LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@82321\
Data File : BF125176.D

Acqg On : 24 Aug 2021 2:37
Operator : JU/CG

Sample : M3514-01 2X

Misc :

ALS Vvial : 20 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-BF081821.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF125176.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.187 12 17 24 rBV 448433 574095 8.15% 1.439%
2 5.534 582 586 589 rBV 2252026 1927014 27.37% 4.830%
3 6.539 752 757 760 rBV 2159003 1856699 26.37% 4.653%
4 6.922 818 822 825 rBV 1313362 1005425 14.28% 2.520%
5 7.480 913 917 920 rBV 1505757 1169077 16.60%  2.930%

6 8.098 1019 1022 1032 rBV 513930 500826 7.11%
7 8.204 1037 1040 1043 rVB 1554121 1200706 17.05%
8 9.280 1219 1223 1226 rBV 2170342 1849377 26.27%
9 9.539 1263 1267 1273 rBV4 85495 78144  1.11%

9.963 1335 1339 1342 rVB 1453405 1181097 16.77%

N P~ WER
[))
w
Ul
R

11 10.386 1405 1411 1414 rVB 91204 83661 1.19%
12 10.745 1469 1472 1476 rVB 1274529 1042395 14.80%
13 10.857 1488 1491 1500 rBV2 120851 158462 2.25%
14 11.451 1588 1592 1594 rBV 1329010 1134407 16.11%
15 11.468 1594 1595 1598 rVB 100401 80056 1.14%

ONONO
w
(o]
~N
B

16 11.839 1654 1658 1665 rVB 4300244 3496484 49.66%
17 11.968 1674 1680 1687 rBV2 460699 512747 7.28% 1.285%
18 12.527 1771 1775 1777 rBV 6116914 6710296 95.30% 16.818%
19 12.551 1777 1779 1786 rVB 7755180 7041084 100.00% 17.647%
20 12.627 1789 1792 1795 rBV 1693779 1538771 21.85% 3.857%

00
~N
<))
w
R

21 12.663 1795 1798 1799 rBV 449728 380648 5.41% 0.954%
22 12.751 1810 1813 1820 rVB 229125 228344  3.24% 0.572%
23 12.868 1830 1833 1835 rBV2 112432 125436 1.78% 0.314%
24 12.892 1835 1837 1845 rVB 269918 333860 4.74% ©0.837%
25 13.033 1857 1861 1865 rBV 1905111 1636850 23.25% 4.102%
26 13.110 1871 1874 1880 rBV6 59571 95644  1.36% 0.240%
27 13.192 1885 1888 1890 rBV3 83893 101157 1.44% ©.254%
28 13.215 1890 1892 1897 rVV3 183210 256962 3.65% ©0.644%
29 13.262 1897 1900 1901 rVV2 89766 93567 1.33% 0.235%
30 13.280 1901 1903 1908 rVvB2 189191 220498 3.13% 0.553%
31 13.357 1913 1916 1918 rBV 194034 172743 2.45%  ©.433%
32 13.386 1918 1921 1925 rBV2 184751 252341 3.58% 0.632%
33 13.427 1925 1928 1932 rVV3 155801 261366  3.71% ©.655%
34 13.462 1932 1934 1940 rVB3 140794 184560 2.62% ©.463%
35 13.568 1950 1952 1956 rBV2 129200 157724  2.24% ©.395%

36 13.786 1984 1989 1992 rBV2 310217 441059 6.26% 1.105%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@82321\
Data File : BF125176.D

Acqg On : 24 Aug 2021 2:37
Operator : JU/CG

Sample : M3514-01 2X

Misc

ALS Vvial : 20 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-BF081821.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 14.021 2027 2029 2034 rVB 133236 121693 1.73% ©.305%
38 14.092 2037 2041 2044 rBV 994406 969277 13.77%  2.429%
39 15.592 2292 2296 2306 rVB 457623 725919 10.31% 1.819%

Sum of corrected areas: 39900471
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 24 Aug 2021 2:37

¢ M3514-01 2X

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082321\
BF125176.D

Ju/CaG

: 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

o

TIC: BF125176.D\data.ms

5.534 6.539

7.480

6.922

p.187

Time-->
Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

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

TIC: BF125176.D\data.ms
12.651

12.527

11.839

9.280 13.033
8.204 9.963 10.745 11.451

A0
s Y

0
Time-->
Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

0
Time-->

8.09 1.968
9.53 10.386 0.85 11/468
\ = P 7 P

—
8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
TIC: BF125176.D\data.ms

14.092

15.592
Baggses’ 044.0

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082321\
Data File : BF125176.D

