LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110223\
Data File : BF136102.D

Acqg On : 02 Nov 2023 18:30
Operator : CG\JU

Sample : 05049-01

Misc :

ALS Vvial : 13  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-BF103023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF136102.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.040 498 502 510 rVB 59011 66613 1.86% ©.353%
2 5.440 566 570 574 rBV 1407535 1325878 37.05% 7.024%
3 6.445 737 741 749 rVB 897611 839922 23.47% 4.449%
4 6.816 801 804 808 rBV 782032 626764 17.51%  3.320%
5 6.887 812 816 822 rBV2 46266 81558 2.28% 0.432%
6 7.216 868 872 881 rBV 40638 48018 1.34% 0.254%
7 7.381 895 900 903 rBV 1969442 2012043 56.23% 10.658%
8 7.481 910 917 921 rBV 88461 122024 3.41% 0.646%
9 7.845 973 979 985 rVB3 116733 163920 4.58% 0.868%
10 8.010 1004 1007 1010 rBV 45894 49952  1.40% 0.265%
11 8.039 1010 1012 1018 rVB 88786 69180 1.93% 0.366%
12 8.098 1018 1022 1025 rBV 1108616 828898 23.16% 4.391%
13 8.122 1025 1026 1031 rVB 60580 48183 1.35% ©0.255%
14 8.375 1066 1069 1072 rVB 93592 68424 1.91% 0.362%
15 8.451 1076 1082 1087 rBV 196201 212048 5.93% 1.123%
16 8.498 1087 1090 1097 rVB3 44011 69769 1.95% 0.370%
17 9.010 1173 1177 1180 rBV 47550 50280 1.41% 0.266%
18 9.086 1184 1190 1195 rBV 50707 71334 1.99% 0.378%
19 9.181 1202 1206 1209 rBV 4154519 3578517 100.00% 18.956%
20 9.857 1317 1321 1324 rBV 1136632 878632 24.55% 4.654%
21 10.275 1388 1392 1396 rBV2 68494 92938 2.60% 0.492%
22 10.651 1449 1456 1459 rBV 2200284 2014887 56.31% 10.673%
23 10.863 1489 1492 1496 rVB5 31847 40601 1.13% 0.215%
24 11.075 1525 1528 1532 rVB2 64365 60138 1.68% 0.319%
25 11.222 1550 1553 1558 rVB5 33644 53187 1.49% 0.282%
26 11.351 1571 1575 1578 rVB 855388 740862 20.70%  3.925%
27 11.469 1592 1595 1601 rBV3 64129 95790 2.68% 0.507%
28 11.527 1602 1605 1612 rVB2 59494 87190 2.44% 0.462%
29 11.892 1663 1667 1675 rBV2 222451 233049 6.51% 1.235%
30 12.680 1798 1801 1810 rVB 101660 109366 3.06% ©.579%
31 12.769 1813 1816 1820 rBV 281444 232483 6.50% 1.232%
32 12.951 1843 1847 1850 rBvV 2856380 2517864 70.36% 13.338%
33 12.980 1850 1852 1858 rVB 143690 119724  3.35% 0.634%
34 13.745 1979 1982 1985 rBV 168329 128974 3.60% 0.683%
35 13.804 1989 1992 1997 rBV 55680 58370 1.63% 0.309%
36 13.898 2004 2008 2013 rBV3 39432 64950 1.81% 0.344%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110223\
Data File : BF136102.D

Acqg On : 02 Nov 2023 18:30
Operator : CG\JU

Sample : 05049-01

Misc

ALS Vvial : 13  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-BF103023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 14.004 2022 2026 2030 rBV 616481 537225 15.01%  2.846%
38 15.492 2274 2279 2287 rBV 407879 478073 13.36%  2.532%

Sum of corrected areas: 18877628
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110223\
Data File : BF136102.D

Acqg On : 02 Nov 2023 18:30
Operator : CG\JU

Sample : 05049-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF136102.D\data.ms
4000000

