LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF123020\
Data File : BF122890.D

Acqg On : 30 Dec 2020 21:09
Operator : JU/CG

Sample : L5235-01

Misc :

ALS Vvial : 17 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

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

Signal : TIC: BF122890.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.440 567 570 590 rVB 1758974 1784793 27.47% 5.311%
2 6.457 739 743 763 rBV 1739909 1825272 28.09% 5.431%
3 6.816 801 804 811 rBV 801692 727912 11.20% 2.166%
4 6.998 832 835 841 rVB 127219 100831 1.55% 0.300%
5 7.381 897 900 904 rBV 1167290 1041938 16.03% 3.100%

6 8.104 1017 1023 1026 rBV 1018558 911040 14.02%
7 8.692 1120 1123 1127 rBV 91796 77409 1.19%
8 9.181 1202 1206 1209 rBV 2283351 1942393 29.89%
9 9.257 1216 1219 1222 rBV 130417 113098 1.74%

9.575 1269 1273 1276 rBV2 123692 131883 2.03%
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11 9.786 1306 1309 1314 rVB 172411 134248 2.07%
12 9.857 1318 1321 1325 rBV 1033569 904823 13.92%
13 10.286 1391 1394 1397 rVB 196688 137980 2.12%
14 10.510 1427 1432 1438 rVB 61108 85530 1.32%
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15 10.651 1452 1456 1467 rVB 1159908 1139231 17.53% 390%
16 10.757 1472 1474 1484 rVB 177284 246184 3.79% 0.733%
17 11.21@ 1547 1551 1553 rBV 157991 136058 2.09% 0.405%
18 11.239 1553 1556 1562 rVB2 89168 98459 1.52% ©.293%
19 11.345 1571 1574 1577 rBV 1006547 878749 13.52%  2.615%
20 11.369 1577 1578 1585 rVB 108642 92175 1.42% 0.274%
21 11.633 1620 1623 1626 rBV 148332 120054 1.85% ©.357%
22 11.739 1637 1641 1644 rBV 2185903 1849033 28.45% 5.502%
23 11.874 1661 1664 1671 rBV2 410659 379874 5.85% 1.130%
24 12.045 1690 1693 1697 rBV 169111 173116 2.66% ©.515%
25 12.274 1730 1732 1737 rVB2 53790 70071 1.08% ©.209%
26 12.327 1738 1741 1749 rBV3 61946 106050 1.63% ©.316%

27 12.398 1750 1753 1754 rBV2 78184 72079 1.11% 0.214%
28 12.433 1754 1759 1760 rVV 5913534 6498168 100.00% 19.336%
29 12.451 1760 1762 1767 rVB2 4681773 4397512 67.67% 13.085%
30 12.527 1772 1775 1778 rBV 970028 867507 13.35%
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31 12.563 1778 1781 1783 rVVv2 320518 345656 5.32%
32 12.586 1783 1785 1793 rVWW2 679016 814411 12.53%
33 12.663 1795 1798 1802 rVB3 99897 115680 1.78%
34 12.804 1818 1822 1827 rVB2 206891 318804  4.91%
35 12.933 1840 1844 1847 rBV 2347630 1990191 30.63%
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36 13.163 1880 1883 1890 rBV3 166073 243864  3.75%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF123020\
Data File : BF122890.D

Acqg On : 30 Dec 2020 21:09
Operator : JU/CG

Sample : L5235-01

Misc :

ALS Vvial : 17 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

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

37 13.504 1938 1941 1944 rBV2 147754 129557 1.99% ©.386%
38 13.845 1995 1999 2007 rVB4 304769 621992 9.57% 1.851%

39 13.992 2020 2024 2027 rBV 1011820 917152 14.11% 2.729%
40 15.462 2270 2274 2283 rBvV2 808654 1065412 16.40% 3.170%

Sum of corrected areas: 33606189
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 30 Dec 2020 21:09

17

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF123020\
BF122890.D

Ju/CaG
L5235-01

Sample Multiplier: 1

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

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BF122890.D\data.ms

5.440 6.457

7.381

6.816

6.998

Time-->
Abundance
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: BF122890.D\data.ms

12.433

12451

12.933

9.181

8.104 9.857

257  9.5759.7

0
Time-->
Abundance
6000000

5000000

4000000

3000000

2000000

1000000

1
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T
9.50 10.00 10.50 11.00
TIC: BF122890.D\data.ms

—
13.00

13.992 15.462

13.845
13.504

Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF123020\
Data File : BF122890.D

Acqg On : 30 Dec 2020 21:09
Operator : JU/CG

Sample : L5235-01

Misc :

