LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91724\
Data File : BF139400.D

Acqg On : 17 Sep 2024 14:17
Operator : RC/JU

Sample : P3985-03

Misc :

ALS vial : 9 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-BF091324.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF139400.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.193 9 17 24 rVB 644518 980338 57.26% 8.005%
2 3.399 216 222 248 rBV 27738 67691 3.95% 0.553%
3 5.099 501 511 518 rVB 74979 109773 6.41% 0.896%
4 5.499 573 579 584 rBV 1062064 1398530 81.68% 11.419%
5 6.504 744 750 755 rBV 1129927 1532946 89.54% 12.517%
6 6.698 779 783 790 rBV 21400 28294 1.65% 0.231%
7 6.875 808 813 818 rVB 347142 421112 24.60%  3.438%
8 7.4406 902 909 914 rBV 699881 939646 54.88% 7.672%
9 7.693 947 952 958 rVB 25302 32070 1.87% 0.262%
10 8.157 1026 1031 1036 rBV 430826 527111 30.79% 4.304%
11  8.469 1079 1084 1095 rVB 44713 58738 3.43% 0.480%
12 9.234 1208 1214 1219 rBV 1377142 1712117 100.00% 13.980%
13 9.910 1324 1329 1334 rBV 470285 575787 33.63% 4.701%
14 10.004 1340 1345 1350 rBV 27377 39983 2.34% 0.326%
15 10.622 1445 1450 1455 rBV 131098 159264 9.30% 1.300%
16 10.698 1457 1463 1475 rW 792789 996667 58.21% 8.138%
17 10.928 1493 1502 1509 rBV 16717 21391 1.25% 0.175%
18 11.392 1576 1581 1590 rBV 405904 529379 30.92% 4.322%
19 11.551 1601 1608 1614 rBV 12057 17993 1.05% 0.147%
20 11.916 1662 1670 1682 rBV3 64629 100954 5.90% 0.824%
21 12.604 1783 1787 1792 rBV 26556 31718 1.85% 0.259%
22 12.698 1798 1803 1810 rBV3 12713 20816 1.22% 0.170%
23 12.833 1817 1826 1831 rBV 23872 37066 2.16% 0.303%
24 12.980 1845 1851 1856 rBV 826575 1073142 62.68% 8.762%
25 13.874 1998 2003 2013 rBV 43260 71599 4.18% ©.585%
26 14.027 2024 2029 2043 rVB 264395 358578 20.94% 2.928%
27 14.504 2105 2110 2123 rBvV4 15087 35567 2.08%  0.290%
28 15.069 2201 2206 2214 rBV 13168 28112 1.64% 0.230%
29 15.145 2215 2219 2222 rBV 13162 18476 1.08% 0.151%
30 15.498 2273 2279 2292 rBV 178556 281004 16.41% 2.294%
31 17.145 2553 2559 2567 rVB5 19603 41340  2.41% ©0.338%

Sum of corrected areas: 12247202
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 17 Sep 2024 14:17
: RC/JU
: P3985-03

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091724\
BF139400.D

: 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91724\
Data File : BF139400.D

Acqg On : 17 Sep 2024 14:17
Operator : RC/JU

Sample : P3985-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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.
2.193 46.56 ng 980338 1,4-Dichlorobenzene-d4 6.875

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 40
3 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 25
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
5 Boronic acid, ethyl-, dimethyl e... 102 C4H11B02 007318-82-3 10
Abundance  Scan 17 (2.193 min): BF139400.D\data.ms (-9) (-) m/z 73.10 100.00%

73.1
5000 430
87.1

Ul 220 240 260
HMH‘_H‘_H‘_H‘Wum‘uw‘mw‘uu‘uwu‘wu‘wu‘wu“ m/z 43.05 51.39%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0

o

5000 T T T T ‘ T T T T ‘ T T
220 2.40 2.60
43.0 o
87.0 m/z 55.10 32.60%
20 | b | |
O\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 L
2.20 2.40 2.60
5000 41.0 55.0 ITI/Z 87.10 27 .85%
27.0
0 11, L 112.0 129.0
HV‘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 #8502: 2-Methyl-5-hexen-3-ol T
73.0 2.20 2.40 2.60

m/z 41.10 16.95%

55.0
5000
410
27.0
‘\‘\ \‘\‘\‘ i

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 2.20 2.40 2.60

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91724\
Data File : BF139400.D