Acqg On : 24 Aug 2021 2:37

Operator : JU/CG

Sample : M3514-01 2X

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
: 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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
2.187 11.42 ng 574095 1,4-Dichlorobenzene-d4 6.922
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 43
3 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
4 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 25
5 3-Pentanol, 3-methyl- 102 CeH140 000077-74-7 23
Abundance  Scan 17 (2.187 min): BF125176.D\data.ms (-12) (-) m/z 73.00 100.00%
73.0
5000 43.0 A
87-1 \‘\\\\‘\\\\‘\\
‘ 2.20 2.40 2.60
0 mwww”“HH_uHw,mww‘ww,wwww m/z 43.00  48.64%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L
2.20 2.40 2.60
43.0 o
87.0 m/z 55.00 36.26%
\ \‘ 90 If
O \H‘\H\‘HH‘HH‘HH‘HH‘HH’HH‘\\H‘H\\‘HH’HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9527: 3-Pentanol, 2,4-dimethyl-
73.0
P
2.20 2.40 2.60
5000 m/z 87.10 25.43%
55.0
27.0 41lo0
ol 230 Ll b eso mso
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol T
73.0 2.20 2.40 2.60
87.0 m/z 40.95 15.20%
5000 41.0 55.0
27.0
0 1], ‘ 112.0 129.0
Hw‘uW‘Hw‘Hw‘H‘_H‘_H‘MH‘_H‘_H‘_‘HM‘HM‘H_‘H T =
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 220 240
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082321\
Data File : BF125176.D

Acqg On : 24 Aug 2021 2:37
Operator : JU/CG

Sample : M3514-01 2X

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.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 2 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
8.098 8.34 ng 500826 Naphthalene-d8 8.204

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 72
2 2-Propanol, 1-butoxy- 132 C7H1602 005131-66-8 59
3 Propanoic acid, 2-hydroxy-, 2-me... 146 C7H1403 000585-24-0 59
4 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 56
5 Tetraethylene glycol 194 C8H1805 000112-60-7 53

Abundance Scan 1022 (8.098 min): BF125176.D\data.ms (-1019) (-) m/z 45.00 100.00%
4I:

5000 m
EmRaEERE SRR
=0 o 7.80 8.00 8.20 8.40
| I—— MJ wl“u‘ AL 8101812 7 57.00  99.96%
m/z--> 20 40 60 80 100 120 140 160
Abundance #38400: Ethanol, 2-(2-butoxyethoxy)-
43.0
5000 LR L RN R R
7.80 8.00 8.20 8.40
ZYT 750 m/z 40.95 36.30%
100.0
Ot \“ \H T \““\‘\ T Ly \M“ \“i‘\ T “\ T \1\3\2\0‘ T \%?3\\0\
miz--> 20 40 60 80 100 120 140 160
Abundance #16538: 2-Propanol, 1-butoxy-
45.0
R o MR EAE
7.80 8.00 8.20 8.40
m/z 56.00 15.97%
5000 87.0
27 ?
Okt Al 0L,699 gy 170
miz--> 20 40 60 80 100 120 140 160
Abundance #25441: Propanoic acid, 2-hydroxy-, 2-methylpropyl ester e RERRA
45.0 7.80 8.00 8.20 8.40
m/z 75.00 14.76%
5000
2710 ‘ 75.0
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\BF082321\
Data File : BF125176.D

Acqg On : 24 Aug 2021 2:37
Operator : JU/CG

Sample : M3514-01 2X

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.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 3 Tridecane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.857 2.79 ng 158462  Phenanthrene-die 11.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 81
2 Eicosane 282 C20H42 000112-95-8 72
3 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 72
4 Dodecane, 2-methyl-6-propyl- 226 C1l6H34 055045-08-4 64
5 Octane, 3,5-dimethyl- 142 C10H22 015869-93-9 58

Abundance Scan 1491 (10.857 min): BF125176.D\data.ms (-1488) (- m/z 57.00 100.00%

57.0
5000
1.0
P e
| h‘ ! 1210 15"5,0185.0 10.50 11.00
0- bl m/z 43.00  65.97%
miz--> 50 100 150 200 250
Abundance #59025: Tridecane
57.0
5000 — —
10.50 11.00
m/z 71.10 55.32%
27,0
L ‘99-0 141.0 184.0
O\\‘\"\‘\‘\“\H’\”\‘\\‘\\\\|\\\\|\\\\
m/z--> 50 100 150 200 250
Abundance #176386: Eicosane
57.0
P Fr
10.50 11.00
5000 m/z 85.00  36.96%
99.0
JB0) || %0 1410 1880 2250 2820
I e e s S
m/z--> 50 100 150 200 250
Abundance #193302: Dodecane, 1-iodo- — —
57.0 10.50 11.00
m/z 41.00 30.66%
- W
27,0 ‘ 99.0
P o B - -1 B DO
m/z--> 50 100 150 200 250 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082321\
Data File : BF125176.D