ALS vial : 17 Sample Multiplier: 1

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

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

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

Peak Number 1 1Indane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
6.998 2.77 ng 100831 1,4-Dichlorobenzene-d4 6.822

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H10 000496-11-7 95
2 Benzene, 2-propenyl- 118 C9H10 000300-57-2 64
3 Benzene, 1-propenyl- 118 C9H10 000637-50-3 64

4 Benzene, cyclopropyl- 118 C9H1e0 000873-49-4 59
5 Benzaldehyde, 4-(1-phenyl-2-prop... 238 C16H1402 1000277-56-1 53

Abundance Scan 835 (6.998 min): BF122890.D\data.ms (-832) (-) m/z 117.10 100.00%

1171
5000
A
910 Ramas s R EEETL
39.1 63.0 770 6.60 6.80 7.00 7.20 7.40
0 ekl m/z 118,100 52.49%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #8951: Indane
117.0
5000 ‘\\\\‘/\\\\\‘\\\\‘\\\\’\\

6.60 6.80 7.00 7.20 7.40
m/z 115.00 31.97%

91.0
39.0 63.0
OH‘HH‘H\‘.\(‘)HH“\H\i‘\Hl‘}‘\‘\\‘\7\7{(‘)\\\\“\\\\].‘0“\4.\.\0‘\\!\“\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8961: Benzene, 2-propenyl-
117.0
R AR e e SRR
6.60 6.80 7.00 7.20 7.40
m/z 91.00 14.39%
5000 91.0
39.0 65.0
78.0
0H‘mwHHW‘1““”‘5&91‘1‘1“Wm”WH‘Uml‘;ﬁ"(),um‘m
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8962: Benzene, 1-propenyl-
117.0 6.60 6.80 7.00 7.20 7.40
m/z 116.00 7.89%
5000
91.0
51.0 77.0 ‘
0H‘m“‘Z‘Z"?HH“m‘}‘w!‘?ﬁq“HH‘HH‘wml‘qgfqul“wm R A RARERRE R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF123020\
Data File : BF122890.D

Acqg On : 30 Dec 2020 21:09
Operator : JU/CG

Sample : L5235-01

Misc :

ALS vial : 17 Sample Multiplier: 1

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

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

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

Peak Number 2 Hexadecane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
9.257 2.50 ng 113098  Acenaphthene-die 9.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Tetradecane 198 C14H30 000629-59-4 87
3 Tridecane 184 C13H28 000629-50-5 86
4 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 83
5 Dodecane 170 C12H26 000112-40-3 80

Abundance Scan 1219 (9.257 min): BF122890.D\data.ms (-1216) (-) m/z 57.05 100.00%
57.0

AT e
9.00 9.20 9.40 9.60
1131 141.1 193.1
0 m_uw‘Huu;“mHH‘_m_u‘wﬁ??ﬂ?ﬁwww m/z 43.05 70.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83027: Hexadecane
57.0
5000 850 L L I L LI LN B
9.00 9.20 9.40 9.60
290 m/z 71.10 64.10%
\\\‘\\\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59881: Tetradecane
57.0
R RAREaE
9.00 9.20 9.40 9.60
5000 m/z 41.05 38.78%
85.0
29.0
0 ,“301410}690198,0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48835: Tridecane AR RERa
57.0 9.00 9.20 9.40 9.60
m/z 85.10 37.82%
5000
85.0
29.0
oL L m0ia0 im0
rrerrr e e e e e e R RRRREEE S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF123020\
Data File : BF122890.D

Acqg On : 30 Dec 2020 21:09
Operator : JU/CG

Sample : L5235-01

Misc :

ALS vial : 17 Sample Multiplier: 1

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

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

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

Peak Number 4 Pentadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
9.786 2.97 ng 134248  Acenaphthene-die 9.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 86
2 Hexadecane 226 C1l6H34 000544-76-3 86
3 Tetradecane 198 C14H30 000629-59-4 86
4 Tridecane 184 C13H28 000629-50-5 86
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 78

Abundance Scan 1309 (9.786 min): BF122890.D\data.ms (-1306) (-) m/z 57.10 100.00%
57.1

‘9 l‘50‘ ‘10‘00‘
113.1 1411 . .
0 m_uw‘H‘m‘mmw‘_mu_u‘W““‘13““1‘”“2”1‘2“2”” m/z 43.10  76.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71394: Pentadecane
57.0
5000 e T
85.0 9.50 10.00
290 m/z 71.10 61.80%
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83023: Hexadecane
57.0
e P
9.50 10.00
m/z 85.05 40.80%
5000 85.0
29.0
“,““,‘,‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59879: Tetradecane e S
57.0 9.50 10.00
m/z 41.05 33.72%
5000 85.0
29.0‘
113.0 198.0
O 1202410 2600 1980 e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF123020\
Data File : BF122890.D