3500000
3000000
2500000
2000000 7.381
1500000 5.440

1000000 6.445 6.816

500000
5.040 .887 7.216|7-481

Time--> 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60
Abundance TIC: BF136102.D\data.ms
4000000 9.181

o

3500000
3000000 12.951

2500000

10.651

2000000

1500000
8.098
1000000

500000 11.892

784302 8.3¢55 9.0118 10.8681.0752221 18627
e ‘ Pt S — == =
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance TIC: BF136102.D\data.ms
4000000

3500000
3000000
2500000
2000000
1500000
1000000

14.004
500000 15.492

15d0e0
0 T ‘ T T T T ‘ T T T T ‘ T T T ‘ T T ‘ T T ‘ T T ‘ T T T T T T ‘ T T ‘ T
Time->  13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110223\
Data File : BF136102.D

Acqg On : 02 Nov 2023 18:30
Operator : CG\JU

Sample : 05049-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.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 13
R.T. EstConc Area Relative to ISTD R.T.
5.040 2.13 ng 66613  1,4-Dichlorobenzene-d4 6.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
3 Acetone 58 C3H60 000067-64-1 12
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 Acetamide, N-(cyanomethyl)- 98 C4H6N20 004814-80-6 9
Abundance Scan 502 (5.040 min): BF136102.D\data.ms (-498) (-) m/z 43.05 100.00%
59.1
5000
101.0 T T T
4.80 5.00 5.20 5.40
N | 83.0 9
ot e e m/z 59.10 57.11%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 UL L L L I I BN R
4.80 5.00 5.20 5.40
101.0 m/z 101.00 19.01%
| L il 8370 |
O \\\’\\\\‘\\H‘\H‘\“H\\’\\\\‘\\\‘\‘\H\‘H\\’\\\\‘\\H‘\\H‘\
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance
43.0
 EAREmEE
4.80 5.00 5.20 5.40
5000 m/z 58.10 17.14%
58.0
. 150 590 72.0 100.0
e e e
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #237: Acetone e AR
43.0 4.80 5.00 5.20 5.40
m/z 56.10 7.32%
5000
15.0
58.0
m/z--> 0 10 20 30 40 50 60 70 80 90 100 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110223\
Data File : BF136102.D

Acqg On : 02 Nov 2023 18:30
Operator : CG\JU

Sample : 05049-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.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 1-Hexanol, 2-ethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
6.887 2.60 ng 81558 1,4-Dichlorobenzene-d4 6.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 72
2 Heptane, 1,1'-oxybis- 214 C14H300 000629-64-1 53
3 2-Ethyl-1-hexanol, methyl ether 144 C9H200 1000365-10-2 50
4 Oxalic acid, isobutyl heptyl ester 244 C13H2404 1000309-37-2 47
5 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 47

Abundance Scan 816 (6.887 min): BF136102.D\data.ms (-812) (-) m/z 57.10 100.00%

57.1
MJK
83-1 \\\‘\\\\‘\\\\‘\\\\‘\\\\
39# H ‘ ‘ 119.0 6.60 6.80 7.00 7.20
0Frrr el m/z 40.95 33.81%
m/z--> 20 40 60 80 100 120 140 160
Abundance #15695: 1-Hexanol, 2-ethyl-
57.0
5000 L LU L R
6.60 6.80 7.00 7.20
290 83.0 m/z 43.05 28.97%
miz--> 20 40 60 80 100 120 140 160
Abundance
57.0
R R AlAiRan
6.60 6.80 7.00 7.20
5000 m/z 55.10 25.47%
97.0
oS0 AT0 1710
m/z--> 20 40 60 80 100 120 140 160
Abundance #24450: 2-Ethyl-1-hexanol, methyl ether AN
57.0 6.60 6.80 7.00 7.20
m/z 56.05 20.01%
5000
830 112.0
29.0
0 \H‘\‘;‘\ \Hw‘\ iy \‘1“\ \ “!w \ \“‘ R R \1\4‘1\'9\ S RRRE
m/z--> 20 40 60 80 100 120 140 160 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110223\
Data File : BF136102.D