Acqg On : 24 Aug 2021 2:37
Operator : JU/CG

Sample : M3514-01 2X

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.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 4 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.839 61.64 ng 3496480  Phenanthrene-d10 11.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 93
3 Methyl tetradecanoate 242 C15H3002 000124-10-7 87
4 Dodecanoic acid, 10-methyl-, met... 228 C14H2802 005129-65-7 87
5 Dodecanoic acid, methyl ester 214 C13H2602 000111-82-0 83
Abundance Scan 1658 (11.839 min): BF125176.D\data.ms (-1654) (1 m/z 74.00 100.00%
74.0
5000 43.0
143.0 2272 [ PN
‘ Lann | 1851 P g70 400, 11.50 12.00
0h e L R LR S m/z 87.00 73.41%
miz--> 50 100 150 200 250 300
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000
43.0 11. 50 12 00
143.0 m/z 43.00 39.44%
‘ | 4110 \ 185.0 2270 2700
O T T T ‘ \ \“ h L \‘\ ‘\ T ‘ ‘\ \‘ \‘\ “ T T ‘\ ‘\ ‘ T } T T ‘ T
miz--> 50 100 150 200 250 300
Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
11. 50 12 00
5000/ 43.0 m/z 55.00 35.02%
| L M ¥ ;1101430 185.0 227.0 270.0
okl e e e
miz--> 50 100 150 200 250 300
Abundance #126208: Methyl tetradecanoate
74.0 11. 50 12 00
m/z 41.00 27.53%
5000
43.0
1430 199.0
0 ‘ ‘h ‘\ \;(110 || 24\2'0

m/z--> 100 150 200 250 300 11. 50 12 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082321\
Data File : BF125176.D

Acqg On : 24 Aug 2021 2:37
Operator : JU/CG

Sample : M3514-01 2X

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.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 5 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.968 9.04 ng 512747  Phenanthrene-d10 11.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 86
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Octadecanoic acid 284 C18H3602 000057-11-4 76

Abundance Scan1680(11968num BF125176.D\data.ms (-1674) (- m/z 60.00 100.00%

129.0 213.2 AKN

‘ 171 1 ‘ 256.1 12.00
0 b wH‘H\ \\‘\‘H L

L%mm e 306
m/z--> 150 200 250 300
Abundance #143508.n-Hexadecanok:add
256.0
——

5000

“ﬂW\‘ S m/z 43.00 97.62%
5000
129.0 12.00

83.0 213.0 m/z 73.00 94.16%

171.0
. JMW Y I
miz--> 100 150 200 250 300
Abundance #92063: Tridecanoic acid
73.0
41, AN
12.00
5000 129.0 m/z 56.95 89.96%
171.0
‘ “ ‘ 214.0
ok ‘\ | HM h”\ . ‘\\‘ i “‘ ‘ “‘ R
miz--> 100 150 200 250 300
Abundance #126202: Pentadecanoic acid ==

43.0 12.00
m/z 55.00 77.63%

5000
242.0
129.0
I
o A, HM\ \m 1640, || iy

miz--> 50 15 200 250 300 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082321\
Data File : BF125176.D

Acqg On : 24 Aug 2021 2:37
Operator : JU/CG

Sample : M3514-01 2X

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.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 6 9,12-Octadecadienoic acid, ... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.527 118.31 ng 6710300 Phenanthrene-di10 11.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
2 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
3 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 99
4 8,11-Octadecadienoic acid, methy... 294 C19H3402 056599-58-7 98
5 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 97

Abundance Scan 1775 (12 527 min): BF125176.D\data.ms (-1771) (1 m/z 67.00 100.00%

5000 ﬂ{Jﬁk
09.1 — ‘
0.0 12.50
0l ‘J“ MH ”h i ”h ”‘ ¥ ‘187‘1‘2‘2‘0‘2‘ 20912043 17 s1.05 79.83%
miz--> 200 250 300
Abundance #191926. 9,12-Octadecad|enoic acid, methyl ester, (E,E)-
67.0
5000 — :
12.50
09.0 m/z 55.00 76.13%
O T T ‘\‘ ‘ H“‘ \“h T HH\ H \ T \ T ‘ T T T T %6\?.\0\29\‘4"0\
miz--> 150 200 250 300
Abundance #191900 9, 12 Octadecadienoic acid, methyl ester
67.0
T
12.50
5000 m/z 41.00 52.84%
29.0 09.0
294.0
oL \‘ M L ‘uh m L. 2280 203077
miz--> 150 200 250 300
Abundance #191927: 9,15—Octadecad|en0ic acid, methyl ester, (Z,2)- —— ‘
67.0 12.50
m/z 95.05 52.31%
5000
09.0 294.0
oL L U i amezme BRI i\
miz--> 50 200 250 300 12.50

8270-BF081821.M Tue Aug 24 12:27:49 2021 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082321\
Data File : BF125176.D

Acqg On : 24 Aug 2021 2:37
Operator : JU/CG

Sample : M3514-01 2X

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.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 7 8-Octadecenoic acid, methyl... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.551 124.14 ng 7041080 Phenanthrene-d10 11.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 8-Octadecenoic acid, methyl ester 296 C19H3602 002345-29-1 99
2 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 99
3 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 99
4 9-Octadecenoic acid, methyl ester 296 C19H3602 002462-84-2 99
5 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 99

