LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010324\
Data File : BF136928.D

Acqg On : 04 Jan 2024 02:06
Operator : CG\JU

Sample : 06041-01

Misc :

ALS Vvial : 19 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-BF122023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF136928.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.157 7 12 22 rVB 25408 39596 1.42% 0.140%
2 5.022 495 499 510 rVB 151539 178021 6.37% 0.629%
3 5.434 565 569 582 rBV 1444248 1359854 48.67% 4.803%
4 6.440 736 740 751 rBV 1309866 1282796 45.92% 4.530%
5 6.781 795 798 802 rBV 357622 301990 10.81% 1.067%
6 7.345 890 894 897 rBV 908653 783006 28.03% 2.765%
7 8.039 1009 1012 1013 rBV 37665 32127 1.15% 0.113%
8 8.057 1013 1015 1018 rVV 389425 339544 12.15%  1.199%
9 8.081 1018 1019 1022 rVB 61552 33301 1.19% 0.118%
10 8.645 1112 1115 1119 rBV 61681 58119 2.08% 0.205%
11 9.081 1186 1189 1191 rBV2 38364 32728 1.17% 0.116%
12 9.139 1195 1199 1202 rBV 1521766 1278675 45.77% 4.516%
13 9.216 1208 1212 1215 rBV 108306 94356  3.38% ©.333%
14  9.404 1241 1244 1249 rVB5 62210 53618 1.92% ©0.189%
15 9.533 1262 1266 1268 rBv4 64925 68376  2.45% 0.241%
16 9.745 1299 1302 1306 rVB 146344 108635 3.89% 0.384%
17 9.816 1311 1314 1317 rVV 402758 323947 11.60% 1.144%
18 9.845 1317 1319 1322 rVB 93424 83009 2.97% 0.293%
19 9.975 1338 1341 1344 rBV4 25954 39432 1.41% 0.139%
20 10.022 1344 1349 1354 rVWV2 61049 93721 3.35% 0.331%
21 10.069 1354 1357 1361 rVVv4 45689 52554 1.88% 0.186%
22 10.145 1365 1370 1375 rBV7 24532 53730 1.92% 0.190%
23 10.245 1385 1387 1390 rVB 174760 141496 5.06%  0.500%
24 10.369 1404 1408 1413 rBV 92385 98215 3.52% 0.347%
25 10.469 1420 1425 1428 rBV 78135 107350 3.84% 0.379%
26 10.610 1446 1449 1453 rBV 798351 732775 26.23% 2.588%
27 10.722 1465 1468 1477 rVB 223738 285684 10.23% 1.009%
28 10.916 1498 1501 1503 rBV3 34259 41255 1.48% 0.146%
29 10.980 1508 1512 1515 rVvV 83315 97218 3.48% 0.343%

0.

30 11.175 1541 1545 1547 rBV 214046 181738 6.50%

31 11.204 1547 1550 1555 rVB 123728 129326 4.63%
32 11.310 1565 1568 1570 rBV 427903 357522 12.80%
33 11.333 1570 1572 1575 rVV 518070 395354 14.15%

OCO0ORRFRPO®
w
O
[9))
B

34 11.386 1578 1581 1584 rVB 147229 122424  4.38% 432%
35 11.422 1584 1587 1590 rBV3 47510 48945 1.75% 173%
36 11.551 1606 1609 1615 rVvB2 81712 79309 2.84% 0.280%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010324\
Data File : BF136928.D

Acqg On : 04 Jan 2024 02:06
Operator : CG\JU

Sample : 06041-01

Misc :

ALS Vvial : 19 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-BF122023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 11.604 1615 1618 1621 rBV 214567 180608 6.46% 0.638%
38 11.710 1632 1636 1639 rBV 969768 841604 30.12% 2.972%
39 11.780 1643 1648 1651 rVV5 80161 161908 5.80% 0.572%
40 11.816 1651 1654 1655 rVV 114480 139585 5.00% 0.493%
41 11.863 1655 1662 1670 rVV 1278867 2336032 83.61% 8.250%
42 11.927 1670 1673 1675 rVB 78521 71726 2.57% 0.253%
43 12.010 1684 1687 1692 rBV 181042 169001 6.05% 0.597%
44 12.110 1702 1704 1707 rVB 40863 34786 1.25% 0.123%
45 12.251 1724 1728 1732 rBv4 80170 129558 4.64% 0.458%
46 12.298 1733 1736 1742 rVB4 62644 80305 2.87% 0.284%
47 12.404 1749 1754 1755 rBV 2939391 2793847 100.00% 9.867%
48 12.422 1755 1757 1765 rVB2 2557188 2431381 87.03% 8.587%
49 12.504 1768 1771 1773 rVWV 737148 593590 21.25% 2.096%
50 12.533 1773 1776 1777 rVWV 570437 534804 19.14% 1.889%
51 12.569 1777 1782 1789 rVV2 951352 2054864 73.55% 7.257%
52 12.645 1789 1795 1805 rVB2 1323214 2275452 81.45% 8.036%
53 12.763 1810 1815 1821 rVB2 387507 554588 19.85%  1.959%
54 12.910 1836 1840 1843 rVB 1557955 1259961 45.10% 4.450%
55 13.133 1875 1878 1881 rBV2 155361 176391 6.31% 0.623%
56 13.157 1881 1882 1887 rVB 80877 73381  2.63% 0.259%
57 13.233 1892 1895 1897 rVB2 60172 51846 1.86% ©0.183%
58 13.345 1911 1914 1918 rVB2 91239 78920 2.82% 0.279%
59 13.480 1934 1937 1940 rBV 84083 76262 2.73% 0.269%
60 13.580 1951 1954 1956 rBV3 34674 44904 1.61% 0.159%
61 13.663 1964 1968 1972 rBV3 88040 137183 4.91% 0.484%
62 13.827 1991 1996 2001 rVB4 161372 280474 10.04% 0.991%
63 13.904 2007 2009 2012 rBV 71190 70192 2.51% 0.248%
64 13.968 2015 2020 2023 rVV2 422268 580048 20.76%  2.049%
65 13.992 2023 2024 2032 rVB 178490 153873 5.51% 0.543%
66 15.015 2195 2198 2202 rBV 87814 131394 4.70% 0.464%
67 15.386 2259 2261 2269 rVB 80533 95292 3.41% 0.337%