Acqg On : 02 Nov 2023 18:30
Operator : CG\JU

Sample : 05049-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.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 Hexanoic acid, 2-ethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
7.481 2.94 ng 122024  Naphthalene-d8 8.098

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 80
2 Heptanoic acid, 2-ethyl- 158 C9H1802 003274-29-1 53
3 Acetic acid, diethyl- 116 C6H1202 000088-09-5 53
4 Butanoic acid, 2-methyl-, methyl... 116 C6H1202 000868-57-5 47
5 2-Ethyl-4-methylpentanoic acid 144 C8H1602 000108-81-6 45
Abundance Scan 917 (7.481 min): BF136102.D\data.ms (-910) (-) m/z 73.00 100.00%
5000
41.0
101.0
I ‘ ‘ 7.20 7.40 7.60 7.80
Ol il g L1290 s sgi1e 75.68%
miz--> 20 40 60 80 100 120 140 160
Abundance #24093: Hexanoic acid, 2-ethyl-
73.0
5000 L L L I BN LR
41.0 7.20 7.40 7.60 7.80
101.0 m/z 57.85  33.54%
Ot \‘.O\H\ \‘i“\‘\ T \“\‘\ T — “\ T \‘! ‘1\2\9\.9‘ T
miz--> 20 40 60 80 100 120 140 160
Abundance
88.0
7.20 7.40 7.60 7.80
5000 m/z 41.05 30.64%
41.0
71.0
0 158.0
— e e e e e e
m/z--> 20 40 60 80 100 120 140 160
Abundance #9193: Acetic acid, diethyl- R ARaaEa e
43.0 88.0 7.20 7.40 7.60 7.80
m/z 54.95 24.66%
5000
71)0
26, \‘ ‘ \
O v e e R S
m/z--> 20 40 60 80 100 120 140 160 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110223\
Data File : BF136102.D

Acqg On : 02 Nov 2023 18:30
Operator : CG\JU

Sample : 05049-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 4 (+)-2-Bornanone Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
7.845 3.96 ng 163920 Naphthalene-d8 8.098

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (+)-2-Bornanone 152 C10H160 000464-49-3 96
2 Camphor 152 C10H160 000076-22-2 95
3 Bicyclo[2.2.1]heptan-2-one, 1,7,... 152 C10H160 000464-48-2 94
4 1,3-Dimethyl-1-cyclohexene 110 C8H14 002808-76-6 46
5 Bicyclo[2.2.1]heptane-2-carboxal... 124 C8H120 003574-55-8 43
Abundance Scan 979 (7.845 min): BF136102.D\data.ms (-973) (-) m/z 95.05 100.00%
95.0
5000 41.1
69.0
R e e T
‘ ‘ o3 152.1 7.60 7.80 8.00 8.20
0 """"N“wliNL‘W“:NLM‘Mﬁ“‘H“J“‘u“ m/z 81.10  62.58%
miz--> 20 40 60 80 100 120 140
Abundance #29112: (+)-2-Bornanone
41.0 95.0
5000
69.0 7.60 7.80 8.00 8.20
152.0 m/z 41.10 42.77%
0 \1\5‘\.?\ \‘\ T i“\ \M‘H T \‘!‘\ \‘ \\‘\M“ T T \“ T
miz--> 20 40 60 80 100 120 140
Abundance
41.0 95.0
O RREEREEREE
7.60 7.80 8.00 8.20
m/z 108.10 36.83%
5000 69.0 /
152.0
121.0
L L R
m/iz--> 20 40 60 80 100 120 140
Abundance #29373: Bicyclo[2.2.1]heptan-2-one, 1,7,7-trimethyl-, (1S REaRE ‘/‘\ ERREEE R
95.0 7.60 7.80 8.00 8.20
m/z 55.05 32.65%
5000 410 69.0
152.0
0 15.0 | \‘ ‘\ 123.0 | ‘\
! e e R RERERY
m/z--> 20 40 60 80 100 120 140 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110223\
Data File : BF136102.D

