LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110421\
Data File : BF126042.D

Acqg On : 4 Nov 2021 13:17
Operator : JU/CG

Sample : M4448-01

Misc :

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-BF110321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF126042.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.157 4 12 17 rBV 1551789 1975543 37.16% 5.235%
2 5.469 576 575 578 rBV 4302809 4103742 77.19% 10.874%
3 6.481 741 747 750 rBV 4167656 4352938 81.88% 11.535%
4 6.851 806 810 813 rBV 1170374 893008 16.80%  2.366%
5 7.410 900 905 908 rBV 2676805 2828458 53.21% 7.495%

6 8.039 1007 1012 1024 rBV 1120022 1123580 21.14% 2.977%
7 8.133 1024 1028 1031 rVV 1434901 1126133 21.18%  2.984%
8 9.210 1205 1211 1214 rBV 6651297 5316101 100.00% 14.087%
9 9.327 1227 1231 1235 rBV = 204678 183210 3.45% 0.485%

9

10 .886 1322 1326 1329 rBV 1619459 1342020 25.24% 3.556%
11 10.669 1455 1459 1463 rBV 3765590 3507665 65.98% 9.295%
12 11.369 1574 1578 1580 rBV 1584788 1319211 24.82% 3.496%
13 11.392 1580 1582 1584 rVvV 147035 115129 2.17% 0.305%
14 11.439 1586 1590 1593 rVB3 68994 71445 1.34% 0.189%
15 11.763 1643 1645 1649 rBV 92001 76895 1.45% 0.204%
16 11.898 1665 1668 1672 rBV 229546 199160 3.75% 0.528%
17 12.468 1763 1765 1768 rVB 174667 153610 2.89% 0.407%
18 12.580 1777 1784 1787 rBV 366922 383079 7.21% 1.015%
19 12.804 1816 1822 1825 rBV 298069 317873 5.98% 0.842%
20 12.957 1844 1848 1851 rVB 5203281 4445654 83.63% 11.780%
21 13.021 1851 1859 1865 rVBS8 28115 68896 1.30% 0.183%
22 13.192 1882 1888 1892 rBV8 61885 128634 2.42% 0.341%
23 13.868 2000 2003 2011 rVB2 153174 230943 4.34% 0.612%
24 14.004 2021 2026 2029 rBV 1007078 1119203 21.05% 2.966%
25 14.027 2029 2030 2033 rVB 148604 85497 1.61% 0.227%
26 14.639 2131 2134 2139 rBV7 66798 76380 1.44% 0.202%
27 14.868 2169 2173 2176 rBV 541748 540662 10.17% 1.433%
28 15.039 2198 2202 2205 rBV 132919 196516 3.70% 0.521%
29 15.339 2250 2253 2259 rVB 104647 114514 2.15% 0.303%
30 15.404 2260 2264 2268 rVB 114860 138422 2.60% 0.367%
31 15.468 2269 2275 2279 rBV 684725 878347 16.52% 2.327%
32 16.380 2426 2430 2436 rVB9 34074 67507 1.27% 0.179%
33 16.909 2516 2520 2528 rVB3 69872 138423 2.60% 0.367%
34 17.350 2590 2595 2602 rVB2 54294 119544 2.25% 0.317%
Sum of corrected areas: 37737942
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

. 8

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110421\

BF126042.D
4 Nov 2021 13:17
Ju/CG
. M4448-01
Sample Multiplier: 1

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.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\BF110421\
Data File : BF126042.D