Abundance Scan 1779 (12.551 min): BF125176.D\data.ms (-1777) (- m/z 55.00 100.00%

%i}:t=éf=—>*-*

5000
264, i T
H 37.1 180.2 2222 206.3 12.50
ol— \; \\ u‘\u\u mm\hmw T - u‘ . ‘H‘ b m/z 69.10 58.77%
miz--> 100 150 200 250 300
Abundance #194407 8-Octadecenoic acid, methyl ester
5000 —
264.0 12.50
3.0 180 o 2220 m/z 41.85 53.50%
L I | o0
ok \‘ } " \HHHH\ H\ ‘\M‘ \‘\ P o = [ \‘ :
m/z--> 200 250 300
Abundance #194421. 14—Octadecen0|c acid, methyl ester
1
12.50
5000 m/z 74.00 52.81%

264.0
180.0 222.0

e —

0,
miz--> 50 100 150 200 250 300
Abundance #194420: 13-Octadecenoic acid, methyl ester ‘ ‘ ‘
. 12.50
m/z 83.10 47.14%
5000
264.0
23.0 180.0 222.0 296.0
0! :

m/z--> 50 100 150 200 250 300 12.50

8270-BF081821.M Tue Aug 24 12:27:49 2021 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082321\
Data File : BF125176.D

Acqg On : 24 Aug 2021 2:37
Operator : JU/CG

Sample : M3514-01 2X

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.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 8 Octadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

12.751 4.03 ng 228344  Phenanthrene-die 11.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 87
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
4 Pentadecanoic acid 242 C15H3002 001002-84-2 76
5 Tridecanoic acid 214 C13H2602 000638-53-9 74

Abundance Scan 1813 (12.751 min): BF125176.D\data.ms (-1810) (- m/z 43.00 100.00%

43.0
5000
P =
1851 2412 . . 1250 13.00
oL ' m/z 57.00  82.47%
mlz--> 50 100 150 200 250 300 350
Abundance #179093: Octadecanoic acid
Q
129.0
500008.0 2840 Tl roT
1850 241.0 12.50 13.00
m/z 59.95 75.15%
0 ‘\‘!‘H\ m‘u‘\ i “‘\‘ ‘L‘\‘ “ ‘\“‘ ‘\‘\‘ : “‘ R
m/z--> 5 100 150 200 250 300 350
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl es
43.0 M
R =
12.50 13.00
m/z 72.95 73.91%
5000 284.0 /
3.0 1290
Il 185.0 2410
fo) \‘\M u‘H M\ it \‘\‘ ‘\ “‘ \‘ ‘\‘\‘ “ - “‘ [ ‘3‘7‘2"
miz-> 50 100 150 200 250 300 350
Abundance #143510: n-Hexadecanoic acid oo P
60.0 12.50 13.00
m/z 55.00 71.84%
5000 129.0
H 171.0 213.0 256.0
0! H‘m\h”\u‘\h\‘\“‘““‘\““\‘“‘HH‘HH“H — =
m/z--> 50 100 150 200 250 300 350 12.50 13.00

8270-BF081821.M Tue Aug 24 12:27:50 2021 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082321\
Data File : BF125176.D

Acqg On : 24 Aug 2021 2:37
Operator : JU/CG

Sample : M3514-01 2X

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.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 9 Bicyclo[10.1.0]tridec-1-ene Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
13.192 2.09 ng 101157 Chrysene-d12 14.092
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[10.1.0]tridec-1-ene 178 C13H22 054766-91-5 70
2 5-Undecyne 152 C11H20 002294-72-6 50
3 Ethylidenecycloheptane 124 C9H16 010494-87-8 50
4 9,12-Octadecadien-1-0l, (Z,Z)- 266 C18H340 000506-43-4 50
5 Z-11(12-Cyclopropyl)dodecen-1-0l... 266 C17H3002 1010130-71-1 46

Abundance Scan 1888 (13.192 min): BF125176.D\data.ms (-1885) (- m/z 55.00 100.00%

Il m\/w
5000
9.0 215.1
35.0 — —
172.1 265.1 305.1 13.00 13.50
Ob—— “ | m/z 67.00 88.40%
miz--> 50 100 150 200 250 300
Abundance #52980: Bicyclo[10.1.0]tridec-1-ene
67.0
5000 — e
270 13.00 13.50
' 07.0 m/z 81.00 64.87%
N oo
O | ‘ ‘Hh\‘\ “1 \h\ T “ \‘ T \ T ’ L ‘ L ‘ LI
miz--> 50 100 150 200 250 300
Abundance #29450: 5-Undecyne
67.0
P e
13.00 13.50
5000 m/z 43.00  53.43%
09.0
A Ul e
miz--> 100 150 200 250 300
Abundance #12163: Ethylidenecycloheptane T —
67.0 13.00 13.50
m/z 41.00 52.90%
5000 124.0 WMAM
mlz--> 100 150 200 250 300 13.00 13.50

