LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083023\
Data File : BF135020.D

Acqg On : 30 Aug 2023 23:44

Operator : CG\JU

Sample : 04196-01

Misc . OR-345-COMP-01

ALS vial : 8 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-BF083023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF135020.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.152 7 11 19 rVB2 39613 57564 2.08% 0.261%
2 5.004 492 496 503 rVB 89545 111097 4.01% 0.503%
3 5.404 559 564 567 rBV 2857623 2669773 96.27% 12.083%
4 6.410 730 735 738 rBV 2748665 2678660 96.59% 12.123%
5 6.769 793 796 800 rBV 965806 788171 28.42% 3.567%

6 7.334 887 892 895 rBV 1827184 1690722 60.96% 7.652%
7 8.051 1009 1014 1017 rBV 1251085 1063873 38.36% 4.815%
8 9.128 1192 1197 1201 rBV 2963202 2773301 100.00% 12.551%
9 9.251 1214 1218 1220 rBV 32872 30034 1.08% 0.136%

9

10 .810 1308 1313 1316 rBV 1269335 1133026 40.85% 5.128%
11 10.598 1443 1447 1451 rBV 1844170 1588266 57.27% 7.188%
12 11.298 1562 1566 1569 rBV 1202426 1046510 37.74% 4.736%
13 11.322 1569 1570 1574 rVV 151357 94404  3.40% 0.427%
14 11.374 1574 1579 1582 rVB 26236 28487 1.03% ©0.129%
15 11.804 1649 1652 1654 rBV 29094 28627 1.03% ©.130%
16 11.839 1654 1658 1668 rVB2 529319 533978 19.25% 2.417%
17 11.916 1668 1671 1673 rBV2 34253 30042 1.08% ©0.136%
18 12.516 1769 1773 1777 rBV 287675 249026  8.98% 1.127%
19 12.627 1787 1792 1805 rBV2 186082 222943 8.04%  1.009%
20 12.745 1806 1812 1816 rBV 216994 219409 7.91% 0.993%
21 12.898 1834 1838 1841 rBV 2234086 1886399 68.02%  8.537%
22 12.968 1844 1850 1853 rBV3 18664 33774 1.22% 0.153%
23 13.080 1866 1869 1872 rVB3 32727 33730 1.22% 0.153%
24 13.145 1877 1880 1883 rVB2 31465 34698 1.25% ©.157%
25 13.486 1931 1938 1940 rBv4 25699 40364 1.46% ©.183%
26 13.698 1971 1974 1977 rBV2 22905 29012 1.05% 131%

27 13.810 1989 1993 2002 rBV2 151333 206386  7.44%
28 13.957 2012 2018 2020 rBV2 724084 786835 28.37%

OO WOoeOoe
U1
o)}
iy
R

29 13.980 2020 2022 2025 rVB 103791 84179 3.04% 381%
30 14.445 2097 2101 2107 rBV6 45543 93842 3.38% 425%
31 14.727 2146 2149 2151 rBV2 28587 31500 .14% 143%

1
32 14.898 2174 2178 2182 rBV 103727 117353 4
33 14.992 2190 2194 2198 rBV 106165 167248 6.03%
34 15.092 2207 2211 2213 rBV 58209 72544 2
35 15.121 2213 2216 2223 rVB2 62258 105642 3

[OIOGR RN
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Ul
~N
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36 15.298 2242 2246 2253 rVB 64325 83218 3.00% ©.377%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083023\
Data File : BF135020.D

