LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080324\
Data File : BF138768.D

Acqg On : 03 Aug 2024 14:09
Operator : RC/JU

Sample : P3448-07

Misc :

ALS Vvial : 11 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-BF073024.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF138768.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.146 3 9 21 rVB 792862 1246406 72.76%  8.315%
2 3.387 216 220 237 rBV 14664 40377 2.36% 0.269%
3 5.069 501 506 517 rVB 68354 106113 6.19% ©0.708%
4 5.475 570 575 596 rBV 1035118 1408227 82.21%  9.395%
5 6.487 741 747 772 rVB 1104379 1497399 87.41% 9.990%
6 6.675 772 779 792 rBV3 11644 22628 1.32% 0.151%
7 6.845 803 808 813 rBV 325427 398242 23.25% 2.657%
8 7.410 897 904 909 rBV 699842 928023 54.17% 6.191%
9 8.122 1017 1025 1033 rBV 396452 531760 31.04% 3.548%
10 8.439 1074 1079 1092 rBV 44624 71628 4.18% 0.478%
11  9.198 1202 1208 1213 rBV 1368033 1713043 100.00% 11.429%
12 9.880 1315 1324 1328 rBV 460314 594381 34.70% 3.965%
13 9.910 1328 1329 1334 rWV 29298 24175 1.41% 0.161%
14  9.975 1334 1340 1346 rVB2 42421 67456  3.94%  0.450%
15 10.427 1412 1417 1421 rBV3 22924 30393 1.77% 0.203%
16 10.669 1453 1458 1469 rBV 807386 1066536 62.26% 7.115%
17 10.780 1473 1477 1485 rVB6 14915 29718 1.73% 0.198%
18 11.221 1547 1552 1555 rBV3 15282 22758 1.33% 0.152%
19 11.369 1571 1577 1580 rBV 421454 646118 37.72% 4.311%
20 11.439 1585 1589 1593 rVB 36167 46933 2.74% 0.313%
21 11.869 1657 1662 1663 rBV 42764 49568 2.89% 0.331%
22 11.892 1663 1666 1671 rVvVv2 96525 139030 8.12% 0.928%
23 11.945 1671 1675 1677 rW 20944 32065 1.87% 0.214%
24 11.980 1677 1681 1690 rVB2 67633 140101 8.18% 0.935%
25 12.163 1708 1712 1715 rBV 30810 38502 2.25% 0.257%
26 12.192 1715 1717 1722 rVB 16492 19004 1.11% 0.127%
27 12.310 1733 1737 1740 rBV2 17089 23461 1.37% 0.157%
28 12.416 1751 1755 1758 rBV 31599 46123 2.69% ©0.308%
29 12.451 1758 1761 1767 rVV3 26600 48339 2.82% 0.322%
30 12.504 1767 1770 1775 rVB2 18839 27809 1.62% 0.186%

31 12.580 1778 1783 1788 rBV ~ 255159 318065 18.57%
32 12.810 1815 1822 1829 rBV 264778 388277 22.67%
33 12.951 1840 1846 1852 rVB 1104503 1407670 82.17%

OOV NN
w
o}
=
S

34 13.027 1854 1859 1865 rBV3 25876 47669  2.78% 318%
35 13.133 1870 1877 1881 rVB 31573 61206 3.57% 408%
36 13.204 1886 1889 1892 rVV 19363 24286 1.42% 0.162%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080324\
Data File : BF138768.D

Acqg On : 03 Aug 2024 14:09
Operator : RC/JU

Sample : P3448-07

Misc

ALS Vvial : 11 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-BF073024.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 13.239 1892 1895 1903 rVB2 29552 42665 2.49% 0.285%
38 13.333 1908 1911 1913 rWV 16045 18856 1.10% 0.126%
39 13.363 1913 1916 1924 rVB3 18402 35347 2.06% 0.236%
40 13.857 1995 2000 2009 rVB2 48678 89652 5.23% 0.598%
41 14.004 2019 2025 2038 rVB2 276498 524688 30.63% 3.500%
42 14.392 2087 2091 2095 rBV 22508 31441 1.84% 0.210%
43 15.045 2197 2202 2210 rBvV 83028 181193 10.58% 1.209%
44 15.157 2217 2221 2226 rBV 16101 24656 1.44% 0.164%
45 15.351 2249 2254 2259 rVB 49147 76215 4.45% 0.508%
46 15.409 2259 2264 2269 rBvV 72284 106574 6.22% 0.711%
47 15.474 2269 2275 2287 rBV 229661 391532 22.86% 2.612%
48 16.945 2519 2525 2532 rBV2 41601 86769 5.07% 0.579%
49 17.386 2595 2600 2616 rVB 33451 75893 4.43% 0.506%
Sum of corrected areas: 14988970
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 03 Aug 2024 14:09
: RC/JU
: P3448-07