68 15.451 2269 2272 2276 rBV 171631 211416  7.57% ©.747%

Sum of corrected areas: 28314922
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010324\
Data File : BF136928.D

Acqg On : 04 Jan 2024 02:06
Operator : CG\JU

Sample : 06041-01

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF136928.D\data.ms
3000000

2500000

2000000

5.434
1500000 6.440

1000000 7.345

500000 6.781

5.022
157
‘rﬁ\H\‘\\H’HH‘\H\‘\\H’HH‘\H\‘\\H‘HH‘\H\‘\H\‘\\H‘HH‘\H\‘\\H‘HH‘\H\‘\\H‘HH‘\H\‘\\H‘HH‘HH‘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: BF136928.D\data.ms

3000000 12.404

12}422

o

2500000

2000000

9.139
1500000

1000000

500000 8.057 9.816
opel  eess  oofitiBe63s RS
o et e Iy T e —
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00
Abundance TIC: BF136928.D\data.ms

3000000

— — — —
11.50 12.00 12.50 13.00

2500000

2000000

1500000

1000000

500000 ﬁLWW
0 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 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010324\
Data File : BF136928.D

Acqg On : 04 Jan 2024 02:06
Operator : CG\JU

Sample : 06041-01

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
5.022 11.79 ng 178021 1,4-Dichlorobenzene-d4 6.781

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol 102 C6H140 000623-37-0 28
4 2,3-Butanedione, monooxime 101 C4H7NO02 000057-71-6 25
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
Abundance Scan 499 (5.022 min): BF136928.D\data.ms (-495) (-) m/z 43.00 100.00%
3.0
59.1
5000
101.0 Raman m s e
4.60 4.80 5.00 5.20 5.40
| ‘\ Il ‘ ‘ 83\.0 Il 0
\H’HH‘HH‘HH‘\\H‘H‘Hiuu‘HH‘HH’HH‘HH‘\ m/Z 59.10 60.33%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 I L B R R
590 4.60 4.80 5.00 5.20 5.40
m/z 101.00  19.32%
S R ga0 190
\\\’\\\\‘\\1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
43.0
R e R
57.0 4.60 4.80 5.00 5.20 5.40
5000 m/z 58.10 14.24%
20.0 101.0
1580 1 730 850
e e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4970: 3-Hexanol R o R
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.00 9.30%
5000 310 43.0 730
SRS S PR R .- 01 B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010324\
Data File : BF136928.D

Acqg On : 04 Jan 2024 02:06
Operator : CG\JU

Sample : 06041-01

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 Hexadecane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
9.216 5.83 ng 94356  Acenaphthene-dile 9.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Tridecane, 6-methyl- 198 C14H30 013287-21-3 87
3 Tridecane 184 C13H28 000629-50-5 86
4 Nonadecane 268 C19H40 000629-92-5 86
5 Tridecane, 7-methyl- 198 C14H30 026730-14-3 76
Abundance Scan 1212 (9.216 min): BF136928.D\data.ms (-1208) (-) m/z 57.10 100.00%
57.1
w e MM
T
H ‘ 1121 1400 17311981 8.80 9.00 9.20 9.40 9.60
\\\‘\\\\‘\\\\‘\\M\‘H‘\\\“‘\\”\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ m/z 43.19 81.3300
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane
57.0
5000 | B ELBLALL B I
8.80 9.00 9.20 9.40 9.60
290 85.0 m/z 71.10  52.20%
‘\ ‘ L 0 ‘ ,113.0 141.0 169.0 197.0 226.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74019: Tridecane, 6-methyl-
57.0
e
8.80 9.00 9.20 9.40 9.60
5000 m/z 41.10 39.55%
85.0
29.0 126.0
\‘ | ‘ | 154.0 183.0
H‘_“w‘H"H‘w“H‘H“_‘H“H“H‘w“u‘u““‘u
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59026: Tridecane A e
57.0 8.80 9.00 9.20 9.40 9.60
m/z 85.05 37.94%
5000
20.0 85.0
Ll 120a0 1840
‘H"H“H“_"w“‘w“u“H“H“_“w“u“u“u“ RREERAEREN L aE SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010324\
Data File : BF136928.D