Acqg On : 02 Nov 2023 18:30
Operator : CG\JU

Sample : 05049-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.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 Nonanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
8.451 5.12 ng 212048 Naphthalene-d8 8.098

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonanoic acid 158 C9H1802 000112-05-0 62
2 Octanoic acid, silver(1+) salt 250 C8H15Ag02 024927-67-1 38
3 Pentanoic acid, 3-methyl- 116 C6H1202 000105-43-1 35
4 Hexanoic acid 116 C6H1202 000142-62-1 35
5 Butanoic acid 88 C4H802 000107-92-6 35
Abundance Scan 1082 (8.451 min): BF136102.D\data.ms (-1076) (-) m/z 60.00 100.00%
60.0
5000 107.1 A\
R EBARAREEREEE R
‘ | “ “ 60 8.20 8.40 8.60 8.80
ob ALl 1880 o myz 72,95 80.45%
miz--> 50 100 150 200 250 300 350
Abundance #35300: Nonanoic acid
60.0
5000 TT T A T T T [ iiT
115.0 8.20 8.40 8.60 8.80
m/z 57.05 64.02%
O]TS\Q ‘”“ “M\‘h‘\ “L“ T L \1‘5§\0\ LB L I B
miz--> 50 100 150 200 250 300 350
Abundance
60.0
P T R
127.0 8.20 8.40 8.60 8.80
5000 m/z 41.05 51.02%
0 216.0 273.0 359.(
T e e T
m/z--> 50 100 150 200 250 300 350
Abundance #9227 Pentanoic acid, 3-methyl- O AARE e AREEE R
60.0 8.20 8.40 8.60 8.80
m/z 55.00 43.62%
m/z--> 50 100 150 200 250 300 350 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110223\
Data File : BF136102.D

Acqg On : 02 Nov 2023 18:30
Operator : CG\JU

Sample : 05049-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.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 unknownl1®.275 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.275 2.12 ng 92938  Acenaphthene-dile 9.857
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,2,4-Trimethyl-1,3-pentanediol ... 286 C16H3004 006846-50-0 47
2 Phenmetrazine 177 C11H15NO 000134-49-6 38
3 3-Buten-2-0l, 1-bromo-2-methyl- 164 C5H9BroO 036219-40-6 38
4 Pentane, 1-bromo- 150 C5H11Br 000110-53-2 38
5 Cyclohexanol, 2,2-dichloro-1-met... 182 C7H12C120 1000115-65-2 38

Abundance Scan 1392 (10.275 min): BF136102.D\data.ms (-1388) (- m/z 71.05 100.00%

71.0
5000 43.0 149.0

—
1111 177.0 10.00 10.50
_‘HWmWwMthmwﬂ¢mupﬂmywﬂ_ugﬁfﬁugﬁ%f‘uu‘ m/z 43.05 51.24%

m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #181446: 2,2,4-Trimethyl-1,3-pentanediol diisobutyrate
71.0

o

5000 — —
43.0 10.00 10.50
m/z 149.00 47.10%
111.0 159.0 243.0
O‘HH“\H‘l‘\H\“H‘\\H‘H‘H‘\\H“\H‘\“\H‘\‘\\\\‘\2\17\5‘.\0\\\“\\\\‘2ZJ\-\-$
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance
71.0
et el
220 10.00 10.50
5000 m/z 56.05 12.82%
105.0 177.0
0 144.0
Ramaas A e R A RAAAARamasezmas s
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #39931: 3-Buten-2-ol, 1-bromo-2-methyl- ——
71.0 10.00 10.50

m/z 111.10 10.51%

5000
43.0
149.0
I \L il 121.0: 77

T T
m/z--> 20 40 60 80 100120 140160 180200 220 240 260 10.00 10.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110223\
Data File : BF136102.D