Acqg On : 4 Nov 2021 13:17
Operator : JU/CG

Sample : M4448-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.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.
2.157 44.24 ng 1975540  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 40
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 32
4 1,3-Dioxolane, 2-propyl- 116 C6H1202 003390-13-4 23
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
Abundance  Scan 12 (2.157 min): BF126042.D\data.ms (-4) (-) m/z 73.10 100.00%
73.1
87.1
R RE e
‘ Lgl ‘ 2.202.302.402.502.60
\‘H\\‘HH“\‘\‘\\‘\‘\i‘\“.\\H“\}\\’\H\‘HH‘\H\‘\H\‘HH‘\H\ m/z 43.05 48.66%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T T T T T[T T[T T[T T T
43.0 2.202.302.402.502.60
: 87.0 m/z 55.10 31.43%
29.0 g
\‘H\”“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 e T
2.202.302.402.502.60
5000 41.0 55.0 m/z 87.10 28.32%
27.0
S A 112.0 1290
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 ERaa e aRaa R
73.0 2.202.302.402.502.60
m/z 41.05 16.33%
5000 43.0
58.0
29.0 87.0
[ Uy |
T e e e e e R ERRRREERE e e
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\BF110421\
Data File : BF126042.D

Acqg On : 4 Nov 2021 13:17
Operator : JU/CG

Sample : M4448-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.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 Ethanol, 1-(2-butoxyethoxy)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.039 19.95 ng 1123580  Naphthalene-d8 8.133

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 83
2 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 83
3 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 53
4 Di-sec-Butyl ether 130 C8H180 006863-58-7 53
5 Tetraethylene glycol 194 C8H1805 000112-60-7 50

Abundance Scan 1012 (8.039 min): BF126042.D\data.ms (-1007) (-) m/z 45.10 100.00%

45.1
5000
S RARRRRTESssss S
| 75‘-1 1001 1aps 7.80 8.00 8.20 8.40
\\\‘\\\\‘\“\\M“H\\‘\H\‘\“\‘\\}‘\\\\’\\\.\‘\\\\’\\\ mz 5705 99.38%
m/z--> 20 60 80 100 120 140 160
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
5000 \\\\‘\\\\‘\\\\’\\\\‘\\\
7.80 8.00 8.20 8.40
29.0 75.0 m/z 41.05 40.55%
100.0
\MH\\‘!“\“\“}‘\\“\\\\’}\3‘12.\0‘\\\1\-?3\.\0\
miz-> 20 40 60 80 100 120 140 160
Abundance #38403: Ethanol, 2-(2-butoxyethoxy)-
57.0
R RRRRREEE L
7.80 8.00 8.20 8.40
5000 m/z 56.10  15.01%
29.0
75.0
‘H o M \h‘ ‘HlO‘(‘)O 132.0
\\\M‘\\\\“\‘\\ M\\\\‘\\\\‘\\\\’\\\\‘\\\\’\\\
miz-> 20 40 60 80 100 120 140 160
Abundance #10027: Ethanol, 2-butoxy- e RRRRREE
57.0 7.80 8.00 8.20 8.40
m/z 75.10 14.60%
5000
29.0
87.0
H L1l i L ‘

m/z--> 20 40 60 80 100 120 140 160 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110421\
Data File : BF126042.D

Acqg On : 4 Nov 2021 13:17
Operator : JU/CG

Sample : M4448-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.327 2.73 ng 183210  Acenaphthene-di10 9.886

Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 86
2 Acetaminophen 151 C8HSNO2 000103-90-2 49
3 Metacetamol 151 C8H9NO2 000621-42-1 47
4 N-Cyclopropyl-p-fluorobenzylamine 165 C10H12FN 1000250-88-9 38
5 benzenamine, 3-[(tetrahydro-2H-p... 193 C11H15NO2 1010400-28-1 38

Abundance Scan 1231 (9.327 min): BF126042.D\data.ms (-1227) (-) m/z 43.00 100.00%

3.0
109.1
5000
151.1
R REE R e Y
‘ 85"0 9.00 9.20 9.40 9.60
‘H“H‘mehJ“mwumW,ﬂqu‘mq‘m‘_u‘w“u‘u“‘ m/z 109.10 60.51%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #106944: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
151.0
5000 UL L B A I R B
9.00 9.20 9.40 9.60
69.0 m/z 151.05 36.63%
\1\5\'9\ ‘\‘\ \"“V T ‘\“\‘H‘ \“‘\“\ \H“‘\‘ T ‘\H\ f \“i”‘\‘\ “\ r \“ T 1 T \‘\ T ‘]\.\9\2\9\ T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28727: Acetaminophen
109.0
R
9.00 9.20 9.40 9.60
5000 151.0 ITI/Z 41.05 24.59%
43.0 80.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28723: Metacetamol
109.0 9.00 9.20 9.40 9.60
m/z 85.00 15.36%
5000
151.0
43.0 80.0
‘H‘m‘qk‘W‘H‘wmH‘,NMW‘H‘_‘1W‘H‘_“W‘H“ Coper e
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110421\
Data File : BF126042.D

