LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42221\
Data File : BF123685.D

Acqg On : 22 Apr 2021 11:14
Operator : JU/CG

Sample : M2114-04

Misc :

ALS vial : 5 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method ¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF123685.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 13 17 28 rVB 230762 350977 4.66% 0.578%
2 5.469 572 575 584 rBV 3374449 3142593 41.75% 5.173%
3 6.481 744 747 758 rVB2 2297001 2434938 32.35% 4.008%
4 6.681 778 781 789 rBV2 77042 118852 1.58% 0.196%
5 6.851 806 810 813 rBV 1623133 1292906 17.18% 2.128%

6 7.416 901 906 909 rBV 5350686 4907795 65.20%
7 7.504 916 921 929 rBV5 45304 81250 1.08%
8 8.134 1025 1028 1032 rBV 2009236 1644795 21.85%
9 9.216 1207 1212 1215 rBV 8496683 7527425 100.00% 12.

9.604 1275 1278 1282 rBV 477987 427273 5.68%
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11  9.710 1293 1296 1308 rBV3 113764 214255 2.85%
12 9.892 1320 1327 1331 rBV 1954091 1793637 23.83%
13 10.098 1357 1362 1369 rBV 116135 163347 2.17%
14 10.275 1388 1392 1395 rBV 1611062 1271663 16.89%
15 10.686 1458 1462 1466 rBV 5374596 5104248 67.81%
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N
[e)]
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B

16 11.386 1577 1581 1584 rBV 2134866 1862324 24.74%
17 11.680 1628 1631 1633 rBV 110271 86607 1.15% 0.143%
18 11.922 1655 1672 1690 rBV2 2536599 7000890 93.01% 11.523%

w
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R

19 12.057 1692 1695 1698 rVV3 163233 224157 2.98% 0.369%
20 12.086 1698 1700 1715 rVB2 200727 444809 5.91% 0.732%

21 12.363 1745 1747 1752 rVB 117969 117622 1.56%
22 12.474 1760 1766 1775 rVB2 213471 395999 5.26%
23 12.627 1780 1792 1801 rBV2 355699 1086485 14.43%
24 12.704 1802 1805 1811 rBV2 220067 248685 3.30%
25 12.851 1827 1830 1838 rVB 129227 142929 1.90%
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~
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B

26 12.980 1847 1852 1855 rBV 7457911 6782934 90.11% 11.
27 13.210 1888 1891 1894 rBV 116076 110869 1.47%
28 13.533 1939 1946 1954 rBV 772807 1364658 18.13%
29 13.886 2002 2006 2017 rBV2 539191 1059037 14.07%
30 14.033 2027 2031 2040 rVB 1719269 1557745 20.69%

NRNOR
N
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o
R

31 14.198 2053 2059 2067 rBV 873204 1230575 16.35%
32 14.504 2108 2111 2114 rVB 174365 141984 1.89%
33 14.739 2146 2151 2155 rBV 732259 1103287 14.66%
34 14.815 2161 2164 2170 rBV2 191385 281836 3.74%
35 15.162 2219 2223 2228 rVB 173453 240525 3.20%
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36 15.327 2245 2251 2258 rBV2 394873 766364 10.18% 1.261%

8270-BF041521.M Fri Apr 23 02:07:48 2021 Pag 1



LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42221\
Data File : BF123685.D

Acqg On : 22 Apr 2021 11:14
Operator : JU/CG

Sample : M2114-04

Misc :

ALS vial : 5 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method ¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 15.515 2278 2283 2287 rBV 962525 1171467 15.56%  1.928%
38 15.986 2357 2363 2372 rVB 400076 856244 11.37%  1.409%
39 16.415 2430 2436 2448 rBV 129186 519723 6.90%  0.855%
40 16.751 2487 2493 2502 rVB2 253324 570611 7.58% ©0.939%
41 17.121 2550 2556 2564 rVB4 166118 406063 5.39% ©0.668%

42 17.645 2638 2645 2654 rVB4 161652 503336 6.69% 0.828%

Sum of corrected areas: 60753719
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42221\
Data File : BF123685.D

Acqg On : 22 Apr 2021 11:14
Operator : JU/CG

Sample : M2114-04

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF123685.D\data.ms
8000000

7000000

6000000

7.416

5000000

4000000
5.469

3000000
6.481

2000000 6.851

1000000
ﬁm 6.681 504

O\\‘\H\‘\\H’HH‘\H\‘\\H’HH‘\H\‘\\H‘HH‘\H\‘\H\‘\\H‘HH‘\H\‘\\H‘HH‘\H\‘\\H‘HH‘\H\‘\\H‘HH‘\/\‘H‘HH‘HH‘HH‘HH‘H\

Time--> 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

Abundance TIC: BF123685.D\data.ms

9.216
8000000 12.980

7000000
6000000 10.686
5000000
4000000

3000000 11.922

11.386
8.134 9.892
2000000 10275
1000000
9.604
| 710 hﬁgsu 11680 | TR0 12884748 AMe51| 13.210
e e e ; BT T
9.50

