LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@41922\
Data File : BF127855.D

Acqg On : 19 Apr 2022 22:04
Operator : CG\JU

Sample : N2433-02

Misc :

ALS Vvial : 22 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-BF041922.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF127855.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.463 514 540 543 rBV 1018122 6516745 4.43% 1.151%
2 7.075 798 814 817 rBV 9625708 32936556 22.37% 5.820%
3 8.098 955 988 989 rBvV7 711108 3547271 2.41% 0.627%
4 9.186 1158 1173 1176 rBV 788653 1637237 1.11% 0.289%
5 9.792 1273 1276 1292 rBV 3111731 4928745 3.35% 0.871%

6 10.539 1350 1403 1404 rVV2 8465832 68343585 46.42% 12.076%
7 10.574 1407 1409 1411 rVB 9520270 6690339 4.54%  1.182%
8 10.880 1456 1461 1464 rVB 1221577 1603365 1.09% ©.283%
9 11.186 1481 1513 1515 rBV 17193364 147230039 100.00% 26.014%
10 11.210 1515 1517 1518 rVB 12710116 8850582 6.01% 1.564%

11 11.263 1518 1526 1528 rBV 6303473 13092569 8.89%  2.313%
12 11.363 1540 1543 1544 rVV 2934822 2732249 1.86% 0.483%
13 11.380 1544 1546 1550 rVB 2146332 1758316 1.19% 0.311%
14 11.457 1556 1559 1564 rVB 2796314 2492397 1.69% ©.440%
15 11.733 1603 1606 1626 rBV 2545526 4704430 3.20% ©.831%
16 12.068 1651 1663 1666 rVV 5122585 15416928 10.47% 2.724%
17 12.116 1666 1671 1673 rVB 3906364 6051999 4.11% 1.069%
18 12.615 1749 1756 1760 rVV2 2899469 6667935 4.53% 1.178%
19 12.745 1773 1778 1779 rVV 2284137 2754742 1.87% 0.487%
20 12.780 1779 1784 1790 rVV 5857163 9797314 6.65% 1.731%
21 12.851 1790 1796 1802 rVV2 3768623 5659577 3.84% 1.000%
22 12.933 1807 1810 1813 rVV 2370548 2661844 1.81% 0.470%

23 13.027 1821 1826 1828 rVV 8721230 13758200 9.34% 2.431%
24 13.063 1828 1832 1837 rVV 10011577 13286672 9.02% 2.348%
25 13.404 1874 1890 1892 rBV2 11710685 33715747 22.90% 5.957%

26 13.768 1938 1952 1963 rVB 10903346 38458945 26.12% 6.795%
27 13.957 1963 1984 1987 rBV 10051945 46260092 31.42% 8.174%
28 13.998 1987 1991 1993 rBV 1977367 2766773 1.88% ©.489%

29 14.115 2006 2011 2014 rVB 5269698 7614505 5.17% 1.345%
30 14.668 2100 2105 2111 rVB 2548640 3430357 2.33% 0.606%
31 14.827 2126 2132 2135 rBV 4937993 5263095 3.57% ©.930%
32 15.339 2213 2219 2226 rVB3 653049 1491445 1.01% 0.264%
33 15.604 2249 2264 2267 rBV 9934619 31243276 21.22% 5.520%
34 17.303 2544 2553 2561 rBV 617507 1826977 1.24% ©.323%
35 17.421 2564 2573 2587 rVB 619233 2489956 1.69% ©.440%

36 18.597 2751 2773 2774 rBV 2380184 8275098 5.62% 1.462%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@41922\
Data File : BF127855.D

Acqg On : 19 Apr 2022 22:04
Operator : CG\JU

Sample : N2433-02

Misc

ALS Vvial : 22 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-BF041922.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 565955902
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 19 Apr 2022 22:04
¢ CG\JU
: N2433-02

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041922\
BF127855.D

: 22 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041922.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
1.6e+07
1.4e+07
1.2e+07

le+07
8000000
6000000
4000000
2000000
0

Time-->

Abundance
1.6e+07
1.4e+07
1.2e+07

le+07
8000000
6000000
4000000
2000000
0

Time-->

Abundance
1.6e+07
1.4e+07
1.2e+07

le+07
8000000
6000000
4000000

2000000

0

T T ‘ T T ‘ T T ‘ T T T T ‘ T T ‘ T T T T ‘ T T ‘ T T
Time-->  13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50

TIC: BF127855.D\data.ms

7.075

5.463

I I
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

TIC: BF127855.D\data.ms
(B

134

10.574
10.539

9.792

10.88

‘ T T —— —— —— ——
8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
TIC: BF127855.D\data.ms

13.768
13.957

15.604

17.303121
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041922\
Data File : BF127855.D

Acqg On : 19 Apr 2022 22:04
Operator : CG\JU

Sample : N2433-02

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041922.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 1-Hexanol, 2-ethyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
7.075 20.00 ng 32936600 1,4-Dichlorobenzene-d4 6.945

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
2 2-Ethyl-1-hexanol, methyl ether 144 CSH200 1000365-10-2 50
3 Oxalic acid, isobutyl octyl ester 258 C14H2604 1000309-37-3 47
4 Heptane, 1,1'-oxybis- 214 C14H300 000629-64-1 47
5 1-Decene, 2,4-dimethyl- 168 C12H24 055170-80-4 42

