LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50321\
Data File : BF123798.D

Acqg On : 4 May 2021 1:26
Operator : JU/CG

Sample : M2237-01 2X

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-BF042721.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF123798.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.152 7 11 19 rVB 135073 201849 3.53% 0.445%
2 5.004 493 496 506 rVB 154140 163101 2.85% 0.360%
3 5.428 564 568 577 rVB 3625507 3278095 57.33% 7.228%
4 6.445 737 741 751 rBV 3903930 3393916 59.35% 7.484%
5 6.804 799 802 806 rBV 1944022 1733544 30.32% 3.823%
6 7.369 889 898 901 rBV 2606875 2135357 37.34% 4.709%
7 7.451 908 912 916 rVB4 42844 62148 1.09% 0.137%
8 8.092 1016 1021 1024 rBV 2659816 2214709 38.73% 4.884%
9 8.157 1028 1032 1034 rVB3 51975 75727 1.32% 0.167%
10 8.386 1067 1071 1074 rBV4 75425 96272 1.68% 0.212%
11 8.516 1090 1093 1095 rBV 67522 60094 1.05% ©0.133%
12 8.598 1103 1107 1110 rBV3 86420 87544 1.53% 0.193%
13 8.686 1117 1122 1125 rBV 212667 197513 3.45% 0.436%
14 8.916 1156 1161 1164 rBV2 100976 94422 1.65% ©0.208%
15 9.051 1180 1184 1188 rVB5 54820 89384 1.56% 0.197%
16 9.116 1192 1195 1200 rVvv3 98792 98590 1.72% 0.217%
17 9.169 1200 1204 1207 rVV 3884857 2933882 51.31% 6.469%
18 9.251 1215 1218 1222 rBV 286812 250621 4.38% 0.553%
19 9.322 1227 1230 1232 rVB 74529 62247 1.09% 0.137%
20 9.486 1254 1258 1260 rBV5 47059 58141 1.02% 0.128%
21  9.528 1263 1265 1268 rVV3 70293 64633 1.13% 0.143%
22 9.563 1268 1271 1275 rVWW2 178771 270031 4.72% 0.595%
23 9.592 1275 1276 1280 rvv2 94227 96335 1.68% 0.212%
24  9.633 1280 1283 1285 rVB2 70986 71646 1.25% ©.158%
25 9.781 1306 1308 1313 rVB 364192 288744 5.05% 0.637%
26 9.845 1316 1319 1323 rVB 2083906 1824931 31.91% 4.024%
27 10.022 1344 1349 1351 rBV5 51055 85427 1.49% 0.188%
28 10.104 1359 1363 1366 rBvV3 81502 97168 1.70% 0.214%
29 10.281 1390 1393 1396 rVB 371650 285874 5.00% 0.630%
30 10.504 1425 1431 1434 rBV 155515 193602 3.39% 0.427%
31 10.586 1443 1445 1449 rBV4 45539 58541 1.02% 0.129%
32 10.633 1449 1453 1457 rVV 1796496 1503234 26.29% 3.315%
33 10.757 1471 1474 1479 rBV 380277 416526 7.28% 0.918%
34 11.204 1547 1550 1553 rVV 310736 230521 4.03% 0.508%
35 11.233 1553 1555 1560 rVB 146183 145857  2.55% 0.322%

36 11.333 1568 1572 1575 rBV 1928057 1601569 28.01%  3.532%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50321\
Data File : BF123798.D

Acqg On : 4 May 2021 1:26
Operator : JU/CG

Sample : M2237-01 2X

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-BF042721.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 11.357 1575 1576 1579 rVB 214685 115246 2.02% ©0.254%
38 11.633 1620 1623 1625 rBV 280103 212598 3.72%  ©.469%
39 11.733 1636 1640 1643 rBV 2535420 2051192 35.87% 4.523%
40 11.869 1660 1663 1666 rBv2 120869 124040 2.17% 0.274%
41 12.039 1685 1692 1695 rBV 269676 276020 4.83% ©0.609%
42 12.133 1705 1708 1711 rBVv4 60652 65610 1.15% ©0.145%
43 12.263 1727 1730 1732 rBV3 56493 61803 1.08% ©.136%
44 12.322 1736 1740 1744 rVB4 58199 89639 1.57% ©.198%
45 12.386 1748 1751 1753 rBV3 80452 75887 1.33% ©0.167%

46 12.422 1753 1757 1759 rVV 5917241 5718194 100.00% 12.609%
47 12.439 1759 1760 1767 rVV 5036435 4742626 82.94% 10.458%
48 12.527 1771 1775 1777 rVV 990989 853862 14.93%  1.883%
49 12.545 1777 1778 1781 rVB 226963 150148 2.63% 0.331%