Acqg On : 04 Jan 2024 02:06
Operator : CG\JU

Sample : 06041-01

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 Pentadecane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
9.745 6.71 ng 108635  Acenaphthene-di10 9.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 94
2 Hexadecane 226 C1l6H34 000544-76-3 91
3 Heptadecane 240 C17H36 000629-78-7 90
4 Tridecane 184 C13H28 000629-50-5 90
5 Tetradecane 198 C14H30 000629-59-4 90

Abundance Scan 1302 (9.745 min): BF136928.D\data.ms (-1299) (-) m/z 57.10 100.00%

57.1
5000
85.0

113.1 1450
H‘_H‘_‘wumhwwuﬂ‘u‘_‘H‘H‘w%?ﬁ4u‘ﬁ?%ﬁ‘u,u m/z 43.10 76.01%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #90189: Pentadecane
57.0

5000 i e
85.0 9.50 10.00

m/z 71.05 53.31%

29.0
\‘ 1l H \‘\ A ‘11\\30\14101690 2120
H\‘H\\‘H\\‘HH‘HH‘H\\‘HH‘HH‘HH‘HH‘\\H‘\\H’\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #107218: Hexadecane
57.0

9.50 10.00
5000 m/z 41.10 35.71%
85.0
29.0
H\thﬂwmmm%mmnm
T e B B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #123961: Heptadecane T —

57.0 9.50 10.00

m/z 85.05 33.60%

5000
85.0
‘ h | 11301410 169.0 240.(

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010324\
Data File : BF136928.D

Acqg On : 04 Jan 2024 02:06
Operator : CG\JU

Sample : 06041-01

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 Nonadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.245 8.74 ng 141496  Acenaphthene-di10 9.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Tetracosane 338 (C24H50 000646-31-1 90
3 Hexadecane 226 C1l6H34 000544-76-3 87
4 Heptadecane 240 C17H36 000629-78-7 86
5 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 86

Abundance Scan 1387 (10.245 min): BF136928.D\data.ms (-1385) (- m/z 57.10 100.00%
7.1

57.
5000

Y

99.0 1000 1050
155.1

b A b R 198 m/z 43.05  70.39%

m/z--> 50 100 150 200 250 300
Abundance #158600: Nonadecane
57.0

5000 1
10.00 10.50
m/z 71.10 54.77%

99.0
[l L H\ | u‘ il 1410 183.0 268.0
T ‘ T ’ T T T ‘ L ‘ T T T ‘ T T T ‘ L
m/z--> 50 100 150 200 250 300
Abundance #246481: Tetracosane
57.0

R
10.00 10.50

5000 m/z 85.05 39.54%
99.0
\‘ bl \H\ \‘h h‘ | %4\19 1830 225.0 267.0 338.
LA A Bt e e o S
m/z--> 50 100 150 200 250 300
Abundance #107217: Hexadecane R T
57.0 10.00 10.50

m/z 41.05 32.66%

h L\WMJ
L‘ I ‘ 990 1410 1830 226.0

T ‘
m/z--> 50 100 150 200 250 300 10.00 10.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

B

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010324\

F136928.D

: 04 Jan 2024 02:06
¢ CG\JU
. 06041-01

: 19 Sample Multiplier: 1

hod
le

ry

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 5 Pentadecane, 2,6,10-trimethyl- Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
10.469 6.63 ng 107350  Acenaphthene-di10 9.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 83
2 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 52
3 Pentane, 2,2,3,3-tetramethyl- 128 C9H20 007154-79-2 47
4 Eicosane, 10-methyl- 296 C21H44 054833-23-7 47
5 Undecane, 2,5-dimethyl- 184 C13H28 017301-22-3 46

Abundance Scan 1425 (10.469 min): BF136928.D\data.ms (-1420) (. m/z 57.05 100.00%
57.0

E

5000
85.1
113.0 10.50
‘ 141.01692 5140 .
“H‘WM‘W‘M‘MHJM‘W‘HH‘H‘W‘HW‘H‘_‘HM‘H‘H‘W m/z 71.10  50.39%
m/fz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #141076: Pentadecane, 2,6,10-trimethyl-
57.0
5000 U
10.50
290 85.0 m/z 43.10 46.08%
113.0
H Il \‘ | [ 1410 183 0211.0239.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #59061: Undecane, 3,6-dimethyl-
57.0

;

10.50
5000 m/z 41.05

29.0 850
L0 1550 a0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

g

Abundance #14599: Pentane, 2,2,3,3-tetramethyl-
57.0 10.50
m/z 85.10 22.75%
5000
29.0
99.0
L N Y S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010324\
Data File : BF136928.D

Acqg On : 04 Jan 2024 02:06
Operator : CG\JU

Sample : 06041-01

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 Heptacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.722 15.98 ng 285684  Phenanthrene-di10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Tetracosane 338 C24H50 000646-31-1 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Nonane, 5-butyl- 184 C13H28 017312-63-9 90
5 Heneicosane 296 C21H44 000629-94-7 90

Abundance Scan 1468 (10.722 min): BF136928.D\data.ms (-1465) (- m/z 57.10 100.00%