Acqg On : 30 Aug 2023 23:44

Operator : CG\JU

Sample : 04196-01

Misc . OR-345-COMP-01

ALS vial : 8 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-BF083023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 15.357 2253 2256 2262 rBV 84750 107642 3.88% 0.487%
38 15.421 2262 2267 2272 rBV 558572 722064 26.04% 3.268%
39 15.680 2308 2311 2316 rVB4 29637 42693 1.54% 0.193%
40 15.915 2347 2351 2357 rBvV 66747 103800 3.74% 0.470%
41 15.980 2360 2362 2370 rVB6 26766 40074 1.44% 0.181%
42 16.733 2486 2490 2497 rVB7 25536 50632 1.83% 0.229%
43 16.892 2512 2517 2527 rBvV3 40169 92667 3.34% 0.419%
44 17.045 2538 2543 2548 rBVS 23962 53980 1.95% 0.244%
45 17.339 2589 2593 2599 rVB 22051 37605 1.36% 0.170%
Sum of corrected areas: 22095794
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 30 Aug 2023 23:44
¢ CG\JU
. 04196-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083023\
BF135020.D

OR-345-COMP-01

: 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BF135020.D\data.ms
5404 6.410

7.334

6.769

152 5.004

0
Time-->

LA
L L L I L L L L I L L L L L L L B L B L IR I B R (O L L L L I B L B

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

2500000

2000000

1500000

1000000

500000

TIC: BF135020.D\data.ms
9.128

12.898

10.598

8.051 9.810 11.298

11.839

0
Time-->

111322 1273 %a745
9.251 L 374 1180816 12.988805

— —— — T T T e T
8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BF135020.D\data.ms

13.957
15.421

-

Time-->

"’EEM%QE@WO

16.788.892045 17.339
T I I I ! T
13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00

T T T T T [ T T T T [ T T T 1
17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083023\
Data File : BF135020.D

Acqg On : 30 Aug 2023 23:44

Operator : CG\JU

Sample : 04196-01

Misc . OR-345-COMP-01

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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 7
R.T. EstConc Area Relative to ISTD R.T.
5.004 2.82 ng 111097 1,4-Dichlorobenzene-d4 6.769

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 53
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 38
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
Abundance Scan 496 (5.004 min): BF135020.D\data.ms (-492) (-) m/z 43.00 100.00%
43.0
59.0
5000
1011 [T Tt riiiyrt
‘ 83.0 4.60 4.80 5.00 5.20 5.40
Ol et il Sl m/z 59.00 52.23%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 BRI B B
59.0 4.60 4.80 5.00 5.20 5.40
m/z 101.10 18.10%
150 349 101.0
0\\\‘\!‘f!‘\\!‘f“[‘\.\\\“H}\\‘\\}\‘\\\\‘\\\\8‘:\3‘\.\0\‘\\\}“\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
43.0
R BAREE AR
57.0 4.60 4.80 5.00 5.20 5.40
5000 m/z 58.00 14.65%
20.0 101.0
O 2 il T30 850
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4528: 2,3-Butanedione, monooxime R R RARRE
43.0 4.60 4.80 5.00 5.20 5.40
m/z 41.00 9.93%
5000
101.0
oL 190 310 | %80 200 860
e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083023\
Data File : BF135020.D

Acqg On : 30 Aug 2023 23:44

Operator : CG\JU

Sample : 04196-01

Misc . OR-345-COMP-01

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.839 10.20 ng 533978 Phenanthrene-d10 11.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 91
4 Pentadecanoic acid 242 C15H3002 001002-84-2 91
5 n-Decanoic acid 172 C10H2002 000334-48-5 58
Abundance Scan 1658 (11.839 min): BF135020.D\data.ms (-1654) (- m/z 73.00 100.00%
43.0 73.0
5000 129.0 k\
213.2 — ——
‘ 157.1185.1 256.1 11.50 12.00
[ I— m/z 43.05 94.89%
m/z--> 20 40 60 80 100120 140 160 180200 220 240 260
Abundance #143511: n-Hexadecanoic acid
73.0
43.0 129.0 256.0
5000 — =
213.0 11.50 12.00
‘ 157.0185.0 m/z 59.95 90.96%
\‘ \M H‘H‘ h HM\ H\ H“ Al ‘ ‘ ‘\ W ‘ ‘
O\H‘HH‘HH HH‘HH‘\\H‘\\H‘HH‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120 140 160 180200 220 240 260
Abundance #109279: Tetradecanoic acid
73.0
43.0 — -
11.50 12.00
5000 129.0 m/z 57.85  77.65%
185.0
228.0
otsol U159 | et
m/z--> 20 40 60 80 100120 140160180200220240260
Abundance #92063: Tridecanoic acid = .
e
43.0 73.0 11.50 12.00
m/z 55.00 72.39%
5000 129.0
171.0
214.0
onsal LIS e
m/z--> 20 40 60 80 100120140160180200220240260 11.50 12.00
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083023\
BF135020.D