Acqg On : 02 Nov 2023 18:30
Operator : CG\JU

Sample : 05049-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.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 unknownll.469 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.469 2.59 ng 95790  Phenanthrene-d1e 11.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7-(2-Hydroxypropan-2-yl)-1,4a-di... 240 C15H2802 092857-25-5 27
2 Hexanedioic acid, mono(2-ethylhe... 258 C14H2604 004337-65-9 25
3 2-Naphthalenemethanol, decahydro... 222 C15H260 000473-15-4 25
4 2-Naphthalenemethanol, 1,2,3,4,4... 222 C15H260 000473-16-5 22
5 Cyclohexanecarboxylic acid, cycl... 196 C12H2002 005420-91-7 14
Abundance Scan 1595 (11.469 min): BF136102.D\data.ms (-1592) (- m/z 43.00 100.00%
43.0
701 129.0
5000
101.
164.1 11E0
H 198.0222'1 11.50
ol vyl m/z 55.10  95.56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #123743: 7-(2-Hydroxypropan-2-yl)-1,4a-dimethyldecahy
149.0
59.0
5000 109.0 T
11.50
. m/z 59.00 71.66%
: 189.0
N 31.0 \\“Hl‘\\‘L“‘\‘\‘\\“\H\\\“\\‘\\‘}‘\\?‘2\5)\.\()
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
129.0
70.0
——
11.50
5000 410 m/z 129.00 62.29%
101.0
0 157.0 199.0
R o R e R R REATE S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #102106: 2-Naphthalenemethanol, decahydro-.alpha.,.al e
59.0 11.50
m/z 41.05 59.30%
- T NLJ\/VJ\/\WVVJL
0“W‘H‘,MMU$W? : —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110223\
Data File : BF136102.D

Acqg On : 02 Nov 2023 18:30
Operator : CG\JU

Sample : 05049-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.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 Triethylene glycol di(2-eth... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.528 2.35 ng 87190  Phenanthrene-dle 11.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triethylene glycol di(2-ethylhex... 402 C22H4206 000094-28-0 50
2 Tetraethylene glycol 194 C8H1805 000112-60-7 27
3 Hexaethylene glycol 282 C12H2607 002615-15-8 16
4 Heptaethylene glycol 326 C14H3008 005617-32-3 16
5 2-{2-[2-(Hexyloxy)ethoxy]ethoxy}... 234 C12H2604 025961-89-1 16
Abundance Scan 1605 (11.527 min): BF136102.D\data.ms (-1602) (| m/z 57.10 100.00%
57.1
5000 1711 MM\
9.0 T \
11.50
ob bbbl Ldzmr s uses rnen
m/z--> 50 100 150 200 250 300 350 400
Abundance #303610: Triethylene glycol di(2-ethylhexoate)
57.0 171.0
127.0
5000 o :
11.50
m/z 171.05  44.94%
O LI ‘\ ‘M \“H“\ “““ ““\‘H\‘\ \“‘h‘ H “\ ‘\2"].\‘4\.(\) \2‘5§.\0\3\0‘2\.(\)3\4\.6‘-\0\ \4'\0’2\.‘
m/z--> 50 100 150 200 250 300 350 400
Abundance
45.0
11.50
5000 m/z 89.00 38.10%
89.0
133.0
ol b k- e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #175225: Hexaethylene glyco
45.0 11.50
m/z 99.05 24.82%
5000 89.0
133.0
obd bl [ 1980200 -
m/z--> 50 100 150 200 250 300 350 400 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110223\
Data File : BF136102.D