57.1
5000

Shill
91 s 1050 1100
ol had 34101832 2400 njz 43.10  73.22%

m/z--> 50 100 150 200 250 300 350
Abundance #158600: Nonadecane
57.0

5000 — —
10.50 11.00

m/z 71.05 54.71%

T ‘ T T T ‘ LI \ ‘ T T T ‘ L \ T ‘ T 1T ‘ T 1T
m/z--> 50 100 150 200 250 300 350
Abundance #246481: Tetracosane
57.0

T
10.50 11.00

5000 m/z 85.05 38.05%
9.0
LA 1410183.02250267.0  338.0
iy P e T T
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane T —
57.0 10.50 11.00

m/z 41.10 31.33%

- M

I ‘ [ F |, 141.0183.0225.0 267.0 323.0 380.(

m/z--> 50 100 150 200 250 300 350 10.50 11.00

8270-BF122023.M Thu Jan 04 06:01:53 2024 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010324\
Data File : BF136928.D

Acqg On : 04 Jan 2024 02:06
Operator : CG\JU

Sample : 06041-01

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 Octadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.175 10.17 ng 181738  Phenanthrene-di10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 95
2 Heptadecane, 8-methyl- 254 C18H38 013287-23-5 91
3 Nonadecane 268 C19H40 000629-92-5 91
4 Pentadecane 212 C15H32 000629-62-9 91
5 Dodecane 170 C12H26 000112-40-3 90

Abundance Scan 1545 (11.175 min): BF136928.D\data.ms (-1541) (- m/z 57.10 100.00%

57.1
5000 85.1

— —
‘ 11311410 1822 2 11.00 11.50

54.2 )
‘HH‘:m!_Mlum‘_ueh_uH‘um_m‘w‘?%““?ww‘w m/z 43.10  76.59%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #141058: Octadecane
57.0

5000 85.0 T T T
11.00 11.50

m/z 71.10 64.68%

29.0 113.0
141.0
‘\‘\‘\\‘L\\\H‘\\H}\‘w‘\\\“\\}‘\‘\‘\\\“\\\‘\]‘_\6?\?\17\93\9\2\‘25\9‘2\75\?‘\0\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #141070: Heptadecane, 8-methyl-
57.0

T
85.0 11.00 11.50

5000 m/z 85.10 43.04%
126.0
154.0
bbb | 183021002390
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #158600: Nonadecane 1 —
57.0 11.00 11.50

m/z 41.05 31.84%

5000 85.0
29.0
J | h

) 13.0141.0169.0197.0 268.(

m/z--> 20 40 60 80 100120140 160 180 200 220 240 260 11.00 11.50

8270-BF122023.M Thu Jan 04 06:01:54 2024 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010324\
Data File : BF136928.D

Acqg On : 04 Jan 2024 02:06
Operator : CG\JU

Sample : 06041-01

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 unknownll.204 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.204 7.23 ng 129326  Phenanthrene-di10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 49
2 Heneicosane 296 C21H44 000629-94-7 46
3 Octadecane 254 C18H38 000593-45-3 46
4 Hexacosane 366 C26H54 000630-01-3 46
5 Tetradecane 198 C14H30 000629-59-4 43

Abundance Scan 1550 (11.204 min): BF136928.D\data.ms (-1547) (. m/z 57.10 100.00%

57.1
184.1
5000

‘ ‘ ‘11“?"1 52.0 ‘:I.liOO‘ ‘11.‘50
I gl | A

e w‘“ww‘”fW“‘ﬂﬂw“‘W”q‘%39}‘ R m/z 71.10  78.49%

miz--> 50 100 150 200 250
Abundance #176403: Hexadecane, 2,6,10,14-tetramethyl-
57.0

5000 — ——
11.00 11.50
30 m/z 184.10  77.46%
1830
T \G‘\ f \ “ H “ \“ T “\ \ ‘ T \ \ T “‘ T T T \25‘3.\0\ T T
m/z--> 50 100 150 200 250
Abundance #194590: Heneicosane
57.0
/\ U ‘ T T ‘ T
11.00 11.50
5000 m/z 85.10 49,99%
99.0
26‘10“‘ LU 1410 1830 2250 296.(
el - A
m/z--> 50 100 150 200 250
Abundance #141057: Octadecane T —
57.0 11.00 11.50

m/z 43.10 49.57%

5000
99.0
G\‘ A \ H\ ll H‘ | 141 0 183.0 221.0 254 0

T —
m/z--> 50 100 150 200 250 11.00 11.50

8270-BF122023.M Thu Jan 04 06:01:55 2024 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010324\
Data File : BF136928.D

Acqg On : 04 Jan 2024 02:06
Operator : CG\JU

Sample : 06041-01

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 Tetracosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.604 10.10 ng 180608  Phenanthrene-di10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 87
2 Tridecane, 2-methyl- 198 C14H30 001560-96-9 87
3 Heptacosane 380 C27H56 000593-49-7 87
4 Eicosane 282 (C20H42 000112-95-8 86
5 Octadecane 254 C18H38 000593-45-3 86

Abundance Scan 1618 (11.604 min): BF136928.D\data.ms (-1615) (- m/z 57.10 100.00%

