LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71521\
Data File : BF124573.D

Acqg On : 15 Jul 2021 15:29
Operator : JU/CG

Sample : M3004-01

Misc :

ALS vial : 6 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-BF070721.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF124573.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.246 23 27 31 rBB2 24381 30675 1.01% 0.146%
2 5.569 586 592 594 rVB 31196 37114 1.22% 0.177%
3 5.722 615 618 621 rBB 42382 34600 1.14% 0.165%
4 5.898 638 648 650 rBV2 99092 148682 4.90% 0.710%
5 6.663 774 778 781 rBB 32836 30999 1.02% 0.148%
6 7.004 829 836 838 rBV 308586 406410 13.40% 1.939%
7 7.081 842 849 853 rVB2 163505 190047 6.27% 0.907%
8 7.486 913 918 920 rBV 107365 102739 3.39% 0.490%
9 7.516 920 923 928 rvB2 47076 66269 2.18% 0.316%
10 7.728 937 959 961 rvVB 48777 216059 7.12% 1.031%
11 8.092 1011 1021 1022 rBv4 24862 56165 1.85% ©0.268%
12 8.116 1022 1025 1027 rBV 68327 71670 2.36% 0.342%
13 8.186 1034 1037 1039 rBV 103822 97194 3.20% 0.464%
14 8.210 1039 1041 1043 rVB 47197 40795 1.34% 0.195%
15 8.316 1057 1059 1061 rVB 184936 128880 4.25% 0.615%
16 8.622 1107 1111 1117 rBV2 31640 61942 2.04% 0.296%
17 8.804 1137 1142 1144 rVB 346704 289921 9.56% 1.384%
18 9.286 1217 1224 1227 rVB 247267 223765 7.38% 1.068%
19 9.369 1234 1238 1240 rBvV 247670 201928 6.66% 0.964%
20 9.404 1240 1244 1247 rVWv2 93213 132995 4.38% 0.635%
21  9.439 1247 1250 1260 rVB 79153 79849 2.63% 0.381%
22 9.533 1260 1266 1268 rBV 93140 94511 3.12% 0.451%
23 9.563 1268 1271 1278 rVB 199490 189636 6.25% 0.905%
24  9.780 1304 1308 1312 rBV 313643 274470  9.05%  1.310%
25 9.898 1324 1328 1331 rBV 170365 186149 6.14% ©0.888%
26 9.927 1331 1333 1337 rW 54101 49452 1.63% 0.236%
27  9.969 1337 1340 1348 rVB 113916 105023 3.46% 0.501%
28 10.057 1352 1355 1357 rBV 64765 49008 1.62% 0.234%
29 10.086 1357 1360 1364 rVB 159042 123487 4.07% 0.589%
30 10.227 1373 1384 1386 rBV 120419 229051 7.55% 1.093%
31 10.292 1391 1395 1406 rVB 322540 318897 10.51% 1.522%
32 10.404 1411 1414 1417 rW 41316 45458 1.50% 0.217%
33 10.557 1437 1440 1442 rVWV 36404 31514 1.04% 0.150%
34 10.580 1442 1444 1452 rVB 79093 81911 2.70% ©.391%
35 10.674 1455 1460 1463 rVB 36879 35550 1.17% 0.170%
36 10.757 1471 1474 1475 rBV 76080 60373 1.99% 0.288%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71521\
Data File : BF124573.D

Acqg On : 15 Jul 2021 15:29
Operator : JU/CG

Sample : M3004-01

Misc :