8270-BF081821.M Tue Aug 24 12:27:51 2021 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082321\
Data File : BF125176.D

Acqg On : 24 Aug 2021 2:37
Operator : JU/CG

Sample : M3514-01 2X

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.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 10 Methyl 9.cis.,11l.trans.t,13... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

13.215  s.30ng 256962 Chrysene-di2 14.092

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Methyl 9.cis.,1l.trans.t,13.tran... 292 C19H3202
2 6-Butyl-1,4-cycloheptadiene 150 C11H18

3 Cyclopentanone, 2,5-dicyclopenty... 216 C15H200
4 Methyl 6-cis,9-cis,11-trans-octa... 292 C19H3202
5 Cyclopentane, 1-ethenyl-3-methyl... 108 C8H12

Abundance Scan 1892 (13.215 min): BF125176.D\data.ms (-1890) (-]
79.0

5000

0,
miz--> 50 100 150 200 250 300
Abundance #189450: Methyl 9.cis.,11.trans.t,13.trans.-octadecatrienc
79.0 292.0
5000
21.0

63.0
‘\\\w [ \%9‘\3'0 24?'@ ‘

1000336-42-6 62
022735-58-6 55
005682-82-6 50
1010336-37-7 46
029668-63-1 43

m/z 79.00 100.00%

3

— —
13.00 13.50
m/z 93.10  82.29%

r

— —
13.00 13.50
m/z 91.00 69.59%

0 “M‘\\\\ L B B B B
m/z--> 50 100 150 200 250 300
Abundance #27740: 6-Butyl-1,4-cycloheptadiene
79.0
T —
13.00 13.50
5000 m/Z 216.10 63.21%
41.0
150.0
oHW\N labso oo
m/z--> 50 100 150 200 250 300
Abundance #94525: Cyclopentanone, 2,5-dicyclopentylidene- Saaapold fed T
93.0 216.0 13.00 13.50
m/z 215.10 57.44%
149.0
5000
41.0
[o)mmn ‘}‘u ‘U‘ \““h‘\‘h‘m\“}‘ﬂu ‘hth ”‘h“ ‘H\b‘j“o\“ ““ LA BR AR = —
m/z--> 50 100 150 200 250 300 13.00 13.50

8270-BF081821.M Tue Aug 24 12:27:51 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082321\
Data File : BF125176.D

Acqg On : 24 Aug 2021 2:37
Operator : JU/CG

Sample : M3514-01 2X

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.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 11 unknownl3.280 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.280 4.55 ng 220498 Chrysene-d12 14.092
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propenoic acid, 2-methyl-, 1-m... 128 C7H1202 004655-34-9 42
2 1,5-Dinitro-3,7-diazabicyclo[3.3... 216 C7H12N404 129886-83-5 42
3 Cyclopentanecarboxylic acid, 2,4... 308 C16H14C1202 1000331-08-1 38
4 cis-13-Eicosenoic acid, methyl e... 324 C21H4002 069120-02-1 35
5 1-Cyclohexyl-1-(4-methylcyclohex... 208 C15H28 002027-12-5 30

Abundance Scan 1903 (13.280 min): BF125176.D\data.ms (-1901) (- m/z 55.00 100.00%

55.0
215.1
5000
— —
13.00 13.50
0- m/z 69.05 84.12%
m/z--> 50 100 150 200 250 300
Abundance #14161: 2-Propenoic acid, 2-methyl-, 1-methylethyl ester
69.0
5000 T —
13.00 13.50
m/z 215.05 66.23%
27, 113.0
O\‘\“\"\!\H‘\‘1‘\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300
Abundance #94656: 1,5-Dinitro-3,7-diazabicyclo[3.3.1]nonane
69.0
216.0 e
13.00 13.50
5000 m/Z 216.05 62.50%
156.0
ol “ MMMM,L\w S
m/z--> 50 100 150 200 250 300
Abundance #208942: Cyclopentanecarboxylic acid, 2,4-dichloronapht pot Ty 7
69.0 13.00 13.50
m/z 57.00 60.30%
212.0
5000
13.0149.0 308.0
Y /S R W NN S —— ——
m/z--> 50 100 150 200 250 300 13.00 13.50

8270-BF081821.M Tue Aug 24 12:27:52 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082321\
Data File : BF125176.D

Acqg On : 24 Aug 2021 2:37
Operator : JU/CG

Sample : M3514-01 2X

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.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 12 Heptadecanoic acid, methyl ... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

13.357 3.56 ng 172743 Chrysene-d12 14.092
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 93
2 Methyl stearate 298 C19H3802 000112-61-8 91
3 Eicosanoic acid, methyl ester 326 C21H4202 001120-28-1 87
4 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 87
5 Hexadecanoic acid, 14-methyl-, m... 284 C18H3602 002490-49-5 83

Abundance Scan 1916 (13.357 min): BF125176.D\data.ms (-1913) (- m/z 74.00 100.00%