57.1
5000

o
9.1 11.50 12.00
1411 203.1

Lats Crn2as2  m/z 43.10 65.61%

miz--> 50 100 150 200 250 300 350

Abundance #246481: Tetracosane
57.0

5000 e —
11.50 12.00

m/z 71.10 61.59%

9.0
| ‘L‘ ‘ L1 141.0183.0225.0267.0 3380
\\\‘\\\\‘\\\f‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #74013: Tridecane, 2-methyl-
57.0

llfSO 12f00
5000 m/z 85.10 38.11%
H\“ H\‘u‘w‘ ‘\“"‘\“‘M"HH‘HH‘HH‘HH
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane o C
57.0 11.50 12.00

m/z 41.10  28.59%

: JJJtL
I ‘ [ F |, 141.0183.0225.0 267.0 323.0 380.(

m/z--> 50 100 150 200 250 300 350 11.50 12.00

8270-BF122023.M Thu Jan 04 06:01:56 2024 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010324\
Data File : BF136928.D

Acqg On : 04 Jan 2024 02:06
Operator : CG\JU

Sample : 06041-01

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 Hexadecanoic acid, methyl e... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.710 47.08 ng 841604  Phenanthrene-di10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 98
2 Methyl tetradecanoate 242 C15H3002 000124-10-7 91
3 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 91
4 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 91
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86

Abundance Scan 1636 (11.710 min): BF136928.D\data.ms (-1632) (- m/z 74.00 100.00%
74.0

5000
43.1

S

143.1 LN \
227.2
etk WL L L T m/z 87.00  73.87%

m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 j i T
43.0 11.50 12.00
143.0 m/z 43.10 35.39%
‘HH‘\H\‘HH‘\H\‘HH‘HH‘\H\‘HH‘\H\‘HH‘\H\‘HH‘\H\‘
m/z--> 20 40 60 80 100120140 160 180 200 220 240 260
Abundance #126208: Methyl tetradecanoate
74.0
— —
11.50 12.00
5000 m/z 55.05 26.73%
43.0

1430 1990
‘L ‘M 1010 Ta710 242.0

m/z--> 20 40 60 80 100120140160 180200 220240260

%

Abundance #109337: Tridecanoic acid, methyl ester

74.0 11.50 12.00
m/z 41.10 25.64%
5000 43.0
143.0
AN 1850 2280
e e e e e e e e = —

m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 11.50 12.00

8270-BF122023.M Thu Jan 04 06:01:57 2024 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010324\
Data File : BF136928.D

Acqg On : 04 Jan 2024 02:06
Operator : CG\JU

Sample : 06041-01

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 11 Pentadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.780 9.06 ng 161908 Phenanthrene-di10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 55
2 Pentadecafluorooctanoic acid, de... 554 C18H21F1502 1000406-04-0 49
3 1,2-Oxathiane, 6-dodecyl-, 2,2-d... 304 C16H3203S 015224-88-1 45
4 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 38
5 Isobutyl tetradecyl carbonate 314 C19H3803 959275-58-2 38
Abundance Scan 1648 (11.780 min): BF136928.D\data.ms (-1643) (- m/z 55.10 100.00%
SE
w0 M
‘1‘” 1150  12.00
175.1 236.1 : :
m‘“, ””;“m“&“‘w‘s‘“‘M Mﬂ‘Huhwzﬁs"l‘m“m_m_ m/z 57.10  72.18%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #126201: Pentadecanoic acid
43.0
5000 s —_—
11.50 12.00
6.0 242.0 m/z 43.10 71.87%
‘ 185.0
T f
miz--> 50 100 150 200 250 300 350 400 450
Abundance  #344046: Pentadecafluorooctanoic acid, decyl ester
43.0
= —
11.50 12.00
5000 m/z 41.05 65.61%
7.0
|“ ’ L], ‘\169 219.0 2810  369.0 455,
A e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #204351: 1,2-Oxathiane, 6-dodecyl-, 2,2-dioxide — —
55.0 11.50 12.00
m/z 69.10 61.82%
5000
11.0
\(\ ||y, 2050 3040
— ““ R e o R —— ——
m/z--> 50 100 150 200 250 300 350 400 450 11.50 12.00

8270-BF122023.M Thu Jan 04 06:01:58 2024 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010324\
Data File : BF136928.D

Acqg On : 04 Jan 2024 02:06
Operator : CG\JU

Sample : 06041-01

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 12 1H-Indene, 2-phenyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.816 7.81 ng 139585  Phenanthrene-di10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 76
2 Anthracene, 9-methyl- 192 C15H12 000779-02-2 76
3 Anthracene, 1-methyl- 192 C15H12 000610-48-0 76
4 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 76
5 Benzene, 1,1'-(1,2-propadienylid... 192 C15H12 014251-57-1 74
Abundance Scan 1654 (11.816 min): BF136928.D\data.ms (-1651) (- m/z 192.10 100.00%
192.1
— —3
41 943 129.1 165.1 0997 2 256.2 11.50 12.00
: ¥ m/z 191.05 66.53%
m/z--> 20 40 60 80 100120140160 180200220 240 260
Abundance #67019: 1H-Indene, 2-phenyl-
192.0
5000 s -
11.50 12.00
165.0 m/z 189.10 30.65%
\H‘HH‘\\”\6\‘3\.9\“‘\\‘\‘i‘:\l-\]:\S‘.(\:)\H“HM‘W“\H‘\‘1“‘\‘\\H‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160 180200220 240 260
Abundance #67026: Anthracene, 9-methyl-
192.0
== T
11.50 12.00
5000 m/z 190.05 17.93%
96.0 165.0
28"0‘ ‘63\'0‘ L \\‘ 126'Q . h‘ . uh
e e e e e e e
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #67029: Anthracene, 1-methyl- S R
192.0 11.50 12.00
m/z 165.10 16.03%
5000
82.0 165.0
390 \m“ ‘115'0 — H“ -
e e e e e e e — —
m/z--> 20 40 60 80 100120140160 180200 220 240 260 11.50 12.00

