00 84.28%
(o}
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #92069: Tridecanoic acid
73.0
=
43.0 12.00
5000 129.0 m/z 55.10 74.25%
171.0
‘ 214.0
AInyysh
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #109281: Tetradecanoic acid T
73.0 12.00
43.0 m/z 57.05 73.38%
5000
129.0
185.0 228.0
m/z--> 20 40 60 80 100120140160180200220240260280 12.00

8270-BF072522.M Thu Jul 28 17:56:27 2022 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072722\
Data File : BF129383.D

Acq On : 27 Jul 2022 18:51

Operator : CG\JU

Sample : N3861-13

Misc . MW-21RR

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 13 Cyclohexadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.475 4.02 ng 412592  Phenanthrene-d10 11.416
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexadecane 224 C1éH32 000295-65-8 96
2 n-Heptadecanol-1 256 C17H360 001454-85-9 95
3 Bromoacetic acid, hexadecyl ester 362 C18H35Bro02 005454-48-8 94
4 1-Octadecanol 270 C18H380 000112-92-5 94
5 Z-5-Nonadecene 266 C19H38 1000131-11-8 94
Abundance Scan 1732 (12.474 min): BF129383.D\data.ms (-1728) () ' m/z 55.05 100.00%
55.0 83.1
5000
125.0 Sl
12.50
153 9
(- ““ . ‘ ‘ H‘ A A G A821212124122701 0 83,10 90.24%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #104594: Cyclohexadecane
55.0
5000 1
12.50
m/z 43.10 90.04%
27,0 12
0 “ L \‘ ‘ ‘ F hlsfl 0 19§ 022\4 0
H\‘HH‘H\ ‘HH‘HH‘HH‘HH‘HH‘HH‘\\H’HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #143654: n-Heptadecanol-1
55.0
97.0 —_—
12.50
5000 m/z 69.05 84.08%
e ‘Hw Hw‘Hw‘HW‘HW‘HW‘HW‘HW‘HW‘HW‘HW
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #271371: Bromoacetic acid, hexadecyl ester ——
43.0 12.50
83.0 m/z 57.05 82.94%
5000
111.0
b L LSS 2500280 s 14
m/z--> 20 40 60 80 100120140160180200220240260 12.50

8270-BF072522.M Thu Jul 28 17:56:28 2022 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072722\
Data File : BF129383.D

Acq On : 27 Jul 2022 18:51

Operator : CG\JU

Sample : N3861-13

Misc . MW-21RR

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 14 6-Octadecenoic acid, methyl... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.504 7.00 ng 719141  Phenanthrene-di10 11.416
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 6-Octadecenoic acid, methyl ester 296 C19H3602 052355-31-4 99
2 6-Octadecenoic acid, methyl este. 296 C19H3602 002777-58-4 99
3 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 98
4 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 97
5 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 97
Abundance Scan 1737 (12.504 min): BF129383.D\data.ms (-1734) (- m/z 55.05 100.00%
55.0
87.0
5000
23.1 — :
H F ‘ 1602 2222 2643 12.50
ob— “u \‘ Il m‘m‘ \‘\“M‘mhm s “ g ;\L e ‘H‘ ‘296‘ m/z 74.00 72.61%
miz--> 50 100 150 200 250 300
Abundance #194411: 6-Octadecenoic acid, methyl ester
41.0| 74.0
5000 — :
12.50
10.0 264.0 m/z 41.10 66.88%
H 141.0 180.0 222.0
ok H“\ ‘u 5 1
miz—-> 50 100 150 200 250 300
Abundance #194447: 6-Octadecenoic acid, methyl ester, (2)-
41.0
74.0
R \
12.50
5000 m/z 69.10 58.55%
10.0
222.0
180.0
L w0 190 | e
0‘\‘ Jl u\m m ”H‘H b
m/z--> 50 100 150 200 250 300
Abundance #194422: 16-Octadecenoic acid, methyl ester —— :
55.0 12.50
m/z 87.00 53.02%
5000 87.0
264.0
23.0 180.0 222.0 ‘
oL H“ L b \‘H‘ HL\ “ ‘n ‘\m‘u‘ . fls g by - ;‘ — “‘ ‘2‘96(: —r
m/z--> 100 150 200 250 300 12.50

8270-BF072522.M Thu Jul 28 17:56:29 2022 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072722\
Data File : BF129383.D