Acqg On : 4 Nov 2021 13:17
Operator : JU/CG

Sample : M4448-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.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 5
R.T. EstConc Area Relative to ISTD R.T.
11.898 3.02 ng 199160  Phenanthrene-di10 11.368
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Tridecanoic acid 214 C13H2602 000638-53-9 92
3 Anthracene, 2-methyl- 192 C15H12 000613-12-7 66
4 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 66
5 Tetradecanoic acid 228 C14H2802 000544-63-8 53

Abundance Scan 1668 (11.898 min): BF126042.D\data.ms (-1665) (1 m/z 43.10 100.00%

43.1 73.0
192.1
5000
129.1
. P
165.1
IR \“\ i ‘ il fzrozsed SY - 2280
H‘_H“HMM‘“wﬂmu:pwwwm‘mﬂeﬂuh_u‘_u‘_ud_ m/z 73.08  95.50%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
2 2
430 730 256.0
5000 SN ——-
129.0 11.50 12.00
213.0 m/z 60.00 81.94%
‘ Hl(ﬂ 157.0185.0 ‘
]\-ﬁl‘o\\‘l\ \\H\H \M\‘\ ‘HH\H““H“”‘} “\H\‘H‘HH‘H‘H‘\‘\ \‘H‘H\\‘\‘\ \\‘H\\“\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #92069: Tridecanoic acid
73.0
43.0 11.50 12.00
5000 129.0 m/z 41.00 80.15%
171.0
‘ 214.0
?
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #67024: Anthracene, 2-methyl- — —
192.0 11.50 12.00
m/z 55.05 74.78%
h mmwwmeﬁMwKVW~“¢WMWWM
165.0
39.0 8%0u1150 | M
A e A RAASamasaea s EaE L — —
m/z--> 20 40 60 80 100120140160 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\BF110421\
Data File : BF126042.D

Acqg On : 4 Nov 2021 13:17
Operator : JU/CG

Sample : M4448-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.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@-Octadecenoic acid, methy... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.468 2.33 ng 153610  Phenanthrene-di10 11.368
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 99
2 11-Octadecenoic acid, methyl est... 296 C19H3602 001937-63-9 99
3 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 99
4 8-Octadecenoic acid, methyl ester 296 C19H3602 002345-29-1 99
5 9-Octadecenoic acid, methyl ester 296 C19H3602 002462-84-2 99

Abundance Scan 1765 (12.468 min): BF126042.D\data.ms (-1763) (- m/z 55.05 100.00%

55.0
5000 37.0
e
230 1501 2223 264.1 305.1 12.50
HMmmwMM\M S b ‘Jy‘ e m/z 41.05 82.13%
miz--> 50 100 150 200 250 300
Abundance #194419: 10-Octadecenoic acid, methyl ester
55.0
5000 RN
8 12.50
264.0 m/z 43.05 59.66%
180.0 222.0
“‘ w’ “ H‘\L 296.0
miz--> 50 100 150 200 250 300
Abundance  #194453: 11-Octadecenoic acid, methyl ester, (2)-
55.0
P
12.50
m/z 74.00 50.15%
5000 870 /
264.0
222.0
] U T M.
|| il “ MH\\ WMHM m‘u !‘ U ‘\‘ I
mfz--> 50 150 200 250 300 A
Abundance #194442: 9- Octadecenoic acid (2)-, methyl ester b e i
74.0 12.50
m/z 69.10 47.12%
5000
10.0 264.0
410 152.0 222.0
LML L | e
“}H’w\‘ \\\w‘\\“\\‘\\‘ ‘\1‘\‘\‘\\\\“\\\ —
miz--> 50 150 200 250 300 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110421\
Data File : BF126042.D