: 30 Aug 2023 23:44
¢ CG\JU
. 04196-01

: 8 Sample Multiplier: 1

OR-345-COMP-01

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 Octadecanoic acid

Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
12.627 5.67 ng 222943  Chrysene-di12 13.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Octadecanoic acid
2 Pentadecanoic acid
3 Tetradecanoic acid
4 n-Decanoic acid

5 Undecanoic acid

284 C18H3602
242 C15H3002
228 C14H2802
172 C1eH2002
186 C11H2202

000057-11-4 99
001002-84-2 93
000544-63-8 87
000334-48-5 76
000112-37-8 68

Abundance Scan 1792 (12.627 min): BF135020.D\data.ms (-1787) (- m/z 43.00 100.00%
43.0 73.0
5000 129.1
185.1 T :
‘ ‘ 2412 oy 12.50 13.00
ol ML ALy Ay b L mjz 72,95 89.04%
m/z--> 50 100 150 200 250
Abundance #179093: Octadecanoic acid
73.0
43.0
129.0
5000 284.C et ‘
185.0 241.0 12.50 13.00
‘ m/z 57.05 86.39%
0b— \“‘ \;‘H ‘u‘u HMH‘H‘\“‘ Hh“uw‘ﬂ‘\ ‘H‘M H[“ | L ‘L e “ - “ 1 ‘\‘ : “‘
m/z--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid
43.0 73.0
T 1
12.50 13.00
5000 129.0 ITI/Z 59.95 81.02%
‘ 199.0 2420
0L— L‘ ‘; \“H‘M UM “HM\‘\‘ Hhm\ M\‘ il “‘ ‘1“61‘0;“ ‘i SN “\ o —
m/z--> 50 100 150 200 250
Abundance #109281: Tetradecanoic acid e e i R
73.0 12.50 13.00
43.0 m/z 41.05 66.32%
5000
129.0
185.0 228.0
oL ““ “‘J‘u‘u“ ;M‘\‘u} “ ‘ I m‘\ “\‘ \‘ — ‘\‘ — — o ——
m/z--> 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\BF083023\
Data File : BF135020.D

Acqg On : 30 Aug 2023 23:44

Operator : CG\JU

Sample : 04196-01

Misc . OR-345-COMP-01

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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 Pentadecafluorooctanoic aci... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.810 5.25 ng 206386  Chrysene-di2 13.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 95
2 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
3 1-Hexacosene 364 C26H52 018835-33-1 94
4 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
5 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 91
Abundance Scan 1993 (13.810 min): BF135020.D\data.ms (-1989) (- m/z 57.05 100.00%
57.0
— ——
] Ih“ 230.0 13.50 14.00
ol b by m/z 43.05 88.13%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
5000 — ——
13.50 14.00
m/z 55.00 83.87%
fao 252.0
0HJ‘H‘H\J‘\IN\‘M['\”H\‘H‘H‘l\.\\\‘H\\‘H\.\‘\H\‘\\\\‘\\\\‘\\\\‘\§ﬂ§\.'
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #326112: Heptadecyl heptafluorobutyrate
57.0
— ——
13.50 14.00
5000 m/z 83.10 67.62%
5.0
oL, 280 434.0
e A e e
m/z--> 50 100 150200 250 300 350 400 450 500 550 600 650
Abundance #273800: 1-Hexacosene — —
57.0 13.50 14.00
m/z 69.05 65.70%
5000
5.0
oL 1960 20203640
A e e e e e — ——
miz--> 50 100 150 200 250 300 350 400 450 500 550 600 650 13.50 14.00