Acqg On : 30 Dec 2020 21:09
Operator : JU/CG

Sample : L5235-01

Misc :

ALS vial : 17 Sample Multiplier: 1

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

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

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

Peak Number 5 Heptadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.286 3.05 ng 137980  Acenaphthene-die 9.857
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 94
2 Heptadecane 240 C17H36 000629-78-7 90
3 Pentadecane 212 C15H32 000629-62-9 86
4 Tetradecane 198 C14H30 000629-59-4 86
5 Heneicosane 296 C21H44 000629-94-7 72

Abundance Scan 1394 (10.286 min): BF122890.D\data.ms (-1391) (- m/z 57.10 100.00%

571
5000 85.1
1000 1050
113.1 : :
omwmm“euu_‘”wiuHH‘W:M“ulf‘?ﬁw‘lﬁzﬁwm?ﬁ‘?‘}w m/z 43.10  70.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #83026: Hexadecane
57.0
5000 85.0 T T
10.00 10.50
m/z 71.05 69.28%
99 | L oo ser 00
OH\\‘\H\‘\\H‘\\M\“1‘\HH‘H‘H\‘\HH\i‘\\\‘\‘\\\\‘\]\-\9\7‘9\\‘\‘\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94346: Heptadecane
57.0
. T
85.0 10.00 10.50
5000 ITI/Z 85.10 44 ,35%
0 H 014101600 1070 2400
““,,““,,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #71393: Pentadecane T T
57.0 10.00 10.50
m/z 41.05 34.36%
5000 85.0
29.0
0 \‘ il H \‘\ Il ‘11?014101690 212.0
R R e e S R R R AN AARARRRRRRRE —— —
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\BF123020\
Data File : BF122890.D

Acqg On : 30 Dec 2020 21:09
Operator : JU/CG

Sample : L5235-01

Misc :

ALS vial : 17 Sample Multiplier: 1

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

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

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

Peak Number 6 Tetracosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.757 5.60 ng 246184  Phenanthrene-die 11.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Octadecane 254 C18H38 000593-45-3 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Pentadecane 212 C15H32 000629-62-9 87
5 Hexadecane 226 C16H34 000544-76-3 87

Abundance Scan 1474 (10.757 min): BF122890.D\data.ms (-1472) (-, m/z 57.10 100.00%
57.1

> ,A\wmjkmAf¢AwaﬁkmLAA
I —
99.1
10.50 11.00
ol d i by 18R 2402 3317 045 10 go.say
miz--> 50 100 150 200 250 300
Abundance #175557: Tetracosane
57.0
5000 B ——
10.50 11.00
m/z 71.10  65.85%
99.0
oL Ly (1) 1410 1830 2250 2670 338:
\\\\‘\\\ \\\\’\\\\‘1\\\‘\\\\‘\\\\
m/z--> 100 150 200 250 300
Abundance #105884: Octadecane
57.0
e T
10.50 11.00
5000 m/z 85.10  48.49%
‘ 99.0
ol Adbi i) Jr0sa0  2sa0
m/z--> 50 lOO 150 200 250 300
Abundance #141426: Heneicosane T ——
57.0 10.50 11.00
m/z 41.10  35.40%
5000
‘ 99.0
1.0
olsg L L1\ | 340180 220 zeg  Tmeoiled o
m/z--> 50 100 150 200 250 300 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF123020\
Data File : BF122890.D

Acqg On : 30 Dec 2020 21:09
Operator : JU/CG

Sample : L5235-01

Misc :

ALS vial : 17 Sample Multiplier: 1

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

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

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

Peak Number 7 Octadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

11.210 3.10 ng 136058 Phenanthrene-die 11.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 91
2 Heptadecane 240 C17H36 000629-78-7 91
3 Hexadecane 226 C1l6H34 000544-76-3 90
4 2-Bromo dodecane 248 C12H25Br 013187-99-0 86
5 Tetradecane 198 C14H30 000629-59-4 86

Abundance Scan 1551 (11.210 min): BF122890.D\data.ms (-1547) (-  m/z 57.05 100.00%
57.0

o T M
1100 1150
113.1 . .
S ‘Hu o, J“‘ 18222112 2842 00 1 70.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #105884: Octadecane
57.0
5000 850 T T T T I T
11.00 11.50
m/z 43.10 65.13%
29.0 113.
\H‘\H\‘HH‘\H\‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #94344: Heptadecane
57.0
—— —
11.00 11.50
5000 85.0 ITI/Z 85.10 50.68%
29.0
obo i | 0141016001070 2400
R A e L et ARARRARRERA S
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #83028: Hexadecane T —
57.0 11.00 11.50
m/z 41.10 31.92%
B 1 w
ol 290 | | | [MP01410169019792200
et e e e e e e e e —— —
m/z--> 20 40 60 80 100 120 140160 180200 220 240 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF123020\
Data File : BF122890.D