11

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080324\
BF138768.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.M
: 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\BF080324\
Data File : BF138768.D

Acqg On : 03 Aug 2024 14:09
Operator : RC/JU

Sample : P3448-07

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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.
2.146 62.60 ng 1246410 1,4-Dichlorobenzene-d4 6.845

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 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
4 1,3-Dioxolane, 2-propyl- 116 C6H1202 003390-13-4 23
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
Abundance Scan 9 (2.146 min): BF138768.D\data.ms (-3) (-) m/z 73.10 100.00%
73.1
5000 43.1
87.1
AT
‘ Lg 1 ‘ 2.202.302.402.502.60
Ol L m/z 43.10 44.03%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 LA R A R IR I
43.0 2.202.302.402.502.60
' 87.0 m/z 55.10 31.83%
29.0
M‘ \‘\“ LQO ‘ |
O\‘H\\‘HH‘!\!\‘\!\‘!“HH‘\H\’\H\‘HH‘\H\‘\H\‘HH‘\H\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 R e
2.202.302.402.502.60
5000 41.0 55.0 m/z 87.10 26.61%
27.0
0 H\ ‘m \“ I 112.0 129.0
e e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2307: 1,3-Dioxolane, 2-methyl- R R ARARRREREE
73.0 2.202.302.402.502.60
m/z 41.10 14.74%
5000 43.0
58.0
29.0 ‘ 87.0
Obrprrthbirrrepter e L —
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080324\
Data File : BF138768.D

Acqg On : 03 Aug 2024 14:09
Operator : RC/JU

Sample : P3448-07

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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 unknown3.387 Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
3.387 2.03 ng 40377 1,4-Dichlorobenzene-d4 6.845
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propylene Glycol 76 C3H802 000057-55-6 9
2 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 000547-64-8 9
3 Isopropyl Alcohol 60 C3H80 000067-63-0 9
4 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 9
5 Formamide 45 CH3NO 000075-12-7 5

Abundance Scan 220 (3.387 min): BF138768.D\data.ms (-216) (-)

m/z 45.10 100.00%

45.1
5000
Do T
61.0 3.00 3.20 3.40 3.60 3.80
0 ettt e e e M/z 43.08 21.40%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #1083: Propylene Glycol
45.0
5000 ‘HH‘HH‘HH’\{\H’M“H
3.00 3.20 3.40 3.60 3.80
m/z 61.00 5.63%
29.0
61.0
O \\‘]\-\5\.9‘\\\‘\“‘\\\\“}‘1}\‘\\\‘\“\\\\‘\\\.\‘\\\\‘\\\\’\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5319: Propanoic acid, 2-hydroxy-, methyl ester, (.+/-.)-
45.0
P e
3.00 3.20 3.40 3.60 3.80
5000 m/z 44.00 5.23%
29.0
ol 180 | | 60 770 890 1040
R L RN ER NS
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #342: Isopropyl Alcohol e
45.0 3.00 3.20 3.40 3.60 3.80
m/z 42.00 3.60%
5000
15.0 27.0
0 H‘mﬁh“wbu‘huhu‘Héﬁgu‘_‘u“u‘_‘u,u‘W‘ .
m/z--> 10 20 30 40 50 60 70 80 90 100 110 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\BF080324\
Data File : BF138768.D

Acqg On : 03 Aug 2024 14:09
Operator : RC/JU

Sample : P3448-07

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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 2
R.T. EstConc Area Relative to ISTD R.T.
5.069 5.33 ng 106113 1,4-Dichlorobenzene-d4 6.845

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 12
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
Abundance Scan 506 (5.069 min): BF138768.D\data.ms (-501) (-) m/z 43.05 100.00%
43.0
59.1
5000
1011 T rrrrprrrrproat
83.1 4.80 5.00 5.20 5.40
ol il S m/z 59.10 57.78%
m/z--> 20 40 60 80 100 120 140
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L B R B B LR SR
59.0 4.80 5.00 5.20 5.40
m/z 101.10 17.78%
0 27\\\ Ll | 830 1010
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\
miz-> 20 40 60 80 100 120 140
Abundance #9477: 3-Hexanol, 4-methyl-
59.0
e EARREEEES R
4.80 5.00 5.20 5.40
5000 41.0 m/z 58.10 14.10%
H ‘ 87.0
oz Wl L
miz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester e EARRaEESS S
59.0 4.80 5.00 5.20 5.40
m/z 41.10 9.62%
5000 41.0
o w0pe L
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\BF080324\
Data File : BF138768.D

