LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30121\
Data File : BF123329.D

Acqg On : 1 Mar 2021 16:35
Operator : JU/CG

Sample : M1499-01

Misc :

ALS Vvial : 12 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-BF021921.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF123329.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.14e 3 9 19 rVB4 52422 129615 2.06% 0.227%
2 2.357 36 46 59 rvB 870321 1111656 17.63% 1.946%
3 5.14e0 515 519 529 rVB 63504 96726 1.53% 0.169%
4 5.504 576 581 584 rBV 5126728 5636984 89.42% 9.870%
5 6.492 743 749 766 rVB 4349353 5972341 94.73% 10.457%

6 6.851 806 810 814 rBV 1963665 1628611 25.83%
7 7.416 899 906 909 rBV 3185672 3870776 61.40%
8 8.134 1022 1028 1032 rBV 2162585 2154103 34.17%
9 9.216 1204 1212 1215 rBV 5813874 6304272 100.00% 11.

9.604 1270 1278 1282 rBV2 341815 366498  5.81%
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11 9.751 1300 1303 1307 rVB 290120 236860  3.76%
12 9.892 1320 1327 1331 rBV 2441030 2313426 36.70%
13 10.210 1377 1381 1384 rBV3 50643 68760  1.09%
14 10.686 1455 1462 1465 rBV 3692526 3693551 58.59%

(I O IE S ]
=
N
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15 10.810 1479 1483 1486 rVB3 94439 130770  2.07% 229%
16 11.245 1553 1557 1561 rBV5 61676 90194  1.43% 158%
17 11.280 1561 1563 1567 rVB 64985 63756 1.01% 112%

18 11.386 1574 1581 1583 rBV 2300801 2096533 33.26%
19 11.404 1583 1584 1587 rVV 286008 224655 3.56%
20 11.457 1591 1593 1596 rVB 128478 104665 1.66%
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21 11.774 1642 1647 1650 rBV 1013747 874134 13.87%
22 11.845 1656 1659 1663 rBV 51228 64174 1.02%
23 11.886 1663 1666 1668 rBV 122400 123309 1.96%
24 11.916 1668 1671 1677 rVB 1069116 961975 15.26%
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25 11.998 1682 1685 1687 rBvV2 102216 115546 1.83% 202%
26 12.210 1718 1721 1724 rVB2 137695 144162 2.29% 0.252%
27 12.363 1744 1747 1756 rVB 455422 370424 5.88% 0.649%
28 12.421 1754 1757 1758 rBV 87611 81074 1.29% 0.142%
29 12.439 1758 1760 1761 rVWV 90494 82227 1.30% 0.144%
30 12.469 1761 1765 1767 rVV 3184673 3001739 47.61% 5.256%
31 12.486 1767 1768 1773 rVB2 2320827 1825964 28.96%  3.197%
32 12.574 1780 1783 1785 rBV 392128 313187 4.97%  0.548%
33 12.604 1785 1788 1790 rBV 390781 374312 5.94% 0.655%
34 12.704 1801 1805 1808 rBV2 390534 412047 6.54% 0.721%
35 12.769 1813 1816 1819 rVB 136161 111241 1.76% ©.195%

36 12.827 1823 1826 1832 rVB 406037 435217 6.90% 0.762%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30121\
Data File : BF123329.D

Acqg On : 1 Mar 2021 16:35
Operator : JU/CG

Sample : M1499-01

Misc :

ALS Vvial : 12 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-BF021921.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 12.980 1844 1852 1855 rBV 5264703 5270286 83.60% 9.228%
38 13.051 1861 1864 1868 rBV3 67459 82170 1.30% ©0.144%
39 13.263 1898 1900 1903 rVB2 84958 80000 1.27% 0.140%
40 13.333 1909 1912 1914 rBV3 64994 77475 1.23% 0.136%
41 13.668 1967 1969 1974 rVB 96485 91930 1.46% ©.161%
42 13.880 2002 2005 2016 rVB 618038 937314 14.87% 1.641%
43 14.039 2027 2032 2034 rBV 1817017 1870725 29.67%  3.276%
44 14.063 2034 2036 2040 rVB 268469 229665 3.64% ©0.402%
45 14.504 2109 2111 2113 rBV2 92409 81234 1.29% 0.142%
46 15.080 2206 2209 2212 rBV = 302224 405230 6.43% 0.710%
47 15.386 2258 2261 2267 rVB 251373 311291 4.94%  ©.545%
48 15.451 2268 2272 2277 rVV 259334 362859 5.76% ©.635%
49 15.515 2278 2283 2294 rVB 1148627 1725392 27.37% 3.021%