50 12.704 1802 1805 1807 rBv4 61437 68092 1.19% ©0.150%
51 12.763 1812 1815 1816 rVV 229166 224987 3.93% 0.496%
52 12.798 1819 1821 1824 rVB 185149 168704 2.95% 0.372%
53 12.922 1838 1842 1845 rBV 2559779 2052084 35.89%  4.525%
54 13.086 1868 1870 1872 rBV2 195945 180665 3.16% ©.398%
55 13.157 1880 1882 1888 rBvV2 261413 335065 5.86% ©.739%
56 13.251 1896 1898 1902 rVB 127968 100579 1.76% 0.222%
57 13.410 1923 1925 1929 rBV5 78738 76408 1.34% 0.168%
58 13.504 1938 1941 1943 rBV 174685 158066 2.76%  ©.349%
59 13.833 1994 1997 2006 rVB4 221457 350467 6.13% 0.773%
60 13.974 2017 2021 2024 rBV 1384082 1326970 23.21%  2.926%
61 14.145 2048 2050 2054 rVB 155527 154458 2.70% ©.341%
62 14.451 2100 2102 2105 rVB 160726 140307 2.45% 0.309%
63 14.757 2152 2154 2158 rBV2 136408 151169 2.64% ©.333%
64 15.439 2266 2270 2273 rBV 690250 803762 14.06% 1.772%

Sum of corrected areas: 45350443
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050321\

BF123798.D
4 May 2021 1:26
Ju/CG
¢ M2237-01 2X
: 17  Sample Multiplier: 1

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.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: BF123798.D\data.ms

6.445
5.428

7.369

6.804

.152 5.004

451

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: BF123798.D\data.ms
12.

12

422
439

9.169

12.922

8.092 11.733

0
Time-->
Abundance
6000000

5000000

4000000

3000000

2000000

1000000

—T
11.00

10
TIC: BF123798.D\data.ms

10.00 .50

13.974

14.451 14.757
4 13.833|14.145

13,80

Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50321\
Data File : BF123798.D

Acqg On : 4 May 2021 1:26
Operator : JU/CG

Sample : M2237-01 2X

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.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 Propane, 1,1-dimethoxy- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
2.152 2.33 ng 201849 1,4-Dichlorobenzene-d4 6.810

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane, 1,1-dimethoxy- 104 C5H1202 004744-10-9 78
2 Pentane, 3-methoxy- 102 C6H140 036839-67-5 22
3 1,1,3-Trimethoxypropane 134 C6H1403 014315-97-0 9
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9
5 1,3-Dioxolane, 2-(1-bromoethyl)- 180 C5H9Bro02 005267-73-2 9

Abundance  Scan 11 (2.152 min): BF123798.D\data.ms (-7) (-) m/z 75.00 100.00%

75.0
5000 45.0 j\
R S ERRRRAREIEEE
103.0 2.202.302.402.502.60
o‘H_‘H_‘H_HJ‘J‘Wm‘ww‘pmwmwmWwwwww m/z 73.85 65.43%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4789: Propane, 1,1-dimethoxy-
73.0
29.
5000 90 450 UL L L B BRI L I
2.202.302.402.502.60
‘ m/z 45.00 48.47%
0!60103.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4436: Pentane, 3-methoxy-
73.0
R RRRRRREEEISEE
2.202.302.402.502.60
5000 m/z 41.00 37.93%
45.0
29.0
0‘H‘Huwumm‘ﬁwuwm‘wuWMH‘HHMEQ%Q‘HH_HWHH‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15089: 1,1,3-Trimethoxypropane R iAaand
45.0 75.0 2.202.302.402.502.60
m/z 47.05 27.84%
5000
29.0 103.0
0 140 u“ ‘H‘ 60.0 ‘m J. 119.0

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50321\
Data File : BF123798.D

Acqg On : 4 May 2021 1:26
Operator : JU/CG

Sample : M2237-01 2X

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.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 13
R.T. EstConc Area Relative to ISTD R.T.
9.251 2.75 ng 250621  Acenaphthene-die 9.845

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Undecane, 2-methyl- 170 C12H26 007045-71-8 83
3 Eicosane 282 C20H42 000112-95-8 78
4 Decane, 2,9-dimethyl- 170 C12H26 001002-17-1 78
5 Tridecane 184 C13H28 000629-50-5 72

Abundance Scan 1218 (9.251 min): BF123798.D\data.ms (-1215) (-) m/z 57.00 100.00%

57.0
5000
T e
H 91 1.1 1030 9.00 9.20 9.40 9.60
0 wHHWm_w‘w“‘lu‘w‘_m‘mWWww"wwwwww m/z 43.10 77.65%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #83025: Hexadecane
57.0
5000 L B I L I LN B
9.00 9.20 9.40 9.60
m/z 71.05 45.93%
o 27‘\'0“\‘ |4 ‘ 990 1410 1830 2260
\‘HH‘H\\‘\H\‘HH‘\H\‘\\H‘H\\‘\H\‘HH‘HH‘HH‘HH‘HH‘\H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #38330: Undecane, 2-methyl-
43.0
R ARG REEEEEES
9.00 9.20 9.40 9.60
5000 m/z 41.05 37.01%
85.0
127.0
(RN B Ol AR it Y/ D
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #129492: Eicosane R EE e RmaR
57.0 9.00 9.20 9.40 9.60
m/z 85.10  26.93%
5000
99.0
0 zﬂom h\H‘u‘u\H\ 141.0 1830 2250 282.(
e e e e e e YT e
m/z--> 20 40 60 80 100120140160180200220240260280 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50321\
Data File : BF123798.D