Acqg On : 02 Nov 2023 18:30
Operator : CG\JU

Sample : 05049-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.892 6.29 ng 233049  Phenanthrene-di10 11.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 n-Decanoic acid 172 C10H2002 000334-48-5 62
Abundance Scan 1667 (11.892 min): BF136102.D\data.ms (-1663) (| m/z 73.00 100.00%
43.0 | 73.0
213.2 ~ A
0 157.1185.2 ‘ 256.1 1150 12.00
0! Ll ‘”lm”m‘w\ me‘w‘ hiboe m/z 59.95  94.26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 [ T
11.50 12.00
97.0 157018502130 256.0 m/z 43.05 87.55%
O \H‘HH“}‘HH\H \H‘\\‘H\‘Hwh“‘\\”‘l‘\“\‘H‘HH‘HH‘HH‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance
43.0 730
— ——
11.50 12.00
5000 129.0 m/z 57.05 73.28%
171.0
101.0 214.0
0 15.0
R an e e e e
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #126199: Pentadecanoic acid — —
43.0 ,73.0 11.50 12.00
m/z 55.05 68.80%
5000 129.0
199.0
s ) e T
0%?Rkwﬁuw‘MkWmWLﬂWNW‘_H‘_ﬂ‘mu‘wu‘wu‘wu‘_ — —r—
m/z--> 20 40 60 80 100120140160 180200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110223\
Data File : BF136102.D

Acqg On : 02 Nov 2023 18:30
Operator : CG\JU

Sample : 05049-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

12.680 4.07 ng 109366  Chrysene-di12 14.004
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 95
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 n-Decanoic acid 172 C10H2002 000334-48-5 86
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 74
5 Undecanoic acid 186 C11H2202 000112-37-8 64

Abundance Scan 1801 (12.680 min): BF136102.D\data.ms (-1798) (- m/z 59.95 100.00%
.0

6Q
5000 129.0

1851 2412 e
‘ ‘ 284 12.50 13.00
o — m/z 43.05 98.64%

m/z--> 50 100 150 200 250
Abundance #179089: Octadecanoic acid
73.0
43.0

5000 129.0

T
12.50 13.00
m/z 72.95 90.02%

‘ 185.0 5410 284
— \“ \“\ ! H‘\ “H“‘ M”‘L w‘u‘\‘h} il - ‘\ B “‘ R ““
miz--> 50 100 150 200 250
Abundance

43.0 73.0

T
12.50 13.00

o

5000 129.0 m/z 55.05 75.08%
199.0 2420
167.0
O L A e T L i e e B
m/z--> 50 100 150 200 250
Abundance #46966: n-Decanoic acid T ——
73.0 12.50 13.00

m/z 57.05 74.10%

129.0
5000
43.0
0 I M Y A L 1720

e —
miz--> 50 100 150 200 250 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110223\
Data File : BF136102.D

Acqg On : 02 Nov 2023 18:30
Operator : CG\JU

Sample : 05049-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.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 Butyl citrate Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.769 8.65 ng 232483  Chrysene-di2 14.004
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butyl citrate 360 C18H3207 000077-94-1 91
2 Adipic acid, 2-ethylcyclohexyl i... 312 C18H3204 1000324-22-5 72
3 Adipic acid, isobutyl 2-pentyl e... 272 C15H2804 1000324-15-6 64
4 Hexanedioic acid, bis(2-methylpr... 258 C14H2604 000141-04-8 56
5 Adipic acid, 2-decyl isobutyl ester 342 C20H3804 1000353-59-6 56
Abundance Scan 1816 (12.769 min): BF136102.D\data.ms (-1813) (- m/z 185.05 100.00%
185.1
129.0
5000
57.0
—— 4
259.1 12.50 13.00
ol b L2220 L 10060 79.22%
miz--> 50 100 150 200 250 300 350
Abundance #269580: Butyl citrate
185.0
129.0
5000 — S
12.50 13.00
41.0 250.0 m/z 57.05 28.39%
O\‘\\““‘\\\\ }‘\““\\\\‘\\\\‘i\\\’\\\\s‘qllw'
miz-> 100 150 200 250 300 350
Abundance
129.0
P —
12.50 13.00
5000 185.0 m/z 41.10 21.07%
81.0
41.0 239.0
— T T T
m/z--> 50 100 150 200 250 300 350
Abundance #163306: Adipic acid, isobutyl 2-pentyl ester — ——
129.0 12.50 13.00
m/z 110.95 12.49%
185.0
5000
57.0
0 1“““”“““”H_m,m‘_‘ e G
m/z--> 50 100 150 200 250 300 350 12.50 13.00