8270-BF122023.M Thu Jan 04 06:02:00 2024 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010324\
Data File : BF136928.D

Acqg On : 04 Jan 2024 02:06
Operator : CG\JU

Sample : 06041-01

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 13 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.863 130.68 ng 2336030  Phenanthrene-d10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 n-Decanoic acid 172 C10H2002 000334-48-5 70
4 Tridecanoic acid 214 C13H2602 000638-53-9 64
5 Undecanoic acid 186 C11H2202 000112-37-8 62
Abundance Scan 1662 (11.863 min): BF136928.D\data.ms (-1655) (- m/z 73.00 100.00%
43.1 73.0
2132 - S
| ‘ H‘ 157.1185.1 ‘ 2563 | 1150 12.00
Hw‘uﬁﬂmu‘w ”Hﬂhwluw‘puwww‘muﬂwu‘wh‘wuj_ m/z 43.10 97.02%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T T
11.50 12.00
97.0 167.01g5 02130  256.0 m/z 60.00 89.88%
\H‘HH“}‘HH!H\H‘M‘H\L\‘}“““H‘”‘M\“\‘H‘HH‘\\H‘\‘H\‘HH‘HH‘\H!‘\
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
— ==
11.50 12.00
5000 129.0 m/z 57.10 77 .43%
199.0
s ) e T
%?Ruﬂﬂﬁ ww”}ﬂwﬂwwahuhuhwuwhwwuuﬂuuw
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #46961: n-Decanoic acid o —
60.0 11.50 12.00
m/z 41.10 75.25%
5000
129.0
29.0
T o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.50 12.00

8270-BF122023.M Thu Jan 04 06:02:01 2024 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010324\
Data File : BF136928.D

Acqg On : 04 Jan 2024 02:06
Operator : CG\JU

Sample : 06041-01

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 14 2-Bromo dodecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.010 9.45 ng 169001 Phenanthrene-di10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 91
2 Tetracosane 338 (C24H50 000646-31-1 91
3 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 91
4 Nonadecane 268 C19H40 000629-92-5 91
5 Tridecane, 1-iodo- 310 C13H271 035599-77-0 91
Abundance Scan 1687 (12.010 min): BF136928.D\data.ms (-1684) (- m/z 57.10 100.00%
57.1
99.0 ifod
1410 :
b AL A0 1971 24332823 L0 4310 74.09%
miz-> 50 100 150 200 250 300
Abundance #132769: 2-Bromo dodecane
57.0
5000 —_
12.00
m/z 71.10 59.21%
99.0 169.0
1\5-\0‘\ ‘\““ T ‘h‘ \‘h\“‘ \‘]\-3\’4\.()’ T ‘\ T ‘ L "\ T 1T ‘ T T T
miz--> 50 100 150 200 250 300
Abundance #246481: Tetracosane
57.0
T \
12.00
5000 m/z 85.10 40.75%
99.0
LAyl 14101830 2250 267.0 338
b e e e
miz--> 50 100 150 200 250 300
Abundance #228591: Tetradecane, 1-iodo- T
57.0 12.00
m/z 41.10 31.25%
5000
‘ | 9%0 155.0 197.0
1Ll Il L1y
L o A AL e e —r=
m/z--> 50 100 150 200 250 300 12.00

8270-BF122023.M Thu Jan 04 06:02:02 2024 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010324\
Data File : BF136928.D

Acqg On : 04 Jan 2024 02:06
Operator : CG\JU

Sample : 06041-01

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 15 Tetradecanoic acid Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.251 7.25 ng 129558  Phenanthrene-di10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 86
2 Pentadecanoic acid 242 C15H3002 001002-84-2 81
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 81
4 Heptadecanoic acid 270 C17H3402 000506-12-7 58
5 n-Decanoic acid 172 C10H2002 000334-48-5 58

Abundance Scan 1728 (12.251 min): BF136928.D\data.ms (-1724) (-} | m/z 43.10 100.00%

431 730
5000 129.0

1852 227.2 T 17
H 270.1 12.00 12.50
I H ‘

,w“m‘ws“m m/z 73.00 82.78%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #109281: Tetradecanoic acid
73.0
43.0

5000 = ——
129.0 12.00 12.50
185.0 228.0 m/z 57.10  74.66%
’H”
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #126203: Pentadecanoic acid
43.0 73.0
—— —
12.00 12.50
5000 129.0 m/z 60.00 66.33%
1990 2420
‘ Bq”
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143511: n-Hexadecanoic acid T =
73.0 12.00 12.50

m/z 55.00 56.98%

43.0 129.0 256.0
5000 213.0
171. 0
“MHHh JM“WHLH\\ “\ L] | e AL

T T
m/z--> 20 40 60 80 100120140160180200220240260280 12.00 12.50

8270-BF122023.M Thu Jan 04 06:02:03 2024 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010324\
Data File : BF136928.D

