LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50423\
Data File : BF133242.D

Acqg On : 04 May 2023 21:07

Operator : CG\JU

Sample : 02588-14 :
Misc : PILE-A-UNK-05022023

ALS Vvial : 12 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-BF042123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF133242.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.71@6 271 276 283 rVB 414868 600877 12.13% 1.505%
2 4.928 476 483 493 rVB 114739 155266 3.13% 0.389%
3 5.340 548 553 556 rBV 4740030 4748904 95.85% 11.895%
4 6.369 722 728 731 rBV 4459725 4765929 96.20% 11.938%
5 6.722 785 788 792 rBV 1510434 1288688 26.01% 3.228%
6 7.134 852 858 866 rBV 357287 300923 6.07% 0.754%
7 7.292 874 885 888 rBV 3410366 3082360 62.21% 7.721%
8 7.745 957 962 967 rBV3 59768 83262 1.68% 0.209%
9 8.010 1003 1007 1009 rBV 2271701 1753300 35.39% 4.392%
10 8.034 1009 1011 1017 rVB2 172957 163002 3.29% 0.408%
11  8.722 1122 1128 1131 rVB 68293 60961 1.23% 0.153%
12 9.086 1186 1190 1193 rVB 5827132 4954429 100.00% 12.410%
13 9.763 1301 1305 1308 rVB 2192013 1968973 39.74% 4.932%
14  9.969 1336 1340 1344 rBV2 76877 92803 1.87% 0.232%
15 10.475 1422 1426 1429 rVB 453397 379901 7.67% ©.952%

16 10.551 1434 1439 1442 rVV 3300422 3201977 64.63%
17 10.592 1443 1446 1453 rW 86833 114599 2.31%
18 10.686 1457 1462 1468 rVB2 128276 155232 3.13%

OO
w
(o]
o]
R

19 11.151 1537 1541 1546 rVB2 75954 85399 1.72% 214%
20 11.239 1552 1556 1559 rBV 2373452 2013439 40.64% 043%
21 11.263 1559 1560 1563 rVB 192516 98505 1.99% ©.247%
22 11.780 1644 1648 1656 rBV3 550482 598455 12.08%  1.499%
23 11.851 1657 1660 1662 rBV2 65900 67477 1.36% 0.169%
24 12.233 1720 1725 1729 rBV3 39951 75138 1.52% ©.188%
25 12.451 1758 1762 1765 rBV 300747 290805 5.87% ©.728%

26 12.563 1778 1781 1784 rBV 77348 82357 1.66%
27 12.674 1797 1800 1805 rVB 239916 212485 4.29% ©.532%
28 12.827 1822 1826 1830 rBV 4592616 4544126 91.72% 11.382%

(]
N
[
[))
B

29 12.963 1846 1849 1851 rBV 77990 65469 1.32% 0.164%
30 13.004 1854 1856 1861 rVB2 68858 70756 1.43% 0.177%
31 13.069 1864 1867 1870 rBV2 74548 74598 1.51% 187%

32 13.739 1977 1981 1987 rBV 259491 442599  8.93%
33 13.874 1999 2004 2007 rBV 1346043 1277601 25.79%
34 14.357 2083 2086 2089 rBV 72974 74209 1.50%
35 14.886 2173 2176 2185 rVB 91579 183928 3.71%

OO WEROo®
N
[
(O]
B

36 14.980 2189 2192 2197 rVB2 77601 98467 1.99% 0.247%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50423\
Data File : BF133242.D

Acqg On i 04 May 2023 21:07

Operator : CG\JU

Sample : 02588-14 :
Misc : PILE-A-UNK-05022023

ALS Vvial : 12 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-BF042123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 15.168 2221 2224 2229 rVB 52823 63583 1.28% ©0.159%
38 15.227 2231 2234 2237 rBV 71532 72868 1.47% 0.183%
39 15.292 2240 2245 2249 rBV 1015006 1157252 23.36% 2.899%
40 15.745 2318 2322 2327 rBV2 82322 119423 2.41% 0.299%
41 16.221 2399 2403 2408 rVB 66017 104367 2.11% 0.261%
42 16.774 2493 2497 2503 rVB4 48637 90908 1.83% 0.228%
43 17.427 2604 2608 2613 rVB4 42282 86660 1.75% 0.217%
Sum of corrected areas: 39922260
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050423\
BF133242.D