Abundance Scan 814 (7.075 min): BF127855.D\data.ms (-798) (-) m/z 57.10 100.00%

57.1

F

5000
83.0 ARk R
‘ o1 6.80 7.00 7.20 7.40
Ob el A2 2089 yn 41,05 41.09%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15692: 1-Hexanol, 2-ethyl-
57.0
5000 LUBLEL I L R R B B R
6.80 7.00 7.20 7.40
29.0 83.0 m/z 43.05  31.80%
\\\ I ‘ \‘ | uzo
O\\\‘\i\\‘\\\‘“\\‘\\“\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24450: 2-Ethyl-1-hexanol, methyl ether
57.0
T T
6.80 7.00 7.20 7.40
m/z 55.10 29.63%
5000 83.0
112.0
29.0
0 1410
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #145465: Oxalic acid, isobutyl octyl ester ARAREEEEEEE e

57.0 6.80 7.00 7.20 7.40
m/z 70.10 23.71%

5000 29.0

>

0 L i W J 840 1120 1570 A
e il e P e e I Aaaan S

m/z--> 20 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041922\
Data File : BF127855.D

Acqg On : 19 Apr 2022 22:04
Operator : CG\JU

Sample : N2433-02

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041922.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 1-Decene Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
9.792  20.00 ng 4928750  Acenaphthene-d10 9.986

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Decene 140 C10H20 000872-05-9 94
2 Cyclodecane 140 C1eH20 000293-96-9 93
3 Cyclododecane 168 C12H24 000294-62-2 91
4 1-Dodecanol 186 C12H260 000112-53-8 91
5 1-Undecanol 172 C11H240 000112-42-5 91

Abundance Scan 1276 (9.792 min): BF127855.D\data.ms (-1273) () m/z 55.10 100.00%
58.1

83.0
5000
oy =5
ll‘l'l 140.2 9.50 10.00
0 brrr el A ST 1682 2071 sz a1.85  87.83%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20642: 1-Decene
55.0
5000 L =%
0.0 83.0 9.50 10.00
' 111.0 m/z 43.05 77.86%
“ ‘ | 1400
0' \\“\‘\\1‘\\1\‘\\\\}\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20643: Cyclodecane
55.0
= =
9.50 10.00
5000 83.0 m/z 69.05 75.11%
111.0 1400
0 H1‘_“‘!wHHluww_ww
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #43471: Cyclododecane = =
55.0 9.50 10.00
83.0 m/z 56.05 65.72%
5000
29.0 111.0
‘ ‘ 140.0 168.0
o! “M_‘Wwﬂh‘ﬂ“u“lu“u“‘u‘ e —
m/z--> 20 40 60 80 100 120 140 160 180 200 9.50 10.00

8270-BF041922.M Wed Apr 20 15:01:31 2022 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041922\
Data File : BF127855.D

Acqg On : 19 Apr 2022 22:04
Operator : CG\JU

Sample : N2433-02

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041922.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 Dodecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.539 277.33 ng 68343600  Acenaphthene-d10 9.986
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 93
2 Undecanoic acid 186 C11H2202 000112-37-8 80
3 Nonanoic acid 158 C9H1802 000112-05-0 53
4 Octanoic acid 144 C8H1602 000124-07-2 46
5 Ethanone, 1-(4,5-dihydro-2-thiaz... 129 C5H7NOS 029926-41-8 46

Abundance Scan 1403 (10.539 min): BF127855.D\data.ms (-1350) (- m/z 73.05 100.00%

73.0
41.1
5000
129.1
157.1

T

— :
97.0
Il LJ \\‘\ . e -
O vyl ‘H‘;_‘uqh‘w“w“u“y“‘ m/z 60.85 84.09%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #75719: Dodecanoic acid
73.0
129.0
43.0
200.0 A
5000 157.0 1T T
10.50

101.0 m/z 41.10 64.45%

f!
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #60690: Undecanoic acid
60.0
T I

o

10.50

5000 29.0 m/z 43.10 58.45%
129.0
87.0
U o o /LJ
0 H‘ H‘M*“W“H*\H*w*‘www**w*w
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #35296: Nonanoic acid T
60.0 10.50

m/z 55.10 57.36%

5000
115.0
20 ‘ 870 ‘ 158.0
0 H ‘ u \‘ ‘\\ M\ ‘ T T T

m/z--> 20 40 60 80 100 120 140 160 180 200 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041922\
Data File : BF127855.D

Acqg On : 19 Apr 2022 22:04
Operator : CG\JU

Sample : N2433-02

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041922.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-Decanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.575 27.15 ng 6690340  Acenaphthene-d10 9.986
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 96
2 n-Decanoic acid 172 C10H2002 000334-48-5 50
3 Octanoic acid 144 C8H1602 000124-07-2 43
4 d-Glucohexodialdose 178 C6H1006 1000149-19-1 43
5 Undecanoic acid 186 C11H2202 000112-37-8 42

Abundance Scan 1409 (10.574 min): BF127855.D\data.ms (-1407) (- m/z 73.10 100.00%
3.1