Sum of corrected areas: 57111055
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

: M1499-01

12

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30121\
BF123329.D

1 Mar 2021 16:35

Ju/ca

Sample Multiplier: 1

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF021921.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

5000000

4000000

3000000

2000000

1000000

o

.140

TIC: BF123329.D\data.ms

5.504

6.492

7.416

6.851

2.357

5.140

Time-->
Abundance

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: BF123329.D\data.ms

9.216 12.980

10.686

12.469

8.134

0
Time-->
Abundance

5000000

4000000

3000000

2000000

1000000

Time-->

8270-BF021921

= B T
10.00 10.50 11.00
TIC: BF123329.D\data.ms

11.50

14.039

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\BF@30121\
Data File : BF123329.D

Acqg On : 1 Mar 2021 16:35
Operator : JU/CG

Sample : M1499-01

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
2.357 13.65 ng 1111660 1,4-Dichlorobenzene-d4 6.851

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83

2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39

3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25

4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

5 Borane, dimethoxy- 74 C2H7B02 004542-61-4 9

Abundance  Scan 46 (2.357 min): BF123329.D\data.ms (-36) (-) m/z 73.05 100.00%

73.0
5000 43.1
87.0

o o 220 240 2.60
W‘H‘_‘HUH‘WH‘w‘H‘ﬂJHW‘H‘H‘W‘HW‘H‘_‘H‘H“ m/z 43.10  39.17%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0

o

5000 T[T T Tt
2.20 2.40 2.60
43.0 o
87.0 m/z 55.10 26.95%
29.0
Wl \‘ 90 1],
O\‘\\\\‘\\\\‘f\f\‘\f\f‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 S L.
2.20 2.40 2.60
5000 41.0 55.0 ITI z 87.05 25.27%
27.0
o H ‘m \“ i | 1120 1290
b e e R T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2051: 1,3-Dioxolane, 2-methyl- T
73.0 220 2.40 2.60

m/z 41.05 12.62%

5000 43.0
58.0
29.0 ‘ 870
i ‘ | !

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 220 240 2.60

o

8270-BF021921.M Tue Mar 02 12:07:40 2021 Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30121\
Data File : BF123329.D

Acqg On : 1 Mar 2021 16:35
Operator : JU/CG

Sample : M1499-01

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.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 Hexadecanoic acid, methyl e... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.775 8.34 ng 874134  Phenanthrene-die 11.386
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 92
3 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 90
4 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 90
5 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 87
Abundance Scan 1647 (11.774 min): BF123329.D\data.ms (-1642) (. m/z 73.95 100.00%
74.0
5000
43.1
—— A
143.1
11.50 12.00
‘ |y g, [ 851 2272 a70: ;
O‘H‘HH‘HN_NuMMH_H‘_HW‘HWH‘WHH‘HHM‘HpH‘MHW m/z 87.00 70.78%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #119400: Hexadecanoic acid, methyl ester
74.0
5000 A | W W
43.0 11.50 12.00
143.0 m/z 43.10 34.62%
‘ M‘ 1110 1850 2270 270C
O\\\‘H‘H“\\\\“\\“\‘\“M\\“H‘\‘\‘\\‘\\‘H\\‘H‘H‘\‘H\‘HH‘HH‘\\H’H‘H’
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #119425: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
— —
11.50 12.00
m/z 55.00 29.50%
5000 43.0 270.C
143.0 227.0
o, | o
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #84483: Tridecanoic acid, methyl ester — ——
74.0 11.50 12.00
m/z 41.10 28.03%
5000
43.0 143.0
H ‘ 185.0 228.0
m/z--> 20 40 60 80 100120140160180200220240260 11.50 12.00

8270-BF021921.M Tue Mar 02 12:07:42 2021 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30121\
Data File : BF123329.D

Acqg On : 1 Mar 2021 16:35
Operator : JU/CG

Sample : M1499-01

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.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 5
R.T. EstConc Area Relative to ISTD R.T.
11.916 9.18 ng 961975  Phenanthrene-d10 11.386
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 96
3 Pentadecanoic acid 242 C15H3002 001002-84-2 70
4 Tetradecanoic acid 228 C14H2802 000544-63-8 58
5 Methyl isopropylidene-.beta.-d-a... 204 C9H1605 1000129-88-1 53