ALS vial : 6 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-BF070721.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 10.780 1475 1478 1485 rVB 321656 282224 9.30% 1.347%
38 10.880 1487 1495 1498 rBV 24195 37227 1.23% 0.178%
39 10.992 1510 1514 1516 rVV 233510 222668 7.34% 1.063%
40 11.021 1516 1519 1521 rVV 521898 488248 16.10%  2.330%
41 11.045 1521 1523 1533 rVW 293027 311289 10.26%  1.485%
42 11.239 1552 1556 1563 rBV 260715 237660  7.84% 1.134%
43 11.321 1567 1570 1581 rVB2 52866 59868 1.97% ©.286%
44 11.457 1589 1593 1597 rBV 46867 36604 1.21% ©.175%
45 11.992 1675 1684 1687 rBV 133137 195048 6.43% 0.931%
46 12.457 1756 1763 1766 rBV 140377 172172 5.68% 0.822%
47 12.504 1766 1771 1775 rVV 140293 144523 4.76%  ©.690%
48 12.539 1775 1777 1783 rVB2 38236 50827 1.68% ©.243%
49 12.598 1783 1787 1788 rBV 64849 61121 2.01% 0.292%
50 12.621 1788 1791 1793 rVB 116314 93408 3.08% 0.446%
51 12.721 1802 1808 1810 rBV 313064 281035 9.26% 1.341%
52 12.751 1810 1813 1816 rVV3 105519 133633 4.41% 0.638%
53 12.810 1816 1823 1825 rVV 352712 482639 15.91% 2.303%
54 12.833 1825 1827 1832 rVB 123699 111506 3.68% ©.532%
55 12.880 1832 1835 1839 rBV 108715 109724 3.62% ©.524%
56 13.027 1850 1860 1862 rVV 1323931 2566197 84.60% 12.246%
57 13.051 1862 1864 1867 rVB 162691 123535 4.07% ©.590%
58 13.104 1869 1873 1875 rBV 324905 294798 9.72% 1.407%
59 13.168 1880 1884 1886 rvB2 125281 121996 4.02%  0.582%
60 13.198 1886 1889 1891 rVB 96081 85079 2.80%  0.406%
61 13.245 1894 1897 1902 rVB 89856 87101 2.87% ©0.416%

62 13.404 1912 1924 1926 rBV 1493411 3033305 100.00% 14.475%

63 13.468 1931 1935 1937 rVV 313156 256599  8.46%  1.224%
64 13.504 1937 1941 1945 rVV2 110188 188216 6.20% ©.898%
65 13.545 1945 1948 1950 rVwV 92254 81408 2.68% 0.388%
66 13.598 1952 1957 1959 rVwV 74451 85720 2.83% 0.409%
67 13.621 1959 1961 1968 rVB3 21491 3le11 1.02% ©0.148%

68 13.751 1973 1983 1986 rBV 1332989 2531848 83.47% 12.082%
69 13.815 1989 1994 1996 rBV 248659 213826 .05% .020%
70 13.957 2014 2018 2027 rVB2 75846 108949 .59% .520%

~N
[aY

w
()

71 14.086 2031 2040 2043 rBV 1184443 2144514 70.70% 10.234%

72 14.380 2083 2090 2094 rBV 35483 39415 1.30% 0.188%
73 14.568 2117 2122 2125 rBV 57126 54407 1.79% 0.260%
74 14.992 2190 2194 2200 rBV 42137 48618 1.60% ©.232%
75 15.256 2230 2239 2251 rVB2 54298 98637 3.25% ©0.471%
76 16.339 2410 2423 2433 rBV5 15420 39556 1.30% ©.189%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71521\
Data File : BF124573.D

Acqg On : 15 Jul 2021 15:29
Operator : JU/CG

Sample : M3004-01

Misc :

ALS vial : 6 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-BF070721.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

77 16.539 2450 2457 2464 rVB2 103437 178960 5.90% ©.854%
78 16.909 2510 2520 2526 rBV2 18458 42128 1.39% 0.201%
79 17.227 2561 2574 2583 rBV3 10208 31823 1.05% 0.152%
80 17.845 2671 2679 2688 rVB2 52556 118580 3.91% ©.566%
81 18.421 2763 2777 2785 rBV2 19682 79750 2.63% ©.381%

82 18.550 2785 2799 2819 rVB 43623 235022 7.75% 1.122%

Sum of corrected areas: 20955610
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

. 6

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71521\

BF124573.D
: 15 Jul 2021 15:29
Ju/CG
: M3004-01
Sample Multiplier: 1

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF070721.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

1400000

1200000

1000000

800000

600000

400000

200000

o

TIC: BF124573.D\data.ms

7.004

.081
7.486

5.898
2.246 5.569722 6.663 71516

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

Time-->
Abundance

1400000

1200000

1000000

800000

600000

400000

200000

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: BF124573.D\data.ms

13.027

11.021
8.804 10.292 8.104

7 11.992

8

0
Time-->
Abundance

1200000

1000000

800000

600000

400000

200000

16
8.
r28 8.