41.1
5000
— A
10.50
0+ m/z 60.10 75.89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #75718: Dodecanoic acid
73.0
A
5000 — ——
157.0 m/z 41.10 64.38%
| .
OH\‘\H\‘U\\Hl‘\w\‘\‘HH}\}h“H\\‘\\‘H‘i\H\‘H‘H‘HH‘H\\‘\H\‘\H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #46961: n-Decanoic acid
60.0
T
10.50
5000 ITI/Z 43.10 60.36%
129.0
29.0
L
X 1 T O Y N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #24059: Octanoic acid 7 T
60.0 10.50
m/z 55.10 46.70%
5000
29.0 101.0
M ‘\ ‘M\ H\ | 1440
0 H‘_‘H‘L‘M‘HMN‘H‘H‘W‘H‘H‘H‘H‘W‘H‘M‘H‘H‘W‘H ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041922\
Data File : BF127855.D

Acqg On : 19 Apr 2022 22:04
Operator : CG\JU

Sample : N2433-02

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041922.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-Octanol, 5,7,7-trimethyl-... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.186 1181.43 ng 147230000 Phenanthrene-d1e 11.510
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octanol, 5,7,7-trimethyl-2-(1,... 270 C18H380 036400-98-3 80
2 Hexanoic acid, 3,5,5-trimethyl-,... 340 C22H4402 1000406-26-1 53
3 Hexanoic acid, 3,5,5-trimethyl-,... 368 C24H4802 1000406-27-2 53
4 Butyl octadecyl ether 326 C22H460 1000406-40-6 47

5 2,2-Dimethyl-3-pentanol, chlorod... 228 C9H15C1F202 1000376-26-4 43

Abundance Scan 1513 (11.186 min): BF127855.D\data.ms (-1481) (- m/z 57.15 100.00%
57.1

5000 ﬂ/m
97.1 ‘11‘00‘ ‘11‘50‘
140.2 . .
213.3
0 H‘HH‘,“H«H‘,A““‘w‘:“ A b ATL2 SRS 2583 s 4110 29.97%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #161364: 1-Octanol, 5,7,7-trimethyl-2-(1,3,3-trimethylbuty
57.0
5000 — e
11.00 11.50
m/z 83.10 19.95%
29.0 97.0  140.0
O H‘H‘H’HH\H’HM\\“\‘\Hh“\\H‘\‘\H\}HH]’-Z]\.\RH\‘2\]\-?‘0\\\\‘?§\5‘9H
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #249044: Hexanoic acid, 3,5,5-trimethyl-, tridec-2-yl ester
57.0
— —
141.0 11.00 11.50
5000 m/z 69.05 17.80%
103.0
ro0 ‘ 182.0
0 ‘,‘ M\‘“Mu‘M“‘u‘_www,w\m‘_m%ﬁqu
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #277592: Hexanoic acid, 3,5,5-trimethyl-, pentadec-2-yl € T — =
57.0 11.00 11.50
m/z 43.10 17.71%
141.0
5000
103.0
29, 0‘ ‘ H ‘ 210.0
o M Ay L 1m0 | 530 W
m/z--> 20 40 60 80 100120140160 180200220240260 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041922\
Data File : BF127855.D

Acqg On : 19 Apr 2022 22:04
Operator : CG\JU

Sample : N2433-02

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041922.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 4-Octadecenal Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

11.210 71.02 ng 8850580  Phenanthrene-d10 11.510
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Octadecenal 266 C18H340 056554-98-4 59
2 1-Octanol, 5,7,7-trimethyl-2-(1,... 270 C18H380 036400-98-3 50
3 Dodecyl isobutyl carbonate 286 C17H3403 959067-22-2 46
4 Heptyl triacontyl ether 537 C37H760 1000406-40-1 46
5 Heptyl octacosyl ether 509 C35H720 1000406-40-0 46

Abundance Scan 1517 (11 210 min): BF127855.D\data.ms (-1515) (1  m/z 57.20 100.00%

57.2
5000
97.2
140.2 1 T
‘ ‘ ‘ L] ‘ 213.3 11.00 11.50
I bdh A 1832|2553 47 3.1 59.82%
miz--> 50 100 150 200 250
Abundance #155910: 4-Octadecenal
57.0
5000 97.0 — =S
11.00 11.50
m/z 41.10 54.79%
27,0 ‘
39.0 252.0
0! I \H\ \”l H\ . ‘1‘6‘90‘ ‘2‘0\7‘ ()‘HH‘ . ‘\‘ ———
miz--> 50 100 200 250
Abundance #161364: 1-Octanol, 5,7,7—tr|methy|—2—(1,3,3—trimethylbuty
57.0
— —
11.00 11.50
5000 m/z 69.10  45.98%
97.0
ol zmol 1y [0, Vim0 2130 2550
miz--> 50 100 150 200 250
Abundance #181675: Dodecyl isobutyl carbonate T — =
57.0 11.00 11.50
m/z 55.10 44.49%
5000
97.0
0l— “ \‘ ‘\“Hm \m ‘h “\ “‘]‘.4‘00‘ L —— — — —
miz--> 50 100 150 200 250 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041922\
Data File : BF127855.D

Acqg On : 19 Apr 2022 22:04
Operator : CG\JU

Sample : N2433-02

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041922.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 unknownll.263 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.263 105.06 ng 13092600 Phenanthrene-d1e 11.510
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butyl octadecyl ether 326 C22H460 1000406-40-6 49
2 Butyl eicosyl ether 354 C24H500 1000406-40-7 43
3 Butyl dotriacontyl ether 523 C36H740 1000406-41-3 43
4 Butyl tetracosyl ether 410 C28H580 1000406-40-9 43
5 Butyl triacontyl ether 495 (C34H700 1000406-41-2 43