Acq On : 27 Jul 2022 18:51

Operator : CG\JU

Sample : N3861-13

Misc . MW-21RR

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 15 Methyl stearate Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.592 2.30 ng 236341  Phenanthrene-die 11.416
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 96
2 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 93
3 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86
4 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 83
5 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 80
Abundance Scan 1752 (12.592 min): BF129383.D\data.ms (-1749) (- m/z 74.00 100.00%
74.0
5000( 430 U\
143.0 N —r :
g [ 90 %2 e T
ob—— “ S et L S e m/z 87.00 80.02%
miz-> 100 150 200 250 300
Abundance #197273: Methyl stearate
74.0
5000 43.0 =1 \
12.50
143.0 m/z 43.05 40.63%
‘ 199.0 255.0 208.( /
Oww‘w \‘\‘\\“‘ ‘\\ \‘H\‘]T‘\‘O\H‘\‘ ““‘i“““\“‘“‘““\
miz--> 50 100 150 200 250 300
Abundance #197353: Heptadecanoic acid, 16-methyl-, methyl ester
74.0
R \
12.50
5000 m/z 55.00 27.52%
143.0 255.0
. ‘ 199.0 298.(
0“““‘ “““H‘h““““‘\““L‘i““‘ ‘\‘\‘m““\‘
miz--> 100 150 200 250 300
Abundance #143569: Pentadecanoic acid, methyl ester —— ‘
74.0 12.50
m/z 41.10 22.83%
5000
43.0
‘ 143.0
213.0 256.0
- u‘ WLl 3110, “m 1820 |, AT Al
m/z--> 100 150 200 250 300 12.50

8270-BF072522.M Thu Jul 28 17:56:30 2022 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072722\
Data File : BF129383.D

Acq On : 27 Jul 2022 18:51

Operator : CG\JU

Sample : N3861-13

Misc . MW-21RR

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 16 Bis(2-ethylhexyl) maleate Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

12.651 3.28 ng 337184  Phenanthrene-di0 11.416
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Bis(2-ethylhexyl) maleate 340 C20H3604 000142-16-5 80
2 Oxalic acid, 2-ethylhexyl ethyl ... 230 C12H2204 1000309-38-4 43
3 Pentanoic acid, 4-methyl-, penty... 186 C11H2202 025415-71-8 35
4 2-Ethyl-1-hexanol, pentafluoropr... 276 C11H17F502 959012-82-9 30
5 Sulfurous acid, 2-ethylhexyl non... 320 C17H3603S 1010309-19-2 27

Abundance Scan 1762 (12.651 min): BF129383.D\data.ms (-1759) (- m/z 57.10 100.00%
7.1

57.
117.0
5000

[ —
12.50 13.00
\“ \‘\ “‘\ ‘““ \‘\ H“\ 1530‘18\51 2292 2811
L
1

o

— Rt T T eede Ol m/z 117.00 69.32%

miz--> 50 00 150 200 250 300
Abundance #248540: Bis(2-ethylhexyl) maleate
57. 11y.0

0
5000 T
12.50 13.00
I u‘\ !

m/z 71.10 67.20%

0260, | 1710 21105430 2830

T T T ‘ ’ T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T

miz--> 50 100 150 200 250 300

Abundance #111171: Oxalic acid, 2-ethylhexyl ethyl ester
57.0

e T
12.50 13.00
5000 m/z 70.10 51.57%
112.0
157.0
2 L 0 O N e
miz--> 50 100 150 200 250 300
Abundance #60829: Pentanoic acid, 4-methyl-, pentyl ester = =
70.0 12.50 13.00
117.0 m/z 100.00  47.48%
5000
29.0 /\A\
0 O A —— ML
m/z--> 50 100 150 200 250 300 12.50 13.00

8270-BF072522.M Thu Jul 28 17:56:31 2022 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072722\
Data File : BF129383.D