Acqg On : 4 May 2021 1:26
Operator : JU/CG

Sample : M2237-01 2X

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.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 Tridecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
9.781 3.16 ng 288744  Acenaphthene-die 9.845

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 90
2 Tetradecane 198 C14H30 000629-59-4 86
3 Hexadecane 226 C16H34 000544-76-3 86
4 Decane, 2,3,6-trimethyl- 184 C13H28 062238-12-4 59
5 Dodecane, 2-methyl-6-propyl- 226 C16H34 055045-08-4 59

Abundance Scan 1308 (9.781 min): BF123798.D\data.ms (-1306) (-) m/z 57.05 100.00%
57.0

o W
85.0
T —
9.50 10.00
113.0 145.1
Obrrrprrr bbby i v e 2023 m/z 43.10 72.52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48831: Tridecane
57.0
5000 — —
9.50 10.00
29.0 85.0 m/z 71.05 39.91%
0 “ H\ \‘\ \\‘ I llu30 . 141.0 184.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59880: Tetradecane
57.0
e =
9.50 10.00
5000 85.0 m/z 41.00 32.49%
29.0
oot b 101410 3650 1880
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane T ——
57.0 9.50 10.00
m/z 85.05 26.56%
5000
85.0
29.0
0 ‘\ “ | H‘ ,113.0 141.0 169.0 197.0 226.0

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\BF@50321\
Data File : BF123798.D

Acqg On : 4 May 2021 1:26
Operator : JU/CG

Sample : M2237-01 2X

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.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 Pentadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.281 3.13 ng 285874  Acenaphthene-die 9.845
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 87
2 Pentadecane 212 C15H32 000629-62-9 86
3 Tetradecane 198 C14H30 000629-59-4 86
4 Tridecane 184 C13H28 000629-50-5 86
5 Decane, 2,3,6-trimethyl- 184 C13H28 062238-12-4 72

Abundance Scan 1393 (10.281 min): BF123798.D\data.ms (-1390) (- m/z 57.00 100.00%
57.0

85.1
—T— —
10.00 10.50
113.1
Obrrrprrrelhry el e i 2791 16811930 m/z 43.10  70.68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
57.0
5000 7 —
10.00 10.50
85.0 9
29.0 m/z 71.10 43.72%
0 ‘\ “ L | M‘ ,113.0 141.0 169.0 197.0 226.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71393: Pentadecane
57.0
T 5
10.00 10.50
m/z 41.05 29.66%
5000 85.0
29.0
0 J Lol oy 1301410 1690 2120
R R e B A AR AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59880: Tetradecane T ——
57.0 10.00 10.50
m/z 85.10  27.86%
5000 85.0
29.0
ootk bk 220 10 2690 1980 il
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50321\
Data File : BF123798.D

Acqg On : 4 May 2021 1:26
Operator : JU/CG

Sample : M2237-01 2X

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.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 Octacosane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
10.504 2.12 ng 193602  Acenaphthene-die 9.845
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 70
2 Octacosane 394 (C28H58 000630-02-4 68
3 Heneicosane 296 C21H44 000629-94-7 64
4 Tetracosane 338 C24H50 000646-31-1 64
5 Undecane, 2,5-dimethyl- 184 C13H28 017301-22-3 62

Abundance Scan 1431 (10.504 min): BF123798.D\data.ms (-1425) (- m/z 57.00 100.00%

57.0
5000
s
9.1 169.0 :
ot «f‘“‘ TR e m/z 43.10  49.11%
m/z--> 0 50 100 150 200 250 300 350
Abundance #48834: Tridecane
57.0
5000 —— ‘
10.50
m/z 71.05 36.57%
9.0
184.
01\5\3\ ‘\“‘“‘\ ‘!‘ \“‘\‘“‘ \“\:IW\4.\‘1iO\ \8\‘\0‘\ 1T ‘ T T 1T ‘ T T 1T ‘ T T 1T
m/z--> 0 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
T I
10.50
5000 ITI/Z 41.05 23.23%
9.0
ol | || ;141.0183.0225.0 281.0 337.0 394.
A e
m/z--> 0 50 100 150 200 250 300 350
Abundance #141425: Heneicosane T ‘
57.0 10.50
m/z 85.10 21.09%
5000
9.0
Ols.oi L L)) 141018302250 2960
P A e T S e —
m/z--> 0 50 100 150 200 250 300 350 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50321\
Data File : BF123798.D

Acqg On : 4 May 2021 1:26
Operator : JU/CG

Sample : M2237-01 2X

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.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 Eicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.757 5.20 ng 416526  Phenanthrene-d10 11.333
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 90
2 Tridecane, 7-hexyl- 268 C19H40 007225-66-3 90
3 Tridecane, 2-methyl- 198 C14H30 001560-96-9 87
4 Tridecane 184 C13H28 000629-50-5 87
5 Hexadecane 226 C16H34 000544-76-3 86