Abundance Scan 1526 (11.263 min): BF127855.D\data.ms (-1518) (- m/z 57.10 100.00%
57.1

5000 J///WJ\)&M\JMA
‘ H 29. 11.00 1150
129.1 1852 . .
0 H\"‘LM‘JMJM b L2982 m/z 41.10  32.43%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #232318: Butyl octadecyl ether
57.0
5000 — —
11.00 11.50
m/z 43.10 26.65%
m/z--> 100 150 200 250 300 350 400 450
Abundance #264241: Butyl eicosyl ether
57.0
—— —
11.00 11.50
5000 ITI/Z 55.10 25.73%
110
oL LT 2670 2200 2800
H“‘H‘ e P T e
miz--> 100 150 200 250 300 350 400 450
Abundance #341125: Butyl dotriacontyl ether = —
57.0 11.00 11.50
m/z 69.10  25.21%
5000
11.0
0 ‘\HM 11670 223.0 2780 448.0
P A A e e S e e e —— —
m/z--> 50 100 150 200 250 300 350 400 450 11.00 11.50

8270-BF041922.M Wed Apr 20 15:01:36 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041922\
Data File : BF127855.D

Acqg On : 19 Apr 2022 22:04
Operator : CG\JU

Sample : N2433-02

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041922.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 unknownll.363 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.363 21.92 ng 2732250  Phenanthrene-d10 11.510
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octanol, 5,7,7-trimethyl-2-(1,... 270 C18H380 036400-98-3 72
2 2- Bromopropionic acid, tetradec... 348 C17H33Br02 086711-82-2 38
3 Butyl docosyl ether 382 C26H540 1000406-40-8 38
4 Docosyl octyl ether 438 C30H620 1000406-38-9 38
5 1-Octadecene 252 C18H36 000112-88-9 35

Abundance Scan 1543 (11.363 min): BF127855.D\data.ms (-1540) (- m/z 57.10 100.00%
57.1

w ﬂM
97.1 "0 1150
H Y 1402 1962 2415 11.00 11.50
o‘mmw“ 282 m/z 43.10 22.71%
miz--> 100 150 200 250 300
Abundance #161364. 1-Octanol, 5,7,7-trimethyl-2-(1,3,3-trimethylbuty
57.0
5000 = =
11.00 11.50
m/z 83.10 20.77%
97.0 1400
L T A ek TR
miz--> 50 100 150 200 250 300
Abundance  #257315: 2- Bromopropionic acid, tetradecyl ester
57.0
97.0 - e
11.00 11.50
5000 ITI/Z 41.10 19.58%
153.0
ok ““ LA ““ I H‘ i W 02769 3210
miz--> 50 100 150 200 250 300
Abundance #289622: Butyl docosyl ether — —
57.0 11.00 11.50
m/z 69.10 15.08%
5000
97.0
Ry L] 11390 1810 2200 3080
. “ e — —=
m/z--> 100 150 200 250 300 11.00 11.50

8270-BF041922.M Wed Apr 20 15:01:37 2022 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041922\
Data File : BF127855.D

Acqg On : 19 Apr 2022 22:04
Operator : CG\JU

Sample : N2433-02

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041922.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 Isopropyl myristate Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.457 20.00 ng 2492400  Phenanthrene-d10 11.510
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropyl myristate 270 C17H3402 000110-27-0 91
2 n-Capric acid isopropyl ester 214 C13H2602 002311-59-3 37
3 Dodecanoic acid, 1-methylethyl e... 242 C15H3002 010233-13-3 37
4 Nonanoic acid, 1-methylethyl ester 200 C12H2402 028267-32-5 35
5 n-Decanoic acid 172 C1eH2002 000334-48-5 12
Abundance Scan 1559 (11.457 min): BF127855.D\data.ms (-1556) (-] 43.10 100.00%
43.1
5000 102.1
185.2 1150
43.1
ol ‘;‘w “““w“hh“‘h“” ”P‘ B ‘ b 2703 /7 60.00  60.24%
miz-> 50 100 150 200 250
Abundance #161158: Isopropyl myristate
43.0
102.0
5000 UL
228.0 11.50
41.10  55.09%
0140 \\h \“H\ by “\H\“F?’O‘ L ‘ | L _ 2700
m/z--> 100 200 250
Abundance #92123. n-Capric a0|d isopropyl ester
43.0

11 50
5000 m/z 102.10  43.66%

102.0
155.0
0L H‘ I H‘ H‘H\ \‘\H u\ i ‘ . ‘H Ce C
miz--> 100 150 200 250
Abundance #126248: Dodecanoic acid, 1-methylethyl ester ‘

43.0 11 50

m/z 228.15 39.12%
5000 102.0
200.0
oL “H‘u \‘H‘ \‘H\ ul ‘ ‘\ Ly ‘ ‘ h 2420 LA
miz-> 100 150 200 250 11.50

8270-BF041922.M Wed Apr 20 15:01:37 2022 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041922\
Data File : BF127855.D

Acqg On : 19 Apr 2022 22:04
Operator : CG\JU

Sample : N2433-02

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041922.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 1-Tetradecene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.733  37.75 ng 4704430  Phenanthrene-di10 11.510
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Tetradecene 196 C14H28 001120-36-1 95
2 1-Hexadecanol 242 C16H340 036653-82-4 95
3 Cyclotetradecane 196 C14H28 000295-17-0 95
4 Cyclohexadecane 224 C16H32 000295-65-8 93
5 n-Pentadecanol 228 C15H320 000629-76-5 91