74.0
5000
143.1 2831 T T
109.1 ‘ 218.1 : . 13.00 13.50
ol 320 h‘u‘ Wl [ 282070 L3 s7.00  82.03%
miz--> 50 100 150 200 250 300
Abundance #179145: Heptadecanoic acid, methyl ester
74.0
5000 L A
13.00 13.50
143.0 m/z 43.00 42.65%
(1 “ 9.0, ‘ 185.0 241.0 284.0
O L \ T ‘ \ \‘ ‘H‘lp\ T \ T ‘ L \‘\ " L \‘ “\ LI ‘ LI
miz--> 100 150 200 250 300
Abundance #197275: Methyl stearate
74.0
P P
13.00 13.50
5000 m/z 55.00 38.46%
‘ 143.0
199.0 255.0 298.0
o400l | Loso, | 1990 750 2980
m/z--> 50 100 150 200 250 300
Abundance #232222: Eicosanoic acid, methyl ester “ —
74.0 13.00 13.50
m/z 57.00 33.69%
5000
143.0
326.(
283.0
Ak 4 Mligno | spogmorse T
mlz--> 100 150 200 250 300 13.00 13.50

8270-BF081821.M Tue Aug 24 12:27:53 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082321\
Data File : BF125176.D

Acqg On : 24 Aug 2021 2:37
Operator : JU/CG

Sample : M3514-01 2X

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.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 13 1,5-Cyclodecadiene, (E,Z)- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.386 5.21 ng 252341 Chrysene-d12 14.092
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,5-Cyclodecadiene, (E,Z)- 136 C10H16 001124-78-3 70
2 1-Cyclopentylcyclopentene 136 C10H16 004884-21-3 50
3 Bicyclo[10.1.0]tridec-1-ene 178 C13H22 054766-91-5 43
4 9,12-Octadecadien-1-0l, (Z,Z)- 266 C18H340 000506-43-4 42
5 Cyclohexanol, 5-methyl-2-(1-meth... 154 C1@H180 007786-67-6 42

Abundance Scan 1921 (13.386 min): BF125176.D\data.ms (-1918) (- m/z 55.00 100.00%
0

55.
5000
— —
2321 761 3202 300 13.50
0! m/z 43.00 82.18%
m/z--> 50 100 150 200 250 300
Abundance #18077: 1,5-Cyclodecadiene, (E,Z)-
67.0
50007 27. “ —
136.0 13.00 13.50
m/z 99.10 74.38%
O' \‘“‘\h\‘ﬂj\l‘i‘r\o\\h\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300
Abundance #18073: 1-Cyclopentylcyclopentene
67.0
— —
13.00 13.50
m/z 41.00 59.33%
5000 136.0
27.0 ‘
0 mh“ ;M‘MJM ‘1“ Jw‘“ L e
m/z--> 50 100 150 200 250 300
Abundance #52979: Bicyclo[10.1.0]tridec-1-ene — —
67.0 13.00 13.50
m/z 81.00 56.44%
5000
27.0
121.0
L] e
0——l, ‘lﬂ‘MH I B e B e e R — —
m/z--> 50 100 150 200 250 300 13.00 13.50

8270-BF081821.M Tue Aug 24 12:27:54 2021 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082321\
Data File : BF125176.D

Acqg On : 24 Aug 2021 2:37
Operator : JU/CG

Sample : M3514-01 2X

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.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 14 unknownl13.427 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.427 5.39 ng 261366 Chrysene-d12 14.092
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,2-Cyclohexanedicarboxylic acid... 406 C18H21C1304 1000339-80-8 35
2 1-(2,2-Dimethyl-[1,3]dioxan-5-yl... 170 C9H1403 1000187-83-3 35
3 1,3-dicyclohexylpropene 206 C15H26 1000214-96-8 27
4 4-Chloro-2-methoxybenzyl alcohol... 228 C12H17C102 1000394-97-9 25
5 (E)-But-2-enyl (E)-2-methylbut-2... 154 C9H1402 1000373-71-7 25

Abundance Scan 1928 (13.427 min): BF125176.D\data.ms (-1925) (-  m/z 155.05 100.00%
.0

155.1
5000
——
216.1 255.0 305.1341. 13.50
0! m/z 55.00 98.31%
m/z--> 50 100 150 200 250 300
Abundance #305640: 1,2-Cyclohexanedicarboxylic acid, butyl 2,4,6-tr
155.0
5000 81.0 LN
211.0 13.50
' m/z 67.00 68.52%
41.0
04 ‘\ \‘ ““‘\ ‘\ ‘1‘ T ”‘ 2 \“\ T \Hi e T \\29\4‘0\ 3\3\%\0‘
m/z--> 50 100 150 200 250 300
Abundance #46185: 1-(2,2-Dimethyl-[1,3]dioxan-5-yl)-prop-2-en-1-on
55.0
——
13.50
5000 155.0 m/z 81.80 58.70%
‘ 5.0
ol b Ll b
m/z--> 50 100 150 200 250 300
Abundance #82885: 1,3-dicyclohexylpropene T
55.0 13.50
m/z 83.00 56.63%
o I MJ\W\!\M
e
0! LA A e A B e ——
m/z--> 50 100 150 200 250 300 13.50

