LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122120\
Data File : BF122802.D

Acqg On : 21 Dec 2020 16:11

Operator : JU/CG

Sample : L5160-04 :

Misc : LLEXSITUTV-020-001-SO

ALS vial : 5 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-BF120520.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF122802.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.392 388 392 400 rBV 75186 87868 2.75% 0.475%
2 5.022 494 499 512 rBV 918272 969809 30.31% 5.247%
3 5.434 565 569 586 rBV 1046003 971971 30.38% 5.259%
4 6.445 738 741 754 rBV 1491976 1475087 46.10% 7.981%
5 6.816 801 804 808 rBV 997828 751890 23.50% 4.068%

6 7.381 895 900 903 rBV 1470473 1315314 41.11% 7.117%
7 8.104 1018 1023 1026 rBV 1006407 954555 29.83% 5.165%
8 9.175 1201 1205 1209 rBV 2666340 2552393 79.77% 13.810%
9 9.569 1268 1272 1281 rVB 103056 99731 3.12% 0.540%

9.857 1316 1321 1332 rBV 1273760 1137743 35.56% 6.156%

11 10.645 1451 1455 1466 rVB 601905 613818 19.18%
12 11.339 1569 1573 1581 rBV 1254459 1220941 38.16%
13 11.868 1658 1663 1672 rBV2 194377 250103 7.82%
14 12.168 1711 1714 1718 rBV 124017 115532 3.61%
15 12.557 1777 1780 1783 rBV 47793 45011 1.41%

OO0 RrOWw
w
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w
R

16 12.657 1793 1797 1801 rBV 104499 122120  3.82%
17 12.927 1838 1843 1847 rBV 3224358 3199695 100.00% 1
18 13.839 1993 1998 2015 rBV3 96168 256951  8.03%

OO RPN
w
O
(]
R

19 13.986 2018 2023 2033 rBV 1032454 1112909 34.78% 022%
20 14.415 2093 2096 2099 rBV 38689 43961 1.37% 238%
21 14.827 2163 2166 2170 rVB 28949 32558 1.02% 0.176%
22 15.021 2195 2199 2206 rBV 53741 81067 2.53% 0.439%
23 15.321 2246 2250 2254 rVB 30159 40223 1.26% 0.218%
24 15.439 2266 2270 2282 rBV 682174 941113 29.41% 5.092%
25 16.892 2512 2517 2524 rBV2 20359 47632 1.49% ©.258%
26 18.374 2763 2769 2778 rBV1eO 13151 42062 1.31% 0.228%
Sum of corrected areas: 18482057
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 21 Dec 2020 16:11

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122120\
BF122802.D

Ju/CaG
L5160-04

LLEXSITUTV-020-001-SO

: 5 Sample Multiplier: 1

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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TIC: BF122802.D\data.ms
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TIC: BF122802.D\data.ms
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Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122120\

Data File : BF122802.D

Acqg On : 21 Dec 2020 16:11

Operator Ju/caG

Sample L5160-04 :

Misc . LLEXSITUTV-020-001-SO

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 3-Penten-2-one, 4-methyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
4.392 2.34 ng 87868 1,4-Dichlorobenzene-d4 6.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 90
4 2-Pentene, 3,4-dimethyl-, (Z)- 98 C7H14 004914-91-4 86
5 2-Pentene, 4,4-dimethyl-, (E)- 98 C7H14 000690-08-4 86
Abundance Scan 392 (4.392 min): BF122802.D\data.ms (-388) (-) m/z 83.00 100.00%
83.0
55.1
5000
43.0 98.1
R R o
‘ 67.0 4.00 4.20 4.40 4.60 4.80
oHwmwHH‘Hm;‘mH;M‘mH‘:_Hu,‘lu,w‘,w m/z 55.10  83.02%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3246: 3-Penten-2-one, 4-methyl-
55.0 83.0
5000 | L IR B I
43.0 98.0 4.00 4.20 4.40 4.60 4.80
29.0
m/z 98.10 36.48%
L Ll 7.0
OH\‘\H\‘H‘H‘H\‘\iHH‘HH‘HH‘HH"HH’HH"HH
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3168: 3-Hexen-2-one
83.0
R R AR
43.0 550 4.00 4.20 4.40 4.60 4.80
5000 m/z 43.00 31.71%
29.0 98.0
15.0 H ‘
0 H\‘H\\‘Hklw\\HH\\qﬂwm‘\u\‘u\\,ﬂ\\p\\q\\\
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3404 2-Pentene, 3,4-dimethyl-, (E)- B
55.0 83.0 4.00 4.20 4.40 4.60 4.80
m/z 39.10 24.16%
41.0
5000
27.0 98.0
15.0 ‘ 69.0
oH“H“wHH“Hm;1‘HMMH““;Hu,ulu,um,uu MM B B S_—
m/z--> 10 20 30 40 50 60 70 80 90 100 4.00 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122120\
Data File : BF122802.D