Abundance Scan 1606 (11.733 min): BF127855.D\data.ms (-1603) (- m/z 55.10 100.00%

55.1
97.1
5000
1150 1200
26.2 .
ol {202 1672192 2393 281 o/, a1, 66%
m/z--> 50 100 150 200 250
Abundance #71726: 1-Tetradecene
410
3.0
5000
1150 1200
m/z 80.13%
1
O T T “\ L H‘ ‘H ‘ﬂ \F\h\ T ‘ T T \1\96‘0\ T T T ‘ T T T T
m/z--> 150 200 250
Abundance #126374.1—Hexadecano
43.0
83.0
1150 1200
5000 m/z 80.00%
1500 1960
0ty “ L B —
m/z--> 50 100 150 200 250
Abundance #71730: Cyclotetradecane
55.0 1150 1200
m/z 41.10 76.10%
5000
196.0
01‘4-‘0\‘\‘ 1\‘ g0 U VN
m/z--> 50 100 150 200 250 11.50 12.00

8270-BF041922.M Wed Apr 20 15:01:38 2022 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041922\
Data File : BF127855.D

Acqg On : 19 Apr 2022 22:04
Operator : CG\JU

Sample : N2433-02

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041922.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 11 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.069 123.71 ng 15416900  Phenanthrene-d1e 11.510
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 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 90
5 8-Methylnonanoic acid 172 C10H2002 005963-14-4 60

Abundance Scan 1663 (12.068 min): BF127855.D\data.ms (-1651) (1 m/z 73.00 100.00%

43.1 73.0
5000
129.1
213.2 — ‘
ML e e T
oL—— H’\M W \‘H‘H“uh‘\\ 1 : “ “ ““‘\‘ R ‘L‘ R m/z 43.10 83.92%
miz-> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T
12.00
97.0 1o 2130 2560 m/z 60.00 81.80%
M ‘\ “H‘\‘\‘ \\hu\ M‘ al

\
O T T T T ’
m/z--> 50 100 150 200 250
Abundance #92069: Tridecanoic acid
73.0
—/L T T ‘ T ‘
43.0 12.00
5000 129.0 m/z 55.10 73.15%
171.0
‘ ‘ 214.0
0 . ““ H"H H!‘ “HM‘ dm“\ ;\\H‘H “ ‘n“ L “‘ T “\‘ — —
m/z--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid ——
43.0 73.0 12.00
m/z 41.10 72.29%
5000 129.0
‘ 199.0 2420
oL ‘Mhh, 1610‘ w“ - i
m/z--> 50 100 150 200 250 12.00

8270-BF041922.M Wed Apr 20 15:01:39 2022

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041922\
Data File : BF127855.D

Acqg On : 19 Apr 2022 22:04

Operator : CG\JU

Sample : N2433-02

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method
Quant Title

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

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041922.M
: 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 12 unknownl2.116

Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
12.116 48.56 ng 6052000 Phenanthrene-d10 11.510
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Dodecylcyclobutanone 238 C16H300 035493-46-0 43
2 Cyclohexanone, 2-propyl- 140 CSH160 000094-65-5 30
3 2-Sec-Butylcyclohexanone 154 C10H180 014765-30-1 25
4 3H-Pyrazol-3-one, 2,4-dihydro-5-... 98 C4H6N20 000108-26-9 25
5 3H-Pyrazol-3-one, 1,2-dihydro-5-... 98 C4H6EN20 004344-87-0 25

Abundance Scan 1671 (12.116 min): BF127855.D\data.ms (-1666) (1 m/z 98.10 100.00%
98.1
5000 55.1 183.2
132.0
‘ ‘ “ ‘ 12.00 12.50
0 ALl 1 22232852285 n/; 84.10  65.50%
miz-> 50 100 150 200 250
Abundance #121292: 2-Dodecylcyclobutanone
98.0
(SN v
5000 R
55.0 12.00 12.50
m/z 183.20 49.16%
ob—— ! }“\ ‘\\]"49'(‘)‘ — “2‘19'9‘ . ———
miz--> 50 100 150 200 250
Abundance #21537: Cyclohexanone, 2-propyl-
98.0
— =
12.00 12.50
5000 41.0 m/z 55.10 47.17%
o Al 00
m/z--> 50 100 150 200 250
Abundance #31039: 2-Sec-Butylcyclohexanone T —
98.0 12.00 12.50
m/z 43.10 34.96%
5000
55.0
ST T A VY
m/z--> 50 100 150 200 250 12.00 12.50

8270-BF041922.M Wed Apr 20 15:01:40 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041922\
Data File : BF127855.D

Acqg On : 19 Apr 2022 22:04
Operator : CG\JU

Sample : N2433-02

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041922.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 13 Oxalic acid, allyl octadecy... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.616 53.51 ng 6667940  Phenanthrene-d10 11.510
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, allyl octadecyl ester 382 C23H4204 1000309-24-5 58
2 Oxalic acid, allyl tetradecyl ester 326 C19H3404 1000309-24-2 58
3 Oxalic acid, hexadecyl propyl ester 356 C21H4004 1000309-26-9 52
4 Eicosyl propyl ether 340 C23H480 1000406-28-1 49
5 Butyl eicosyl ether 354 C24H500 1000406-40-7 49