8270-BF083023.M Thu Aug 31 13:57:42 2023

Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083023\
Data File : BF135020.D

Acqg On : 30 Aug 2023 23:44

Operator : CG\JU

Sample : 04196-01

Misc . OR-345-COMP-01

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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 Heptadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.445 2.39 ng 93842  Chrysene-di12 13.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Nonadecane 268 C19H40 000629-92-5 87
3 Sulfurous acid, butyl heptadecyl... 376 C21H4403S 1000309-18-4 62
4 1-Octadecanesulphonyl chloride 352 C18H37Cl02S 1000342-70-4 58
5 10-Methylnonadecane 282 C20H42 056862-62-5 49
Abundance Scan 2101 (14.445 min): BF135020.D\data.ms (-2097) (- m/z 57.05 100.00%
57.0
240.1 ——
141.1 ‘ 14.50
oL— \h \‘ \ \h\ \HM “\‘\ m\\hh L \‘ \ | Ay 8‘?\‘9\‘\ il u‘uu“\\h L \\\\\%8‘1 "1 — m/Z 43.10 68. 1300
m/z--> 50 100 150 200 250 300
Abundance #123960: Heptadecane
57.0
5000 LN
14.50
99.0 m/z 71.05 54.58%
0 \Z\SJ\O‘\“ ‘ “‘\ ‘ H‘ H‘ \ T “1\4“1 ‘0\ ’\]8\3\0‘ T \2\4?-? T T T T ‘ T
m/z--> 50 100 150 200 250 300
Abundance #158598: Nonadecane
57.0
——
14.50
5000 m/z 85.10 48.15%
99.0
ol ki 1410 res0 280
m/z--> 50 100 150 200 250 300
Abundance #284588: Sulfurous acid, butyl heptadecyl ester —
57.0 14.50
m/z 55.10 42.43%
- W
ol | ) ‘ ‘M u 1999 1830 2390 2910
= B LA S e S ——
m/z--> 50 150 200 250 300 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083023\
Data File : BF135020.D

Acqg On : 30 Aug 2023 23:44

Operator : CG\JU

Sample : 04196-01

Misc OR-345-COMP-01

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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 16-Heptadecenal Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.898 3.25 ng 117353  Perylene-di2 15.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 16-Heptadecenal 252 C17H320 1010144-57-9 93
2 17-Octadecenal 266 C18H340 056554-86-0 91
3 Octadecanal 268 C18H360 000638-66-4 90
4 15-Octadecenal 266 C18H340 056554-93-9 90
5 1,19-Eicosadiene 278 C20H38 014811-95-1 81
Abundance Scan 2178 (14.898 min): BF135020.D\data.ms (-2174) (- m/z 57.00 100.00%
57.0
96.0
5000
— ——
37.0 208.0 268.0 334. 14.50 15.00
0! "l Im/z 43.05 95.10%
m/z--> 50 100 150 200 250 300
Abundance #138488: 16-Heptadecenal
82.0
43.0
5000 — ——
14.50 15.00
m/z 82.05 78.43%
[0 ao7q 2520
0\\\\‘\\\\‘\\\“\“\\\\"‘\\‘H\\“\\\\‘\\\\
m/z--> 50 100 150 200 250 300
Abundance #155912: 17-Octadecenal
82.0
43.0 — —
14.50 15.00
5000 m/z 55.05 64.28%
23.0 252.0
oL [T lisoron0 20
m/z--> 50 100 150 200 250 300
Abundance #158569: Octadecanal — —
43.0, 82.0 14.50 15.00
m/z 83.10 57.09%
5000
‘MZ&O 2220
ol JULdAd Ly 800 7 2ea0 1T MY
miz--> 50 100 150 200 250 300 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083023\
Data File : BF135020.D