Acqg On : 30 Dec 2020 21:09
Operator : JU/CG

Sample : L5235-01

Misc :

ALS vial : 17 Sample Multiplier: 1

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

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

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

Peak Number 8 Hexadecane, 2,6,10,14-tetra... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.239 2.24 ng 98459  Phenanthrene-d10 11.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 87
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 80
3 Tridecane, 3-methyl- 198 C14H30 006418-41-3 72
4 Octadecane 254 C18H38 000593-45-3 64
5 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 58

Abundance Scan 1556 (11.239 min): BF122890.D\data.ms (-1553) (1 m/z 57.10 100.00%
57.1

113.1 LT LI
‘ H | | ‘ | 1520 11.00 11.50
ob— b i b m/z 71.10  88.04%
miz--> 50 100 150 200 250
Abundance #129513: Hexadecane, 2,6,10,14-tetramethyl-
57.0
5000 S —
11.00 11.50
‘o m/z 43.05 49.05%
113.
7.0
[ “‘\ ‘\‘ ““\ ‘H‘ \H‘\ ‘M‘ \“‘ T “\ 715‘3\0\18\‘3\0“ E— \25‘3\0\ T
miz--> 50 100 150 200 250
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57.0
e 7
11.00 11.50
5000 ITI/Z 85.10 47.48%
99.0
0 ‘\\ “‘\ i \‘ H‘ \14\10 183.0 239.0 296.(
o B L A i = o O
miz--> 50 100 150 200 250
Abundance #59890: Tridecane, 3-methyl- T 7
57.0 11.00 11.50
m/z 184.00 37.60%
5000
27‘.0‘ 99.0 169.0
of 0L L1 %0 1300" 01000 Y
m/z--> 50 100 150 200 250 11.00 11.50

8270-BF120520.M Thu Dec 31 14:08:22 2020 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF123020\
Data File : BF122890.D

Acqg On : 30 Dec 2020 21:09
Operator : JU/CG

Sample : L5235-01

Misc :

ALS vial : 17 Sample Multiplier: 1

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

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

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

Peak Number 9 Tetradecane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.633 2.73 ng 120054  Phenanthrene-die 11.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 90
2 Hexadecane 226 C1l6H34 000544-76-3 90
3 Heptadecane 240 C17H36 000629-78-7 90
4 Hentriacontane 437 C31H64 000630-04-6 90
5 Pentadecane 212 C15H32 000629-62-9 86
Abundance Scan 1623 (11.633 min): BF122890.D\data.ms (-1620) (- m/z 57.10 100.00%
57.1
1150 12,00
113.1 . .
141.0
0 H‘_Hu“mhm”:“Uw‘m“_mwHl,??‘l‘”%?ﬂww m/z 71.05  68.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59880: Tetradecane
57.0
5000 85.0 e ——
11.50 12.00
29.0 m/z 43.10 67.71%
H\‘\H\‘HH‘\H\‘\H\‘HH‘\H\‘HH’\H\‘HH‘HH‘\H\‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #83025: Hexadecane
57.0
e =
11.50 12.00
5000 m/z 85.10 47.15%
85.0
29.0
0 \ ‘ L i H‘ 113.0 141.0 169.0 197.0 226.0
et e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94346: Heptadecane 1 —
57.0 11.50 12.00
m/z 41.05 28.47%
85.0
5000
. L 10016801970 2000
“W‘H‘_‘H‘H‘w‘H‘_‘H‘H‘W‘H‘W“W‘H‘_‘H‘H‘w“ —r= =
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.50 12.00

8270-BF120520.M Thu Dec 31 14:08:22 2020 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF123020\
Data File : BF122890.D

Acqg On : 30 Dec 2020 21:09
Operator : JU/CG

Sample : L5235-01

Misc :