Acq On : 27 Jul 2022 18:51

Operator : CG\JU

Sample : N3861-13

Misc MW-21RR

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 17 1-Eicosene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.916 2.88 ng 201088 Chrysene-di12 14.057
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Eicosene 280 C20H40 003452-07-1 97
2 13-Tetradecen-1-0l1 acetate 254 C16H3002 056221-91-1 94
3 1-Heneicosanol 312 C21H440 015594-90-8 94
4 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 94
5 1-Nonadecene 266 C19H38 018435-45-5 94
Abundance Scan1977(13916num BF129383.D\data.ms (-1974) (- m/z 57.05 100.00%
57.
97.0
5000
48.2 AL
39.0 14.00
190.2
o HE— ‘ " \;‘\‘\“\M ‘\:‘1“\“‘1‘ “ih“‘”“““ lps }u‘ \M‘ ‘HH"\M " \%‘93‘9‘ : ‘3‘?5‘| m/z 43.10 91.88%
m/z--> 50 100 150 200 250 300 350
Abundance #173725: 1-Eicosene
57.0 97.0
5000 T
14.00
ngo 280.0 m/z 83.05 88.45%
OL‘S‘Q“ | “\Hr‘r ‘\‘ “ \ \“\ \H ‘ d\ h‘ ! “3‘9 ’\ —~ ‘\ i
miz--> 50 100 150 200 250 300 350
Abundance #140821: 13-Tetradecen-1-ol acetate
43.0
——
14.00
5000 m/z 55.00 84.40%
0L ‘\‘ H h\ \\u\‘\ \h ‘\\‘67‘9‘208“0‘2‘540 e
m/z--> 50 100 150 200 250 300 350
Abundance #215083: 1-Heneicosanol T
55.0 14.00
97.0
m/z 97.05 79.48%
5000
oiso L1111 20 000200 -
m/z--> 50 100 150 200 250 300 350 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072722\
Data File : BF129383.D

Acq On : 27 Jul 2022 18:51

Operator : CG\JU

Sample : N3861-13

Misc . MW-21RR

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 18 trans-Geranylgeraniol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.898 4.69 ng 291639  Perylene-di12 15.551
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 trans-Geranylgeraniol 290 C20H340 024034-73-9 92
2 Squalene 410 C30H50 000111-02-4 90
3 Supraene 410 C30H50 007683-64-9 87
4 5,9,13,17-Tetramethyl 4,8,12,16-... 332 C22H3602 1000432-37-9 78
5 1,5,9-Undecatriene, 2,6,10-trime... 192 C14H24 062951-96-6 72
Abundance Scan 2144 (14.898 min): BF129383.D\data.ms (-2141) (- m/z 69.05 100.00%
69.0
5000 “WAMWAW
_— ==
‘ 192.2 14.50 15.00
(N M“ \ Ae 231 8422  m/z 81.10  50.30%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #187023: trans-Geranylgeraniol
69.0
5000 = e
14.50 15.00
‘ 210 m/z 41.00 24.37%
O‘ T \J\ M ‘HJ\ “‘M \HL‘ \ ‘\M\hm\ H‘ T ?‘\8\9‘()\ T 1\25‘7\ \0\ T ‘ LI ‘ LI ‘ T
miz--> 0 50 100 150 200 250 300 350 400
Abundance #308260: Squalene
69.0
— ——
14.50 15.00
5000 m/z 95.05 13.31%
137.0
otz b u‘”‘ Wl [ oih0 | 2730 8410 410
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #308259: Supraene “ —
69.0 14.50 15.00
m/z 68.05 11.88%
5000
137.0
0 oy 1910 273.0 341.0 4104
e S — —
m/z--> 0 50 100 150 200 250 300 350 400 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072722\
Data File : BF129383.D

Acqg On : 27 Jul 2022 18:51
Operator : CG\JU

Sample : N3861-13

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072522.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-Butanol, 2,3-... 3.263 2.3 ng 180799 1 6.881 1597070 20.0
2-Pentanone, 4-... 5.116 2.4 ng 187616 1 6.881 1597070 20.0
Benzene, propyl- 6.340 3.7 ng 294526 1 6.881 1597070 20.0
Indane 7.057 11.1 ng 888425 1 6.881 1597070 20.0
Benzene, 1,3-di... 7.128 2.7 ng 213202 1 6.881 1597070 20.0
Benzene, 1,2-di... 7.216 2.4 ng 191993 1  6.881 1597070 20.0
Benzene, 1,2,4,... 7.645 3.9 ng 449091 2 8.163 2317840 20.0
Indan, 1-methyl- 7.834 2.1 ng 244052 2 8.163 2317840 20.0
Benzene, 2-ethe... 7.898 2.8 ng 323597 2 8.163 2317840 20.0
Hexadecanoic ac... 11.792 2.7 ng 280938 4 11.416 2054520 20.0
n-Hexadecanoic ... 11.933 3.4 ng 346287 4 11.416 2054520 20.0
Cyclohexadecane 12.475 4.0 ng 412592 4 11.416 2054520 20.0
6-Octadecenoic ... 12.504 7.0 ng 719141 4 11.416 2054520 20.0
Methyl stearate 12.592 2.3 ng 236341 4 11.416 2054520 20.0
Bis(2-ethylhexy... 12.651 3.3 ng 337184 4 11.416 2054520 20.0
1-Eicosene 13.916 2.9 ng 201088 5 14.057 1396360 20.0
trans-Geranylge... 14.898 4.7 ng 291639 6 15.551 1244580 20.0
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