Acqg On : 04 Jan 2024 02:06
Operator : CG\JU

Sample : 06041-01

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 16 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.404 156.29 ng 2793850  Phenanthrene-d10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
2 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 99
3 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 99
4 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
5 Methyl 10-trans,12-cis-octadecad... 294 C19H3402 1000336-44-2 98

Abundance Scan 1754 (12.404 min): BF136928.D\data.ms (-1749) (- m/z 67.05 100.00%
67.0
- ﬂLrﬂmX
09.1
——
12.50
263.1 .
— ‘; . Il ‘H Hhh M\\ Hh H\ ol ‘]1‘87‘ ]"2‘29 2 ‘ 63‘ ??4"‘ ITI/Z 81.10 84.50%
miz--> 50 100 15 200 250
Abundance #191926: 9,12-Octadecadienoic acid, methyl ester, (E,E)
67.0
5000 T
12.50
09.0 m/z 55.10 68.27%
14
— “ | “M“ il | Mh\ H“ ‘u‘\ Ll ?? R %6‘2"0‘29‘4"(
miz--> 50 100 150 200 250
Abundance #191927: 9,15-Octadecadienoic acid, methyl ester, (Z,2)-
67.0
—
12.50
5000 m/z 95.16  56.61%
090 294.C
A U i smmozme 250
m/z--> 50 200 250
Abundance #191919: 9 lZ—Octadecadlenou: acid (Z,2)-, methyl ester e
67.0 12.50
m/z 41.10 56.39%
5000
29.0 e 294.C
263.0294.
1 \“ | ) e Vm“ w “\‘1‘8‘1‘0 2200 | AV
Mz 100 15 200 250 12.50

8270-BF122023.M Thu Jan 04 06:02:04 2024 Page: 19



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010324\
Data File : BF136928.D

Acqg On : 04 Jan 2024 02:06
Operator : CG\JU

Sample : 06041-01

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 17 16-Octadecenoic acid, methy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.422 136.01 ng 2431380  Phenanthrene-d10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 99
2 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 99
3 11-Octadecenoic acid, methyl est... 296 C19H3602 001937-63-9 95
4 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 95
5 12-Octadecenoic acid, methyl ester 296 C19H3602 056554-46-2 95
Abundance Scan 1757 (12.422 min): BF136928.D\data.ms (-1755) (- m/z 55.10 100.00%
5!:
5000 97.1 JLMMAN’MLNK/LN
—
371 1802 222.2 264. 12.50
) ATV SN S S ‘”‘ 261 w2 74.05  62.56%
miz-> 50 100 150 200 250 300
Abundance #194422: 16-Octadecenoic acid, methyl ester
55.0
5000 T
87.0 12.50
264.0 m/z 41.10 60.90%
230  180.0 2220 ‘
‘H H‘M ‘\ “M“‘ \H\‘u R - ;L - “‘ ‘2‘96‘0
miz--> 50 100 150 200 250 300
Abundance #194417: 15-Octadecenoic acid, methyl ester
55.0
—
12.50
5000 m/z 69.10 60.36%
264.0
222.0
I
T T T = ‘
m/iz--> 50 100 150 200 250 300
Abundance  #194453: 11-Octadecenoic acid, methyl ester, (Z)- — T
. 12.50
m/z 83.10 50.64%
5000
264.0
180.0 222.0
—T
m/z--> 50 100 150 200 250 300 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010324\
Data File : BF136928.D

Acqg On : 04 Jan 2024 02:06
Operator : CG\JU

Sample : 06041-01

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 18 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.645 78.46 ng 2275450  Chrysene-d12 13.969
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 n-Decanoic acid 172 C10H2002 000334-48-5 70
5 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 25

Abundance Scan 1795 (12.645 min): BF136928.D\data.ms (-1789) (- m/z 43.10 100.00%

3.1
5000 129.1
3.1
185.2 241.2 — 7
‘ H‘ ‘ ‘ ‘ 284.3 12.50 13.00
ob——M “‘w ALy Mk bbb L w/z 73.00 89.18%
miz--> 50 100 150 200 250 300
Abundance #179089: Octadecanoic acid
73.0
41,0
5000 = s
129.0 12.50 13.00

m/z 57.10 82.72%

185.0 2410 284.0
H;‘H‘\“M i - ‘\ o “‘ R ““ -
m/z--> 50 100 150 200 250 300
Abundance #109281: Tetradecanoic acid
73.0

7
12.50 13.00

5000 41,0 m/z 60.00 81.44%
129.0
185.0 228.0
— “‘ “ I ‘u‘u \JM ‘Hhh‘ H‘HI‘ ‘ML‘ al “ — m‘\ , ‘\‘ \‘ — ‘\‘ RS Eman
miz-> 50 100 150 200 250 300
Abundance #126199: Pentadecanoic acid = —
73.0 12.50 13.00