ALS vial : 17 Sample Multiplier: 1

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

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

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

Peak Number 10 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.739 42.08 ng 1849030  Phenanthrene-d10 11.345
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 91
3 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 90
4 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 81
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 80
Abundance Scan 1641 (11.739 min): BF122890.D\data.ms (-1637) (1 m/z 74.00 100.00%
74.0
5000
43.1
143.1 —r r——
227.2
M H 101.1 185.2 ‘ 270.2 11.50 12.00
owwHH‘_Juw‘vl‘J“m,w_Hwm,mH_ww\w_m‘ m/z 87.05  74.54%
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #119408: Hexadecanoic acid, methyl ester
74.0
5000 —r —
43.0 11.50 12.00
143.0 ITI z 31.14%
‘u \“ ‘\‘ h\lc\)\lo | 17\10\199022\70 270.0
O\‘HH‘HH‘\\‘\\‘\‘H\“HH’HH‘\H\‘HH’HH‘HH‘HH‘HH‘H‘H‘
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
1150 1200
5000{ 43.0 m/z 25.33%
Ll Lo 189 1650 2270 o
“H‘w‘H‘_H‘_‘H‘H‘w‘H‘_‘H‘HH,H‘W‘H‘_‘H‘H‘W‘H‘
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #84485: Tridecanoic acid, methyl ester
74.0 1150 1200
m/z 23.30%
5000y 43.0
H ‘ 101.0 1430 1850 228.0
0 S 0 Y e e .2 M
m/z--> 20 40 60 80 100120140160 180200220240 260 11 50 12 00

8270-BF120520.M Thu Dec 31 14:08:23 2020 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF123020\
Data File : BF122890.D

Acqg On : 30 Dec 2020 21:09
Operator : JU/CG

Sample : L5235-01

Misc :

ALS vial : 17 Sample Multiplier: 1

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

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

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

Peak Number 11 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.874 8.65 ng 379874  Phenanthrene-d10 11.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tridecanoic acid 214 C13H2602 000638-53-9 90
5 n-Decanoic acid 172 C10H2002 000334-48-5 62

Abundance Scan 1664 (11.874 min): BF122890.D\data.ms (-1661) (1 m/z 72.95 100.00%
73.0
43.1

r

5000 129.0 ﬂ

213.2
m 157.1185.1 ‘ 256.1 11.50 12.00
M Wmﬁhﬂhuwnuuu_u‘_w‘_u‘_u‘_uk‘ m/z 43.10 83.98%

o

m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 T T

11.50 12.00
m/z 60.00 81.00%

1510185021&0 256.0

O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #84453: Tetradecanoic acid
73.0
43.0 A
11.50 12.00
5000 ITI/Z 41.10 67.20%
129.0
185.0 228.0
0 “M‘H(‘h““}“l b “]‘.‘51‘%”\“““\““\““‘\““\‘
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #95851: Pentadecanoic acid = T
43.0 ,73.0 11.50 12.00
m/z 55.05 65.68%
5000 129.0
Ll | e 1
O%?-R‘}H‘i‘l‘”\\lﬂ‘W‘H”‘\““H‘M"u‘\‘“‘H“““H‘“H“‘HH‘HH“HH“ =5 s
m/z--> 20 40 60 80 100120140160 180200 220 240 260 11.50 12.00

8270-BF120520.M Thu Dec 31 14:08:24 2020

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF123020\
Data File : BF122890.D

Acqg On : 30 Dec 2020 21:09
Operator : JU/CG

Sample : L5235-01

Misc :

ALS vial : 17 Sample Multiplier: 1

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

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

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

Peak Number 12 Heneicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.045 3.94 ng 173116  Phenanthrene-die 11.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 94
2 Tetradecane 198 C14H30 000629-59-4 91
3 Heptadecane 240 C17H36 000629-78-7 83
4 Tetracosane 338 C24H50 000646-31-1 83
5 Heneicosane 296 C21H44 000629-94-7 83

Abundance Scan 1693 (12.045 min): BF122890.D\data.ms (-1690) (1 m/z 57.10 100.00%
57.1

85.1
‘ 12,00 |
113.1 197.1 .
141.1
0 Hwm“:m‘m”mMm“‘w“_mumlf??_”“““2“2‘5“2‘_” m/z 71.85 71.03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #71396: Pentadecane
57.0
85.0
5000 —— ‘
12.00
29.0 m/z 43.10 64.72%
H\‘HH‘\H\‘\H\‘\\H‘\\H‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘\H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59880: Tetradecane
57.0
T T [
12.00
5000 85.0 m/z 85.10 52.96%
29.0
e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94346: Heptadecane T ‘
57.0 12.00
m/z 41.10 28.61%
85.0
5000
0 ” 014101600 1070 2400 L
‘H‘HH_‘H_‘H_H‘_H‘_HW‘HW‘HWH‘WH‘WHH‘H‘ =
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.00

8270-BF120520.M Thu Dec 31 14:08:24 2020 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF123020\
Data File : BF122890.D

Acqg On : 30 Dec 2020 21:09
Operator : JU/CG

Sample : L5235-01

Misc :