Acqg On : 30 Aug 2023 23:44

Operator : CG\JU

Sample : 04196-01

Misc OR-345-COMP-01

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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 11
R.T. EstConc Area Relative to ISTD R.T.
15.092 2.01 ng 72544  Perylene-di12 15.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 97
2 Hexadecane 226 C1l6H34 000544-76-3 94
3 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 90
4 Octacosane 394 (C28H58 000630-02-4 87
5 Tetratetracontane 619 C44H99 007098-22-8 87
Abundance Scan 2211 (15.092 min): BF135020.D\data.ms (-2207) (- m/z 57.05 100.00%
57.0
5000 MM
99.1 252.1 BRI \
155.1 . 15.00
ob—s “\ ‘\h‘ ‘\h\ \‘\‘h‘ \Hw “H‘\ L HM 4 \“\‘ N H‘u\‘%?\?‘f?‘u‘ : H‘M s ‘296" m/z 43.00 65.74%
m/z--> 50 100 150 200 250
Abundance #194590: Heneicosane
57.0
5000 —— |
15.00
99.0 m/z 71.10 63.22%
0 2610 ““\ ”H‘ \‘”‘\ h“ \“‘ \“ﬂ41‘1.‘q\ ;]8\3\0‘ \22\5\0\ T \2\96’(
m/z--> 50 100 150 200 250
Abundance #107218: Hexadecane
57.0
T \
15.00
5000 m/z 85.05 47 .00%
99.0
0,200 | | %0 1410 1830 2260
miz--> 50 100 150 200 250
Abundance #193302: Dodecane, 1-iodo- T
57.0 15.00
m/z 41.00 20.88%
o WMW\AJ{MMJAMWWMWWANM
99.0
o‘%aLM AR o N _—
m/z--> 50 100 150 200 250 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083023\
Data File : BF135020.D

Acqg On : 30 Aug 2023 23:44

Operator : CG\JU

Sample : 04196-01

Misc OR-345-COMP-01

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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 n-Tetracosanol-1 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.121 2.93 ng 105642  Perylene-di2 15.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 52
2 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 52
3 Cycloheptane, methyl- 112 C8H16 004126-78-7 49
4 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 45
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 45
Abundance Scan 2216 (15.121 min): BF135020.D\data.ms (-2213) (- m/z 83.10 100.00%
83.1
43.0
5000
—— —
‘ ‘ k25.1 189.0 509 1 269.0 15.00 15.50
ol il s “‘\““, ‘\!\ d“‘uw \’hh gy : [ '\‘m‘ wl o IR m/z 57.05 99.36%
m/z--> 50 100 150 200 250 300
Abundance #264236: n-Tetracosanol-1
57.0 ©7.0
5000 —— e
15.00 15.50
m/z 97.00 77.53%
39.0
0 ’]\g\.q ‘\“ “ ‘\ ‘\‘ \‘ \H’ ‘H‘ \‘H‘\ ‘h‘ "h \]\8\‘1 .\0‘ 2\2\2.\0\ ‘26\4\.0\ \3?8\-9\ T
m/z--> 50 100 150 200 250 300
Abundance #245846: Trifluoroacetoxy hexadecane
57.0
—— —
97.0 15.00 15.50
5000 m/z 55.00 73.36%
39.0
pisg LLLLLLIO 1900 | 2090 szo0 M
m/z--> 50 100 150 200 250 300
Abundance #7557: Cycloheptane, methyl- — —
55.0 97.0 15.00 15.50
m/z 69.10 66.92%
o JMMﬂﬁWﬁMJ\VWNWWMMM
miz--> 50 100 150 200 250 300 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083023\
Data File : BF135020.D