Abundance Scan 1756 (12.615 min): BF127855.D\data.ms (-1749) (- m/z 43.10 100.00%

43.1
5000 3.1
129.1
e e
185.2 22.2 12.50 13.00
0 \L \ S : “28‘4‘3‘ : ‘3‘4‘1-’ m/z 57.10 95.54%
miz--> 50 100 150 200 250 300
Abundance #289288: Oxalic acid, allyl octadecyl ester
41.0
5000 — —
12.50 13.00
F30 m/z 55.10  85.77%
O T “\ L‘ ‘ T h\ \““ T ““ T \‘5\0\ ’ L ‘ L ‘ L \2\97‘-(\) LI
miz--> 50 100 150 200 250 300
Abundance #231744: Oxalic acid, allyl tetradecyl ester
41.0
e o
12.50 13.00
5000 m/Z 41.10 74 .44%
miz--> 50 100 150 200 250 300
Abundance #265841: Oxalic acid, hexadecyl propyl ester —— ——
43.0 12.50 13.00
m/z 71.10 59.62%
5000 30
269.0
50
o, L) AP0 o | awe Lol AL
m/z--> 50 100 150 200 250 300 12.50 13.00

8270-BF041922.M Wed Apr 20 15:01:41 2022 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041922\
Data File : BF127855.D

Acqg On : 19 Apr 2022 22:04

Operator : CG\JU

Sample : N2433-02

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041922.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 14 10E,12Z-Octadecadienoic acid Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
12.745 22.11ng 2754740 Phenanthrene-dle 11.510
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 10F,127-Octadecadienoic acid 280 C18H3202 002420-56-6 86
2 9,12-Octadecadienoic acid (Z,Zz)- 280 C18H3202 000060-33-3 83

3 11-Dodecen-1-0l1 trifluoroacetate 280

4 6-Tridecene

182

5 2-Methyl-E,E-3,13-octadecadien-1-0l1 280

C14H23F302
C13H26
C19H360

128792-46-1 64
024949-38-0 51
1000130-90-6 50

Abundance Scan 1778 (12.745 min): BF127855.D\data.ms (-1773) (-1 m/z 105.00 100.00%

105.0
55.1
5000
1250 1300
168.2 . .
0! Mdy o L 2272 2803 3409 ., 5519 59.43%
m/z--> 50 100 150 200 250 300 350
Abundance #173577: 10E,12Z-Octadecadienoic acid
67.0
5000 — s
12.50 13.00
09.0 m/z 41.10 55.59%
29. ‘ 280.0
0' “‘ HH “h ‘h \‘ T 195(\) \2\37\ ’0 T !‘ T ‘ T ‘ T
m/z--> 50 100 150 00 250 300 350
Abundance #173581: 9,12-Octadecadienoic acid (Z,2)-
67.0
—— —
12.50 13.00
5000 m/z 67.10 52.07%
10.0 280.0
29.
oL ““ “\‘\‘“\ \\‘ \\H :\h\ \Hu‘u\‘ i ‘53?‘2‘37‘?‘ - [
miz-> 50 100 150 200 250 300 350
Abundance #172895: 11-Dodecen-1-ol trifluoroacetate —— T
55.0 12.50 13.00
m/z 77.05 45.80%
5000
118
ol LLL »‘\m woo 270”0
m/z--> 50 100 150 200 250 300 350 12.50 13.00

8270-BF041922.M Wed Apr 20 15:01:42 2022 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041922\
Data File : BF127855.D

Acqg On : 19 Apr 2022 22:04
Operator : CG\JU

Sample : N2433-02

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041922.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 15 9-Octadecenoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.780 78.62 ng 9797310  Phenanthrene-d10 11.510
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid 282 C18H3402 002027-47-6 91
2 Oleic Acid 282 C18H3402 000112-80-1 91
3 1-Hexadecanol 242 C16H340 036653-82-4 80
4 trans-13-Octadecenoic acid 282 C18H3402 000693-71-0 64
5 Cyclopentane, 1,1,3-trimethyl- 112 C8H16 004516-69-2 52

Abundance Scan 1784 (12.780 min): BF127855.D\data.ms (-1779) (-] m/z 55.10 100.00%

55.1
5000 &
—— —
2.50 13.00
37.1 1gg 2 222.3 2643 1
0 ﬁww aef L 8410 7 69.10 75.81%
mlz--> 50 100 150 200 250 300 350
Abundance #176210: 9-Octadecenoic acid
55.0
7.0
5000 T

‘ —
12.50 13.00
m/z 41.10 66.00%

°

|
m/z--> 50 100 150 200 250 300 350

o
[¢)]
a1 —
o | —

Abundance #176208: Oleic Acid
— —
7.0 12.50 13.00
5000 m/z 83.10 63.61%
264.0
I ‘ 3('0 180.0 222.0
oLl T A
m/z--> 50 100 150 200 250 300 350
Abundance #126369: 1-Hexadecanol — T
55.0 12.50 13.00
m/z 43.10 61.47%
7.0
5000
gac L L Lo w0
m/z--> 50 100 150 200 250 300 350 12.50 13.00

8270-BF041922.M Wed Apr 20 15:01:43 2022 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041922\
Data File : BF127855.D