Abundance Scan 1474 (10.757 min): BF123798.D\data.ms (-1471) (-] m/z 57.10 100.00%
57.1

-

5000
‘ 99.0 14111692 10.50 11.00
O bl AALI169.22000 2408 o 4305 67.72%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #129492: Eicosane
57.0
5000 — —
10.50 11.00
m/z 71.05 46.96%
99.0
\’HH‘HH‘H\\‘HH‘HH‘HH‘\\H’HH‘HH‘HH‘HH‘\H\‘HH’\H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #117640: Tridecane, 7-hexyl-
57.0
T —
10.50 11.00
5000 ITI/Z 85.10 34.86%
182.0
99.0
oL b 140 | 211024002690
e e e e T e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59889: Tridecane, 2-methyl- T T
57.0 10.50 11.00
m/z 41.10 30.83%
99.0
155.0
i I A Y T
m/z--> 20 40 60 80 100120140160180200220240260280 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50321\
Data File : BF123798.D

Acqg On : 4 May 2021 1:26
Operator : JU/CG

Sample : M2237-01 2X

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.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 Triacontane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.204 2.88 ng 230521  Phenanthrene-die 11.333
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 80
2 Triacontane 422 C30H62 000638-68-6 72
3 Undecane, 2-methyl- 170 C12H26 007045-71-8 64
4 Dodecane, 2-methyl- 184 C13H28 001560-97-0 59
5 Nonane, 5-butyl- 184 C13H28 017312-63-9 59

Abundance Scan 1550 (11.204 min): BF123798.D\data.ms (-1547) (- m/z 57.05 100.00%

57.0
5000
—— —
‘ 1920 11.00 11.50
oHw‘w“‘ﬁum_m‘””_m_m_m‘m m/z 43.85 60.51%
m/z--> 50 100 150 200 250 300 350 400
Abundance #83024: Hexadecane
57.0
5000 — ——
11.00 11.50
m/z 71.10 51.91%
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57.0
—— —
11.00 11.50
5000 m/z 85.10 34.22%
0 ) m‘h h\ n‘ ! \69\0‘2250 281.0 337.0 42|2'(
e B e R o
m/z--> 50 100 150 200 250 300 350 400
Abundance #38324: Undecane, 2-methyl- T —
43.0 11.00 11.50
m/z 41.05 28.98%
5000
127.0
oH”““‘\u“w\m“w‘”w””_m_m‘mwm — —
m/z--> 50 100 150 200 250 300 350 400 11.00 11.50

8270-BF042721.M Tue May 04 15:19:19 2021 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50321\
Data File : BF123798.D

Acqg On : 4 May 2021 1:26
Operator : JU/CG

Sample : M2237-01 2X

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.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 Tridecane, 2-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.633 2.65 ng 212598  Phenanthrene-die 11.333
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 2-methyl- 198 C14H30 001560-96-9 87
2 Hexacosane 366 C26H54 000630-01-3 80
3 Hexadecane 226 C1l6H34 000544-76-3 80
4 Dodecane, 2-methyl-6-propyl- 226 C1l6H34 055045-08-4 80
5 Tetradecane 198 C14H30 000629-59-4 80

Abundance Scan 1623 (11.633 min): BF123798.D\data.ms (-1620) (- m/z 57.00 100.00%

57.0
5000
— —
‘ 9.0 1551 203.0 11.50 12.00
ol b d )y 1951 20802463 o/ 43.05  64.69%
m/z--> 50 100 150 200 250 300 350
Abundance #59889: Tridecane, 2-methyl-
57.0
5000 T —
11.50 12.00
m/z 71.10 47.00%
‘ ‘ 9.0 1550
O \‘\‘ “\ “‘\“‘\“‘ \‘\‘\ T “‘\ T }\98‘.9\ T ‘ LI ‘ L ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
—— —
11.50 12.00
5000 ITI/Z 85.10 36.37%
9.0
A e e e
m/z--> 50 100 150 200 250 300 350
Abundance #83025: Hexadecane — ——
57.0 11.50 12.00
m/z 41.00 26.74%
- ML
oL “\‘ Ly ‘F?'o‘ 141.0 183.0 226.0
e B A R e e e = —
m/z--> 50 100 150 200 250 300 350 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50321\
Data File : BF123798.D