Abundance Scan 1671 (11.916 min): BF123329.D\data.ms (-1668) (1 m/z 73.00 100.00%
431 730

5000
129.0 192.1

S

L | 57 L e
Hw‘uqﬁmw‘MMWHWMW:umqwuﬂnﬂwﬂhq‘uw‘uw‘uh“ m/z 43.10  85.30%

m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #107548: n-Hexadecanoic acid
43.0 73.0

o

5000 256.0
129.0 12.00
213.0 m/z 60.00 82.15%
L) mlw 157.0185.0
O\H’\l\\‘}‘\\”\”\HM\‘H!\H“‘\\‘”‘M\H\‘\\‘HH‘H‘H‘\‘H‘\“\H\‘HH‘HH“H
m/z--> 20 40 60 80 100120140160 180200 220 240260
Abundance #72647: Tridecanoic acid
73.0
——=
43.0 12.00
5000 129.0 m/z 41.10 71.12%
171.0
)
AR5 T
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #95851: Pentadecanoic acid —
43.0 ,73.0 12.00
m/z 55.10 70.33%
5000 129.0
199.0
A s T
O%ﬁﬂh“wﬁﬂMﬁNmﬂ“WMMM‘HJMﬂWJHWHH_‘H_HWH ——
m/z--> 20 40 60 80 100120140160 180200220240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30121\
Data File : BF123329.D

Acqg On : 1 Mar 2021 16:35
Operator : JU/CG

Sample : M1499-01

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.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 unknownl2.36 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.363 3.53 ng 370424  Phenanthrene-d10 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4,4,6,6,8,8-Heptamethyl-1-nonene 224 C16H32 015796-04-0 37
2 Octane, 2-bromo- 192 C8H17Br 000557-35-7 32
3 1-Pentanol, 3-methyl-2-propyl- 144 C9H200 054004-40-9 28
4 Formic acid, 2,4,4-trimethylpent... 158 C9H1802 1000368-95-2 25
5 Cyclohexane, 1,1'-[1,2-bis(1,1-d... 306 C22H42 065149-85-1 25

Abundance Scan 1747 (12.363 min): BF123329.D\data.ms (-1744) (. m/z 57.05 100.00%
57.0

> il MJW_
12‘00‘ 5.2‘56
1 169.2 206.1 : :
o‘HW‘HW‘HM‘MW%Hm‘Hm‘}ﬁ?Pwu‘wu‘wmu‘uﬁﬂﬁ?_ m/z 113.10  46.99%
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #81264: 2,4,4,6,6,8,8-Heptamethyl-1-nonene
57.0
5000 = e
12.00 12.50
113.0 m/z 97.10 46.89%
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #54932: Octane, 2-bromo-
57.0
o e
12.00 12.50
5000 m/z 55.10  28.71%
113.0
29.0
oL de0 | uso
R R B R RREUESEY
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #21167: 1-Pentanol, 3-methyl-2-propyl- = T
57.0 12.00 12.50
m/z 83.05 21.02%
- | JL/JJM
ol d AL A8, | 1430 SN DTS
m/z--> 20 40 60 80 100120140160 180200220240 260 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30121\
Data File : BF123329.D

Acqg On : 1 Mar 2021 16:35
Operator : JU/CG

Sample : M1499-01

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.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 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

12.469 28.64ng 3001740 Phenanthrene-d10 11.386

Hit# of 5 Tentative ID MW MolForm CASH# Qual

,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
,15-0Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 99
0,13-0ctadecadienoic acid, meth... 294 C19H3402 056554-62-2 98
1,14-0Octadecadienoic acid, meth... 294 C19H3402 056554-61-1 98
,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 98

uih wnN PR
O R EP OV

Abundance Scan 1765 (12.469 min): BF123329.D\data.ms (-1761) (- m/z 67.05 100.00%