: 04 May 2023 21:07

: CG\JU

. 02588-14

PILE-A-UNK-05022023

: 12 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50423\
Data File : BF133242.D

Acqg On : 04 May 2023 21:07

Operator : CG\JU

Sample : 02588-14 :
Misc PILE-A-UNK-05022023

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
4.928 2.41 ng 155266 1,4-Dichlorobenzene-d4 6.722
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 3-Octanol 130 C8H180 000589-98-0 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 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 483 (4.928 min): BF133242.D\data.ms (-476) (-) m/z 42.95 100.00%

43.0
59.1
5000
101.1
‘ 831 4.60 4.80 5.00 5.20
) US| O A &t SNV m/z 59.10  53.12%
miz-> 20 40 60 80 100 120 140
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
A
5000 L B B L R
59.0 4.60 4.80 5.00 5.20
m/z 101.10 17.15%
15.0 101.0
‘ T | 830 |
0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance #15663: 3-Octanol
59.0
R AR R
4.60 4.80 5.00 5.20
5000 83.0 m/z 58.00  14.50%
410 101.0
o‘F?;?“;Hw‘m1“;”“”‘_H_m_mw
m/iz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester e
59.0 4.60 4.80 5.00 5.20
m/z 41.10 8.92%
5000 41.0
0 \H\‘ \‘M 12\6'0 142.0
1 R AR Rat!
m/z--> 20 40 60 80 100 120 140 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50423\
Data File : BF133242.D

Acqg On : 04 May 2023 21:07

Operator : CG\JU

Sample : 02588-14 :
Misc : PILE-A-UNK-05022023

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Benzophenone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.475 3.86 ng 379901  Acenaphthene-d10 9.763
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 N-Methylbenzamide, N-trifluoroac... 231 C1OH8F3NO2 1000446-91-5 47
3 Vinyl benzoate 148 C9H802 000769-78-8 47
4 N-Methylbenzamide, N-chlorodiflu... 247 C10H8C1F2NO2  1000446-98-2 47
5 N-Methoxy-N-methylbenzamide 165 CSH11NO2 006919-61-5 47
Abundance Scan 1426 (10.475 min): BF133242.D\data.ms (-1422) (-] | m/z 105.00 100.00%
105.0
77.1
182.1
5000
51.0
=
10.50
152.0
Ol e e 280 m/z 77.10 63.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56925: Benzophenone
105.0
77.0 182.0
5000 U
10.50
51.0 m/z 182.10  55.28%
152.0
O\\\\‘\‘\H“\\‘\\’H\”1“\\H‘\\\\’H\\‘\\‘1‘\‘\\\\"1\\\‘\\\\‘\\\\’
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #112230: N-Methylbenzamide, N-trifluoroacetyl-
105.0
=
10.50
5000 77.0 m/z 51.00 27.37%
51.0
NECT 231.0
AR e s
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #26899: Vinyl benzoate =
105.0 10.50
m/z 181.10 9.06%
77.0
5000
51.0
15.0 | ‘ 148.0 "
O e e e M A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50423\
Data File : BF133242.D

Acqg On : 04 May 2023 21:07

Operator : CG\JU

Sample : 02588-14 :
Misc PILE-A-UNK-05022023

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.780 5.94 ng 598455  Phenanthrene-d10 11.239
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 91
4 Undecanoic acid 186 C11H2202 000112-37-8 81
5 n-Decanoic acid 172 C10H2002 000334-48-5 70

Abundance Scan 1648 (11.780 min): BF133242.D\data.ms (-1644) (- m/z 73.05 100.00%
3.1 ,73.0

3 3

5000 129.0 k
213.2 r—— ——
H‘ 157.1185.2 ‘ 256.3 11.50 12.00
om,w“‘:“‘”!” I, ‘MH“H‘:“Eu‘mmH“_“‘W‘Mw‘wa‘w m/z 43.10  93.91%
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 LN RN
11.50 12.00
167.01g5 02130 256.0 m/z 60.00 92.26%