8270-BF081821.M Tue Aug 24 12:27:54 2021 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082321\
Data File : BF125176.D

Acqg On : 24 Aug 2021 2:37
Operator : JU/CG

Sample : M3514-01 2X

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.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 15 unknownl13.463 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.463 3.81 ng 184560 Chrysene-d12 14.092
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[3.1.1]heptan-3-one, 2,6,... 152 C1@H160 018358-53-7 15
2 1,7-Dimethyl-4-(1-methylethyl)cy... 210 C15H30 000645-10-3 10
3 1,11-Dibromoundecane 312 C11H22Br2 016696-65-4 10
4 Decane, 1,10-dibromo- 298 C10H20Br2 004101-68-2 10
5 Cyclohexanemethanol, 4-methyl-, ... 128 C8H160 003937-48-2 10

Abundance Scan 1934 (13.462 min): BF125176.D\data.ms (-1932) (- m/z 55.00 100.00%
0

5
5000
97.0 137.1
e
79.0 244.1279.1 307, 13.50
0 m/z 41.00 36.74%
miz--> 50 100 150 200 250 300
Abundance  #29292: Bicyclo[3.1.1]heptan-3-one, 2,6,6-trimethyl-
558.0
5000 U
13.50
50 m/z 69.00  34.35%
L hdl, =0
O L ‘\ N ““\‘H \“ ‘1‘ T T T “ L ‘ L ‘ L ‘ LI
miz--> 50 100 150 200 250 300
Abundance  #87665: 1,7-Dimethyl-4-(1-methylethyl)cyclodecane
55.0
97.0 —
13.50
5000 ITI/Z 137.05 29.71%
167.0
I E B U P A
miz--> 50 100 150 200 250 300
Abundance #213454: 1,11-Dibromoundecane —
55.0 13.50
m/z 43.00 29.68%
5000 970 1350
OL‘S"(”‘ M‘ ‘\ I M‘ il w\‘ H“ T \w\ ‘H‘ H‘ ‘H — ‘23‘\\5‘0‘ —— ‘3]"4‘0‘ —
m/z--> 50 100 150 200 250 300 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082321\
Data File : BF125176.D

Acqg On : 24 Aug 2021 2:37
Operator : JU/CG

Sample : M3514-01 2X

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.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 16 unknownl3.568 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.568 3.25 ng 157724 Chrysene-d12 14.092
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenal, (Z)- 266 C18H340 002423-10-1 45
2 1-(7-Hydroxy-1,6,6-trimethyl-10-... 238 C14H2203 090165-01-8 38
3 9-Oxabicyclo[6.1.0]nonane 126 C8H140 000286-62-4 25
4 E,E-10,12-Hexadecadien-1-0l acetate 280 C18H3202 1000130-87-6 25
5 Meadowlactone 310 C20H3802 110071-67-5 25

Abundance Scan 1952 (13.568 min): BF125176.D\data.ms (-1950) (- m/z 55.00 100.00%

55.0
99.0
5000
T \
2210 5791 3201 1350
0 m/z 43.00 75.11%
miz--> 50 100 150 200 250 300
Abundance #155918: 9-Octadecenal, (2)-
55.0
5000 — :
98.0 13.50
m/z 99.05 69.79%
L Hhh u |, 1820 2430
O\\}“\‘ \‘\H“\H\\\\‘\\\\“\‘\\\‘\\\\‘
miz-> 50 100 150 200 250 300
Abundance #120884: 1-(7-Hydroxy-1,6,6-trimethyl-10-oxatricyclo[5.2.
43.0
R \
13.50
5000 m/Z 67.00 62.52%
81.0
[t \“‘ \M \H \‘hh\\ \h m ‘\0‘\159019‘50‘ ‘2‘38‘(‘)‘ e
miz--> 50 100 150 200 250 300
Abundance #13049: 9-Oxabicyclo[6.1.0]nonane —— ‘
55.0 13.50
m/z 83.05 53.55%
5000
97.0
mlz--> 100 150 200 250 300 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082321\
Data File : BF125176.D

Acqg On : 24 Aug 2021 2:37
Operator : JU/CG

Sample : M3514-01 2X

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.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 17 unknownl13.786 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.786 9.10 ng 441059 Chrysene-d12 14.092
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-[(E)-5-Hydroxy-3-methylpent-3-... 236 C15H2402 1083195-46-3 42
2 2H-Inden-2-one, 1-bromooctahydro... 230 C1OH15BroO 054725-15-4 38
3 Trifluoroacetyl-.alpha.-fenchol 250 C12H17F302 031076-73-0 25
4 2-((82,11Z)-Heptadeca-8,11-dien-... 302 C21H340 148675-93-8 25
5 Methyl 2-octylcyclopropene-1-oct... 308 C20H3602 003220-60-8 25