67.0
5000
09.1 J
150.0 12.50
oL 5"7%“\\“ [ ;u‘ MH L“‘ \Hh\ ‘ ‘;ML ol \}\ A 187 2 2‘29‘2 : ‘293‘3‘29‘4‘1 m/z 81.10 86.53%
miz--> 50 100 15 200 250
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
67.0
5000 R
12.50
09.0 m/z 55.05 65.59%
oL— ‘}M“H‘\ H“M‘h‘ H“\ ‘Hh : Hu‘ H ‘u‘ — T ‘26‘?‘0 ‘29“4‘(:
miz--> 50 150 200 250
Abundance #139734: 9,15—Octadecad|en0ic acid, methyl ester, (Z,2)-
67.0
S
12.50
5000 ITI/Z 95.10 57.20%
09.0 294.C
o LUy 200 agrozzn0 263070
miz--> 50 100 150 200 250
Abundance  #139716: 10,13-Octadecadienoic acid, methyl ester =
67.0 12.50
m/z 41.05 54.38%
5000
09.0 294.
29.0 ‘ 263.0 i
150.0 :
0! | \H\“ \1\\ ‘\h‘]"q\:l"‘(‘)‘ 2‘2}0‘0 — ‘\L — ‘\‘ e
m/z--> 50 100 150 200 250 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30121\
Data File : BF123329.D

Acqg On : 1 Mar 2021 16:35
Operator : JU/CG

Sample : M1499-01

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.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 6 9-Octadecenoic acid, methyl... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.486 17.42 ng 1825960  Phenanthrene-d10 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid, methyl ester 296 C19H3602 002462-84-2 99
2 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 99
3 cis-13-Octadecenoic acid, methyl... 296 C19H3602 1000333-58-3 99
4 trans-13-Octadecenoic acid, meth... 296 C19H3602 1000333-61-3 99
5 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 99

Abundance Scan 1768 (12.486 min): BF123329.D\data.ms (-1767) (- m/z 55.10 100.00%

553.1
5000 97.1
—
37.1 180.2 2222 264-3296 1 12.50
0 b L2981 s 69,10 65.84%
miz--> 50 100 150 200 250 300
Abundance #141275: 9-Octadecenoic acid, methyl ester
53.0
5000 8y7.0 —
264.0 12.50
3.0 1800 2220 m/z 41.10 64.92%
| : | ‘ 296.C
0! u“m 3 H\\H‘ H\HU\ H‘H\ ol “L e I — - b \‘
miz--> 50 100 150 200 250 300
Abundance #141290: 11-Octadecenoic acid, methyl ester
53.0
1
12.50
5000 ITI/Z 74.00 52.86%
230 222.0
180.0 296.C
0,
m/z--> 50 100 150 200 250 300
Abundance #141299: cis-13-Octadecenoic acid, methyl ester =
55.0 12.50
m/z 83.10 47.83%
O, T T T
m/z--> 50 100 150 200 250 300 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30121\
Data File : BF123329.D

Acqg On : 1 Mar 2021 16:35
Operator : JU/CG

Sample : M1499-01

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.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 7 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.704 3.93 ng 412047  Phenanthrene-d10 11.386
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 89
3 Tetradecanoic acid 228 C14H2802 000544-63-8 86
4 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 83
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 68

Abundance Scan 1805 (12.704 min): BF123329.D\data.ms (-1801) (- m/z 73.00 100.00%

43.1 73.0
202.1
5000
129.0
241.2 T T
‘ ‘ 171.1{ o 12.50 13.00
oL—— ‘}‘\"HMM\ ‘\;MM‘\ ] - L, \‘W ol - A m/z 43.10 95 . 40%
miz--> 50 100 150 200 250
Abundance #131261: Octadecanoic acid
43.0,,73.0
5000 129.0 —— —
12.50 13.00
‘ 185.0 2410 284 m/z 57.10 83.36%
ob—— }“ ! h“ \‘“‘n‘\\‘h“\ \M " M} | “‘ ‘ L “ , ‘\‘ \‘ \“ L “\ ‘ T “‘\ ,
m/z--> 50 100 150 200 250
Abundance #95855: Pentadecanoic acid
43.0 73.0
— —
12.50 13.00
5000 129.0 m/z 59.95 80.64%
199.0 242.0
0— HJ ’HH UM H;N‘\Hm} “‘\ ‘1‘5‘3"@ “‘ I -
m/z--> 50 100 150 200 250
Abundance #84452: Tetradecanoic acid e P
73.0 12.50 13.00
43.0 m/z 55.10 75.51%
5000 129.0
185.0
H 228.0
oL— “‘ W ’HH h“ \‘H‘\“‘ M‘H‘L ;‘\\‘\‘ wl “ ‘ L, \“ - \‘ — ‘\‘ T —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\BF@30121\
Data File : BF123329.D