0 —r — = : —
Time--> 8.00 8.50 9.00 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance TIC: BF123685.D\data.ms
8000000

7000000
6000000
5000000
4000000
3000000

2000000 14.033
14.198 15.515
1000000/ 13-533 14.739

13.886
J\.W 14504 14.815 15183327 15986 16415 16751 17.121 17.645
0 N NN~

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

T ‘ T
14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42221\
Data File : BF123685.D

Acqg On : 22 Apr 2021 11:14
Operator : JU/CG

Sample : M2114-04

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.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 wunknown2.18 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
2.187 5.43 ng 350977 1,4-Dichlorobenzene-d4 6.851

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane, 1,1-dimethoxy- 104 C5H1202 004744-10-9 45
2 3-Bromopropionaldehyde dimethyl ... 182 C5H11Bro02 036255-44-4 45
3 Propanoic acid, 2,3-dihydroxy- 106 C3H604 000473-81-4 40
4 Methane, trimethoxy- 106 C4H1003 000149-73-5 40
5 Isothiocyanatoacetaldehyde dimet... 147 C5H9NO2S 075052-04-9 36
Abundance  Scan 17 (2.187 min): BF123685.D\data.ms (-13) (-) m/z 74.95 100.00%
75.0
45.0
5000
T
102.9 2.20 2.40 2.60
el 20291830 1820 ., 73,00 72.99%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #4784: Propane, 1,1-dimethoxy-
78.0
5000 LA L L L B B A B
45.0 220 240 260
m/z 44.95 55.29%
15.0 ‘
\\\‘\‘\‘H‘\\“H\‘\\\“‘\\‘!w‘\\\J\-O‘S\.\()\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #47394: 3-Bromopropionaldehyde dimethyl acetal
75.0
T
2.20 2.40 2.60
5000 m/z 41.00 39.61%
45.0
151.0
15.0 || “‘ N ‘ . 95.0 123.0 H 181.0
e K o e e e e
miz--> 20 40 60 80 100 120 140 160 180
Abundance #4968: Propanoic acid, 2,3-dihydroxy- P
75.0 2.20 2.40 2.60
m/z 46.95 30.84%
5000
47.0
el 2080
m/z--> 20 40 60 80 100 120 140 160 180 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42221\
Data File : BF123685.D

Acqg On : 22 Apr 2021 11:14
Operator : JU/CG

Sample : M2114-04

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.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 unknown9.71 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
9.710 2.39 ng 214255  Acenaphthene-die 9.892

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclodecane 140 C10H20 000293-96-9 41
2 1-Tridecene 182 C13H26 002437-56-1 25
3 Cyclooctane, 1,5-dimethyl- 140 C1eH20 021328-57-4 20
4 1-Undecanol 172 C11H240 000112-42-5 18
5 2-Heptenal, (Z)- 112 C7H120 057266-86-1 18

Abundance Scan 1296 (9.710 min): BF123685.D\data.ms (-1293) (-) m/z 43.00 100.00%

43.0
129.0
5000
—— —
‘ | 9.50 10.00
ik m/z 55.10  92.62%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17938: Cyclodecane
553.0
5000 83.0 — —
9.50 10.00
27.0 o
‘ 1110 140.0 m/z 40.95 73.81%
\\“‘\‘\\H‘\\h\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #47267: 1-Tridecene
55.0
83.0
—— —
9.50 10.00
m/z 129.00 67.84%
5000 29.0
111.0
|| || 1540 1820
e R AARARANTEE
m/z--> 20 40 60 80 100 120 140 160 180 200 \ n)km
Abundance #18012: Cyclooctane, 1,5-dimethyl- WAL g ™ WAMMWW‘ L
56.0 9.50 10.00
m/z 56.00 58.73%
5000
97.0
29.0 ‘ 125.0
m/z--> 20 40 60 80 100 120 140 160 180 200 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42221\
Data File : BF123685.D

Acqg On : 22 Apr 2021 11:14
Operator : JU/CG

Sample : M2114-04

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.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 Diethyltoluamide Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.275 14.18 ng 1271660  Acenaphthene-d10 9.892
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diethyltoluamide 191 C12H17NO 000134-62-3 94
2 4-Methylbenzoic acid, pentafluor... 302 C14H7F502 1000354-15-1 59
3 0-Toluic acid, 4-chlorophenyl ester 246 C14H11C102 1000307-45-5 59
4 3-Methylbenzoic acid, 2-fluoroph... 230 C14H11F02 1000325-70-9 59
5 Benzoic acid, 2-methyl-, (2-isop... 268 C18H2002 032276-66-7 59
Abundance Scan 1392 (10.275 min): BF123685.D\data.ms (-1388) (1  m/z 119.00 100.00%
119.0
5000 91.0
190.1
680 1000 1050
39.0 | | 1621 | : >
0ttt e e e m/z 91.00 43.33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #53785: Diethyltoluamide
119.0
5000 190.0 L — T A\
91.0 10.00 10.50
65.0 m/z 190.10 33.77%
39.0 | 162.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #145999: 4-Methylbenzoic acid, pentafluorophenyl ester