Acqg On : 30 Aug 2023 23:44

Operator : CG\JU

Sample : 04196-01

Misc OR-345-COMP-01

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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.
15.298 2.31 ng 83218  Perylene-di12 15.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 98
2 Benzo[k]fluoranthene 252 C20H12 000207-08-9 96
3 Benzo[b]fluoranthene 252 C20H12 000205-99-2 95
4 Benzo[a]pyrene 252 C20H12 000050-32-8 91
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 90
Abundance Scan 2246 (15.298 min): BF135020.D\data.ms ( 2242)( m/z 252.10 100.00%
2.1
5000
126.0 15.00 15.50
73.0 100. 224.1 ' '
0431 7301000 | 1608 1980°5RT L m/z 250.10  34.13%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #138554: Benzole]pyrene
252.0
5000 ol A ‘ Jk‘ :
15.00 15.50
m/z 253.10  23.39%
125.0
0 H‘\\\6\?\9\‘\\9\\9‘9‘1‘\‘}“\\\‘\1\\5\8‘\0\\\‘\’\1\9\8‘\0\%2‘\4\9‘\1“ \‘\H\‘
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #138563: Benzo[k]fluoranthene
252.0
= g
15.00 15.50
5000 m/z 126.00  12.44%
126.0
o 99.0; | 198.0224.0 M
SREMUBNSISMSNN b B NSNS A< NGNS | NS
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #138568: Benzolb]fluoranthene S il
252.0 15.00 15.50
m/z 124.90  11.50%
5000
126.0
0 7401000 | 19802240 |
R e B R e A AdRAEAREsaEY e P
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083023\
Data File : BF135020.D

Acqg On : 30 Aug 2023 23:44

Operator : CG\JU

Sample : 04196-01

Misc OR-345-COMP-01

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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 Hexacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.915 2.88 ng 103800 Perylene-di2 15.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 95
2 Hexacosane 366 C26H54 000630-01-3 87
3 Heneicosane 296 C21H44 000629-94-7 87
4 Tetracosane 338 (C24H50 000646-31-1 87
5 Pentacosane 352 C25H52 000629-99-2 87
Abundance Scan 2351 (15.915 min): BF135020.D\data.ms (-2347) (- m/z 57.05 100.00%
57.0
90 R
411 16.00
- M L “ L 182122422629 3851 L., 71.05 67.16%
m/z--> 100 150 200 250 300 350
Abundance #123959: Heptadecane
57.0
5000 T T
16.00
m/z 43.05 58.87%
9.0
0 T \“‘\ ‘\‘ “‘ “ “‘ “‘ “ ‘\4\1 ‘0\1\8\2\0‘ T \2\4’? ‘0\ L ‘ L ‘ L
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
—
16.00
5000 m/z 85.05 53.62%
ol ‘L iyl M 1 141:0183.0225.0267.0 309.0 367
il e e
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane —
57.0 16.00
m/z 41.05 18.02%
. W\’”\w
‘ 9.0
41,
o150 | 1L 1400250 2900 o
m/z--> 50 100 150 200 250 300 350 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083023\
Data File : BF135020.D

Acqg On : 30 Aug 2023 23:44
Operator : CG\JU

Sample : 04196-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|
Resp Conc|

RT

788171
1046510
786835
786835
786835
722064
722064
722064
722064

20.
20.
20.
20.
20.
20.
20.
20.
20.

OR-345-COMP-01

TIC Top Hit name RT EstConc Units Response |#
2-Pentanone, 4-... 5.004 2.8 ng 111097 1
n-Hexadecanoic ... 11.839 10.2 ng 533978 4
Octadecanoic acid 12.627 5.7 ng 222943 5
Pentadecafluoro... 13.810 5.3 ng 206386 5
Heptadecane 14.445 2.4 ng 93842 5
16-Heptadecenal 14.898 3.3 ng 117353 6
Heneicosane 15.092 2.0 ng 72544 6
n-Tetracosanol-1 15.121 2.9 ng 105642 6
Benzo[e]pyrene 15.298 2.3 ng 83218 6
Hexacosane 15.915 2.9 ng 103800 6
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