Acqg On : 1 Mar 2021 16:35
Operator : JU/CG

Sample : M1499-01

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.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 8 Ethanol, 2-(tetradecyloxy)- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.880 10.02ng 937314 Chrysene-diz 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(tetradecyloxy)- 258 Cl6H3402 002136-70-1 93

2 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 90
3 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 90
4 Pentafluoropropionic acid, octad... 416 C21H37F502 959261-25-7 90
5 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 87

Abundance Scan 2005 (13.880 min): BF123329.D\data.ms (-2002) (- m/z 57.10 100.00%
57.1

5000
11.1 230.1
P P
‘ 13.50 14.00
ol bk ‘ LA 13 PAL o). 2921 w/z 43.10  88.28%
mlz--> 50 100 150 200 250 300 350 400
Abundance #109268: Ethanol, 2-(tetradecyloxy)-
57.0
5000 — —
13.50 14.00
11.0 m/z 55.10  85.26%
Al s
O\‘\“\“\“‘ ‘h\‘“\‘\““\J\\\“\\‘\\2‘5§0 ‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #194133: Dichloroacetic acid, heptadecyl ester
57.0
P P
13.50 14.00
m/z 83.10 74.92%
5000 110 /
o LI o 00 a0
miz--> 50 100 150 200 250 300 350 400
Abundance #222139: Nonadecyl pentafluoropropionate — ——
57.0 13.50 14.00
m/z 69.10 68.96%
5000 110
oL LA \\ e 40 2100 26603110 iy I
m/z--> 50 100 150 200 250 300 350 400 13.50 14.00

8270-BF021921.M Tue Mar 02 12:07:56 2021 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30121\
Data File : BF123329.D

Acqg On : 1 Mar 2021 16:35
Operator : JU/CG

Sample : M1499-01

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.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 9 Benzo[e]pyrene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.386 3.61 ng 311291 Perylene-di2 15.515
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 98
2 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 93
3 Perylene 252 C20H12 000198-55-0 93
4 Benzo[a]pyrene 252 C20H12 000050-32-8 93
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 89

Abundance Scan 2261 (15.386 min): BF123329.D\data.ms (-2258) (1  m/z 252.10 100.00%

252.1
5000
= s
431 125.0 15.00 15.50
oh 431860 | 1981, | 3121 3742 ., 259.10 27.58%
m/z--> 50 100 150 200 250 300 350
Abundance #104217: Benzol[e]pyrene
252.0
5000 == o
15.00 15.50
m/z 253.10 20.38%
125.0
0L39.0 830 | 2000 |
\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #104229: Benz[e]lacephenanthrylene
252.0
— ——
15.00 15.50
5000 m/Z 125.00 11.81%
126.0
om0l weo |
miz--> 50 100 150 200 250 300 350
Abundance #104215: Perylene “ —
252.0 15.00 15.50
m/z 126.00 9.98%
5000
126.0
0L39.0 870 \H 198.0 . |
A e e P e
m/z--> 50 100 150 200 250 300 350 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30121\
Data File : BF123329.D

Acqg On : 1 Mar 2021 16:35
Operator : JU/CG

Sample : M1499-01

Misc :

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF021921.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|
Butane, 2-metho... 2.357 13.7 ng 1111660 1  6.851 1628610 20.0
Hexadecanoic ac... 11.775 8.3 ng 874134 4 11.386 2096530 20.0
n-Hexadecanoic ... 11.916 9.2 ng 961975 4 11.386 2096530 20.0
unknownl12.36 12.363 3.5 ng 370424 4 11.386 2096530 20.0
9,12-Octadecadi... 12.469 28.6 ng 3001740 4 11.386 2096530 20.0
9-Octadecenoic ... 12.486 17.4 ng 1825960 4 11.386 2096530 20.0
Octadecanoic acid 12.704 3.9 ng 412047 4 11.386 2096530 20.0
Ethanol, 2-(tet... 13.880 10.0 ng 937314 5 14.039 1870730 20.0
Benzo[e]pyrene 15.386 3.6 ng 311291 6 15.515 1725390 20.0
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