Acqg On : 4 May 2021 1:26
Operator : JU/CG

Sample : M2237-01 2X

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.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.
11.733  25.61 ng 2051190  Phenanthrene-die 11.333
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 91
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 86
3 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86
4 Methyl tetradecanoate 242 C15H3002 000124-10-7 80
5 Tridecanoic acid, 12-methyl-, me... 242 C15H3002 005129-58-8 80
Abundance Scan 1640 (11.733 min): BF123798.D\data.ms (-1636) (1 m/z 74.00 100.00%
74.0
5000 43.1
143.1 A L)
227.2 11.50 12.00
| g, [ ass1 TP o :
0“WHH‘HH‘HMUMH_H‘_HW‘HWH‘WLH\HHM‘HMH‘_HW m/z 87.00 71.53%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #119405: Hexadecanoic acid, methyl ester
74.0
5000 —r ——
43.0 11.50 12.00
m/z 42.10%
143.0
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
11 50 12 00
5000 43.0 m/z 34.87%
o ‘ M‘ \M‘ 1 1014‘30 185.0 227.0 270
HWH‘WHH‘HH_‘H_H‘_HW‘HWH‘WHH‘HH_‘H_H‘_HW
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #107596: Pentadecanoic acid, methyl ester
74.0 1150 1200
m/z 28.83%
5000
43.0
143.0
; |00z 2480 200
m/z--> 20 40 60 80 100120140160180200220240260 11 50 12 00

8270-BF042721.M Tue May 04 15:19:20 2021 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50321\
Data File : BF123798.D

Acqg On : 4 May 2021 1:26
Operator : JU/CG

Sample : M2237-01 2X

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.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 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.039 3.45 ng 276020  Phenanthrene-die 11.333
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 93
2 Hexadecane, 7-methyl- 240 C17H36 026730-20-1 87
3 Pentadecane 212 C15H32 000629-62-9 87
4 Tridecane, 4,8-dimethyl- 212 C15H32 055030-62-1 87
5 3,5-Dimethyldodecane 198 C14H30 1077706-99-0 87

Abundance Scan 1692 (12.039 min): BF123798.D\data.ms (-1685) (- m/z 57.00 100.00%
57.0

5000
8a0 M
RN T
12.00
11311410 197.1
Obrrrprrrbr bl el ek b s S e e S m/z 43.10  70.59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94345: Heptadecane
57.0
5000 e :
85.0 12.00
29, m/z 71.10 52.17%
. \ Ly [M$01410169.01060 2400
\\\‘\H1’\\\\‘\\\\’\\\\‘\\H‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #94353: Hexadecane, 7-methyl-
57.0
RN T
12.00
5000 ITI/Z 85.05 36.16%
85.0
‘ 112.0
S I N = T
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #71393: Pentadecane T ‘
57.0 12.00
m/z 41.05 28.18%
5000 85.0
29.0
0 \‘ L H \‘\ Il \‘11\\3014101690 212.0
e e A e e e e e e R
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 12.00

8270-BF042721.M Tue May 04 15:19:21 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50321\
Data File : BF123798.D

Acqg On : 4 May 2021 1:26
Operator : JU/CG

Sample : M2237-01 2X

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.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 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.422 71.41 ng 5718190 Phenanthrene-d10 11.333
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
2 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 99
3 10,13-0Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 99
4 Methyl 10-trans,12-cis-octadecad... 294 C19H3402 1000336-44-2 98
5 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 98

Abundance Scan 1757 (12.422 min): BF123798.D\data.ms (-1753) (- m/z 67.00 100.00%

67.0
5000
09.1 L
150.0 12.50
oL SSLL ul HHHH Hh M\ ol \h u 1?? J‘-Z‘Z‘O ? ‘ 26‘3‘1‘29‘4‘1 m/z 81.05 81.90%
miz--> 50 150 200 250
Abundance #139733:9 12-Octadecad|en0|c acid, methyl ester, (E,E)-
67.0
5000 1
12.50
09.0 m/z 55.00 80.71%
oLb— LM “H‘ \‘ HHH H“‘\ ‘Hh ‘Hu‘ H ‘\‘ — %6‘?‘0‘29“4‘(:
miz--> 50 150 200 250
Abundance #139726: 9 12—Octadecad|en0|c acid (z,2)-, methyl ester
67.0
— =
12.50
5000 m/z 41.05 61.10%
290 o 294.C
263.0294-
olL, \“ b HM ik, HHM 1L ‘;M ‘ml‘al 02200 - |
miz--> 50 100 150 200 250
Abundance  #139716: 10,13-Octadecadienoic acid, methyl ester —=
67.0 12.50
m/z 95.10 54.30%
5000
09.0 294,
290 94.C
H 263.0
0! \ \H\Mh”u \H\ \‘h \hl&l 0 2299 — ‘\‘ - ‘\‘ e
m/z--> 50 100 150 200 250 12.50

8270-BF042721.M Tue May 04 15:19:22 2021 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50321\
Data File : BF123798.D

Acqg On : 4 May 2021 1:26
Operator : JU/CG

Sample : M2237-01 2X

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.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 9-Octadecenoic acid (Z)-, m... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.439 59.22 ng 4742630  Phenanthrene-d10 11.333
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 99
2 8-Octadecenoic acid, methyl este... 296 C19H3602 026528-50-7 99
3 8-Octadecenoic acid, methyl ester 296 C19H3602 002345-29-1 99
4 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 98
5 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 98

Abundance Scan 1760 (12.439 min): BF123798.D\data.ms (-1759) (- m/z 55.00 100.00%