Acqg On : 4 Nov 2021 13:17
Operator : JU/CG

Sample : M4448-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-

BF110321.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 Docosane

Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
13.192 2.30 ng 128634  Chrysene-di12 14.004
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosane 310 C22H46 000629-97-0 60
2 1-Tridecanethiol 216 C13H28S 019484-26-5 59
3 Nonahexacontanoic acid 999 C69H13802 040710-32-5 53
4 Propionic acid, 3-iodo-, octadec... 452 C21H411I02 1000406-24-9 49
5 Cyclohexadecane 224 C16H32 000295-65-8 47

Abundance Scan 1888 (13.192 min): BF126042.D\data.ms (-1882) (-]

m/z 57.05 100.00%

5[1.0
5000
216.0
— —
13.00 13.50
.l e e e m/z 43.05 98.69%
m/z--> 0 100 200 300 400 500 600 700 800 900
Abundance #212282: Docosane
57.0
5000 —r— —
13.00 13.50
m/z 55.00 70.29%
‘\f\\J‘J\J\‘\‘\““\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 100 200 300 400 500 600 700 800 900
Abundance #94376: 1-Tridecanethio
5B.0
— —
13.00 13.50
5000 m/z 41.10 65.30%
216.0
m/z--> 0 100 200 300 400 500 600 700 800 900
Abundance #350573: Nonahexacontanoic acid —— —
57.0 13.00 13.50
m/z 83.00 60.10%
|1197.0  350.0 998.(
P e e e e e e —— —
m/z--> 0 100 200 300 400 500 600 700 800 900 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110421\
Data File : BF126042.D

Acqg On : 4 Nov 2021 13:17
Operator : JU/CG

Sample : M4448-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.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 3-Octadecene, (E)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.868 4.13 ng 230943  Chrysene-di12 14.004
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Octadecene, (E)- 252 C18H36 007206-19-1 92
2 Behenic alcohol 326 C22H460 000661-19-8 91
3 n-Tetracosanol-1 354 C24H500 000506-51-4 91
4 Octacosanol 410 C28H580 000557-61-9 91
5 Cycloeicosane 280 C20H40 000296-56-0 90

Abundance Scan 2003 (13.868 min): BF126042.D\data.ms (-2000) (- m/z 43.10 100.00%

43.1
83.1
5000

1350 1400

25.1
167.2 3031
MAM %6.22502631 m/z 55.10 98.78%

T ‘\ ’ ’
mlz--> 50 100 150 200 250 300
Abundance #138525: 3-Octadecene, (E)-
69.0

5000

29.4 110 1350 1400
’ m/z 57.05 87.58%

T \“\ “‘M\ “ \‘ “L “‘ “ ;‘]-5’4\0\ \19\6‘0\\ \2\5‘2\0\ L B B
miz-> 5 100 150 200 250 300
Abundance #232316: Behenic alcoho
83.0
43.0

1350 1400

5000 m/z 83.10 70.18%

25.0
TN “u | 1670 2100 2800
miz--> 50 100 150 200 250 300

Abundance #264236: n-Tetracosanol-1
57.0 97.0 1350 1400

m/z 41.00 60.94%

5000
9.0
o AL LL LI ’ 11810 222.0 2640 308.0

m/z--> 50 100 150 200 250 300 1&50 1400
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110421\
Data File : BF126042.D

Acqg On : 4 Nov 2021 13:17
Operator : JU/CG

Sample : M4448-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Squalene

Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
1a.868 12.31ng sae662 Peryleme-diz 15.468
Hit# of 5 Tentative ID MW MolForm CASH# Qual
""" alene  4locseWse  @00111-62-4 95

,13,17-Tetramethyl-4,8,12,16-... 316 C22H360
,10,14-Hexadecatetraenoic aci... 332 C22H3602

S~
O + O O C

,13-Pentadecatrien-2-one, 6,1... 262 C18H300

Abundance Scan 2173 (14.868 min): BF126042.D\data.ms (-2169) (-]

