LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072324\
Data File : BF138621.D

Acqg On : 23 Jul 2024 16:32
Operator : RC/JU

Sample : P3282-04

Misc :

ALS Vvial : 14 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-BF070924.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF138621.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  2.169 4 13 19 rVB 3864379 6630592 100.00% 27.053%
2 2.969 142 149 158 rVB 252766 466841 7.04% 1.905%
3 5.075 503 507 514 rVB 71929 103004 1.55% 0.420%
4 5.481 566 576 587 rBV 1238465 1638148 24.71% 6.684%
5 6.487 741 747 758 rBV 852228 1153992 17.40% 4.708%
6 6.681 771 780 786 rBV 54055 80104 1.21% 0.327%
7 6.851 804 809 814 rBV 402522 489981  7.39% 1.999%
8 6.998 827 834 853 rVB 1051181 1562473 23.56% 6.375%
9 7.416 897 905 910 rBV 1340319 1910384 28.81% 7.794%
10 7.881 975 984 1000 rBv2 92339 202441 3.05% 0.826%
11  8.134 1021 1027 1039 rBV 530032 689537 10.40%  2.813%
12 8.445 1076 1080 1090 rVB 113802 174703 2.63% 0.713%
13 9.210 1203 1210 1215 rVB 2358428 3123880 47.11% 12.746%
14 9.886 1316 1325 1330 rBV 591850 744552 11.23%  3.038%
15 9.981 1333 1341 1347 rBV 70400 125568 1.89% 0.512%

16 10.675 1453 1459 1474 rBV 1338599 1797431 27.11%

7.
17 11.369 1572 1577 1585 rBV 513870 657197 9.91% 2.681%
18 11.892 1661 1666 1675 rBvV2 117200 194244 2.93% 0.793%
19 12.463 1758 1763 1775 rVB3 36483 85279 1.29% 0.348%
20 12.704 1801 1804 1811 rVB2 50292 75057 1.13% 0.306%
21 12.957 1841 1847 1852 rVB 1334305 1755164 26.47% 7.161%
22 13.869 1998 2002 2012 rVB 52201 114844 1.73% 0.469%
23 14.004 2021 2025 2031 rVB 270022 355930 5.37% 1.452%
24 15.468 2268 2274 2284 rVB 245077 378288 5.71% 1.543%
Sum of corrected areas: 24509634
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072324\
Data File : BF138621.D

Acqg On : 23 Jul 2024 16:32
Operator : RC/JU

Sample : P3282-04

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF138621.D\data.ms
2.169

3500000
3000000
2500000
2000000
1500000 7.416

5.481
6.998
1000000 6.487

500000 6.851

2.969
5.075 6.681

UL L I L L L L B L L L L L L L B B LN IR R B I [T
Time--> 220240260280300320340360380400420440460480500520540560580600620640660680700720740760

Abundance TIC: BF138621.D\data.ms

o

3500000
3000000
2500000 9.210
2000000
1500000 10.675 12.957

1000000

8.134 9.886 11.369
500000

7.881 8.445 981 11.892 12.4632.704
0= P — —— — A — — — =T —
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: BF138621.D\data.ms

3500000
3000000
2500000
2000000
1500000
1000000

500000 14.004

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\BF072324\
Data File : BF138621.D

Acqg On : 23 Jul 2024 16:32
Operator : RC/JU

Sample : P3282-04

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.169 270.65 ng 6630590 1,4-Dichlorobenzene-d4 6.851