14000001

13.468

10.780
&1&1 99P1L.239
7
'8
T [

12.00

928%% 9.780
' 263 198
Horts "B ot s
900 950 1000 1050 1150

10.00 10.50 11.00 11.50
TIC: BF124573.D\data.ms

12.50

14.086

3.815

1epoan

o8 13.95 14.396.568  14.99215.256
o A

17.927 17.845

16.539
16.339 16.909

Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71521\
Data File : BF124573.D

Acq On : 15 Jul 2021 15:29
Operator : JU/CG

Sample : M3004-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF070721.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 Hexanoic acid, 2-ethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
7.728 105.92 ng 216059 Naphthalene-d8 8.210

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 72
2 Hydrazine, 1,2-diethyl- 88 C4H12N2 001615-80-1 40
3 Pentanoic acid, 2-methyl-, methy... 130 C7H1402 002177-77-7 40
4 Butanoic acid, 2-ethyl-, 1,2,3-p... 386 C21H3806 056554-54-2 40
5 Heptanoic acid, ethyl ester 158 C9H1802 000106-30-9 38
Abundance Scan 959 (7.728 min): BF124573.D\data.ms (-937) (-) m/z 73.00 100.00%
73.0
41.0
5000
57.0 e
101.0 R R R EEEE RS

H 7.40 7.60 7.80 8.00
e I L w/z ss.ee 89.36%

0
m/z--> 20 40 60 80 100 120 140
Abundance #20862: Hexanoic acid, 2-ethyl-
73.0
5000 \\‘\\\\‘\\\\‘\\\\‘\\\\’
41.0 57.0 7.40 7.60 7.80 8.00

101.0 m/z 41.00 61.08%

0] |l ‘

Loab L o saag
T ‘ T ‘ T T ‘ L ‘ L ‘ T
miz--> 20 40 60 80 100 120 140
Abundance #1972: Hydrazine, 1,2-diethyl-
59.0 88.0
31.0 A o

7.40 7.60 7.80 8.00

o

5000 m/z 57.05 35.43%
miz--> 20 40 60 80 100 120 140
Abundance #13559: Pentanoic acid, 2-methyl-, methyl ester T rﬁ/‘\‘ REREEEREES
88.0 7.40 7.60 7.80 8.00

m/z 55.00  32.28%

5000 43.0 M/\/\A/\
71.0
27.0
I \‘\ W el ‘ 11501310 \ /\)\ Al

m/z--> 20 40 60 80 100 120 140 7.40 7.60 7.80 8.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71521\
Data File : BF124573.D

Acq On : 15 Jul 2021 15:29
Operator : JU/CG

Sample : M3004-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF070721.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 Tridecane

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
8.804 142.14 ng 289921 Naphthalene-d8 8.210
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 96
2 Hexadecane 226 C16H34 000544-76-3 91
3 Undecane 156 C11H24 001120-21-4 86
4 Dodecane, 2-methyl- 184 C13H28 001560-97-0 83
5 Decane, 6-ethyl-2-methyl- 184 C13H28 062108-21-8 78
Abundance Scan 1142 (8.804 min): BF124573.D\data.ms (-1137) (-) m/z 57.05 100.00%
57.0
5000
85.1
T e e
‘ H 1121 1411 1841 8.40 8.60 8.80 9.00 9.20
Ol et 281184 gz 43.05  94.92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48831: Tridecane
57.0
5000 ‘HH”‘/\\)\H\‘HH‘HH‘H
8.40 8.60 8.80 9.00 9.20
29.0 85.0 m/z 41.10 56.54%
o \‘ | ) | ,1180 1410 1840
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
57.0
8.40 8.60 8.80 9.00 9.20
5000 m/z 71.10 45.81%
85.0
29.0
0 ‘\ ““ I M‘ /113.0 1410 169.0 197.0 226.0
R R RARARREsEE T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #28425: Undecane R
57.0 8.40 8.60 8.80 9.00 9.20
m/z 85.10 28.27%
5000
29.0 85.0
0 M H \‘ \‘ 1L 113.0 15\6 0
‘_“‘_“w“‘w“u‘“H“H“‘H“H“‘H“_“‘_“‘ R R At
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.40 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71521\
Data File : BF124573.D

Acq On : 15 Jul 2021 15:29
Operator : JU/CG

Sample : M3004-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF070721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 3 Hexadecane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
9.369 38.45 ng 201928  Acenaphthene-die 9.969

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Tridecane 184 C13H28 000629-50-5 90
3 Undecane 156 C11H24 001120-21-4 86
4 Decane, 2,3,6-trimethyl- 184 C13H28 062238-12-4 78
5 Nonane, 5-butyl- 184 C13H28 017312-63-9 72

Abundance Scan 1238 (9.369 min): BF124573.D\data.ms (-1234) (-) m/z 57.05 100.00%
57.0