O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #92063: Tridecanoic acid
73.
43.0 0
— —
11.50 12.00
5000 129.0 m/z 57.05 77.38%
171.0
214.0
0159?
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid —— —
43.0 73.0 11.50 12.00
m/z 41.10 73.59%
5000 129.0
199.0
R W W
O%QRMHM‘MMM“Nm\“NWHW‘_H‘_ﬂ‘mu‘wu‘wu‘wu‘_‘ —— —
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\BF@50423\
Data File : BF133242.D

Acqg On : 04 May 2023 21:07

Operator : CG\JU

Sample : 02588-14 :
Misc : PILE-A-UNK-05022023

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Pentadecafluorooctanoic aci... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

13.739 6.93 ng 442599  Chrysene-d12 13.874
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 94
2 1-Docosene 308 C22H44 001599-67-3 93
3 17-Pentatriacontene 491 C35H70 006971-40-0 91
4 1-Hexacosene 364 C26H52 018835-33-1 91
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 91

Abundance Scan 1981 (13.739 min): BF133242.D\data.ms (-1977) (- m/z 57.10 100.00%
7.1

5
5000

A
229.2
oM_‘H‘ufm““‘«““3‘9‘?:‘3“”HW_Wwwww m/z 43.10  81.43%
m/z--> 0 50 100150200 250 300 350400450500 550600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
5000 — —
13.50 14.00

m/z 55.10 68.66%

okl FF,O 2520 " 3690 648
‘HH‘HH‘HH[HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 0 50 100150200 250300 350400450500 550600 650
Abundance #209740: 1-Docosene

57.0

5000 m/z 83.10 56.51%
308.0
‘ ]hg.o ‘
0\”““”WW”MM%R%RW‘“W”W‘”W””\””W‘”W”W‘”W”
m/z--> 0 50 100150200 250300 350400450500550600650
Abundance #336402: 17-Pentatriacontene P o
43.0 13.50 14.00

m/z 69.10 52.90%

h wwwﬂwww«MJ\WMwwdwﬂwW

5.0
l}$fh‘19602610 490.0
Ot M A e o e e e e 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@50423\
Data File : BF133242.D

Acqg On : 04 May 2023 21:07

Operator : CG\JU

Sample : 02588-14 :
Misc PILE-A-UNK-05022023

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Heneicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.745 2.06 ng 119423  Perylene-di2 15.292
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octadecane 254 C18H38 000593-45-3 87
3 Hentriacontane 437 C31H64 000630-04-6 87
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 87
5 Hexacosane 366 C26H54 000630-01-3 87

Abundance Scan 2322 (15.745 min): BF133242.D\data.ms (-2318) (-} | m/z 57.10 100.00%

57.1
5000

L —
15.50 16.00
“h \\‘ ]H “ by

160.2 50,1266.0
AL, X69222012000 3413 4103 71 10 65 6e%

m/z--> 0 50 100 150 200 250 300 350 400
Abundance #194588: Heneicosane
57.0

5000 — —
15.50 16.00

m/z 43.00 53.02%

13.0
0 \’\ ‘H | \]7690 225.0 296.0
‘\\\\‘1\\f‘\\\\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #141057: Octadecane

o

57.0
T —
15.50 16.00
5000 m/z 85.10 48.10%
10 1600 2540
0“Nu\‘”‘Mﬂﬂ‘hdﬁ‘u‘““““‘w““““"H“
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #320590: Hentriacontane 7 —
57.0 15.50 16.00

m/z 41.00 22.64%

200 N/\WWMJ\
I

‘} ‘ AJ‘1690 2250  309.0 365.0 436.(

(YEFEE S e el UM S SRR S —— :
miz—> 0 50 100 150 200 250 300 350 400 15.50 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50423\
Data File : BF133242.D

Acqg On . 04 May 2023 21:07

Operator : CG\JU

Sample : 02588-14 :
Misc : PILE-A-UNK-05022023

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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-... 4.928 2.4 ng 155266 1 6.722 1288690 20.0
Benzophenone 10.475 3.9 ng 379901 3 9.763 1968970 20.0
n-Hexadecanoic ... 11.780 5.9 ng 598455 4 11.239 2013440 20.0
Pentadecafluoro... 13.739 6.9 ng 442599 5 13.874 1277600 20.0
Heneicosane 15.745 2.1 ng 119423 6 15.292 1157250 20.0
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