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 3-Pentanol, 3-methyl- 102 C6H140 000077-74-7 37
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
Abundance  Scan 13 (2.169 min): BF138621.D\data.ms (-4) (-) m/z 73.10 100.00%
3.1
5000 43.0
87.0
e RARsaEE Sy o
‘ L ‘ 2.202.302.402.502.60
Obepererrrerrprhbl B2 ML 1010 hjz a3.e5  44.54%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T T T T T[T T T T[T T[T 7T TTT
43.0 2.202.302.402.502.60
‘ 87.0 m/z 55.10  32.37%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 AT s RERREESEENEEEES
2.202.302.402.502.60
5000 41.0 55.0 m/z 87.05 26.95%
27.0
0 11, L 112.0 129.0
H“‘H‘H‘w‘H‘_‘H_‘H‘H‘W‘H‘_‘H‘HH‘H‘W‘H‘_‘H‘H‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5032: 3-Pentanol, 3-methyl- A RAARamamas o
73.0 2.202.302.402.502.60
m/z 41.05 15.00%
5000
55.0
29.0 ‘ 87.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072324\
Data File : BF138621.D

Acqg On : 23 Jul 2024 16:32
Operator : RC/JU

Sample : P3282-04

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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 1,3-Dioxolane, 2,2,4-trimet... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
2.969 19.06 ng 466841 1,4-Dichlorobenzene-d4 6.851

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Dioxolane, 2,2,4-trimethyl- 116 C6H1202 001193-11-9 86
2 1,3-Dioxane, 4-methyl- 102 C5H1002 001120-97-4 42
3 Thiocyanic acid, propyl ester 101 C4H7NS 004251-16-5 33
4 1,3-Dioxolane-2-methanol, 2,4-di... 132 C6H1203 053951-43-2 33
5 Isopropyl isothiocyanate 101 C4H7NS 002253-73-8 9
Abundance Scan 149 (2.969 min): BF138621.D\data.ms (-142) (-) m/z 43.05 100.00%
43.0
R REmaEREE
H 59.1 72"1 _ 2.60 2.80 3.00 3.20
Ol bt b OO m/z 101.10  40.57%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9276: 1,3-Dioxolane, 2,2,4-trimethyl-
43.0
5000 L L LA LA BN B
1010 2.60 2.80 3.00 3.20
72.0 m/z 42.10 24.13%
27.0 58.
0 R ‘H 86.0 115.0
\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\1‘\\\\’\\\\’\\1\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4796: 1,3-Dioxane, 4-methyl-
43.0
101.0 SR UL NS
72.0 2.60 2.80 3.00 3.20
5000 m/z 41.05 18.02%
28.
570 87.0
o | 1]
oww,w_m “,,““
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4555: Thiocyanic acid, propy! ester R e R
43.0 2.60 2.80 3.00 3.20
m/z 72.10 15.44%
27.0 101.0
5000
59.0
0,7,20,860 SRS it G
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072324\
Data File : BF138621.D

Acqg On : 23 Jul 2024 16:32
Operator : RC/JU

Sample : P3282-04

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
5.075 4.20 ng 103004 1,4-Dichlorobenzene-d4 6.851

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 42
3 3-Octanol 130 C8H180 000589-98-0 33
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16
Abundance Scan 507 (5.075 min): BF138621.D\data.ms (-503) (-) m/z 43.10 100.00%
3.1
59.0
5000
831 101.1 4.80 5.00 5.20 5.40
Ot e e e m/z 59.05 58.70%
m/z--> 20 30 40 50 60 70 80 90 100 110120 130
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 \\\‘/\\\\\’\\\\‘\\\\‘\\\\
4.80 5.00 5.20 5.40
101.0 m/z 101.10  16.26%
29.0 83.0
OH‘H\‘\“‘HH“H\H‘H‘\M\‘\H\‘\H\‘\‘\H‘HH‘\\H‘HH‘\H\‘HH
m/z--> 20 30 40 50 60 70 80 90 100 110120 130
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-
59.0

4.80 5.00 5.20 5.40

5000 ITI/Z 58.05 15.17%
41.0
27.0 101.0
0ol bty 730,880 L
m/z--> 20 30 40 50 60 70 80 90 100 110120 130 /\
Abundance #15660: 3-Octanol A e e
59.0 4.80 5.00 5.20 5.40

m/z 41.05 7.75%

0001 00 410 83.0
101.0 N
o 1200 oM, ),

m/z--> 20 30 40 50 60 70 80 90 100 110120 130 4.80 5.00 5.20 5.40

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072324\
Data File : BF138621.D