119.0
b e
10.00 10.50
5000 91.0 m/z 64.95 17.26%
65.0
39.0 “ L | 155.0 183.0
P T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #98859: o-Toluic acid, 4-chlorophenyl ester — ——t
119.0 10.00 10.50
m/z 191.10 12.00%
5000
91.0
390 %0 246.0
R R e R KA —r e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42221\
Data File : BF123685.D

Acqg On : 22 Apr 2021 11:14
Operator : JU/CG

Sample : M2114-04

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.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 3,5-Dimethoxy-4-hydroxycinn... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
12.057 2.41 ng 224157  Phenanthrene-die 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,5-Dimethoxy-4-hydroxycinnamald... 208 C11H1204 087345-53-7 83
2 .beta.-Asarone 208 C12H1603 005273-86-9 46
3 4,7-Ethanoisobenzofuran-1,3,5,8(... 208 C1OH805 006537-90-2 46
4 2H-1-Benzopyran-2-one, 7,8-dihyd... 208 C10H805 000574-84-5 45
5 Benzenamide, N-cyano-3,4,5-trime... 208 C10H12N203 055305-77-6 41

Abundance Scan 1695 (12.057 min): BF123685.D\data.ms (-1692) (1  m/z 208.10 100.00%
208.1

137.0
5000 165.0
256.2 12.00
5 m/z 137.00 51.53%
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance  #67310: 3,5-Dimethoxy-4-hydroxycinnamaldehyde
208.0
5000 — i
165.0 12.00
137 0 9
39.0 65.0 91.0 H m/Z 165.00 48.90%
TT \“‘H\ \‘H‘\ “‘\“‘\ \‘}H“ T ‘\H“\“\ ‘ MH\ T N\ T \‘H‘\M‘ \“”\ T ‘H\‘\ T ‘\“‘\ T ‘ T ‘\ T ’ TTTT ‘ TTTT ’ T
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #67457: .beta.-Asarone
208.0
T T \
12.00
m/z 179.95 33.73%
5000 165.0 /
69.0
3?0\ [ \10?0 1880 |
| il (-
Frr e e e e e e e e
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #67242: 4,7-Ethanoisobenzofuran-1,3,5,8(4H)-tetrone, te
66.0 208.0 12.00
m/z 77.10 27.35%
94.0
5000
162.0
135.0
1 | \H ‘\ |
L.
H‘w‘u‘_‘u‘u‘w‘u‘_‘u“‘W‘H‘_‘H,‘ ——
m/z--> 40 60 80 100 120 140 160 180 200 220 240 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42221\
Data File : BF123685.D

Acqg On : 22 Apr 2021 11:14
Operator : JU/CG

Sample : M2114-04

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.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 Heptacosane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.086 4.78 ng 444809  Phenanthrene-d10 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 83
2 Hexadecane 226 C16H34 000544-76-3 80
3 Octadecane 254 C18H38 000593-45-3 72
4 Nonadecane 268 C19H40 000629-92-5 72
5 1-Iodo-2-methylundecane 296 C12H25I 073105-67-6 72

Abundance Scan 1700 (12.086 min): BF123685.D\data.ms (-1698) (- m/z 57.10 100.00%

57.1
5000
‘ 9.0 1506
141.1 2101 :
- ““hw‘l‘ Aty 210 28wz 43.85  79.27%
miz--> 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
5000 ——
12.00
m/z 71.10 56.98%
“\ ‘h‘ | ‘\ ] ;410183022502670 323.0 380.(
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
mi/z--> 50 100 150 200 250 300 350
Abundance #83023: Hexadecane
57.0
T \
12.00
5000 ITI/Z 85.05 37.58%
Lo
m/z--> 50 lOO 150 200 250 300 350
Abundance #105885: Octadecane T
57.0 12.00
m/z 41.00 26.71%
5000
miz--> 50 100 150 200 250 300 350 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42221\
Data File : BF123685.D

Acqg On : 22 Apr 2021 11:14
Operator : JU/CG

Sample : M2114-04

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.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 Sulfurous acid, butyl tride... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.474 4.25 ng 395999  Phenanthrene-d10 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, butyl tridecyl e... 320 C17H3603S 1000309-18-0 53
2 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 52
3 Docosane 310 C22H46 000629-97-0 52
4 Hexadecane 226 Cl6H34 000544-76-3 52
5 Octacosane 394 C28H58 000630-02-4 50

Abundance Scan 1766 (12.474 min): BF123685.D\data.ms (-1760) (- m/z 57.05 100.00%
57.0

> M/\A/L
‘ 12:50
1552 : ’
il “‘ “ d w‘ wpupn S 9L 2861 82000 43,05 65.56%
m/z--> 50 100 150 200 250 300
Abundance #161090: Sulfurous acid, butyl tridecyl ester
57.0
5000 T
12.50
m/z 71.00 38.35%
AL u | 139.0 1830 2350
L T \ ‘ T T T ‘ T T \ T ‘ T T ‘ L L ‘ T 1
mi/z--> 100 150 200 250 300
Abundance #202264: Octadecane, 1-iodo-
57.0
——
12.50
5000 m/z 55.00 31.34%
99.0
qu ‘\ A \‘M [l \‘ ‘ | 15\50 197.0 2530
e
m/z--> 50 100 150 200 250 300
Abundance #153222: Docosane —
57.0 12.50
m/z 41.05 27.92%
5000 W\kﬁu
99.0
‘h I wh‘\ ] 19 183.0 225.0 267.0 310.0
“‘ “‘ T L e N GEan e ——
m/z--> 100 150 200 250 300 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42221\
Data File : BF123685.D