Acqg On : 17 Sep 2024 14:17
Operator : RC/JU

Sample : P3985-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 unknown3.399 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
3.399 3.21 ng 67691 1,4-Dichlorobenzene-d4 6.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propylene Glycol 76 C3H802 000057-55-6 9
2 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 9
3 Isopropyl Alcohol 60 C3H80 000067-63-0 9
4 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 9
5 Formamide 45 CH3NO 000075-12-7 5
Abundance Scan 222 (3.399 min): BF139400.D\data.ms (-216) (-) m/z 45.10 100.00%
458.1
5000
Ramas R RRRE
38.0 61.1 3.00 3.20 3.40 3.60 3.80
O brvpr—rrvrp—prrerprrsprremeerpi e e m/z 43.10  20.13%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #1084: Propylene Glycol
45.0
5000

3.00 3.20 3.40 3.60 3.80
m/z 61.10 6.44%

31.0

o 190 1380 520 619690760
\\‘HH‘\\\\‘\\\\‘\\H‘HH‘HH‘HH‘HH\\H‘\\H‘\\H‘\H\‘HH‘HH‘HH‘HH‘\
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #1091: R-(-)-1,2-propanediol
45.0
R
3.00 3.20 3.40 3.60 3.80
5000 ITI/Z 44.00 5.39%
29.0
0 1209 || 380‘\ 530 %10 760
rrvrripeit g Hep b e i e e ey e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #342: Isopropyl Alcohol R RARERRAREE
45.0 3.00 3.20 3.40 3.60 3.80
m/z 42.00 4.30%
5000
27.0
38 ‘ 59.0
oH‘Www_W!‘!“Wﬁm"H_‘H"H:"m_meww R R R m i O
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 3.00 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91724\
Data File : BF139400.D

Acqg On : 17 Sep 2024 14:17
Operator : RC/JU

Sample : P3985-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 3
R.T. EstConc Area Relative to ISTD R.T.
5.099 5.21 ng 109773  1,4-Dichlorobenzene-d4 6.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
4 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 511 (5.099 min): BF139400.D\data.ms (-501) (-) m/z 43.05 100.00%

43.0
59.1
5000
R REEREE
60 101.1 4.80 5.00 5.20 5.40
bl S35 m/z 59.10 53.98%
miz--> 20 40 60 80 100 120 140
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 LN L B B R
4.80 5.00 5.20 5.40
101.0 m/z 101.10  15.25%
270 ‘ 83.0
0 \\\’\‘\“\\“‘\\\W‘\\\\“\\\\“\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
A AEaEEERE T
4.80 5.00 5.20 5.40
5000 2410 m/z 58.10 14.03%
Oyt 280020
m/iz--> 20 40 60 80 100 120 140
Abundance #4156: 1-Propen-2-ol, acetate e ERAmEREE TS
43.0 4.80 5.00 5.20 5.40
m/z 41.10 9.97%
5000
58.0
1§0 " ‘ 100.0
Ottt e A
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\BF@91724\
Data File : BF139400.D

Acqg On : 17 Sep 2024 14:17
Operator : RC/JU

Sample : P3985-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 1-Phenoxypropan-2-ol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
8.469 2.23 ng 58738 Naphthalene-d8 8.157

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 80
3 Ethanol, 2-phenoxy- 138 C8H1002 000122-99-6 64
4 Benzene, (2-methylpropoxy)- 150 C1eH140 001126-75-6 53
5 2-Hexen-4-yne, 2-methyl- 94 C7H10 058275-93-7 53
Abundance Scan 1084 (8.469 min): BF139400.D\data.ms (-1079) (-) m/z 94.10 100.00%
94.1
5000
77.0 A

R EEERamEEas R

‘ ‘ ‘ H ‘ ‘ 121.0 152.1 8.20 8.40 8.60 8.80
om‘mw“ ‘u‘wH‘_uw“_m_m_m‘ m/z 77.00  28.46%

m/z--> 20 80 100 120 140

Abundance #30117.l-Phenox‘propan-24ﬂ

94.0
5000 L B R B L LA B
8.20 8.40 8.60 8.80
7.0 152.0 m/z 51.60 18.01%
45.0 ‘
O\\\‘2\7\9\““\‘\“\\“\“\\\“‘\\\‘\‘\!\1]\-9‘\0\\\‘\\\‘\‘
miz-> 20 60 80 100 120 140
Abundance #30139:l—PropanoLS—phenoxy—
94.0
e EERRsEEEs R
8.20 8.40 8.60 8.80
5000 m/z 78.10 17.98%
77.0 152.0
0 1L Lo
o""""""w"H_Hw‘wmwww
m/z--> 20 100 120 140
Abundance #19881.Ethan0L2—phen0xy— R EERARRsEEES R
94.0 8.20 8.40 8.60 8.80
m/z 39.10 16.32%
5000
77.0 138.0
270 5%0
0b— ol “‘i““““‘ ‘HH\ i S
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\BF@91724\
Data File : BF139400.D