5000
85.1
SRR R L oA SorT A
9.00 9.20 9.40 9.60
113.1
bbb el a2 2401 1982 m/z 43.10  98.26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
57.0
5000 L B B I LA BN B I
9.00 9.20 9.40 9.60
290 85.0 m/z 41.05 58.07%
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 #48832: Tridecane
57.0
T
9.00 9.20 9.40 9.60
5000 m/z 71.10 50.10%
29.0 85.0
M H | 112.0 1410 1840
(o SRSL 1 MO s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 M
Abundance #28425: Undecane Al p e P
57.0 9.00 9.20 9.40 9.60
m/z 85.10 34.72%
5000
29.0 850
gt o oo Wl
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\BF@71521\
Data File : BF124573.D

Acq On : 15 Jul 2021 15:29
Operator : JU/CG

Sample : M3004-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF070721.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 1-Nonene Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
9.563 36.11 ng 189636  Acenaphthene-die 9.969

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Nonene 126 C9H18 000124-11-8 91
2 Silane, trichlorodocosyl- 442 C22HA45C13Si 007325-84-0 91
3 2-Methyl-1-undecanol 186 C12H260 010522-26-6 86
4 Decane, 1-fluoro- 160 C1OH21F 000334-56-5 64
5 1-Decene 140 C1oH20 000872-05-9 53

Abundance Scan 1271 (9.563 min): BF124573.D\data.ms (-1268) (-) m/z 43.05 100.00%

43.G
5000
7.1 1 \
L
R m/z 57.05 96.08%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #11502: 1-Nonene
43.0
5000 LS. ‘
7.0 9.50
m/z 41.10 85.57%
O\\‘\ ‘J\‘Uf“\“\\‘\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #225279: Silane, trichlorodocosyl-
43.0
—1 \
9.50
5000 m/z 56.10  53.40%
7.0
0 L]}, 154.0 210.0 266.0 398.0
R e e e e e RIS i B
miz-> 0 50 100 150 200 250 300 350 400 MA/\/\
Abundance #50329: 2-Methyl-1-undecanol B ‘J
57.0 9.50

m/z 55.05 50.37%

Lilllpe

m/z--> 0 50 100 150 200 250 300 350 400 9.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71521\
Data File : BF124573.D

Acq On : 15 Jul 2021 15:29
Operator : JU/CG

Sample : M3004-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF070721.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 1-Decene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
9.780 52.27 ng 274470  Acenaphthene-die 9.969

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Decene 140 C10H20 000872-05-9 94
2 Cyclodecane 140 C1eH20 000293-96-9 91
3 1-Dodecanol 186 C12H260 000112-53-8 91
4 Cyclodecane, methyl- 154 C11H22 013151-43-4 91
5 Cyclododecane 168 C12H24 000294-62-2 91
Abundance Scan 1308 (9.780 min): BF124573.D\data.ms (-1304) (-) m/z 41.10 100.00%
41.1
69.0
5000
97.0
—F— —
9.50 10.00
140.1
0! H:w‘!wwm;””_‘1‘77"9 m/z 55.05 96.52%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17936: 1-Decene
55.0
5000 . —
29.0 83.0 9.50 10.00
' m/z 43.05 90.25%
111.0
‘ | 140.0
O' \\“‘\‘\\1‘\\1\‘\\\\}\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17937: Cyclodecane
55.0
—— —
9.50 10.00
5000 83.0 m/z 56.05 63.57%
29.0
111.0 1400
0 “1‘_“‘!‘_‘”1“”‘_m_
miz--> 20 40 60 80 100 120 140 160 180 MA
Abundance #50309: 1-Dodecanol T — ‘/TJ
43.0 9.50 10.00
m/z 69.05 58.58%
69.0
5000
97.0
0 001680 WAL A/UJ
m/z--> 20 40 60 80 100 120 140 160 180 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71521\
Data File : BF124573.D

Acq On : 15 Jul 2021 15:29
Operator : JU/CG

Sample : M3004-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF070721.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 Pentadecane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
9.898 35.45 ng 186149  Acenaphthene-die 9.969

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 97
2 Hexadecane 226 C1l6H34 000544-76-3 91
3 Tetradecane 198 C14H30 000629-59-4 91
4 Tridecane 184 C13H28 000629-50-5 91
5 Dodecane 170 C12H26 000112-40-3 86

Abundance Scan 1328 (9.898 min): BF124573.D\data.ms (-1324) (-) m/z 57.05 100.00%