Acqg On : 03 Aug 2024 14:09
Operator : RC/JU

Sample : P3448-07

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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 7
R.T. EstConc Area Relative to ISTD R.T.
8.439 2.69 ng 71628 Naphthalene-d8 8.128

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenoxypropan-2-o0l 152 C9H1202 000770-35-4 96
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 Benzene, (2-methylpropoxy)- 156 C1eH140 001126-75-6 53
Abundance Scan 1079 (8.439 min): BF138768.D\data.ms (-1074) (-) m/z 94.10 100.00%
94.1
5000
5" 65.0 h 1100 1521 8.20 8.40 8.60 8.80

oHH_‘m‘mm‘_”m\m‘wHH_M‘HMHH m/z 77.10  26.85%

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

Abundance #30123: 1-Phenoxypropan-2-0

94.0
5000 \\/\\\‘\\\\‘\\\\’\\\\‘\\\
8.20 8.40 8.60 8.80
m/z 78.10 17.27%
66.0 152.0 /
LR s
O\\\\‘\\\\H\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\‘\\\\
miz--> 80 100 120 140 160
Abundance #30139 1-Propanol, 3-phenoxy-
94.0
e RERRR S
8.20 8.40 8.60 8.80
5000 m/z 45.10 15.67%
152.0
270 660‘ ‘
0b—— “Hw“m“‘ ‘”"“‘Hu“_!‘1‘2‘1‘9”,“‘_”‘
miz--> 20 100 120 140 160 /\
Abundance #19881: Ethanol, 2-phenoxy- L I
94.0 8.20 8.40 8.60 8.80
m/z 152.05 15.49%
5000
138.0
27.0 51.0
o""‘““H“Mw‘H‘?H‘H“W‘HWHHWHWH S S —
m/z--> 20 40 60 80 100 120 140 160 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080324\
Data File : BF138768.D

Acqg On : 03 Aug 2024 14:09
Operator : RC/JU

Sample : P3448-07

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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 unknown9.975 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
9.975 2.27 ng 67456  Acenaphthene-di0 9.880

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, [(hexadecyloxy)methyl]- 298 C19H3802 015965-99-8 12
2 Carbonic acid, pentadecyl prop-1... 312 C19H3603 1000382-91-0 10
3 3-Octanol, 2,6-dimethyl-, acetate 200 C12H2402 123232-57-5 10
4 Methyl 3,4,6-tri-O-acetyl-2-acet... 361 C15H23N09 002595-39-3 10
5 5-Ethyl-3-nonanol 172 C11H240 019780-71-3 10

Abundance Scan 1340 (9.975 min): BF138768.D\data.ms (-1334) (-) m/z 43.05 100.00%

5000 97.1
137.1
——
i, | e
ob— wa\dWHHW”WU\‘VfH . o m/z 57.05 63.49%
miz-> 50 100 150 200 250
Abundance #197326: Oxirane, [(hexadecyloxy)methyl]-
57.0
5000 1
97.0 10.00
m/z 97.10 44.68%
ol 2L A duflh 1270 1690 2500281C
miz--> 50 100 150 200 250
Abundance #214788: Carbonic acid, pentadecyl prop-1-en-2-yl ester
57.0
g pl | o) oo
10.00
5000 m/z 59.10 42.82%
97.0
0 27\‘.0‘ L \‘ H‘\ \“‘\ \‘H ‘\\]-2\7.0 182'0 255'0
— el e T
miz--> 50 100 150 200 250 /
Abundance #75791: 3-Octanol, 2,6-dimethyl-, acetate — ‘
43.0 10.00
m/z 101.10 34.29%
5000
97.0
‘ L 140.0
L N VI Y — i
m/z--> 50 100 150 200 250 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080324\
Data File : BF138768.D

Acqg On : 03 Aug 2024 14:09
Operator : RC/JU

Sample : P3448-07

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.892 4.30 ng 139030  Phenanthrene-di10 11.368
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
2 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 70
3 Anthracene, 1-methyl- 192 C15H12 000610-48-0 64
4 Anthracene, 2-methyl- 192 C15H12 000613-12-7 64
5 Benzene, 1,1'-(1,2-propadienylid... 192 C15H12 014251-57-1 60