ALS vial : 17 Sample Multiplier: 1

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

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

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

Peak Number 13 Phenanthrene, 1,7-dimethyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
12.327 2.41 ng 106050  Phenanthrene-die 11.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 1,7-dimethyl- 206 C1l6H14 000483-87-4 66
2 Phenanthrene, 2,7-dimethyl- 206 Cl6H14 001576-69-8 62
3 Phenanthrene, 3,6-dimethyl- 206 Cl6H14 001576-67-6 42
4 di-p-Tolylacetylene 206 Cl6H14 002789-88-0 42
5 1,2-Dihydro-3-phenylnaphthalene 206 Cl6H14 020669-52-7 42

Abundance Scan 1741 (12.327 min): BF122890.D\data.ms (-1738) (-] m/z 57.10 100.00%
57.1 06.1

5000
85.1

3

119. 0 12.00 12.50
| W\MMWMmeHMW HWMM&H% : .

e A I A M iy m/z 206.10  89.79%

m/z--> 20 40 60 80 100120140160180200220240260
Abundance #66261: Phenanthrene, 1,7-dimethyl-
206.0
A
—

5000 T
12.00 12.50

m/z 71.10 55.51%

o

102.0
p7.0 630 , j 137.01650 M h\

O ‘\H\‘\\1\’\\\\‘\\\\‘\\\\‘\\H’\\\\‘\\\\‘\\\\‘\\H‘\\\\‘H\\‘\\\\‘\
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #66262: Phenanthrene, 2,7-dimethyl-
206.0
P Fe
12.00 12.50
5000 m/z 212.00  39.54%
102.0
0 39.0 74\ \‘ | \h 139.0 178 G}‘\ Ll
R R B R RS RRRES
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #66267: Phenanthrene, 3,6-dimethyl- ‘A‘ P
206.0 12.00 12.50
m/z 85.10 37.53%
- M\/\J\
0 p7.0 63.0 ‘1‘0% 0 149.0178. CH‘ MH
e e e e e e — —
m/z--> 20 40 60 80 100120140160 180200220 240260 12.00 12.50

8270-BF120520.M Thu Dec 31 14:08:25 2020 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF123020\
Data File : BF122890.D

Acqg On : 30 Dec 2020 21:09
Operator : JU/CG

Sample : L5235-01

Misc :

ALS vial : 17 Sample Multiplier: 1

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

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

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

Peak Number 14 9,15-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.433 147.90 ng 6498170 Phenanthrene-di10 11.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 99
2 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 99
3 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
4 10,13-Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 99
5 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99

Abundance Scan 1759 (12.433 min): BF122890.D\data.ms (-1754) (- m/z 67.05 100.00%

67.0
5000
09.1
s
263.1994 12.50
ob— ‘NW L8712202 ’J‘ ??ﬁ‘ m/z 81.10 87.35%
miz--> 50 100 150 200 250
Abundance #139734: 9,15-Octadecadienoic acid, methyl ester, (Z,2)-
67.0
5000
12.50
09.0 m/z 55.1 62.50%
294.C
O T T T ‘ T ‘ h \‘H T H‘\ “‘ “ \1\87\ 0‘ 2\2\0 O 263\0\ \‘ ‘
miz--> 50 15 200 250
Abundance #139726: 9,12- Octadecadlenmc acid (z,2)-, methyl ester
610
1250
5000 ITI/Z 95.05 60.75%
29.0 e 294.C
263.0294-
oL.L, \“ | - ol \H H“M 1L ‘}h ‘\‘1‘3‘1‘0 2200 1|
Miz--> 150 200 250
Abundance  #139708: 9,12- Octadecadienoic acid, methyl ester —5
67.0 12.50
m/z 41.1 52.06%
5000
29.0 09.0
294.C
oLl mH uh i Hm_ m o, 2230 263070
miz--> 50 15 200 250 12.50

8270-BF120520.M Thu Dec 31 14:08:25 2020 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF123020\
Data File : BF122890.D

Acqg On : 30 Dec 2020 21:09
Operator : JU/CG

Sample : L5235-01

Misc :

ALS vial : 17 Sample Multiplier: 1

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

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

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

Peak Number 15 14-Octadecenoic acid, methy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.451 100.09 ng 4397510 Phenanthrene-d10 11.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 93
2 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 89
3 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 86
4 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 86
5 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 76

Abundance Scan 1762 (12.451 min): BF122890.D\data.ms (-1760) (- m/z 55.10 100.00%