57.0
5000
85.0
— —
9.50 10.00
113.1
om‘m““H‘h_“‘wluu‘_Mff“l“l‘w“““““"7‘1‘2“3“” m/z 43.05 91.89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71394: Pentadecane
57.0
5000 — —
85.0 9.50 10.00
29.0 m/z 41.05 55.02%
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
57.0
— —
9.50 10.00
5000 ITI/Z 71.05 49.82%
85.0
29.0
0 \ ‘ | M‘ 113.0 141.0 169.0 197.0 226.0
e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 MV ﬂAk
Abundance #59880: Tetradecane — /4
57.0 9.50 1000
m/z 85.05 32.04%
5000 85.0
29.0 /\}\A
oHW“““‘WHW“w!m““‘1‘11‘57?“1‘%‘1‘9‘}?99“1‘9‘?9“““‘ U\ A WI\,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 950 10.00

8270-BF070721.M Fri Jul 16 12:51:46 2021 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71521\
Data File : BF124573.D

Acq On : 15 Jul 2021 15:29
Operator : JU/CG

Sample : M3004-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-

BFO70721.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 Dodecanoic acid

Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
10.227 43.62 ng 229051  Acenaphthene-die 9.969
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 91
2 n-Decanoic acid 172 C10H2002 000334-48-5 59
3 Nonanoic acid 158 C9H1802 000112-05-0 46

4 .alpha.-D-Glucopyranose, 4-0-.be... 342 C12H22011
5 .beta.-D-Mannofuranoside, 1-0-(1... 332 C17H3206

Abundance Scan 1384 (10 227 min): BF124573.D\data.ms (-1373) (-

014641-93-1 43
1000155-29-9 14

m/z 41.05 100.00%

41.0 73.0
5000
129.0
157.1
970 — —E
“‘ h“ W\ \ \ \ 200.1 o o 9
Ot “ﬂ“ww‘w“l“HHW‘H“‘H“H“_‘ m/z 60.00 92.55%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #61122: Dodecanoic acid
73.0
5000 T — ‘A
43.0 129.0 10.00 10.50
157.0 m/z 73.80 89.68%
{18 I O O
O\\\‘\\\\‘U\\Hl‘\‘H\\‘HH}\}““\\‘\\‘\\‘\\‘i‘\\\\‘\\‘\\‘\\\\}\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #39474: n-Decanoic acid
73.0 A
e R
129.0 10.00 10.50
5000 m/z 43.05 89.28%
43.0
R i
VA 1 T O Ao N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30180: Nonanoic acid T —
60.0 10.00 10.50
m/z 55.05 69.93%
5000
290 115.0
87.0 ‘
obrerr et sl g Lo U A i
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00 10.50

8270-BF070721.M Fri Jul 16 12:51:47 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71521\
Data File : BF124573.D

Acq On : 15 Jul 2021 15:29
Operator : JU/CG

Sample : M3004-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF070721.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 1-Dodecanol Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.292 60.73 ng 318897 Acenaphthene-d10 9.969
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Dodecanol 186 C12H260 000112-53-8 91
2 Pentafluoropropionic acid, undec... 318 C14H23F502 959014-11-0 91
3 Cyclodecane 140 C1eH20 000293-96-9 90
4 Formic acid, decyl ester 186 C11H2202 005451-52-5 90
5 1-Undecanol 172 C11H240 000112-42-5 90

Abundance Scan 1395 (10.292 min): BF124573.D\data.ms (-1391) (- m/z 41.05 100.00%

41.0
83.1
5000
T =
Lw H H | F25'1 10.00 10.50
0l “““w‘w, R m/z 55.05  94.48%
miz--> 50 100 150 200 250 300
Abundance #50315: 1-Dodecano
55.0
5000 97.0 —F e
10.00 10.50
m/z 43.05 91.85%
LALEL ]2
O T \‘“““\“\“\“’ }‘\h\ ! ‘ \‘\ T ‘ T T ‘ T T T T ‘
m/z--> 50 100 150 200 250 300
Abundance #159234: Pentafluoropropionic acid, undecyl ester
55.0
— —
970 10.00 10.50 .
5000 m/z 69.10 62.25%
154.0
o150l LI L LI T 1990 2430 300
T B o e e R e
miz--> 50 100 150 200 250 300 JK
Abundance #17937: Cyclodecane WM ‘ A ‘ M”}\A‘
55.0 10.00 10.50
m/z 56.00 57.19%
5000
97.0
‘ 140.0
AET 1 0 R, 0 1 U
m/z--> 50 100 150 200 250 300 10.00 10.50

8270-BF070721.M Fri Jul 16 12:51:48 2021 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71521\
Data File : BF124573.D