8270-BF103023.M Fri Nov ©3 01:36:30 2023 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110223\
Data File : BF136102.D

Acqg On : 02 Nov 2023 18:30
Operator : CG\JU

Sample : 05049-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 12 Hexanoic acid, 2-ethyl-, ox... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.745 4.80 ng 128974  Chrysene-di12 14.004
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 2-ethyl-, oxybis(... 446 C24H4607 018268-70-7 91
2 Triethylene glycol di(2-ethylhex... 402 C22H4206 000094-28-0 53
3 3-Pyrrolidinecarboxylic acid, 1-... 284 C15H28N203 1000196-95-3 45
4 1H-pyrrole-3-carboxaldehyde, 1-p... 171 C11H9NO 1000404-60-6 35
5 Vinyl 2-ethylhexanoate 170 C10H1802 000094-04-2 27
Abundance Scan 1982 (13.745 min): BF136102.D\data.ms (-1979) (- m/z 57.10 100.00%
511 171.1
5000 127.1
= —
“‘ ‘ 9212 2 13.50 14.00
ol b ddy L 2212 2809 0 u0971.05  84.75%
miz-> 50 100 150 200 250 300
Abundance #324315: Hexanoic acid, 2-ethyl-, oxybis(2,1-ethanediylo
171.0
57.0
5000 — —
121.0 13.50 14.00
m/z 127.10  43.82%
ol50 | ‘ .| 2150 250.0 302,0
\\\\‘\ \\\\\\\‘\\\\‘\\\\\\\\
miz--> 50 100 150 200 250 300
Abundance
57.0
171.0
Pl -
1270 13.50 14.00
5000 ’ m/z 99.05 32.11%
0 19.0 214.0 258.0 346.!
e e T e
miz--> 50 100 150 200 250 300
Abundance #178395: 3-Pyrrolidinecarboxylic acid, 1-methyl-4-ethyl-2 s s
57.0 171.0 13.50 14.00
' m/z 43.10 19.38%
. T WMM
H ‘ 227.0
obrbdd oy S
m/z--> 50 100 150 200 250 300 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110223\
Data File : BF136102.D

Acqg On : 02 Nov 2023 18:30
Operator : CG\JU

Sample : 05049-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.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 Dehydroabietic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.804 2.17 ng 58370  Chrysene-d12 14.004
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dehydroabietic acid 300 C20H2802 001740-19-8 96
2 1-Phenanthrenecarboxylic acid, 1... 300 C20H2802 005155-70-4 93
3 Kaura-9(11),16-dien-18-o0ic acid,... 300 C20H2802 022338-67-6 64
4 Ethyl 4-hydroxy-7-trifluoromethy... 285 C13H10F3NO3 000391-02-6 52
5 Butanoic acid, 2-(cyano)(2,4,6-t... 300 C17H20N203 1000267-71-7 41
Abundance Scan 1992 (13.804 min): BF136102.D\data.ms (-1989) (- m/z 239.20 100.00%
239.2
285.1
5000
197.1
141.0 - —
‘ 13.50 14.00
oh H\ mem sl ‘ x \Hm‘ ‘\‘H‘m“\ \hm \Mm‘n MHHM i/t \“ S ‘l\ : m/z 285.15 59.15%
miz--> 50 100 150 200 250 300
Abundance #199992: Dehydroabietic acid
239.0 285.0
5000
197.0 13.50 14.00
141.0 ' m/z 197.10  35.30%
90 mo M I
o) ‘\“ ] ‘\‘H‘ H‘H “‘\ \M‘H‘ H\‘M ‘\‘MHH e ‘\ :
miz-> 50 100 150 200 250 300
Abundance
285.0
239.0
13. 50 14 OO
5000 m/z 240.20 25.64%
43.0 197.0
91.0 141.0
(T N Y L I S S
m/iz--> 50 100 150 200 250 300
Abundance #200007: Kaura-9(11),16-dien-18-oic acid, (4.alpha.)- — —i—
285.0 13.50 14.00
m/z 141.00  21.31%
5000 239.0
41.0 91.0 143.0
o \HH‘\ T O B R
m/z--> 100 15 200 250 300 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110223\
Data File : BF136102.D