41.0 m/z 41.10 66.02%

5000 129.0
199.0 2420
‘\‘ ‘ \‘ H‘H L \\huw M‘ ul “‘ ‘1‘6](“)‘ , ‘ I ‘

7 R
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\BF010324\
Data File : BF136928.D

Acqg On : 04 Jan 2024 02:06
Operator : CG\JU

Sample : 06041-01

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 19 Octadecane, 1-chloro- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
13.133 6.08 ng 176391  Chrysene-di12 13.969
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane, 1-chloro- 288 C18H37C1 003386-33-2 64
2 Tridecane, 6-methyl- 198 C14H30 013287-21-3 62
3 Tridecane, 2-methyl- 198 C14H30 001560-96-9 60
4 Octacosane 394 C28H58 000630-02-4 58
5 Methoxyacetic acid, 2-tetradecyl... 286 C17H3403 1000282-04-8 58

Abundance Scan 1878 (13.133 min): BF136928.D\data.ms (-1875) (- m/z 57.10 100.00%

57.1
5000
—

8.1 =
13.00 .
N Hh f m L. | 1951 1071 299227413131 0 4310 76.05%

m/z--> 0 50 100 150 200 250 300
Abundance #184136: Octadecane, 1-chloro-
57.0

5000 s =
13.00 13.50

m/z 71.10  53.82%

150 | \mﬁ%‘? 1720 auagsz0zen
‘ L \ T T T L T 1T T T \ ‘ LI
m/z--> 0 50 100 200 250 300
Abundance #74019.Tndecane,64nethW—
57.0

T
13.00 13.50

5000 m/z 85.10 35.96%
98.0
1§9k\ || ‘ L“iAQO‘}ggo I
m/z--> 6 Sb 100 1%0 200 2%0 300
Abundance #74020: Tridecane, 2-methyl- T 1
57.0 13.00 13.50

m/z 41.10 35.90%

5000
990 155.0
2.0 \‘ ‘ H | \‘ 198.0

T T
m/z--> 0 50 100 150 200 250 300 13.00 13.50

8270-BF122023.M Thu Jan 04 06:02:08 2024 Page: 22



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010324\
Data File : BF136928.D

Acqg On : 04 Jan 2024 02:06
Operator : CG\JU

Sample : 06041-01

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 20 1-Docosene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.827 9.67 ng 280474  Chrysene-di12 13.969
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Docosene 308 C22H44 001599-67-3 90
2 Cyclopentadecane 210 C15H30 000295-48-7 90
3 Cetene 224 C16H32 000629-73-2 78
4 Cyclohexadecane 224 C16H32 000295-65-8 74
5 n-Nonadecanol-1 284 C19H400 001454-84-8 60
Abundance Scan 1996 (13.827 min): BF136928.D\data.ms (-1991) (- m/z 57.10 100.00%
57.1
5000
1350 1400
297.2 . - :
el 3414 m/z 43.10 95.19%
miz-> 50 100 150 200 250 300
Abundance #209740: 1-Docosene
57.0 97.0
5000 — e
308.0 i3.5055 0514.034 752
LT N
181.0
150 1| M\\ Ll 11802230 2660 |
miz--> 50 100 150 200 250 300
Abundance #87654: Cyclopentadecane
55.0
— ——
13.50 14.00
5000 97.0 m/z 83.05 63.13%
RERINREETING G
SN 0 I A S U —
miz--> 50 100 150 200 250 300
Abundance #104592: Cetene “ ——
43.0 13.50 14.00
83.0 m/z 69.10 48.94%
5000
P sem0 2210
AL ges0 2280 R
mlz--> 50 100 150 200 250 300 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010324\
Data File : BF136928.D

Acqg On : 04 Jan 2024 02:06
Operator : CG\JU

Sample : 06041-01

Misc :

ALS Vvial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
2-Pentanone, 4-... 5.022 11.8 ng 178021 1 6.781 301990 20.0
Hexadecane 9.216 5.8 ng 94356 3 9.816 323947 20.0
Pentadecane 9.745 6.7 ng 108635 3 9.816 323947 20.0
Nonadecane 10.245 8.7 ng 141496 3  9.816 323947 20.0
Pentadecane, 2,... 10.469 6.6 ng 107350 3  9.816 323947 20.0
Heptacosane 10.722 16.0 ng 285684 4 11.310 357522 20.0
Octadecane 11.175 10.2 ng 181738 4 11.310 357522 20.0
unknownl1.204 11.204 7.2 ng 129326 4 11.310 357522 20.0
Tetracosane 11.604 10.1 ng 180608 4 11.310 357522 20.0
Hexadecanoic ac... 11.710 47.1 ng 841604 4 11.310 357522 20.0
Pentadecanoic acid 11.780 9.1 ng 161908 4 11.310 357522 20.0
1H-Indene, 2-ph... 11.816 7.8 ng 139585 4 11.310 357522 20.0
n-Hexadecanoic ... 11.863 130.7 ng 2336030 4 11.310 357522 20.0
2-Bromo dodecane 12.010 9.4 ng 169001 4 11.310 357522 20.0
Tetradecanoic acid 12.251 7.3 ng 129558 4 11.310 357522 20.0
9,12-Octadecadi... 12.404 156.3 ng 2793850 4 11.310 357522 20.0
16-Octadecenoic... 12.422 136.0 ng 2431380 4 11.310 357522 20.0
Octadecanoic acid 12.645 78.5 ng 2275450 5 13.969 580048 20.0
Octadecane, 1-c... 13.133 6.1 ng 176391 5 13.969 580048 20.0
1-Docosene 13.827 9.7 ng 280474 5 13.969 580048 20.0
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