Acqg On : 17 Sep 2024 14:17
Operator : RC/JU

Sample : P3985-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 Benzophenone Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.622 5.53 ng 159264  Acenaphthene-di10 9.910
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 97
2 Benzenepropanenitrile, .beta.-oxo- 145 C9H7NO 000614-16-4 58
3 Benzoylformic acid 150 C8H603 000611-73-4 58
4 2-Bromoisobutyrophenone 226 C10H11BroO 010409-54-8 53
5 Benzoic acid, 2-propenyl ester 162 C10H1e02 000583-04-0 53
Abundance Scan 1450 (10.622 min): BF139400.D\data.ms (-1445) (| m/z 105.10 100.00%
105.1
77.1
182.1
5000 511
—— .
10.50 11.00
152.1
Obrr el 13260 00 s 7710 74.72%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56927: Benzophenone
105.0
77.0 182.0
5000 — v
10.50 11.00
51.0 m/z 182.10 54.11%
O\\\\‘\\\\‘\\‘\\‘\\\MM‘\\\\‘\\\\1‘2\6\.\()\‘]\_\5\%\.(‘)\\\\‘H\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #24908: Benzenepropanenitrile, .beta.-oxo-
77.0 1050
—— —
10.50 11.00
5000 51.0 m/z 51.10 38.88%
0 27\'0 I ‘ ul | 145.0
LI e e L e EALA A e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28214: Benzoylformic acid —— A
105.0 10.50 11.00
77.0 m/z 50.10 12.57%
5000
51.0
m/z--> 20 40 60 80 100 120 140 160 180 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91724\
Data File : BF139400.D

Acqg On : 17 Sep 2024 14:17

Operator : RC/JU

Sample : P3985-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 6 n-Hexadecanoic acid Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
11.916 3.81 ng 100954  Phenanthrene-di10 11.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 n-Hexadecanoic acid
2 Pentadecanoic acid
3 Tetradecanoic acid
4 Tridecanoic acid

5 n-Decanoic acid

256 C16H3202
242 C15H3002
228 C14H2802
214 C13H2602
172 C1eH2002

000057-10-3 98
001002-84-2 87
000544-63-8 80
000638-53-9 72
000334-48-5 53

Abundance Scan 1670 (11.916 min): BF139400.D\data.ms (-1662) (- m/z 43.05 100.00%
43.0 731
5000
129.1
213.2 LT
H‘ 157.1185.1 ‘3 256.2 12.00
Ol LAl “M‘M‘m mmW‘W‘HMn_wwww‘_ m/z 73.18  90.98%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #143510: n-Hexadecanoic acid
.0
5000 129.0 R
12.00
157.01g5 2130  256.0 m/z 41.10 87.77%
0,
m/z--> 20 40 60 80 100120140 160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
——
12.00
5000 129.0 ITI/Z 60.00 84.95%
199.0
e e T
0%§RH“‘WNWMWAWJMMhﬁumuhphquhwuwmu‘
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #109279: Tetradecanoic acid =
73.0 12.00
43.0 m/z 55.05 78.79%
5000 129.0
185.0
|
o??RWﬂMNwwﬁNM%LWMmuwuu_ﬂ‘_uwu‘wwu_u‘_ —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91724\
Data File : BF139400.D

Acqg On : 17 Sep 2024 14:17
Operator : RC/JU

Sample : P3985-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 Pentadecafluorooctanoic aci... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

13.874 3.99 ng 71599  Chrysene-di12 14.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 94
2 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 91
3 Pentafluoropropionic acid, octad... 416 C21H37F502 959261-25-7 91
4 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 90

Abundance Scan 2003 (13.874 min): BF139400.D\data.ms (-1998) (- m/z 57.10 100.00%
57.1

5000

-

— —
F 1 230.1 13.50 14.00
|

ol T L e m/Z 43,10 96.58%
miz—> 0 50 100150200 250300350 400 450 500 550 600 650

Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester

-

57.0
5000 “ —
13.50 14.00
m/z 55.10 80.66%
okl FF,O 2520 " 3690 648
‘HH‘HH‘HH[HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘\H\‘H
m/z--> 0 50 100 150200 250300 350400450500 550 600 650
Abundance #146039: Ethanol, 2-(tetradecyloxy)-
57.0
— —
13.50 14.00
5000 ITI/Z 83.10 57.28%
H .0196.0
ol
m/z--> 0 50 100 150200 250300 350400450500 550 600 650
Abundance  #311253: Pentafluoropropionic acid, octadecyl ester 0y

0 T
57.0 13.50 14.00
m/z 41.10 55.29%

5000

-

F'o 252.0 398.0
0 \‘M ] “‘ I . "
e e A e e e e

‘\ T
m/z--> 0 50 100150200 250300 350400450500 550 600 650 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91724\
Data File : BF139400.D