Acqg On : 22 Apr 2021 11:14
Operator : JU/CG

Sample : M2114-04

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.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 Heneicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.627 11.67 ng 1086490  Phenanthrene-d10 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octacosane 394 (C28H58 000630-02-4 90
3 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 86
4 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 86
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 86

Abundance Scan 1792 (12.627 min): BF123685.D\data.ms (-1780) (- m/z 57.10 100.00%
57.1

> M/\/\L
1250  13.00
1411 : :
- ‘H | H AT 19722892 2951 m/z 43.10  60.28%
m/z--> 0 50 100 150 200 250 300 350
Abundance #141425: Heneicosane
57.0
5000 — ——
12.50 13.00
m/z 71.10 50.57%
9.0 /
15.3 J L4y 141018302250  296.0
\\\\‘ \\‘!\\T\Y\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350
Abundance #209565: Octacosane
57.0
—— —
12.50 13.00
5000 ITI/Z 85.05 40.43%
L \\ | 141018302250 2810 337.0 304
“““ B e e R
m/z--> 0 50 100 150 200 250 300 350
Abundance #152416: Tridecane, 1-iodo- T T
57.0 12.50 13.00
m/z 55.00 21.63%
- %wwwﬂ//kw/\ﬁwmeN%mw
‘ 183.0
00 om0 I
m/z--> 0 50 100 150 200 250 300 350 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42221\
Data File : BF123685.D

Acqg On : 22 Apr 2021 11:14
Operator : JU/CG

Sample : M2114-04

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.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 Pentadecanoic acid Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
12.704 2.67 ng 248685  Phenanthrene-die 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 83
2 Octadecanoic acid 284 C18H3602 000057-11-4 80
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 70
4 n-Decanoic acid 172 C10H2002 000334-48-5 62
5 Tetradecanoic acid 228 C14H2802 000544-63-8 59

Abundance Scan 1805 (12.704 min): BF123685.D\data.ms (-1802) (-  m/z 43.05 100.00%
3.0

1 730
5000
129.1
—— —
‘ ‘ 185.2 241.2 284.% 12.50 13.00
. \\‘L‘M . A “H‘Wh}w‘ st m‘m‘w s ‘L S m/z 57.00 81.15%
m/z--> 50 100 150 200 250
Abundance #95855: Pentadecanoic acid
43,0 73.0
5000 129.0 — ——
12.50 13.00
199.0 2420 m/z 55.00  81.00%
: “‘ ‘i“‘”‘”‘ h“ \\h“‘\ ;‘\\‘\“u} [‘\ ‘16‘3-“0;“‘ N e
m/z--> 50 100 150 200 250
Abundance #131258: Octadecanoic acid
43.0 73.0
—— —
12.50 13.00
5000 129.0 m/z 73.e8  77.91%
284.C
‘ 1850 2410 ‘
. “‘ “ \“ h!\‘ \‘H‘w“‘ Hh“\ ‘M " M \“‘ | I ‘L “\‘ “ e \‘ “\ ‘\‘ ‘\‘
m/z--> 50 100 150 200 250
Abundance #107548: n-Hexadecanoic acid T ——
43.0 73.0 12.50 13.00
m/z 60.00 76.76%
5000 256.0
129.0
213.0
LD, 17
. “‘ H‘HH H“ ‘H‘u‘ Hh“w M‘ i ‘ “ “ “‘m‘ 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@42221\
Data File : BF123685.D

Acqg On : 22 Apr 2021 11:14
Operator : JU/CG

Sample : M2114-04

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.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 Pentacosane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.533 17.52 ng 1364660 Chrysene-d12 14.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 76
2 Pentacosane 352 C25H52 000629-99-2 72
3 Octacosane 394 (C28H58 000630-02-4 68
4 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 64
5 3,5-Dimethyldodecane 198 C14H30 107770-99-0 64

Abundance Scan 1946 (13.533 min): BF123685.D\data.ms (-1939) (- m/z 57.05 100.00%
57.0

> A/JU
90 L \
13.50
1410
- m‘m [1) 14101832 24020841 m/z 43.05 61.14%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
5000 ——
13.50
9.0 m/z 71.05 51.17%
T '\d\ H‘ \h‘\h“ \H‘ \]T\ “ ‘\%8\3\(‘)2\2\5\\0‘ T \?9\6‘\0\ T ‘ T T
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane
57.0
T \
13.50
5000 ITI/Z 85.05 38.58%
9.0
= ““‘ e R s T e e
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane R ‘
57.0 13.50
m/z 55.00 23.48%
- J\NM
il H | 141 9183 0225.0 281.0 337.0 394.
i “““‘ T T T T T T T T T ——
m/z--> 50 100 150 200 250 300 350 13.50