5!—‘.
87.1
5000
264.3
222.2 ]
‘ ‘ ‘ FZS.l 180.2 ‘ H 1250
oL ‘HWL“ Ly m\hhmhm AHN‘H‘H‘MH‘ ‘2963 m/z 74.10 78.66%
m/z--> 50 100 150 200 250 300
Abundance #141287: 14-Octadecenoic acid, methyl ester
53.0
5000 L
87.0 12.50
264.0 m/z 69.10 74.77%
25.0 180.0 222.0 ‘
ok H“ “‘ ‘H‘ H‘M ‘HM “‘ ‘MH‘ \H\‘H ull il “ r 1“‘ _— “‘ ‘2?6‘0
m/z--> 100 150 200 250 300
Abundance #141286. 13-Octadecenoic acid, methyl ester
55.0
T
12.50
5000 m/z 41.10 63.78%
87.0
264.0
UL ps,, e 220 | s
ok, h‘ ““ Il I, M d mu g m BT - 1“‘\ - ““ : ‘\"
m/z--> 50 100 150 200 250 300
Abundance #141302: 9-Octadecenoic acid (Z)-, methyl ester T
55.0 12.50
m/z 83.10 62.02%
5000 87.0
23.0
‘ ‘ r{ ‘ 180.0 222.0 264.02960
02‘5“0“ I “ s Al MMH\H ull \H\ b | | :

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

8270-BF120520.M Thu Dec 31 14:08:26 2020

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF123020\
Data File : BF122890.D

Acqg On : 30 Dec 2020 21:09
Operator : JU/CG

Sample : L5235-01

Misc :

ALS vial : 17 Sample Multiplier: 1

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

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

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

Peak Number 16 Octadecanoic acid Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.663 2.63 ng 115680  Phenanthrene-die 11.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 80
2 9H-Xanthen-9-one, 4-methoxy- 226 C14H1e03 006702-58-5 41
3 Cyclopenta[cd]pyrene 226 C18H1e 027208-37-3 38
4 9H-Pyrido[3,4-b]indole, 7-methox... 226 C14H14N20 143502-37-8 38
5 9H-Xanthen-9-one, 2-methoxy- 226 C14H1003 001214-20-6 38
Abundance Scan 1798 (12.663 min): BF122890.D\data.ms (-1795) (1  m/z 226.10 100.00%
226.1
73.0
43.1
5000
129.0 A
185.1 284.3 Ao V- e
H ‘ H‘ ‘ ‘ | 12.50 13.00
ol I WMM il 1y M\ il Ll gl bt m/z 73.00 78.44%
miz--> 50 100 150 200 250 300
Abundance #131262: Octadecanoic acid
73.0
43.0
129.0
5000 284.0 L e
185.0 241.0 12.50 13.00
m/z 60.00  66.84%
0 L M‘Mu‘\m H“‘ | L ‘L N “ ] ““ ‘\ ‘\‘ : “‘ —
miz-> 50 100 150 200 250 300
Abundance #82692: 9H-Xanthen-9-one, 4-methoxy-
226.0 M
A L e
12.50 13.00
5000 m/z 57.10 63.83%
51.0 113.
L A A | 1
miz--> 50 100 150 200 250 300
Abundance #83067: Cyclopenta[cd]pyrene T T
226.0 12.50 13.00
m/z 43.10 63.63%
5000
113.0
0 740 | 174.0 Hh‘
—_— — —
m/z--> 50 100 150 200 250 300 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF123020\
Data File : BF122890.D

Acqg On : 30 Dec 2020 21:09
Operator : JU/CG

Sample : L5235-01

Misc :

ALS vial : 17 Sample Multiplier: 1

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

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

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

Peak Number 17 Hexacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

13.163 5.32 ng 243864 Chrysene-d12 13.992
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 95
2 Hexacosane 366 C26H54 000630-01-3 91
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 90
4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 90
5 Eicosane 282 C20H42 000112-95-8 87

Abundance Scan 1883 (13.163 min): BF122890.D\data.ms (-1880) (- m/z 57.10 100.00%

57.1
5000
‘ o 1300 1350
220.1 : :
0Ll hh Hh‘ ‘M L 220 R m/z 71.18  79.87%
miz--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
5000 e —
13.00 13.50
9.0 m/z 43.10  66.24%
oisd LLILL 1401002250 2ss0
mlz--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
— —
13.00 13.50
5000 m/z 85.05 55.55%
ol ‘L ”h‘ i M | 1410183.0225.0 267.0309.0 367
Cr e R
miz--> 50 100 150 200 250 300 350
Abundance #100330: 2-Bromo dodecane —— —
57.0 13.00 13.50
m/z 55.10  29.71%
5000 W
90 169.0
ols9 Ll T a0
m/z--> 50 100 150 200 250 300 350 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF123020\
Data File : BF122890.D

Acqg On : 30 Dec 2020 21:09
Operator : JU/CG

Sample : L5235-01

Misc :