Abundance Scan 1666 (11.892 min): BF138768.D\data.ms (-1663) (- m/z 192.10 100.00%

192.1
43.1
73.0
5000
129.1 165.1

101.0 227.2 256.1 1150 1200
0! m/z 43.10 68.27%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid AMWAVJ\JXVJ\xVAVMfAJLﬁ
60.0
5000 129.0

1L50 1200
m/z 191.10 68.02%

157.01850 213.0 256.0

O,

m/z--> 20 40 60 80 100120140160 180 200 220 240 260

Abundance #67054: 1H-Cyclopropa[l]jphenanthrene,1a,9b-dihydro-
192.0

b

T ‘
11.50 12.00

5000 m/z 60.00 61.90%
165.0
0,270 630 900 1560 L]
R R R e e N N R R RR R
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #67021: Anthracene, 1-methyl- 004
192.0 1150 1200

m/z 73.05 60.31%

5000
83.0 165.0
o 390 juso |

m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 1150 1200
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080324\
Data File : BF138768.D

Acqg On : 03 Aug 2024 14:09
Operator : RC/JU

Sample : P3448-07

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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 4H-Cyclopenta[def]phenanthrene Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
11.980 4.34 ng 140101  Phenanthrene-di10 11.368
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 196 C15H10 000203-64-5 58
2 5-Bromo-2-thiophenecarboxaldehyde 190 C5H3Bros 004701-17-1 53
3 3-Bromo-2-thiophenecarbaldehyde 190 C5H3BroS 000930-96-1 53
4 Benzene, 1,1'-(1,2-propadienylid... 192 C15H12 014251-57-1 38
5 SH-Dibenzo[a,d]cycloheptene 192 C15H12 000256-81-5 38

Abundance Scan 1681 (11.980 min): BF138768.D\data.ms (-1677) (- m/z 189.05 100.00%
189.1
5000
94.6 N
165.1 U
12.00
63.0 139.0
ol 380k ABO  ML281 0610 08,00
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64923: 4H-Cyclopenta[deflphenanthrene
190.0
5000 ‘/v‘\ T =
94.0 12.00
4. m/z 192.10  78.05%
oL 300 630 | 137.0 1630 |
\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ \\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64993: 5-Bromo-2-thiophenecarboxaldehyde
191.0
bt
12.00
5000 m/z 191.10 55.00%
82.0
39.0
‘ ‘ 117.0 163.0
| \‘ “ 1 ‘\ | ‘“‘ ll 1l HM\
T R | S | MET—
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64991: 3-Bromo-2-thiophenecarbaldehyde —
191.0 12.00
m/z 94.60 28.27%
5000
82.0
45.0
117.0 .
0Wm”‘,;“”mhmu“mH_mJ‘_‘1‘%?19‘1‘?%‘9“”%_”“H _—
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080324\
Data File : BF138768.D

Acqg On : 03 Aug 2024 14:09
Operator : RC/JU

Sample : P3448-07

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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 11H-Benzo[b]fluorene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.133 2.33 ng 61206 Chrysene-di12 14.010
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 96
2 Pyrene, 1-methyl- 216 C17H12 002381-21-7 94
3 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 91
4 Pyrene, 2-methyl- 216 C17H12 003442-78-2 91
5 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 87
Abundance Scan 1877 (13.133 min): BF138768.D\data.ms (-1870) (- m/z 216.10 100.00%
216.1
5000
1079 P
' 189.1 . :
63.0 135.1161.0
01 m/z 215.10  84.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #94576: 11H-Benzo[b]fluorene
216.0
5000 ‘J\\ : 1
13.00 13.50
108.0 ITI/Z 213.10 20.35%
0 570 It \“ . 16n3.0 18\\\90 hm
\\\‘H\\‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘\\H‘\\\ ‘\\H‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #94565: Pyrene, 1-methyl-
216.0 /\ /\M/\
FTATIVALLSHVE
13.00 13.50
5000 m/z 217.10 16.92%
95.0 189.0
0,270 630 | 1220 1630 | m
R LA ma R e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 /\/\
Abundance #94578: Fluoranthene, 2-methyl- ﬂMﬁ‘ “ ‘"ﬂﬂﬁ
216.0 13.00 13.50
m/z 107.90 14.12%
5000
108.0
) 510 810 | issoaea0®0 | Al
e RAARERasEEaSAs R S e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080324\
Data File : BF138768.D