8270-BF041521.M Fri Apr 23 02:07:53 2021 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42221\
Data File : BF123685.D

Acqg On : 22 Apr 2021 11:14
Operator : JU/CG

Sample : M2114-04

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.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 10 Heptadecyl trifluoroacetate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.886 13.60 ng 1059040 Chrysene-d12 14.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 91
2 1-Docosene 308 C22H44 001599-67-3 91
3 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 91
4 Pentafluoropropionic acid, octad... 416 C21H37F502 959261-25-7 91
5 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 91

Abundance Scan 2006 (13.886 min): BF123685.D\data.ms (-2002) (- m/z 57.05 100.00%

57.0
5000
\ | s s
149.1 . .
262.1
- “ ‘M lyldes1 2621 n/z 43.10  83.96%
m/z--> 50 100 150 200 250 300 350
Abundance #185169: Heptadecyl trifluoroacetate
57.0
97.0
5000 — —
13.50 14.00
m/z 55.00 81.16%
\\\\‘ \ ‘\\\\‘\\\\‘\\\\’\\\\‘\\\
m/z--> 50 100 150 200 250 300 350
Abundance #151538: 1-Docosene
55.0
— ——
97.0 13.50 14.00
5000 ITI/Z 83.10 64.09%
14.d“\ | \H‘ | “% 901810 308.0
Al A7
m/z--> 50 100 150 200 250 300 350
Abundance #206447: Pentafluoropropionic acid, hexadecyl ester “ —
57.0 13.50 14.00
97.0 m/z 69.00 52.06%
h MUL
L5 d ‘ ‘\ \ I M A 3202240 269.0 370.
P R e L A — ——
m/z--> 50 100 150 200 250 300 350 13.50 14.00

8270-BF041521.M Fri Apr 23 02:07:54 2021 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42221\
Data File : BF123685.D

Acqg On : 22 Apr 2021 11:14
Operator : JU/CG

Sample : M2114-04

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.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 11 Heptadecane, 9-octyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.198 15.80 ng 1230580 Chrysene-d12 14.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 90
3 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 86
4 Heneicosane 296 C21H44 000629-94-7 86
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 86

Abundance Scan 2059 (14.198 min): BF123685.D\data.ms (-2053) (1  m/z 57.05 100.00%
57.0

01 — —
14.00 14.50
41.1
i ‘ Ahj) 14111832 25332953 0 4349 62.34%
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57.0
5000 — —
14.00 14.50
m/z 71.00 54.17%
0 Jat0 239.0
T ‘\“‘ T “h‘ \“h\ ““ \“‘ i \‘ .“\:!\_8\3\-0‘ T H\ T \2\8\1'\0‘ ?\)2\3\0\ T
m/z--> 50 100 150 200 250 300 350
Abundance #100330: 2-Bromo dodecane
57.0
— —
14.00 14.50
5000 m/z 85.05 42.29%
9.0 169.0
X O I G 7" S
m/z--> 50 100 150 200 250 300 350
Abundance #152416: Tridecane, 1-iodo- 7 T
57.0 14.00 14.50
m/z 55.00 22.45%
5000
9.0 183.0
R i D - .Y e
m/z--> 50 100 150 200 250 300 350 14.00 14.50

8270-BF041521.M Fri Apr 23 02:07:54 2021 Page: 14



Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\
Data File : BF123685.D

Acqg On : 22 Apr 2021 11:14
Operator : JU/CG

Sample : M2114-04

Misc :

ALS vial : 5 Sample Multiplier: 1

Library Search Compound Report

BFO42221\

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.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 12 Tetracosane

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
14.739 14.17 ng 1103290 Chrysene-d12 14.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 86
2 Hexacosane 366 C26H54 000630-01-3 86
3 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 81
4 Heptadecane 240 C17H36 000629-78-7 80
5 Hexadecane, 3-methyl- 240 C17H36 006418-43-5 74

Abundance Scan 2151 (14.739 min): BF123685.D\data.ms (-2146) (-]

m/z 57.10 100.00%

57.1
5000
— —
‘ 9.0 14101832 14.50 15.00
om“ il 18101832 2392 3094 | 392: 4316 s5.01%
mfz--> 100 150 200 250 300 350
Abundance #175559: Tetracosane
57.0
5000 —r —
14.50 15.00
m/z 71.05 50.60%
| h i h | %41018302250 338.0
\\\‘ \\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\’\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
— T —
14.50 15.00
5000 ITI/Z 85.10 38.94%
e e e e e
m/z--> 50 100 150 200 250 300 350
Abundance #38349: Decane, 3,8-dimethyl- T —
57.0 14.50 15.00
m/z 55.00 20.26%
- WVJ\WM
‘ 9‘ 0‘ 141.0
I H ul ‘ ‘
A B B e e A A S AL —— ——
m/z--> 50 100 150 200 250 300 350 14.50 15.00

8270-BF041521.M Fri Apr 23 02:07:55 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42221\
Data File : BF123685.D