/-.)-Lavandulol, pentafluorop... 300 C13H17F502

056882-09-8 83
024035-35-6 78
1000352-63-1 72
001117-52-8 64

m/z 69.05 100.00%

69.0
5000
= S
63.1 SEn ‘ 14.50 15.00
“wﬁﬂw‘ﬂﬂ‘MWﬁ“‘?959““‘?9T??434 S A00 m/z 81.10  48.00%
mlz--> 50 100 150 200 250 300 350 400
Abundance #308258: Squalene
69.0
5000 = o
14.50 15.00
m/z 41.05 34.29%
121.0
\\“u\‘ﬂh [ 11750 23102730 341.0 4104
\\\‘\ \\\\‘\\\\‘\ \\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #220173: 4,9,13,17-Tetramethyl-4,8,12,16-octadecatetra
69.0
Fo e
14.50 15.00
5000 ITI/Z 68.05 12.63%
137.0
MNJ Hmh‘dmﬂ 1920 2470 3160
: L ‘\\\\‘\\\ \\\\‘\\\\‘\‘\\\‘\\\\‘\\
miz--> 100 150 200 250 300 350 400
Abundance #239668: 2,6,10,14-Hexadecatetraenoic acid, 3,7,11,15-t e st
69.0 14.50 15.00
m/z 95.10 11.91%
5000
J 1360
”m%BMZWNQO crii] e
m/z--> 50 100 150 200 250 300 350 400 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110421\

Data File : BF126042.D

Acqg On 4 Nov 2021 13:17

Operator Ju/caG

Sample : M4448-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M

Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 9 Benzo[e]pyrene Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.

15.339 2.61 ng 114514  Perylene-di2 15.468
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 90
2 Benzo[a]pyrene 252 C20H12 000050-32-8 90
3 Benzo[k]fluoranthene 252 C20H12 000207-08-9 90
4 Perylene 252 C20H12 000198-55-0 90
5 Benzo[b]fluoranthene 252 C20H12 000205-99-2 90

Abundance Scan 2253 (15.339 min): BF126042.D\data.ms (-2250) (-]

m/z 252.10 100.00%

25p.1
5000
15‘0(; EI.S‘Sd
125.0 . .
. 198.0 .
e I 81888502 7 250010 32.43%
m/z--> 50 100 150 200 250 300 350
Abundance #138559: Benzol[e]pyrene
252.0
5000
15.00 15.50
126.0 m/z 253.10 22.21%
41.0 87.0 | \H‘ 163.0200.0 . ||
\\‘\\\\’\\\\‘\\\\‘1\\\\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350
Abundance #138557: Benzo[a]pyrene
252.0
— Ve
15.00 15.50
5000 m/z 251.05 10.40%
126.0
ol o |
m/z--> 50 100 150 200 250 300 350
Abundance #138563: BenzolK]fluoranthene
252.0 15.00 15.50
m/z 125.00 8.82%
5000
126.0
87.0 | | 2000,
I B I L I A e o o o e e B — —
m/z--> 50 100 150 200 250 300 350 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110421\
Data File : BF126042.D

Acqg On : 4 Nov 2021 13:17
Operator : JU/CG

Sample : M4448-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.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... 2.157 44.2 ng 1975540 1 6.851 893008 20.0
Ethanol, 1-(2-b... 8.039 19.9 ng 1123580 2 8.133 1126130 20.0
2,4,7,9-Tetrame... 9.327 2.7 ng 183210 3 9.886 1342020 20.0
n-Hexadecanoic ... 11.898 3.0 ng 199160 4 11.368 1319210 20.0
10-Octadecenoic... 12.468 2.3 ng 153610 4 11.368 1319210 20.0
Docosane 13.192 2.3 ng 128634 5 14.004 1119200 20.0
3-Octadecene, (E)- 13.868 4.1 ng 230943 5 14.004 1119200 20.0
Squalene 14.868 12.3 ng 540662 6 15.468 878347 20.0
Benzo[e]pyrene 15.339 2.6 ng 114514 6 15.468 878347 20.0
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