558.0
5000
97.1
—
37.1 2222 264.1 12.50
[o) S— H‘,M \\‘H H‘H\\H‘l\\ ull y ‘\\1‘8‘0‘2 S — ‘ ” 296‘3 m/z 41.10 61.00%
M/zee> 50 150 200 250 300

Abundance #141303: 9- Octadecenmc acid (2)-, methyl ester

-

5000
12.50

m/z 69.10 47.87%

o 180.0 222.0 264'0296.0
m/z--> 50 100 150 200 250 300
Abundance #141305: 8-Octadecenoic acid, methyl ester, (E)-
55.0
i
264.0 12.50
5000 97.0 m/z 74.00 41.64%
18.0
370 1800 2220 296.0
0! ;\HH“‘H H\‘H\H‘ i \!m — }‘ RSN NN ‘h‘
miz-> 50 100 150 200 250 300
Abundance #141273: 8-Octadecenoic acid, methyl ester L
55.0 12.50
m/z 43.10 40.32%
5000 87.0
264.0
23.0 222.0
| 180.0 | ‘ 296.0
1 sl s bty s 11— L
0 h”””“ !“‘ R eI —
m/z--> 50 100 150 200 250 300 12.50

8270-BF042721.M Tue May 04 15:19:23 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50321\
Data File : BF123798.D

Acqg On : 4 May 2021 1:26
Operator : JU/CG

Sample : M2237-01 2X

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.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 Ethyl 6,9,12-hexadecatrienoate Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
13.086 2.72 ng 180665 Chrysene-d12 13.974
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethyl 6,9,12-hexadecatrienoate 278 C18H3002 1000336-71-4 91
2 Bicyclo[10.1.0]tridec-1-ene 178 C13H22 054766-91-5 68
3 Cyclooctene, 4-ethenyl- 136 C1@H1l6 001124-45-4 64
4 Methyl 8,11,14-heptadecatrienoate 278 C18H3002 1000336-35-1 60
5 .gamma.-Linolenic acid, methyl e... 292 C19H3202 1000333-65-0 58

Abundance Scan 1870 (13.086 min): BF123798.D\data.ms (-1868) (1 m/z 67.00 100.00%
67.0
5000
R \
261.1 302.1 13.00
0" m/z 55.00 72.12%
miz--> 50 100 150 200 250 300
Abundance #126108: Ethyl 6,9,12-hexadecatrienoate
79.0
5000 —— :
135.0 13.00
m/z 81.10 70.64%
I ‘ 175.0208.0 278.0
0- ‘\H‘\“M ‘\M \h\“i “‘\‘\ T i T
miz-> 50 100 150 200 250 300
Abundance #44124: Bicyclo[10.1.0]tridec-1-ene
67.0
R \
13.00
5000 m/z 41.00 65.20%
27.0
121.0
Ll o
oL e
miz--> 50 100 150 200 250 300
Abundance #15735: Cyclooctene, 4-ethenyl- T
67.0 13.00
m/z 79.10 63.13%
5000
27.
Wom
m/z--> 50 100 150 200 250 300 13.00

8270-BF042721.M Tue May 04 15:19:24 2021 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50321\
Data File : BF123798.D

Acqg On : 4 May 2021 1:26
Operator : JU/CG

Sample : M2237-01 2X

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.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 Heptadecane, 2,6,10,15-tetr... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.157 5.05 ng 335065 Chrysene-d12 13.974
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 92
2 Octacosane 394 C28H58 000630-02-4 83
3 Tridecane, 6-methyl- 198 C14H30 013287-21-3 74
4 Tridecane 184 C13H28 000629-50-5 74
5 Heptadecane, 3-methyl- 254 C18H38 006418-44-6 72

Abundance Scan 1882 (13.157 min): BF123798.D\data.ms (-1880) (- m/z 57.05 100.00%
57.0

2000 W
| % Py
141.0 220.1 : :
0\\\\M”WJMN“HNJ‘\\H\ﬁ\b\\‘\\?p?}\u‘\\\\ m/z 43.00 65.37%
mlz--> 50 100 150 200 250 300 350
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57.0
5000 —r ——
13.00 13.50
m/z 71.05 55.42%
O L\ h\ I \‘ H‘ \ | 01830 2390 2960
\\\\‘ \\‘\\\\‘\\\\‘\\\1‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
—— —
13.00 13.50
5000 ITI/Z 85.10 35.57%
ol ‘h‘ I H | 141 0183 0225.0 281.0 337.0 394.
e e e
m/z--> 50 100 150 200 250 300 350
Abundance #59895: Tridecane, 6-methyl- T —
57.0 13.00 13.50
m/z 55.00 30.23%
8.0
o504 L1 001830 I
m/z--> 50 100 150 200 250 300 350 13.00 13.50

8270-BF042721.M Tue May 04 15:19:25 2021 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50321\
Data File : BF123798.D