Acqg On : 22 Apr 2021 11:14
Operator : JU/CG

Sample : M2114-04

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.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 13 Sulfurous acid, butyl tetra... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.816 4.81 ng 281836 Perylene-di2 15.515
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, butyl tetradecyl... 334 C18H3803S 1000309-18-1 87
2 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 87
3 Heneicosane 296 C21H44 000629-94-7 83
4 Tetratetracontane 619 C44H90 007098-22-8 83
5 Methoxyacetic acid, 2-tetradecyl... 286 C17H3403 1000282-04-8 83
Abundance Scan 2164 (14.815 min): BF123685.D\data.ms (-2161) (- m/z 57.00 100.00%
57.0
— —
‘ ‘ %71 411 ‘ 14.50 15.00
kb b A 341822 2530 35T 4300 60.27%
mlz--> 50 100 150 200 250 300 350
Abundance #172308: Sulfurous acid, butyl tetradecyl ester
57.0
5000 — —
14.50 15.00
m/z 71.10 53.11%
T \“\ \‘ “““‘ \H\H‘ \“\1\:3\9?\ T \]_\97\0\ \2\4"9\0\ T ‘ LI ‘ T
miz--> 100 150 200 250 300 350
Abundance #129513: Hexadecane, 2,6,10,14-tetramethyl-
57.0
— —
14.50 15.00
5000 m/z 85.10 34.87%
JLVTTE, e aso
miz--> 50 100 150 200 250 300 350
Abundance #141425: Heneicosane o 1
57.0 14.50 15.00
m/z 55.00 33.09%
5000
9.0
15-J i H |, ) 141018302250 296.0
P e e e — —
mlz--> 50 100 150 200 250 300 350 14.50 15.00

8270-BF041521.M Fri Apr 23 02:07:55 2021 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42221\
Data File : BF123685.D

Acqg On : 22 Apr 2021 11:14
Operator : JU/CG

Sample : M2114-04

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.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 14 Eicosane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

15.163 4.11 ng 240525 Perylene-di2 15.515
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 87
2 2-methyloctacosane 408 C29H60 1000376-72-8 80
3 Hexadecane, 2-methyl- 240 C17H36 001560-92-5 72
4 Hexadecane, 1-iodo- 352 C16H331 000544-77-4 72
5 Undecane, 5-ethyl- 184 C13H28 017453-94-0 72

Abundance Scan 2223 (15.162 min): BF123685.D\data.ms (-2219) (- m/z 57.00 100.00%
57.0

1500 1550
197.0240.1 i '
- ‘Lu ok 4 L i b 2861 3991 s 71,10 51.62%
m/z--> 0 50 100 150 200 250 300 350
Abundance #129493: Eicosane
57.0
5000 o el
15.00 15.50
282.0 m/z 43.00  46.28%
225.0
- ‘\“ “\ ‘“\‘H’ ‘I“\“ | ‘\“\\‘ ‘J‘d’ Ll R
m/z--> 0 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57.0
—— —
15.00 15.50
5000 m/Z 85.10 39.32%
LT 1690 2050 peno 350
I B e e A e
m/z--> 0 50 100 150 200 250 300 350
Abundance #94352: Hexadecane, 2-methyl- T T
57.0 15.00 15.50
m/z 55.00 22.39%
‘ ‘ 13 0 197.0
2o [0 o R
m/z--> 0 50 100 150 200 250 300 350 15.00 15.50

8270-BF041521.M Fri Apr 23 02:07:56 2021 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42221\
Data File : BF123685.D

Acqg On : 22 Apr 2021 11:14
Operator : JU/CG

Sample : M2114-04

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.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 15 Octadecane, 2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.327 13.08 ng 766364 Perylene-di2 15.515
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane, 2-methyl- 268 C19H40 001560-88-9 87
2 Heptacosane 380 C27H56 000593-49-7 87
3 3,5-Dimethyldodecane 198 C14H30 107770-99-0 87
4 Heneicosane 296 C21H44 000629-94-7 83
5 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 74

Abundance Scan 2251 (15.327 min): BF123685.D\data.ms (-2245) (- m/z 57.00 100.00%
57.0

. J,/\Jb
— P
‘ 9‘ 1 M1 1971 2610 15.00 15.50
ol b b AL 2aT 107.1240.2281.0 3200 0 4305 55.05%
mlz--> 50 100 150 200 250 300 350
Abundance #117648: Octadecane, 2-methyl-
43.0
5000 — —
5.0 15.00 15.50
m/z 71.10 54.25%
LI | 13101690 22502680
\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
P F
15.00 15.50
5000 m/Z 85.05 39.78%
| L \ | F ‘}410183022502670 323.0 380.
el R e T e R
m/z--> 50 100 150 200 250 300 350
Abundance #59888: 3,5-Dimethyldodecane — —
57.0 15.00 15.50
m/z 55.05 21.23%
. M\AJ\MA/\W
1-4 F 169.0 — —

m/z--> 50 100 150 200 250 300 350 15.00 15.50

8270-BF041521.M Fri Apr 23 02:07:56 2021 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42221\
Data File : BF123685.D