Acq On : 15 Jul 2021 15:29
Operator : JU/CG

Sample : M3004-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF070721.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 1-Octanol, 5,7,7-trimethyl-... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.992 121.66 ng 222668  Phenanthrene-die 11.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octanol, 5,7,7-trimethyl-2-(1,... 270 C18H380 036400-98-3 80
2 Acetic acid, 3,7,11,15-tetrameth... 340 C22H4402 1000193-63-0 59
3 1-Heptadecene 238 C17H34 006765-39-5 53
4 9-Eicosene, (E)- 280 C20H40 074685-29-3 53
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 50

Abundance Scan 1514 (10.992 min): BF124573.D\data.ms (-1510) (- m/z 57.05 100.00%
57.0

5000
97.1  140.1 11.00
196.2
0 h ‘hu Ik bbb m/z 41.10  21.64%
miz--> 50 100 150 200 250
Abundance #119531: 1-Octanol, 5,7,7-trimethyl-2-(1,3,3-trimethylbuty
57.0
5000 T
11.00
m/z 43.05 13.00%
97.0
O T 2\7‘70\“ ‘H‘\ m \L‘\ h“ \‘H \“1741‘0.‘0 ‘]\-7\]-.\0 T “2]-\‘3-\0\ \2‘55\.0\ T T
miz--> 50 100 150 200 250
Abundance #177171: Acetic acid, 3,7,11,15-tetramethyl-hexadecy! es
57.0
P
11.00
5000 970 m/z 55.10 12.32%
710 ‘ rmo.o
] 196.0
ol ZIOL L Ll L L1980 asgq 200
miz--> 50 100 150 200 250
Abundance #92567: 1-Heptadecene ™~
57.0 11.00
97.0 m/z 83.05 11.65%
5000
27,0
40.0
oL LU L R0 aez0 2380 i
m/z--> 50 100 150 200 250 11.00

8270-BF070721.M Fri Jul 16 12:51:48 2021 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71521\
Data File : BF124573.D

Acq On : 15 Jul 2021 15:29
Operator : JU/CG

Sample : M3004-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF070721.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 3-Chloropropionic acid, hep... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.022 266.77 ng 488248  Phenanthrene-d10 11.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octanol, 5,7,7-trimethyl-2-(1,... 270 C18H380 036400-98-3 64
2 3-Chloropropionic acid, heptadec... 346 C20H39C102 1000283-05-1 53
3 3-Eicosene, (E)- 280 C20H40 074685-33-9 50
4 9-Eicosene, (E)- 280 C20H40 074685-29-3 50
5 1-Heptadecanamine 255 C17H37N 004200-95-7 50

Abundance Scan 1519 (11.021 min): BF124573.D\data.ms (-1516) (- m/z 57.10 100.00%

57.1
5000
Obreprerribedb b o AT 2182 s 4110 24.09%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #119531: 1-Octanol, 5,7,7-trimethyl-2-(1,3,3-trimethylbuty
57.0
5000 SSHRE :
11.00
m/z 55.05 12.57%
97.0
O T \Z‘Z"\O\‘H\ T \“ T \M\ T “\‘\ T \h“ T \H‘\ ‘ \?‘\4\3 \O\\J’-Z]\-\g TT \ ﬁ%\‘?\’ ‘OH TT ‘2\§$‘ 9 TT ‘ TT
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #181286: 3-Chloropropionic acid, heptadecyl ester
57.0
97.0 T T \
11.00
5000 ITI/Z 43.10 12.55%
27‘.0 ‘ 127.0
o L AL 1L, 1670 2100 2500
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #127771: 3-Eicosene, (E)- T
57.0 11.00
m/z 83.10 11.44%
5000
27,0
m/z--> 20 40 60 80 100120140160180200220240260280 11.00

8270-BF070721.M Fri Jul 16 12:51:50 2021 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71521\
Data File : BF124573.D

Acq On : 15 Jul 2021 15:29
Operator : JU/CG

Sample : M3004-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF070721.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 unknownll.045 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.045 170.09 ng 311289  Phenanthrene-d10 11.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octanol, 5,7,7-trimethyl-2-(1,... 270 C18H380 036400-98-3 59
2 3-Chloropropionic acid, heptadec... 346 C20H39C102 1000283-05-1 53
3 1-Heptadecene 238 C17H34 006765-39-5 47
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 43
5 1-Heptacosanol 396 C27H560 002004-39-9 42

Abundance Scan 1523 (11.045 min): BF124573.D\data.ms (-1521) (- m/z 57.10 100.00%
57.1