Acqg On : 4 May 2021 1:26
Operator : JU/CG

Sample : M2237-01 2X

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.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 Octadecane, 1-chloro- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.504 2.38 ng 158066 Chrysene-d12 13.974
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane, 1-chloro- 288 C18H37C1 003386-33-2 86
2 Tridecane, 1-iodo- 310 C13H271I 035599-77-0 80
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 80
4 Sulfurous acid, butyl dodecyl ester 306 C16H3403S 1000309-17-9 78
5 Octacosane 394 (C28H58 000630-02-4 78

Abundance Scan 1941 (13.504 min): BF123798.D\data.ms (-1938) (- m/z 57.05 100.00%

57.0
5000
99.0 aen !
13.50
234.1
o4 M Lufdr 01840 S0 2BLISIBS 42 43.05  57.03%
mlz--> 50 100 150 200 250 300 350
Abundance #134595: Octadecane, 1-chloro-
57.0
5000 — :
13.50
70 m/z 71.10  53.30%
oLl Lo Wiff0 1800 2310 2880
miz--> 50 100 150 200 250 300 350
Abundance #152416: Tridecane, 1-iodo-
57.0
T
13.50
5000 ITI/Z 85.10 40.92%
99.0 183.0
ol LlL Ll veme 0 a0
m/z--> 50 100 150 200 250 300 350
Abundance #100330: 2-Bromo dodecane ——
57.0 13.50
m/z 41.10 25.81%
99.0 169.0
olsd byl T e -
m/z--> 50 100 150 200 250 300 350 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50321\
Data File : BF123798.D

Acqg On : 4 May 2021 1:26
Operator : JU/CG

Sample : M2237-01 2X

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.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 Methoxyacetic acid, 2-tetra... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.833 5.28 ng 350467 Chrysene-d12 13.974
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methoxyacetic acid, 2-tetradecyl... 286 C17H3403 1000282-04-8 86
2 Sulfurous acid, butyl tetradecyl... 334 C18H3803S 1000309-18-1 86
3 1-Octadecanesulphonyl chloride 352 C18H37Cl02S 1000342-70-4 80
4 Tridecane 184 C13H28 000629-50-5 76
5 Hexadecane 226 C16H34 000544-76-3 76

Abundance Scan 1997 (13.833 min): BF123798.D\data.ms (-1994) (- m/z 57.00 100.00%

57.0
5000
il % 55 1os
0182 2 229 1 : :
ol ‘ H” 401822 2291 | 28013303 396. . 4310 63.19%
mlz--> 50 100 150 200 250 300 350
Abundance #132964: Methoxyacetic acid, 2-tetradecyl ester
57.0
5000 — e
13.50 14.00
m/z 71.05 52.93%
197.0
0 \‘LV‘ “ ‘“h \“ \‘H‘ \h\“\ \‘ ‘ T \“ T \2\4\3‘.0\\ L B B B
miz--> 50 100 150 200 250 300 350
Abundance #172308: Sulfurous acid, butyl tetradecyl ester
57.0
— —r
13.50 14.00
5000 ITI/Z 85.05 33.79%
1970
om\ (00 1970 2090
miz--> 50 100 150 200 250 300 350
Abundance #185101: 1-Octadecanesulphonyl chloride P ——
57.0 13.50 14.00
m/z 55.05 30.33%
FO
7.0
ol o
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50321\
Data File : BF123798.D

Acqg On : 4 May 2021 1:26
Operator : JU/CG

Sample : M2237-01 2X

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.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 Heneicosane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.

14.145 2.33 ng 154458 Chrysene-d12 13.974
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 93
2 Octadecane 254 C18H38 000593-45-3 89
3 Heptadecane, 9-hexyl- 324 C23H48 055124-79-3 89
4 Tricosane, 2-methyl- 338 C24H50 001928-30-9 87
5 Dodecane, 1l-iodo- 296 C12H25I 004292-19-7 83

Abundance Scan 2050 (14.145 min): BF123798.D\data.ms (-2048) (- m/z 57.00 100.00%
57.0

5000 MW
Fg ; o
161.0 2151 27509 327.1 : :
ol M bhd Ll 2o 2100 92LE 3182w/ 43.10 65.60%
mlz--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
5000 — —
14.00 14.50
9.0 m/z 71.00 48.18%
OL\ \d\ ‘ H‘ \h‘\h“ \“‘ \JT\ “ “\]-\8\3\0‘2\2\5\\0‘ T \\29\6‘\0\ T ‘ T T
m/z--> 50 100 150 200 250 300 350
Abundance #105884: Octadecane
57.0
—— —
14.00 14.50
5000 ITI/Z 85.00 36.34%
‘ 9.0
ol L lii [ 3ftomss0 2800
m/z--> 50 100 150 200 250 300 350
Abundance #164584: Heptadecane, 9-hexyl- 7 —
43.0 14.00 14.50
m/z 55.00 17.83%
5000 50 WWWM
127.0
o AL 12701600° 7 2670 3230 I
m/z--> 50 100 150 200 250 300 350 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50321\
Data File : BF123798.D

Acqg On : 4 May 2021 1:26
Operator : JU/CG

Sample : M2237-01 2X

Misc :