Acqg On : 22 Apr 2021 11:14
Operator : JU/CG

Sample : M2114-04

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.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 16 Octacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

15.986 14.62 ng 856244 Perylene-di2 15.515
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 90
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87
3 Heptacosane 380 C27H56 000593-49-7 87
4 Tetracosane 338 C24H50 000646-31-1 83
5 Sulfurous acid, butyl tetradecyl... 334 C18H3803S 1000309-18-1 80

Abundance Scan 2363 (15.986 min): BF123685.D\data.ms (-2357) (- m/z 57.10 100.00%
57.1

16.00
141 1 :
ol H‘ | H‘ U1 1831225.0 2851 3440 m/z 43.05 56.72%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
5000 T
16.00
m/z 71.10 55.05%
L h‘ l H | 141 0183.0225.0 281.0 337.0 394.
\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57.0
——
16.00
5000 ITI/Z 85.10 37.73%
239.0
1] \\ | 1401830 " 28103230
B e O B e e Bl
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane T
57.0 16.00
m/z 55.00 21.06%
o MV\“/\M
9.0
J ‘ b L 141 0183 0225.0267.0 323.0 380.0
““‘ B e i e o e e e —
m/z--> 50 100 150 200 250 300 350 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42221\
Data File : BF123685.D

Acqg On : 22 Apr 2021 11:14
Operator : JU/CG

Sample : M2114-04

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.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 17 .beta.-Sitosterol Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

16.415 8.87 ng 519723 Perylene-di2 15.515
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .beta.-Sitosterol 414 C29H500 000083-46-5 95
2 .gamma.-Sitosterol 414 C29H500 000083-47-6 84
3 17-(1,5-Dimethylhexyl)-10,13-dim... 414 C29H500 1000210-86-9 11
4 Cholest-5-ene, 3-ethoxy-, (3.bet... 414 C29H500 000986-19-6 11
5 Stigmastan-3-en-6-0l 414 C29H500 1000214-19-7 11

Abundance Scan 2436 (16.415 min): BF123685.D\data.ms (-2430) (- m/z 43.00 100.00%

I M
5000
105.1
159.1
213.1 . N
303.4 5153993 451 16.50
— Al m/z 55.00 62.17%
mlz--> 50 100 150 200 250 300 350 400 450
Abundance #217432: .beta.-Sitosterol
43.0
5000 1050
107.0 414.0 '
’ m/z 41.05 45.06%
‘ 161.0 2130 03. /
b Ly TS0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #217434: .gamma.-Sitosterol
43.0
—
16.50
5000 5.0 m/z 81.00 41.09%
145.0 414.0
2130  303.0
‘J“ | “H l
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #217457: 17-(1,5-Dimethylhexyl)-10,13-dimethyl-4-vinylh T
43.0 16.50
m/z 57.10 37.32%
B /L\L/\,\
T ‘ T
m/z--> 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42221\
Data File : BF123685.D

Acqg On : 22 Apr 2021 11:14
Operator : JU/CG

Sample : M2114-04

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.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 18 Tricosane, 2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

16.751 9.74 ng 570611 Perylene-di2 15.515
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tricosane, 2-methyl- 338 C24H50 001928-30-9 90
2 Tridecane, 2-methyl- 198 C14H30 001560-96-9 87
3 2-methyloctacosane 408 C29H60 1000376-72-8 86
4 Hentriacontane 437 C31He64 000630-04-6 86
5 Tetracosane, 11-decyl- 479 C34H70 055429-84-0 86

Abundance Scan 2493 (16.751 min): BF123685.D\data.ms (-2487) (- m/z 57.10 100.00%
57.1

5000

%

‘ 9.0 16.50 17.00

155.2
L LLLL L 15521973030 2811 3381 m/z 71.05 52.97%

m/z--> 0 50 100 150 200 250 300 350
Abundance #175564: Tricosane, 2-methyl-

N
w
o

5000
5.0 16.50 17.00

m/z 43.10 51.39%

| | 127.0169.0211.0253.0°%7%338.0

\\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350
Abundance #59889: Tridecane, 2-methyl-

57.0

y

16.50 17.00
5000 m/z 85.10  40.75%

‘ %90 155.0
[ ‘ “\ I ‘ | 1 1980

mizw> 0 50 100 150 200 250 300 350

1

Abundance #215181: 2-methyloctacosane

57.0 16.50 17.00
m/z 55.00 19.45%
5000
9.0
N “\\ 1 1410183.0225.0267.0309.0 365.0

i ‘““‘w““““““H“““““‘ — —
m/z--> 0 50 100 150 200 250 300 350 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42221\
Data File : BF123685.D

Acqg On : 22 Apr 2021 11:14
Operator : JU/CG

Sample : M2114-04

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.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 19 unknownl7.12 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
17.121 6.93 ng 406063 Perylene-di2 15.515
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Juglone 174 C10H603 000481-39-0 30
2 2-(3-Fluorophenyl)pyrimidine 174 C1OH7FN2 068049-16-1 30
3 1,4-Naphthalenediol, 2-methyl-, ... 258 C15H1404 000573-20-6 27
4 1-Norvaline, N-(2-methoxyethoxyc... 415 C23H45NO5 1000328-64-5 27
5 2-(4-Fluorophenyl)pyrimidine 174 C1OH7FN2 068049-17-2 27