Acqg On : 23 Jul 2024 16:32
Operator : RC/JU

Sample : P3282-04

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
6.681 3.27 ng 80104 1,4-Dichlorobenzene-d4 6.851

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 83
2 Ethanol, 2-(2-methoxyethoxy)- 120 C5H1203 000111-77-3 45
3 Ethyl ether 74 C4H1e0 000060-29-7 42
4 2-Propanol, 1-(1-methylethoxy)- 118 C6H1402 003944-36-3 39
5 Butane, 1,2,4-trimethoxy- 148 C7H1603 020637-48-3 38
Abundance Scan 780 (6.681 min): BF138621.D\data.ms (-771) (-) m/z 45.10 100.00%
45.1
5000
et 6.40 6.60 6.80 7.00
105.1 . . . .
120.0

om_m_m_mm‘mHu}wWuhmW??ﬁwwk‘,WW,HW m/z 59.10  32.23%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140

Abundance #17316: Ethanol, 2-(2-ethoxyethoxy)-

45.0
5000 \\\‘\/\\\\‘\\\\/\‘\\/\\\‘\\\\
6.40 6.60 6.80 7.00
2900 72.0 m/z 72.10 18.13%
ohzao ‘M 89.0 1040 1350
\H‘HH‘H\\‘HH‘HH‘\\H’HH‘HH‘HH‘\\H‘H\\’HH‘HH’HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10526: Ethanol, 2-(2-methoxyethoxy)-
45.0
A ERNEEEEE S
6.40 6.60 6.80 7.00
5000 m/z 43.05 17.44%
29.0
60.0 75.0 90.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #973: Ethyl ether R o RRR
31.0 6.40 6.60 6.80 7.00
59.0 m/z 73.10 10.86%
5000 74.0
0\\\‘1\?\'\0‘”11‘\\uNm\‘\\\w,\\u‘\‘m\‘u\\‘\\u‘\m,\m‘\m,\m‘u /\/\”ﬂ
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072324\
Data File : BF138621.D

Acqg On : 23 Jul 2024 16:32
Operator : RC/JU

Sample : P3282-04

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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 1-Phenoxypropan-2-ol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
8.445 5.07 ng 174703  Naphthalene-d8 8.134

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenoxypropan-2-o0l 152 C9H1202 000770-35-4 97
2 1-Propanol, 3-phenoxy- 152 C9H1202 006180-61-6 87
3 Ethanol, 2-phenoxy- 138 C8H1002 000122-99-6 64
4 1-Propanol, 2-phenoxy- 152 C9H1202 004169-04-4 59
5 2-Hexen-4-yne, 2-methyl- 94 C7H10 058275-93-7 53
Abundance Scan 1080 (8.445 min): BF138621.D\data.ms (-1076) (-) m/z 94.05 100.00%
94.0
5000

4 77.0 \\\\‘\\\\‘\\\\‘\\\\’\\\

5“0 M o1 1521 8.20 8.40 8.60 8.80
oHwHHMmJ"H‘H‘_Hu‘H‘H_m_m‘ m/z 77.05  25.09%

miz--> 20 40 60 80 100 120 140

Abundance #30117: 1-Phenoxypropan-2-ol

94.0
5000 \/\\T/\\\’\‘HH‘HH‘HH’H\
8.20 8.40 8.60 8.80
7.0 1520  m/z 78.10 17.71%
45.0 ‘
O\\\‘2\7\9\““\‘\“\\“\H\\\“‘\\\‘\‘\!\1]\-9‘\0\\\‘\\\‘\‘
miz--> 20 60 80 100 120 140
Abundance #30139:l—PropanoLS—phenoxy—
94.0
R ARAREEEERET
8.20 8.40 8.60 8.80
5000 m/z 45.05 16.22%
77.0 152.0
27.
?
m/z--> 20 100 120 140
Abundance #19881.Ethan0L2—phen0xy— R RREE o
94.0 8.20 8.40 8.60 8.80
m/z 51.05 15.40%
5000
77.0 138.0
270 5%0
0b— ol “‘i““““‘ ‘HH\ i \‘\ i DO ST T e
m/z--> 20 40 60 80 100 120 140 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072324\
Data File : BF138621.D