Acqg On : 19 Apr 2022 22:04
Operator : CG\JU

Sample : N2433-02

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041922.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 16 Octadecanoic acid Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.851 14.87 ng 5659580  Chrysene-d12 14.157
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 89
4 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 87
5 Tetradecanoic acid 228 C14H2802 000544-63-8 83

Abundance Scan 1796 (12.851 min): BF127855.D\data.ms (-1790) (-  m/z 73.05 100.00%
73.0

5000 129.1
1852 2412 -~ S
| ‘ ‘ 28?-3 12.50 13.00
— b LA Lt b L 385 np 43,10 98.58%
50 10

=

miz--> 0 150 200 250 300 350
Abundance #179089: Octadecanoic acid
73.0
5000 1290 1250  13.00
m/z 60.00 84.80%
29. 185.0 541 284.0

0’ H}‘““\“‘l \‘ T b \‘ \“\ “ I \L T \“\ L

m/z--> 50 100 150 200 250 300 350

Abundance #126199: Pentadecanoic acid

73.0
— — T
12.50 13.00
5000 129.0 m/z 55.10  79.31%
29.0
‘ 199.0 242.0
o= ‘L‘ H‘ ““h‘\“ M\‘u} “““ “ ;“ ‘i — “\’ T
0

3

S

miz--> 5 100 150 200 250 300 350
Abundance #143511: n-Hexadecanoic acid o ——
73.0 12.50 13.00

m/z 57.10 75.51%
129.0 256.0
5000 213.0
AL

ol A L L L L b L e R
m/z--> 50 100 150 200 250 300 350 12.50 13.00

8270-BF041922.M Wed Apr 20 15:01:45 2022 Page: 19



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041922\
Data File : BF127855.D

Acqg On : 19 Apr 2022 22:04
Operator : CG\JU

Sample : N2433-02

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041922.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 17 unknownl3.404 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.404 88.56 ng 33715700  Chrysene-d12 14.157
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, isobutyl hexadecyl ... 370 C22H4204 1000309-38-1 43
2 Dodecyl isobutyl carbonate 286 C17H3403 959067-22-2 38
3 3-Pyridinecarboxylic acid, 1,4,5... 197 C1OH15NO3 010230-57-6 25
4 2-tert-Butyl-3,4,5,6-tetrahydrop... 139 C9H17N 090949-17-0 25
5 1-Octadecene 252 C18H36 000112-88-9 25

Abundance Scan 1890 (13.404 min): BF127855.D\data.ms (-1874) (- m/z 57.10 100.00%

57.1
123.1
5000
‘ 1350
ol w’ “ uﬂ ik 1902, 26013132 4030 ;153,10  53.93%
mlz--> 100 150 200 250 300 350 400
Abundance #279317: Oxalic acid, isobutyl hexadecyl ester
57.0
5000 L
13.50
m/z 105.10 42.28%
0 \“\ U“ \“}‘ \‘H\H‘ \‘ \‘\]\.5‘5\\0\ T ‘2\2\4\\0‘2\6‘\9\()\ ‘ LI ‘ LI ‘ LI
m/z--> 50 100 150 200 250 300 350 400
Abundance #181675: Dodecyl isobutyl carbonate
57.0
13.50
5000 ITI/Z 41.10 25.88%
D, aes0
ol bl e T
miz--> 50 100 150 200 250 300 350 400
Abundance #72402: 3-Pyridinecarboxylic acid, 1,4,5,6-tetrahydro-2,4- P
42.0 123.0 182.0 13.50
m/z 83.10 22.76%
- w
ol S 7
m/z--> 50 100 150 200 250 300 350 400 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041922\
Data File : BF127855.D

Acqg On : 19 Apr 2022 22:04
Operator : CG\JU

Sample : N2433-02

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041922.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 18 unknownl13.768 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

13.768 101.02 ng 38458900  Chrysene-di12 14.157
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butyl tetradecyl ether 270 C18H380 1000406-40-4 38
2 Butyl hexadecyl ether 298 C20H420 1010406-40-5 38
3 Dodecyl isobutyl carbonate 286 C17H3403 959067-22-2 35
4 Octadecane, 1-chloro- 288 C18H37C1 003386-33-2 35
5 Oxalic acid, isobutyl pentadecyl... 356 C21H4004 1000309-38-0 30

Abundance Scan 1952 (13.768 min): BF127855.D\data.ms (-1938) (- m/z 57.10 100.00%
57.1

5000 123.1 M
1350  14.00
196. 2241 2 . : ’
0 H ““ ‘“ ‘\“‘“\ “\u‘ww‘ 280 341 425 n/7 123,10 47.88%
m/z--> 100 150 200 250 300 350 400
Abundance #161358: Butyl tetradecyl ether
57.0
5000
13.50 14.00
m/z 105.10 34.97%
Lo seso
O\\\‘\‘\\“‘\‘\J\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 100 150 200 250 300 350 400
Abundance #197439: Butyl hexadecyl ether
57.0
13.50 14.00
5000 m/z 83.10 23.09%
RN TSRS —
miz--> 100 150 200 250 300 350 400
Abundance #181675: Dodecyl isobutyl carbonate —— ——
57.0 13.50 14.00
m/z 41.10 23.06%
m/z--> 50 100 150 200 250 300 350 400 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041922\
Data File : BF127855.D