Acqg On : 02 Nov 2023 18:30
Operator : CG\JU

Sample : 05049-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.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 1-Pentadecanethiol Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.898 2.42 ng 64950  Chrysene-di12 14.004
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentadecanethiol 244 C15H32S 025276-70-4 95
2 1-Nonadecene 266 C19H38 018435-45-5 90
3 Behenic alcohol 326 C22H460 000661-19-8 70
4 1-Octadecanol 270 C18H380 000112-92-5 70
5 1-Heneicosanol 312 C21H440 015594-90-8 70

Abundance Scan 2008 (13.898 min): BF136102.D\data.ms (-2004) (- m/z 57.10 100.00%

511 971
5000

s
202.0 2431 286.1 13.50 14.00
ob—— Ll m/z 43.00  96.20%

m/z--> 50 100 150 200 250 300
Abundance #128528: 1-Pentadecanethiol
55.0
97.0

5000 — —
244.0 13.50 14.00

m/z 97.10  85.57%

L\S.\O“\ HM“ . T \“““ 1‘ \i}\ : .“:\L7\3;p\ T !‘ T \‘L‘ L
miz--> 50 100 150 200 250 300
Abundance
41.0

o

——
83.0 13.50 14.00
5000 m/z 55.05 84.57%
125.0
0 168.0 266.0
—
m/iz--> 50 100 150 200 250 300
Abundance #232316: Behenic alcohol “ —
439 83.0 13.50 14.00
’ m/z 83.05 77.33%
5000
25.0
oo LUl a0 ma00 o Btk
m/z--> 50 100 150 200 250 300 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110223\
Data File : BF136102.D

Acqg On : 02 Nov 2023 18:30
Operator : CG\JU

Sample : 05049-01

Misc

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.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-... 5.040 2.1 ng 66613 1 6.816 626764 20.0
1-Hexanol, 2-et... 6.887 2.6 ng 81558 1 6.816 626764 20.0
Hexanoic acid, 7.481 2.9 ng 122024 2 8.098 828898 20.0
(+)-2-Bornanone 7.845 4.0 ng 163920 2 8.098 828898 20.0
Nonanoic acid 8.451 5.1 ng 212048 2 8.098 828898 20.0
unknown10.275 10.275 2.1 ng 92938 3 9.857 878632 20.0
unknownl11.469 11.469 2.6 ng 95790 4 11.351 740862 20.0
Triethylene gly... 11.528 2.4 ng 87190 4 11.351 740862 20.0
n-Hexadecanoic ... 11.892 6.3 ng 233049 4 11.351 740862 20.0
Octadecanoic acid 12.680 4.1 ng 109366 5 14.004 537225 20.0
Butyl citrate 12.769 8.7 ng 232483 5 14.004 537225 20.0
Hexanoic acid, ... 13.745 4.8 ng 128974 5 14.004 537225 20.0
Dehydroabietic ... 13.804 2.2 ng 58370 5 14.004 537225 20.0
1-Pentadecanethiol 13.898 2.4 ng 64950 5 14.004 537225 20.0
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