ALS vial : 17 Sample Multiplier: 1

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

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

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

Peak Number 18 Heptadecane, 2,6,10,15-tetr... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.504 2.83 ng 129557 Chrysene-d12 13.992
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 87
3 Tridecane, 6-propyl- 226 C16H34 055045-10-8 83
4 Nonadecane 268 C19H40 000629-92-5 83
5 2-Bromo dodecane 248 C12H25Br 013187-99-0 80

Abundance Scan 1941 (13.504 min): BF122890.D\data.ms (-1938) (- m/z 57.10 100.00%

57.1
5000
99.1 Ho e ‘
13.50
155.2 23012673
ol LI h“ Lol pRf190L PP SO0 3192 sz 71,10 72.94%
miz--> 50 100 150 200 250 300
Abundance #141426: Heneicosane
57.0
5000 — :
13.50
99.0 m/z 43.10 60.87%
otsal LLLi| ) 240 1000 2250 2980
miz--> 50 100 150 200 250 300
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57.0
T 7
13.50
5000 m/z 85.10 53.55%
0 | “\ A ‘\ H\ 141.0 1830 239.0 296.0 W
L \\‘l\ww\\\ww\\\ww\l\ww\
m/z--> 50 100 150 200 250 300
Abundance #83030: Tridecane, 6-propyl- 7
43.0 13.50
m/z 41.10  25.95%
- i M
126.0 183.0
ol iy d i [ 2280 —
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\BF123020\
Data File : BF122890.D

Acqg On : 30 Dec 2020 21:09
Operator : JU/CG

Sample : L5235-01

Misc :

ALS vial : 17 Sample Multiplier: 1

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

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

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

Peak Number 19 G5-Eicosene, (E)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.845 13.56 ng 621992 Chrysene-d12 13.992
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 94
2 n-Heptadecanol-1 256 C17H360 001454-85-9 93
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 Behenic alcohol 326 C22H460 000661-19-8 93
5 n-Nonadecanol-1 284 C19H400 001454-84-8 93
Abundance Scan1999(13845num BF122890.D\data.ms (-1995) (- m/z 83.10 100.00%
43.1
5000
149.1 230.1 — ——
il L | maamp B 00
ol L O m/z 55.10  88.91%
mlz--> 50 100 150 200 250 300 350
Abundance #127769: 5-Eicosene, (E)-
558.0
5000 o7.0 — —
13.50 14.00
m/z 97.10 84.06%
o LU 390 10202290 am00
miz--> 50 100 150 200 250 300 350
Abundance #107662: n-Heptadecanol-1
55.0
97.0 — —
13.50 14.00
5000 m/z 69.10 82.72%
39.0
dsgud L] igwo w00
miz--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol “ —
55.0 13.50 14.00
97.0 .
m/z 43.10 68.29%
5000
dso Ll Ll L1200z
m/z--> 50 100 150 200 250 300 350 13.50 14.00

8270-BF120520.M Thu Dec 31 14:08:28 2020 Page: 21



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF123020\
Data File : BF122890.D

Acqg On : 30 Dec 2020 21:09
Operator : JU/CG

Sample : L5235-01

Misc :

ALS Vvial : 17 Sample Multiplier: 1

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

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Indane 6.998 2.8 ng 100831 1 6.822 727912 20.0
Hexadecane 9.257 2.5 ng 113098 3 9.857 904823 20.0
Pentadecane 9.786 3.0 ng 134248 3 9.857 904823 20.0
Heptadecane 10.286 3.0 ng 137980 3 9.857 904823 20.0
Tetracosane 10.757 5.6 ng 246184 4 11.345 878749 20.0
Octadecane 11.210 3.1 ng 136058 4 11.345 878749 20.0
Hexadecane, 2,6... 11.239 2.2 ng 98459 4 11.345 878749 20.0
Tetradecane 11.633 2.7 ng 120054 4 11.345 878749 20.0
Hexadecanoic ac... 11.739 42.1 ng 1849030 4 11.345 878749 20.0
n-Hexadecanoic ... 11.874 8.7 ng 379874 4 11.345 878749 20.0
Heneicosane 12.045 3.9 ng 173116 4 11.345 878749 20.0
Phenanthrene, 1... 12.327 2.4 ng 106050 4 11.345 878749 20.0
9,15-Octadecadi... 12.433 147.9 ng 6498170 4 11.345 878749 20.0
14-Octadecenoic... 12.451 100.1 ng 4397510 4 11.345 878749 20.0
Octadecanoic acid 12.663 2.6 ng 115680 4 11.345 878749 20.0
Hexacosane 13.163 5.3 ng 243864 5 13.992 917152 20.0
Heptadecane, 2,... 13.504 2.8 ng 129557 5 13.992 917152 20.0
5-Eicosene, (E)- 13.845 13.6 ng 621992 5 13.992 917152 20.0
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