Acqg On : 19 Apr 2022 22:04
Operator : CG\JU

Sample : N2433-02

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041922.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 19 Butyl tetradecyl ether Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.957 121.51 ng 46260100 Chrysene-di12 14.157
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butyl tetradecyl ether 270 C18H380 1000406-40-4 58
2 Isobutyl hexadecyl ether 298 C20H420 1000406-32-8 47
3 1-Octanol, 5,7,7-trimethyl-2-(1,... 270 C18H380 036400-98-3 46
4 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 38
5 Hexanoic acid, 3,5,5-trimethyl-,... 368 C24H4802 1000406-27-2 38

Abundance Scan 1984 (13.957 min): BF127855.D\data.ms (-1963) (- m/z 57.10 100.00%
57.1

5000 M\
14.00
1962 :
ob— M | mh‘k L WJ it 24122871 34313861 .7 g3.10  19.11%
miz--> 50 100 150 200 250 300 350 400
Abundance #161358: Butyl tetradecyl ether
57.0
5000 T
14.00
m/z 41.10 17.38%
O “‘h h\“\\]\-5‘4.\0\]\-9\6‘\0\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 100 150 200 250 300 350 400
Abundance #197442: Isobutyl hexadecyl ether
57.0
—
14.00
5000 ITI/Z 71.10 16.78%
SRR ne N ————
miz--> 100 150 200 250 300 350 400
Abundance #161364: 1-Octanol, 5,7,7-trimethyl-2-(1,3,3-trimethylbuty 7
57.0 14.00
m/z 69.10 15.98%
o Akwﬂ//\//Wﬁ\]LA\“\-x
1400
ol bbby 080 i
m/z--> 50 100 150 200 250 300 350 400 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041922\
Data File : BF127855.D

Acqg On : 19 Apr 2022 22:04
Operator : CG\JU

Sample : N2433-02

Misc :

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 20 Pentadecafluorooctanoic aci... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.

15.604 20.00 ng 31243300 Perylene-di2 15.668
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 84
2 1-Hexadecanol, 2-methyl- 256 C17H360 002490-48-4 80
3 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 62
4 1-Heneicosyl formate 340 C22H4402 077899-03-7 49
5 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 46

Abundance Scan 2264 (15.604 min): BF127855.D\data.ms (-2249) (-  m/z 229.15 100.00%

229.2
43.1
5000
1.1
l J 4245 15.50 16.00
ol il i, 8253 4285 n/; 43.18 0 66.22%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
5000 T T T T T 1
15.50 16.00
FSO m/z 57.10 66.02%
' 252.0
O HJ‘\\\‘\‘H\A\“\‘L%[l\”\\\‘T\‘H“\H\‘H\\3‘6\19\.\0‘\\H‘\\\\‘\\\\‘\\\\‘\?ﬂ?\"
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #143665: 1-Hexadecanol, 2-methyl-
57.0
—r —
15.50 16.00
5000 ITI/Z 55.10 46.16%
Ulizee o
o e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #326112: Heptadecyl heptafluorobutyrate T —
57.0 15.50 16.00
m/z 83.10 38.98%
5000
%s.o
o‘m‘Ju«wlhukw??%PHW‘Hw‘u‘ﬁ§4fu‘wu‘wu‘wu‘_ — ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 15.50 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041922\
Data File : BF127855.D

Acqg On : 19 Apr 2022 22:04
Operator : CG\JU

Sample : N2433-02

Misc :

ALS Vvial : 22 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041922.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|
1-Hexanol, 2-et... 7.075 20.0 ng 32936600 1 6.945 32936600 20.0
1-Decene 9.792 20.0 ng 4928750 3 9.986 4928750 20.0
Dodecanoic acid 10.539 277.3 ng 68343600 3 9.986 4928750 20.0
n-Decanoic acid 10.575 27.1 ng 6690340 3  9.986 4928750 20.0
1-Octanol, 5,7,... 11.186 1181.4 ng 147230000 4 11.510 2492400 20.0
4-Octadecenal 11.210 71.0 ng 8850580 4 11.510 2492400 20.0
unknownl1l.263 11.263 165.1 ng 13092600 4 11.510 2492400 20.0
unknownl1.363 11.363 21.9 ng 2732250 4 11.510 2492400 20.0
Isopropyl myris... 11.457 20.0 ng 2492400 4 11.510 2492400 20.0
1-Tetradecene 11.733 37.8 ng 4704430 4 11.510 2492400 20.0
n-Hexadecanoic ... 12.069 123.7 ng 15416900 4 11.510 2492400 20.0
unknown12.116 12.116 48.6 ng 6052000 4 11.510 2492400 20.0
Oxalic acid, al... 12.616 53.5 ng 6667940 4 11.510 2492400 20.0
10E,12Z-Octadec... 12.745 22.1 ng 2754740 4 11.510 2492400 20.0
9-Octadecenoic ... 12.780 78.6 ng 9797310 4 11.510 2492400 20.0
Octadecanoic acid 12.851 14.9 ng 5659580 5 14.157 7614510 20.0
unknownl3.404 13.404 88.6 ng 33715700 5 14.157 7614510 20.0
unknown13.768 13.768 101.0 ng 38458900 5 14.157 7614510 20.0
Butyl tetradecy... 13.957 121.5 ng 46260100 5 14.157 7614510 20.0
Pentadecafluoro... 15.604 20.0 ng 31243300 6 15.668 31243300 20.0
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