5000
11.00
97.1125.1
O b T i o2 157 2182wz 4110 21.19%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #119531: 1-Octanol, 5,7,7-trimethyl-2-(1,3,3-trimethylbuty
57.0
5000 ST :
11.00
m/z 43.05 11.76%
97.0
O T \‘Z\%;\O‘H\ T \H“ T \M\ T “}‘\ T \h“ T \H‘\ ‘ \‘3‘\4\}‘0\.\()\\‘]‘-Z]\-\.9 TT } ‘2\:\[?‘0\\ TT ‘25\5‘9 TT
m/z--> 20 40 60 80 100120140160180200220240260
Abundance  #181286: 3-Chloropropionic acid, heptadecyl ester
57.0
97.0 T T \
11.00
5000 ITI/Z 83.05 10.95%
29.0
‘ ‘ 125.0
O J‘! ‘ Hi‘l A ‘M " “J‘H\ L #540182.02100238.0
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #92567: 1-Heptadecene N PA— Ay
57.0 11.00
97.0 m/z 55.10  10.41%
5000
29.0
125.0
0 \ H‘ 154.0182.0210.0238.0
A RaRaaaYLE =
m/z--> 20 40 60 80 100120140160180200220240260 11.00

8270-BF070721.M Fri Jul 16 12:51:52 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71521\
Data File : BF124573.D

Acq On : 15 Jul 2021 15:29
Operator : JU/CG

Sample : M3004-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF070721.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 1-Hexadecanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

11.239 129.85 ng 237660  Phenanthrene-die 11.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexadecanol 242 C16H340 036653-82-4 91
2 n-Tridecan-1-o0l 200 C13H280 000112-70-9 91
3 Cetene 224 C16H32 000629-73-2 91
4 3-Chloropropionic acid, tridecyl... 290 C16H31Cl02 1000281-77-4 90
5 1-Tetradecanol 214 C14H30e0 000112-72-1 90

Abundance Scan 1556 (11.239 min): BF124573.D\data.ms (-1552) (1  m/z 43.05 100.00%

43.0
83.1
5000
111.1

—

1100 11 50
1541
ow_m‘um 1821 m/z 55. 96.33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #95985: 1-Hexadecano
43.0
69.0
97.0
5000 T
1100 ll 50
96.15%

o

m/z 1.05
H Ll ‘\ “ \. \\1540 19602240
\\\\‘\\\\‘\\\ ‘\ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #61341: n-Tridecan-1-ol
55.0 83.0
A e
11.00 11.50
5000 m/z 83.10 65.64%
111.0
29.0
154.0
HH_‘;HHMM 182'0,

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #81243: Cetene PAC— A —
41.0 11.00 11.50
m/z 69.10 63.57%
83.0
5000
111.0
0150‘ ‘ ‘\ 1139.0 168.0 196.0 224.0 A
R R RRRARRR ‘H"H‘_“W‘H“H‘w“u‘u“_“ A e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.00 11.50

8270-BF070721.M Fri Jul 16 12:51:53 2021 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71521\
Data File : BF124573.D

Acq On : 15 Jul 2021 15:29
Operator : JU/CG

Sample : M3004-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF070721.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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.992 106.57 ng 195048 Phenanthrene-die 11.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tridecanoic acid 214 C13H2602 000638-53-9 64
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Dodecanoic acid 200 C12H2402 000143-07-7 50

Abundance Scan 1684 (11.992 min): BF124573.D\data.ms (-1675) (- m/z 43.10 100.00%

43.1
73.0
5000
129.1
WY =
oww“:‘w‘!w MM:“: mwW‘WH_‘Hwm‘wmww‘_ 41.05  85.68%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0
1200
157.01g5 02130  256.0 m/z 60.00 72.65%
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #95851: Pentadecanoic acid
43.0 ,73.0
L I P
12.00
5000 129.0 ITI/Z 55.10 70.12%
199.0
L e T
omsol AT A 0 1L L
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #72646: Tridecanoic acid s T
430 73.0 12.00
' m/z 73.00 69.15%
5000
129.0
H ‘ 171.0 214.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.00

8270-BF070721.M Fri Jul 16 12:51:54 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71521\
Data File : BF124573.D