Acqg On : 21 Dec 2020 16:11

Operator : JU/CG

Sample : L5160-04 :

Misc : LLEXSITUTV-020-001-SO

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.022 25.80 ng 969809 1,4-Dichlorobenzene-d4 6.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 50
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 499 (5.022 min): BF122802.D\data.ms (-494) (-) m/z 43.05 100.00%

43.0
59.1
5000
101'1 ‘\\\\’\\\\‘\\\\‘\\\\’\\\
83.1 4.60 4.80 5.00 5.20 5.40
Ol bl e e e M/z 59,10 61.27%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R RN RN RN R
59.0 4.60 4.80 5.00 5.20 5.40
m/z 101.10 23.77%
0 27\\\ Ll | 830 1010
\\‘\H\‘HH‘HH‘HH‘H\\‘HH‘HH‘HH‘HH‘HH‘\H\‘H\\‘HH‘
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
Rmaas e
4.60 4.80 5.00 5.20 5.40
5000 m/z 58.10 15.78%
41.0
27.0 101.0
o"w‘l“‘w‘i:‘mwmmwm‘mwH_m_ww_ww‘
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance  #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester BmEasE e ,/‘\‘ |
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.10 9.57%
5000 41.0
o =Y 1260 1420 N
e e e e e e e e e R RRRRE R CN Rt
m/z--> 20 30 40 50 60 70 80 90 100110120130140 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\BF122120\
Data File : BF122802.D

Acqg On : 21 Dec 2020 16:11

Operator : JU/CG

Sample : L5160-04 :

Misc : LLEXSITUTV-020-001-SO

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

11.868 4.10 ng 250103  Phenanthrene-die 11.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tridecanoic acid 214 C13H2602 000638-53-9 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 Oxalic acid, allyl octadecyl ester 382 C23H4204 1000309-24-5 20

Abundance Scan 1663 (11.868 min): BF122802.D\data.ms (-1658) (1  m/z 73.00 100.00%

73.0
43.1
5000
129.1
213.2 . S
Al “ 157.1185.1 ‘ 256.1 1150 12.00
0“WH‘MM““LMﬂu»mwbmhmh‘Mmkwkuﬂuﬂwﬂ‘wu‘h“ m/z 60.00 81.35%
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #107548: n-Hexadecanoic acid
43.0 73.0
5000 256.0 N B
129.0 11.50 12.00
213.0 m/z 43.10 80.43%
L) H‘laﬁ 157.0185.0
O \H’\EHM‘HH\H \HH\‘H!\H“‘\\‘”‘M\H\‘\\‘HH‘H‘H‘\‘H‘\“\H\‘HH‘HH“H
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #95851: Pentadecanoic acid
43.0 ,73.0
— ——
11.50 12.00
5000 129.0 ITI/Z 57.05 66.91%
199.0
Lk e LT
otsol WAL 0 L
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #72647: Tridecanoic acid T T
73.0 11.50 12.00
43.0 m/z 41.05 64.68%
5000 129.0
171.0
‘ 214.0
o,? — s
m/z--> 20 40 60 80 100120140160 180200220240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122120\
Data File : BF122802.D

Acqg On : 21 Dec 2020 16:11

Operator : JU/CG

Sample : L5160-04 :