Acqg On : 03 Aug 2024 14:09
Operator : RC/JU

Sample : P3448-07

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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 Trifluoroacetoxy hexadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.857 3.42 ng 89652  Chrysene-d12 14.010
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91
2 1-Heneicosanol 312 C21H440 015594-90-8 87
3 Carbonic acid, hexadecyl 2,2,2-t... 416 C19H35C1303 1000314-56-2 78
4 Heptadecyl trifluoroacetate 352 C19H35F302 1010351-87-0 78
5 Pentafluoropropionic acid, tetra... 360 C17H29F502 006222-06-6 64
Abundance Scan 2000 (13.857 min): BF138768.D\data.ms (-1995) (- m/z 230.10 100.00%
3. 230.1
83.0
5000
VA‘ : M4\¢A
175.0 H 13.50 14.00
ol o L2810 4310 95.73%
miz-> 50 100 150 200 250 300
Abundance #245846: Trifluoroacetoxy hexadecane
57.0
5000 — ——
13.50 14.00
m/z 57.10  90.91%
39.0
OL\5\Q‘\ ‘\ T My “\‘ 1‘ il ‘W ‘”\ T \1\9‘6‘(\) I |2\6?(\)\ ‘3\2\0\(
miz-> 50 100 150 200 250 300
Abundance #215083: 1-Heneicosano
55.0
97.0
— ——
13.50 14.00
5000 m/z 55.10 90.88%
39.0
1o || LLLL 120 2620 2200 2900 ¢
m/iz--> 50 100 150 200 250 300
Abundance #311137: Carbonic acid, hexadecyl 2,2,2-trichloroethyl es — ——
83.0 13.50 14.00
43.0 m/z 83.05 77.19%
5000
25.0
oL ‘\hh‘ “ \‘ “\H\“\ ﬁ‘ il “H\ N e — —
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\BF080324\
Data File : BF138768.D

Acqg On : 03 Aug 2024 14:09
Operator : RC/JU

Sample : P3448-07

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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@ Benzo[e]pyrene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.351 3.89 ng 76215  Perylene-di12 15.474
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 99
2 Perylene 252 C20H12 000198-55-0 95
3 Benzo[k]fluoranthene 252 C20H12 000207-08-9 95
4 Benzo[b]fluoranthene 252 C20H12 000205-99-2 90
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 89

Abundance Scan 2254 (15.351 min): BF138768.D\data.ms (-2249) (- m/z 252.10 100.00%

252.1
5000

57.1 87.0 12ﬁ015501851 2220 M 15.00 15.50
282.: o
Olrrprrrpisgirer ek e o e Ak s m/Z 250.05  28.95%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #138554: Benzo[e]pyrene
252.0
5000

[ =
15.00 15.50
m/z 253.10  21.13%

125.0
0 50.0 83.0 , | 1740 223.0
H\‘HH’HH’HH‘HH‘HH‘HH‘HH’HH’HH‘HH‘HH‘\ \‘HH’\H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #138551: Perylene
252.0
1500 1550
5000 ITI/Z 125.00 13.44%
125.0
0170 50.0 83.0 \H 1740 2220
T T T A T e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #138564: Benzo[Kk]fluoranthene T —
252.0 15.00 15.50
126.0 m/z 251.85  11.26%
5000
| 2
Obveerrerepibirbelb A 740 2220 Ay M o Uy
m/z--> 20 40 60 80 100120140160180200220240260280 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080324\
Data File : BF138768.D

Acqg On : 03 Aug 2024 14:09
Operator : RC/JU

Sample : P3448-07

Misc

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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... 2.146 62.6 ng 1246410 1 6.845 398242 20.0
unknown3.387 3.387 2.0 ng 40377 1 6.845 398242 20.0
2-Pentanone, 4-... 5.069 5.3 ng 106113 1 6.845 398242 20.0
1-Phenoxypropan... 8.439 2.7 ng 71628 2 8.128 531760 20.0
unknown9.975 9.975 2.3 ng 67456 3  9.880 594381 20.0
n-Hexadecanoic ... 11.892 4.3 ng 139030 4 11.368 646118 20.0
4H-Cyclopenta[d... 11.980 4.3 ng 140101 4 11.368 646118 20.0
11H-Benzo[b]flu... 13.133 2.3 ng 61206 5 14.010 524688 20.0
Trifluoroacetox... 13.857 3.4 ng 89652 5 14.010 524688 20.0
Benzo[e]pyrene 15.351 3.9 ng 76215 6 15.474 391532 20.0
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