Acqg On : 23 Jul 2024 16:32
Operator : RC/JU

Sample : P3282-04

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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 unknown9.981 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
9.981 3.37 ng 125568  Acenaphthene-di10 9.886

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 22
2 2-Propionyloxytetradecane 270 C17H3402 1000245-62-7 16
3 5-Ethyl-3-nonanol 172 C11H240 019780-71-3 12
4 1,3-Dioxane, 4,4-dimethyl- 116 C6H1202 000766-15-4 12
5 2-Pentanol, 2-methyl-, acetate 144 C8H1602 034859-98-8 10

Abundance Scan 1341 (9.981 min): BF138621.D\data.ms (-1333) (-) m/z 43.10 100.00%

3.1
5000 97.1
137.1
70.1 e
10.00
170.1 197.2
0“H,H‘Jmtw ‘uwhphuﬂp‘wH‘m“u‘ﬁ“u, m/z 57.05 59.62%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
43.0
5000 T
10.00
101.0 m/z 59.10 42.03%
15.0 ‘ ‘ ]
O\\\‘\’\H‘\\“{\\““\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #161176: 2-Propionyloxytetradecane
57.0 /
R ‘Af‘aﬂ
10.00
5000 m/z 97.10 40.70%
‘ 101.0 196.0
bl L] 280 3500 190
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #47375: 5-Ethyl-3-nonanol n M —
57.0 10.00
m/z 101.10  38.34%
5000
98.0
29.0
‘ ‘ 143.0
0 AL O O I y Loy
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072324\
Data File : BF138621.D

Acqg On : 23 Jul 2024 16:32
Operator : RC/JU

Sample : P3282-04

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.892 5.91 ng 194244  Phenanthrene-di10 11.369
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 Pentadecanoic acid 242 C15H3002 001002-84-2 81
3 Tridecanoic acid 214 C13H2602 000638-53-9 76
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Nonanoic acid 158 C9H1802 000112-05-0 60
Abundance Scan 1666 (11.892 min): BF138621.D\data.ms (-1661) (- m/z 43.10 100.00%
Tt o731
5000
129.0
213.2 "en B
e |y P e
ouw\mwwwwh mnm‘w‘”_‘m_m_mwl_ m/z 73.10  82.39%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 7 T
11.50 12.00
167.01g5 02130  256.0 m/z 60.00 81.64%
0,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
— —T=
11.50 12.00
5000 129.0 m/z 57.10 73.56%
199.0
s e
0%§RH“‘WNWMWAWJMMhﬁumuhphquhwuwmu‘
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #92063: Tridecanoic acid “ —
3
43.0 73.0 11.50 12.00
m/z 55.05 72.07%
5000 129.0
171.0
214.0
0150? — —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072324\
Data File : BF138621.D

Acqg On : 23 Jul 2024 16:32
Operator : RC/JU

Sample : P3282-04

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 8 unknownl2.463 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.463 2.60 ng 85279  Phenanthrene-d1e 11.369
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butyl dodecyl ether 242 C16H340 1000406-40-3 49
2 Oxalic acid, cyclobutyl heptadec... 382 C23H4204 1000309-70-7 46
3 Oxalic acid, cyclobutyl octadecy... 396 C24H4404 1000309-70-8 46
4 1-Octanol, 2-butyl- 186 C12H260 003913-02-8 46
5 1-Dodecanol, 2-hexyl- 270 C18H380 110225-00-8 43
Abundance Scan 1763 (12.463 min): BF138621.D\data.ms (-1758) (- m/z 55.10 100.00%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072324\
Data File : BF138621.D