Acqg On : 17 Sep 2024 14:17
Operator : RC/JU

Sample : P3985-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 Benzo[e]pyrene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.069 2.00 ng 28112  Perylene-di2 15.498
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 95
2 Benzo[b]fluoranthene 252 C20H12 000205-99-2 90
3 Benzo[k]fluoranthene 252 C20H12 000207-08-9 87
4 Benzo[a]pyrene 252 C20H12 000050-32-8 81
5 Perylene 252 C20H12 000198-55-0 81
Abundance Scan 2206 (15.069 min): BF139400.D\data.ms (-2201) (- m/z 252.10 100.00%
25p.1
5000 /\j\
, LM
39.1 930 ! f'l 224.0 M 281. 15.00
0 bt el e m/z 250.10  26.21%
m/z--> 40 60 80 100120140 160 180 200 220 240 260 280
Abundance #138554: Benzo[e]pyrene
252.0
5000 T ﬂ ‘ A
15.00
m/z 253.10 22.19%
125.0
0. 830 980, | 1740 2240 |
\\‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘\H\‘HH‘H\‘HH‘H
m/z--> 40 60 80 100120140 160 180 200 220 240 260 280
Abundance #138562: Benzol[b]fluoranthene
252.0 ﬂ ﬂ
L LA
15.00
5000 m/z 125.10 9.85%
126.0
ol 630 990 ‘\\ 1740 2240 “H‘
e e
m/z--> 40 60 80 100120140 160 180 200 220 240 260 280 ﬁ n ﬂ
Abundance #138563: Benzo[Kk]fluoranthene ey
252.0 15.00
m/z 126.10 9.78%
5000
126.0
b B0 0 | |
m/z--> 40 60 80 100120 140 160 180 200 220 240 260 280 15.00

8270-BF091324.M Wed Sep 18 07:18:09 2024 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91724\
Data File : BF139400.D

Acqg On : 17 Sep 2024 14:17

Operator RC/3JU

Sample : P3985-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 10 Naphthalene, 1,2,3,4,4a,5,6... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
17.145 2.94 ng 41340  Perylene-d12 15.498
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Naphthalene, 1,2,3,4,4a,5,6,8a-0... 204
2 2-(3-Methoxyphenyl)cyclohexanone 204
3 Valerena-4,7(11)-diene
4 1H-Cycloprop[e]azulene, 1a,2,3,5... 204

204

C15H24
C13H1602
C15H24
C15H24

000473-13-2 90
015547-89-4 78
351222-66-7 72
021747-46-6 55

5 Naphthalene, decahydro-4a-methyl... 204 C15H24 017066-67-0 50
Abundance Scan 2559 (17.145 min): BF139400.D\data.ms (-2553) (- m/z 204.20 100.00%
121.0 204.2
55.0
5000 269.3
59.0 16..
—r e
H ‘ H 17.00 17.50
0! A m/z 121.00  88.40%
miz--> 50 100 150 200 250 300
Abundance #80524: Naphthalene, 1,2,3,4,4a,5,6,8a-octahydro-4a,8-
41.0 93.0
204.0 ﬂ (q ﬂ
133.0 ﬂ
5000 T h\ ‘ h\ \nn\ T ‘ T
17.00 17.50
m/z 107.10 72.10%
0! ‘\‘ “\‘ \1 “‘ T R R
miz--> 50 100 150 200 250 300
Abundance #79885: 2-(3-Methoxyphenyl)cyclohexanone
o MR
L
17.00 17.50
5000 o1 320 m/z 105.00  70.25%
39.0
o JE N
miz-> 50 100 150 200 250 300 ﬂ”\ﬂﬁnﬂ HA nm
Abundance #80219: Valerena-4,7(11)-diene L
105.0 204.0 17.00 17.50
m/z 93.00 68.02%
161.0
5000{ 410
0! “\‘H‘ ! “‘ —— lﬂﬂn ﬂm M n {/VY”
m/z--> 50 100 150 200 250 300 17.00 17.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91724\
Data File : BF139400.D

Acqg On : 17 Sep 2024 14:17
Operator : RC/JU

Sample : P3985-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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... 2.193 46.6 ng 980338 1 6.875 421112 20.0
unknown3.399 3.399 3.2 ng 67691 1 6.875 421112 20.0
2-Pentanone, 4-... 5.099 5.2 ng 109773 1 6.875 421112 20.0
1-Phenoxypropan... 8.469 2.2 ng 58738 2 8.157 527111 20.0
Benzophenone 10.622 5.5 ng 159264 3 9.910 575787 20.0
n-Hexadecanoic ... 11.916 3.8 ng 100954 4 11.392 529379 20.0
Pentadecafluoro... 13.874 4.0 ng 71599 5 14.027 358578 20.0
Benzo[e]pyrene 15.069 2.0 ng 28112 6 15.498 281004 20.0
Naphthalene, 1,... 17.145 2.9 ng 41340 6 15.498 281004 20.0
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