Abundance Scan 2556 (17.121 min): BF123685.D\data.ms (-2550) (1  m/z 174.10 100.00%

174.1
5000 430
410.¢ v iy
1.0 269.1 et e
205 1 3410 17.00 17.50
i : m/z 43.00 40.55%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #40948: Juglone
174.0
5000 118.0 — e
17.00 17.50
63.0 ‘ ‘ m/z 57.00 39.41%
l p\m\“‘\“h\\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 100 150 200 250 300 350 400
Abundance #40971: 2-(3-Fluorophenyl)pyrimidine
174.0
— —
1210 17.00 17.50
LGN I
A e e o B AL I I A B o
m/z--> 0 50 100 150 200 250 300 350 400
Abundance  #109052: 1,4-Naphthalenediol, 2-methyl-, diacetate MWMM P
174.0 1700 17.50
m/z 161.10 30.10%
5000
43.0
105.0 258.0
J\Hi\\M\JJHM”\\\\‘»\\‘\\\\M\\\‘\\\w\\ — —
m/z--> 0 50 100 150 200 250 300 350 400 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42221\
Data File : BF123685.D

Acqg On : 22 Apr 2021 11:14
Operator : JU/CG

Sample : M2114-04

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.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 20 Hentriacontane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
17.645 8.59 ng 503336 Perylene-di2 15.515
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hentriacontane 437 C31H64 000630-04-6 80
2 Hexatriacontane 507 C36H74 000630-06-8 80
3 Tetratetracontane 619 C44H99 007098-22-8 80
4 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 74
5 Heptadecane 240 C17H36 000629-78-7 74

Abundance Scan 2645 (17.645 min): BF123685.D\data.ms (-2638) (- m/z 57.05 100.00%
57.0

5000

-

—— —
17.50 18.00
155.1 9552
‘H‘u‘;Huhquw,hm‘uHf’?“?:‘l‘???:‘lu_m_m_wm m/z 71.00  55.83%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #223851: Hentriacontane
57.0

-

5000 — e
17.50 18.00
m/z 43.05 55.15%

| JHHF;?;W.Ozm.o 351.0 436.0

‘\\HT‘\H\“\HT‘Hfl\"W\H‘\\H‘T\\\‘\H\‘HH‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #235973: Hexatriacontane

57.0

-

—— —
17.50 18.00
5000 m/z 85.10  36.28%

1270197.0 281.0351.0421.0 506.0

AL

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane — —
57.0 17.50 18.00
m/z 55.00 29.71%

»

5000

;

| 1 || 12701970 267.0337.0407.0 491.0562.0

‘\\j\\‘\\\\“\\\\‘\\\‘\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\H\‘\\\\‘\\\

— —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 17.50 18.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42221\
Data File : BF123685.D

Acqg On : 22 Apr 2021 11:14
Operator : JU/CG

Sample : M2114-04

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.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|
unknown2.18 2.187 5.4 ng 350977 1 6.851 1292910 20.0
unknown9.71 9.710 2.4 ng 214255 3 9.892 1793640 20.0
Diethyltoluamide 10.275 14.2 ng 1271660 3 9.892 1793640 20.0
3,5-Dimethoxy-4... 12.057 2.4 ng 224157 4 11.386 1862320 20.0
Heptacosane 12.086 4.8 ng 444809 4 11.386 1862320 20.0
Sulfurous acid,... 12.474 4.3 ng 395999 4 11.386 1862320 20.0
Heneicosane 12.627 11.7 ng 1086490 4 11.386 1862320 20.0
Pentadecanoic acid 12.704 2.7 ng 248685 4 11.386 1862320 20.0
Pentacosane 13.533 17.5 ng 1364660 5 14.033 1557750 20.0
Heptadecyl trif... 13.886 13.6 ng 1059040 5 14.033 1557750 20.0
Heptadecane, 9-... 14.198 15.8 ng 1230580 5 14.033 1557750 20.0
Tetracosane 14.739 14.2 ng 1103290 5 14.033 1557750 20.0
Sulfurous acid,... 14.816 4.8 ng 281836 6 15.515 1171470 20.0
Eicosane 15.163 4.1 ng 240525 6 15.515 1171470 20.0
Octadecane, 2-m... 15.327 13.1 ng 766364 6 15.515 1171470 20.0
Octacosane 15.986 14.6 ng 856244 6 15.515 1171470 20.0
.beta.-Sitosterol 16.415 8.9 ng 519723 6 15.515 1171470 20.0
Tricosane, 2-me... 16.751 9.7 ng 570611 6 15.515 1171470 20.0
unknownl17.12 17.121 6.9 ng 406063 6 15.515 1171470 20.0
Hentriacontane 17.645 8.6 ng 503336 6 15.515 1171470 20.0
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