ALS vial : 17

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Nonadecane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
1451 2.11ng 140307 Chrysene-di2 13.974
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nomadecane 268 C1oHae 000629-92-5 76

2 Heptadecane 240 C17H36
3 Docosane 310 C22H46
4 Tetratetracontane 619 C44H99
5 Eicosane 282 C20H42

Abundance Scan 2102 (14.451 min): BF123798.D\data.ms (-2100) (-]
57.0

000629-78-7 68
000629-97-0 68
007098-22-8 64
000112-95-8 64

m/z 57.00 100.00%

—
14.50
m/z 43.10 70.36%

—
14.50
71.10  54.36%

L1

—
14.50
85.05 42.91%

L

14 50
m/z 55.00 21.78%

5000
13.1 254.1
oL kb L i 15922050 0 203335023973
m/z--> 50 100 150 200 250 300 350 400
Abundance #117637: Nonadecane
57.0
5000
13.0
O\\“\‘\“\“U\“\]m‘\“‘\‘\\“\6\9\()\‘\\\\‘2\6\8\0\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #94344: Heptadecane
57.0
5000
.0
ol LU0 a0 200
m/z--> 50 100 150 200 250 300 350 400
Abundance #153223: Docosane
57.0
5000
LIPS, a0 003100
0 “‘J“Nﬁuhﬁ“d‘h\‘Mq‘ B A e
m/z--> 50 100 150 200 250 300 350 400
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50321\
Data File : BF123798.D

Acqg On : 4 May 2021 1:26
Operator : JU/CG

Sample : M2237-01 2X

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.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 Nonadecane, 3-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.757 3.76 ng 151169 Perylene-di2 15.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 81
2 Heptadecane 240 C17H36 000629-78-7 72
3 Nonadecane, 3-methyl- 282 C20H42 006418-45-7 59
4 Heptacosane 380 C27H56 000593-49-7 59
5 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 58

Abundance Scan 2154 (14.757 min): BF123798.D\data.ms (-2152) (-1  m/z 57.00 100.00%
57.0

5000 M
‘ 302.1 1450 1500
- “ “M‘m Lol el D S0 L 39004022 0 90 10 49.44%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #141425: Heneicosane
57.0
5000 —r ——
14.50 15.00
m/z 43.10 45.09%
0 lz-Q‘ 1l H\ I ]\;‘ L1y 1769 0 225.0 296.0
‘\\\\‘ \\‘\\\\‘\T\\‘f\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 0 50 100 150 200 250 300 350 400
Abundance #94345: Heptadecane
57.0
—— —
14.50 15.00
5000 m/z 85.00 27.26%

e

o1

(o “‘ e
miz--> 0 50 100 150 200 250 300 350 400
Abundance #129497: Nonadecane, 3-methyl-
57.0 14.50 15.00
m/z 99.05 18.32%
- Mw
113.0 160.0 253.0
O‘H\‘1““\““‘\‘\“‘\“H“‘\\HH‘\H\‘HH‘HH‘HH‘H —— ——
m/z--> 0 50 100 150 200 250 300 350 400 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50321\
Data File : BF123798.D

Acqg On : 4 May 2021 1:26
Operator : JU/CG

Sample : M2237-01 2X

Misc :

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.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|
Propane, 1,1-di... 2.152 2.3 ng 201849 1 6.810 1733540 20.0
Hexadecane 9.251 2.8 ng 250621 3 9.845 1824930 20.0
Tridecane 9.781 3.2 ng 288744 3 9.845 1824930 20.0
Pentadecane 10.281 3.1 ng 285874 3 9.845 1824930 20.0
Octacosane 10.504 2.1 ng 193602 3 9.845 1824930 20.0
Eicosane 10.757 5.2 ng 416526 4 11.333 1601570 20.0
Triacontane 11.204 2.9 ng 230521 4 11.333 1601570 20.0
Tridecane, 2-me... 11.633 2.6 ng 212598 4 11.333 1601570 20.0
Hexadecanoic ac... 11.733 25.6 ng 2051190 4 11.333 1601570 20.0
Heptadecane 12.039 3.5 ng 276020 4 11.333 1601570 20.0
9,12-Octadecadi... 12.422 71.4 ng 5718196 4 11.333 1601570 20.0
9-Octadecenoic ... 12.439 59.2 ng 4742630 4 11.333 1601570 20.0
Ethyl 6,9,12-he... 13.086 2.7 ng 180665 5 13.974 1326970 20.0
Heptadecane, 2,... 13.157 5.0 ng 335065 5 13.974 1326970 20.0
Octadecane, 1-c... 13.504 2.4 ng 158066 5 13.974 1326970 20.0
Methoxyacetic a... 13.833 5.3 ng 350467 5 13.974 1326970 20.0
Heneicosane 14.145 2.3 ng 154458 5 13.974 1326970 20.0
Nonadecane 14.451 2.1 ng 140307 5 13.974 1326970 20.0
Nonadecane, 3-m... 14.757 3.8 ng 151169 6 15.439 803762 20.0
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