Abundance Scan 1989 (13.786 min): BF125176.D\data.ms (-1984) (- m/z 81.00 100.00%
81.0

1511
5000
—r —
13.50 14.00
0. m/z 151.05  84.07%
mlz--> 50 100 150 200 250 300 350
Abundance #118701: 4-[(E)-5-Hydroxy-3-methylpent-3-enyl]-3,5,5-trir
151.0
95.0
5000 — —
41.0 13.50 14.00
m/z 95.00 60.78%
0 “‘HL ‘ih“\““‘\ W fT }2\0“3\9 L B
m/z--> 50 100 150 200 250 300 350
Abundance #110817: 2H-Inden-2-one, 1-bromooctahydro-7a-methyl-
151.0
95.0 — —
13.50 14.00
s000| 20 m/z 55.00  53.68%
‘ ‘ 232.0
b by g0 T
miz--> 50 100 150 200 250 300 350
Abundance #135217: Trifluoroacetyl-.alpha.-fenchol —— ——
81.0 13.50 14.00
m/z 67.00 52.24%
5000/ 410
122.0
oL bl gm0 zs0 T T
m/z--> 50 100 150 200 250 300 350 13.50 14.00

8270-BF081821.M Tue Aug 24 12:27:56 2021 Page: 20



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082321\
Data File : BF125176.D

Acqg On : 24 Aug 2021 2:37
Operator : JU/CG

Sample : M3514-01 2X

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.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 18 Docosanoic acid, methyl ester  Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
14.021 2.51 ng 121693 Chrysene-d12 14.092
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosanoic acid, methyl ester 354 C23H4602 000929-77-1 94
2 Methyl 2@-methyl-heneicosanoate 354 C23H4602 1000336-47-4 94
3 Methyl stearate 298 C19H3802 000112-61-8 90
4 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 90
5 Eicosanoic acid, methyl ester 326 C21H4202 001120-28-1 90

Abundance Scan 2029 (14 021 min): BF125176.D\data.ms (-2027) (-, 74.00 100.00%
74.0
- \J\/\NAW
143.1 oy
‘ h | ‘ 199.1 2551 3112 354 14.00
QAN 1| 7 P O RS It SRV S eeutd 87.00  73.30%
mlz--> 50 100 150 200 250 300 350
Abundance #264184: Docosanoic acid, methyl ester
74.0
5000
1400
143.0 354.( m/z 43.00 40.15%
Lol 10 ass0 suo
O\”\‘\\“\‘HH\““‘\“\‘{\|\\\\“\\\\“\\\\‘\‘\\\‘\
miz--> 100 150 200 250 300 350
Abundance #264191:Meﬂwl204neﬂwhhenemosanoam
74.0
T \
14.00
5000 m/z 55.00 38.65%
143.0 354.(
311.0
199.0 255.0
miz--> 100 150 200 250 300 350
Abundance #197271: Methyl stearate T ‘
74.0 14.00
m/z 57.00 30.57%
5000
143.0
29, ‘ ‘ ‘ 199.0 255.0 29?0
obt il L e L L _—
m/z--> 50 100 150 200 250 300 350 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@82321\
Data File : BF125176.D

Acqg On : 24 Aug 2021 2:37
Operator : JU/CG

Sample : M3514-01 2X

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.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... 2.187 11.4 ng 574095 1 6.922 1005430 20.0
Ethanol, 2-(2-b... 8.098 8.3 ng 500826 2  8.204 1200710 20.0
Tridecane 10.857 2.8 ng 158462 4 11.451 1134410 20.0
Hexadecanoic ac... 11.839 61.6 ng 3496480 4 11.451 1134410 20.0
n-Hexadecanoic ... 11.968 9.0 ng 512747 4 11.451 1134410 20.0
9,12-Octadecadi... 12.527 118.3 ng 6710300 4 11.451 1134410 20.0
8-Octadecenoic ... 12.551 124.1 ng 7041080 4 11.451 1134410 20.0
Octadecanoic acid 12.751 4.0 ng 228344 4 11.451 1134410 20.0
Bicyclo[10.1.0]... 13.192 2.1 ng 101157 5 14.092 969277 20.0
Methyl 9.cis.,1... 13.215 5.3 ng 256962 5 14.092 969277 20.0
unknown13.280 13.280 4.5 ng 220498 5 14.092 969277 20.0
Heptadecanoic a... 13.357 3.6 ng 172743 5 14.092 969277 20.0
1,5-Cyclodecadi... 13.386 5.2 ng 252341 5 14.092 969277 20.0
unknownl13.427 13.427 5.4 ng 261366 5 14.092 969277 20.0
unknownl13.463 13.463 3.8 ng 184560 5 14.092 969277 20.0
unknown13.568 13.568 3.3 ng 157724 5 14.092 969277 20.0
unknown13.786 13.786 9.1 ng 441059 5 14.092 969277 20.0
Docosanoic acid... 14.021 2.5 ng 121693 5 14.092 969277 20.0
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