Misc : LLEXSITUTV-020-001-SO

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

12.657 2.00 ng 122120  Phenanthrene-die 11.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 72
3 Pentadecanoic acid 242 C15H3002 001002-84-2 72
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 58
5 n-Decanoic acid 172 C10H2002 000334-48-5 46

Abundance Scan 1797 (12.657 min): BF122802.D\data.ms (-1793) (- m/z 72.95 100.00%

a30 30
129.1
5000
185.1 241.2
284.] T ‘ T T ‘ T
12.50 13.00
0 bl A b g, a3.es 83.80%
miz--> 50 100 150 200 250
Abundance #131258: Octadecanoic acid
43.0 73.0
5000 129.0 — —
12.50 13.00
284.C o
‘ 1850 5410 ‘ m/z 60.00  82.26%
oL ““ H‘ h!\‘ ‘\H““\‘H‘u‘ ‘M“ H w“‘ ‘ L, ‘L \“r “ - \‘ “\ R AL
miz--> 50 100 150 200 250
Abundance #84452: Tetradecanoic acid
73.0
43.0 Rl sl e B s
12.50 13.00
5000 129.0 m/z 57.05 81.02%
185.0
|
oL ‘\“ H‘HH il “u““‘ uh““ ;M‘W “ A \“ At “‘ e
m/z--> 50 100 150 200 250
Abundance #95851: Pentadecanoic acid —— —
43.0 73.0 12.50 13.00
m/z 41.05 71.00%
5000 129.0
‘ 199.0 2420
ol L H‘H‘n i “HM‘“‘ nh\‘\‘ ;\u‘\‘u; ““1‘61‘-0;“ ‘i N ““ R —— ——
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\BF122120\
Data File : BF122802.D

Acqg On : 21 Dec 2020 16:11

Operator : JU/CG

Sample : L5160-04 :

Misc : LLEXSITUTV-020-001-SO

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 Behenic alcohol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

13.839 4.62 ng 256951 Chrysene-d12 13.986
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 93
2 n-Tetracosanol-1 354 C24H500 000506-51-4 93
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 1-Heptacosanol 396 C27H560 002004-39-9 93
5 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 90

Abundance Scan 1998 (13.839 min): BF122802.D\data.ms (-1993) (-  m/z 83.05 100.00%

43.1 830
230.1
5000
25.1

1350 14.00
| ﬂ“ e A M 5 M‘H 2Ll o, s7.05  e1.15%

miz--> 50 100 150 200 250 300
Abundance #166292: Behenic alcoho
3.0
43.Q

o

8
5000
13. 50 14 00
25.0 m/z 97.85 86.00%
O T \“\‘ ‘\“‘H\ ‘\‘ \‘ \‘ “‘ \“\ ‘h %\63\0 \2100 T ‘ \2\8\0-\()‘ T T T
m/z--> 50 100 150 200 250 300
Abundance #186968: n-Tetracosanol-1
57.0 97.0

13 50 14 00

0 19-@ \‘\ Al ‘ ‘ \H\ { \‘\ ) 181 0 222 0 264.0 308.0
A Pl [ e N B
miz-> 50 100 150 200 250 300

Abundance #155046: 1-Heneicosano
55.0 13. 50 14 00
97.0
m/z 43.10 81.91%
h meMwmwwa\“wwwmemA
0 19. ¢ \‘ H\ \‘ 1‘ \h h 182 O 224 0 266.0
ol i P T T T T T
m/z--> 50 100 150 200 250 300 1350 1400
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122120\
Data File : BF122802.D

Acqg On : 21 Dec 2020 16:11

Operator : JU/CG

Sample : L5160-04 :

Misc : LLEXSITUTV-020-001-SO

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
3-Penten-2-one,... 4.392 2.3 ng 87868 1 6.816 751890 20.0
2-Pentanone, 4-... 5.022 25.8 ng 969809 1 6.816 751890 20.0
n-Hexadecanoic ... 11.868 4.1 ng 250103 4 11.339 1220940 20.0
Octadecanoic acid 12.657 2.0 ng 122120 4 11.339 1220940 20.0
Behenic alcohol 13.839 4.6 ng 256951 5 13.986 1112910 20.0
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