Acqg On : 23 Jul 2024 16:32
Operator : RC/JU

Sample : P3282-04

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 9 unknownl2.704 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.704 4.22 ng 75057  Chrysene-d12 14.004
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 27
2 4-Octene, (E)- 112 C8H16 014850-23-8 25
3 4-Undecene, (E)- 154 C11H22 000693-62-9 22
4 Cyclooctane, 1,4-dimethyl-, cis- 140 C10H20 013151-99-0 22
5 Isobutyl tetradecyl carbonate 314 C19H3803 959275-58-2 22

Abundance Scan 1804 (12.704 min): BF138621.D\data.ms (-1801) (- m/z 55.10 100.00%

55.1
5000
137.0

S
| #G\JJH 17000220 12.50 1300
A ROHL L St m/z 57.10  67.01%

m/z--> 50 100 150 200 250 300 350
Abundance  #307572: Heptafluorobutyric acid, n-tetradecyl ester
57.0

5000 11.0

o

T
12.50 13.00
m/z 69.10 42.15%

‘ 169.0
L\5\d\ ‘i“ ] ‘\“\M ‘1“ T “L\ L T “\ T \L‘ T \2\4\1‘0\ LB e \3\9\2‘(
m/z--> 50 100 150 200 250 300 350
Abundance #7519: 4-Octene, (E)-

55.0

o

—— —
12.50 13.00
5000 ITI/Z 56.10 40.46%
112.0
0 H
m/z--> 50 100 150 200 250 300 350
Abundance #31405: 4-Undecene, (E)- — T
53.0 12.50 13.00
m/z 41.10 38.88%
- Aff«f\JM/KVAWﬁvﬂuﬂ
f70 154.0
oHu“M‘Mu“wH“HH_m_m_m_m e e
m/z--> 50 100 150 200 250 300 350 12.50 13.00

8270-BF070924.M Wed Jul 24 ©8:28:14 2024 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072324\
Data File : BF138621.D

Acqg On : 23 Jul 2024 16:32
Operator : RC/JU

Sample : P3282-04

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 10 1-Octadecanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.869 6.45 ng 114844  Chrysene-di12 14.004
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octadecanol 270 C18H380 000112-92-5 87
2 n-Nonadecanol-1 284 C19H400 001454-84-8 87
3 1-Nonadecene 266 C19H38 018435-45-5 74
4 n-Heptadecanol-1 256 C17H360 001454-85-9 68
5 Cyclopentadecane 210 C15H30 000295-48-7 60
Abundance Scan 2002 (13 869 min): BF138621.D\data.ms (-1998) (- m/z 55.10 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072324\
Data File : BF138621.D

Acqg On : 23 Jul 2024 16:32
Operator : RC/JU

Sample : P3282-04

Misc

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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|
Butane, 2-metho... 2.169 270.6 ng 6630590 1 6.851 489981 20.0
1,3-Dioxolane, ... 2.969 19.1 ng 466841 1 6.851 489981 20.0
2-Pentanone, 4-... 5.075 4.2 ng 103004 1 6.851 489981 20.0
Ethanol, 2-(2-e... 6.681 3.3 ng 80104 1 6.851 489981 20.0
1-Phenoxypropan... 8.445 5.1 ng 174703 2 8.134 689537 20.0
unknown9.981 9.981 3.4 ng 125568 3 9.886 744552 20.0
n-Hexadecanoic ... 11.892 5.9 ng 194244 4 11.369 657197 20.0
unknownl12.463 12.463 2.6 ng 85279 4 11.369 657197 20.0
unknownl12.704 12.704 4.2 ng 75057 5 14.004 355930 20.0
1-Octadecanol 13.869 6.5 ng 114844 5 14.004 355930 20.0
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