Acq On : 15 Jul 2021 15:29
Operator : JU/CG

Sample : M3004-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF070721.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 unknownl2.457 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.457 94.07 ng 172172  Phenanthrene-die 11.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid 2-methylpentyl ester 206 C13H1802 059736-57-1 43
2 1-Propanol, 2,2-dimethyl-, benzoate 192 C12H1602 003581-70-2 38
3 Benzoic acid, hept-3-yl ester 220 C14H2002 1000368-76-7 38
4 Benzoic acid, 2-methylpropyl ester 178 C11H1402 000120-50-3 37
5 Benzoic acid, pent-2-yl ester 192 C12H1602 039180-02-4 37
Abundance Scan 1763 (12.457 min): BF124573.D\data.ms (-1756) (1  m/z 105.00 100.00%
105.0
5000
43.0 77.1
e
168.1 12.50
35.0
0 ol “u‘m‘&wmW!H_WWW m/z 77.10  34.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #65937: Benzoic acid 2-methylpentyl ester
105.0
5000 /\ﬂ‘)\!\ i
12.50
s m/z 56.10  33.40%
270 29| haso
‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #54442: 1-Propanol, 2,2-dimethyl-, benzoate
105.0
/\‘ T ‘ T
12.50
5000 770 m/z 43.05 28.81%
41.0
137.0
0 N W NSO SOV MR £ £
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #77322: Benzoic acid, hept-3-yl ester T
105.0 12.50
m/z 41.05 27.58%
5000
o 200510 | ‘ 163.0 191.0 220.0
R L B MRS ERE R P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.50

8270-BF070721.M Fri Jul 16 12:51:56 2021 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71521\
Data File : BF124573.D

Acq On : 15 Jul 2021 15:29
Operator : JU/CG

Sample : M3004-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF070721.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 wunknownl2.504 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.504 78.97 ng 144523  Phenanthrene-die 11.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid 2-methylpentyl ester 206 C13H1802 059736-57-1 58
2 Benzoic acid, dec-2-yl ester 262 C17H2602 1000367-89-7 43
3 Benzoic acid, 2-ethylhexyl ester 234 C15H2202 005444-75-7 38
4 Benzoic acid, 4-methylpent-2-yl ... 206 C13H1802 1000367-94-2 38
5 Benzoic acid, isohexyl ester 206 C13H1802 1000340-21-8 38

Abundance Scan 1771 (12.504 min): BF124573.D\data.ms (-1766) (-1 m/z 105.00 100.00%

105.0
50001 430
77.0
12.50
w‘ Hh\ m\‘ H\ “140016?1 %
Ol b Al L e e m/z 43.05  40.54%
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #65940: Benzoic acid 2-methylpentyl ester
105.0
5000 56.0 T ‘
12.50
m/z 41.05 36.56%
ok 220y L hss.o 168.0  206.0
\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #112534: Benzoic acid, dec-2-yl ester
105.0
T o
12.50
m/z 56.10 33.73%
5000 77.0
140.0
41.0
Ot b b 262
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #89087: Benzoic acid, 2-ethylhexyl ester f ‘
105.0 12.50
70.0 m/z 55.10  32.93%
5000
41.0 h
ob ol L1 111350 1680 23a0 Moy
m/z--> 20 40 60 80 100120140160 180200 220240260 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71521\
Data File : BF124573.D

Acq On : 15 Jul 2021 15:29
Operator : JU/CG

Sample : M3004-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF070721.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 unknownl2.621 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.621 51.04 ng 93408 Phenanthrene-d10 11.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, 2-methylbutyl ester 192 C12H1602 1000367-91-3 42
2 Benzoic acid, 2-ethylhexyl ester 234 C15H2202 005444-75-7 38
3 3-Buten-2-0l, benzoate 176 C11H1202 065001-62-9 27
4 2-Benzoyloxyacetophenone 240 C15H1203 004010-33-7 22
5 1-Butanone, 3-methyl-2-nitro-1-p... 207 C11H13NO3 059906-55-7 22

Abundance Scan 1791 (12.621 min): BF124573.D\data.ms (-1788) (-1 m/z 105.00 100.00%

105.0
5000 70.1
41.0
H ‘ | 1391 1681 12.50 13.00
o‘WmeH‘m;Mu‘u‘““M"m“}W_JH_HWH_m‘ m/z 70.10  43.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #54426: Benzoic acid, 2-methylbutyl ester
105.0
70.0 Jﬂ
5000 Al o L]
12.50 13.00
m/z 77.00 30.96%
ol AL L 18501630
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #89087: Benzoic acid, 2-ethylhexyl ester
105.0
70.0
12.50 13.00
5000 ITI/Z 41.05 25.31%
41.0
bt b 1350 1680 234c
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #42316: 3-Buten-2-ol, benzoate e T
105.0 12.50 13.00
m/z 43.00 24.05%
5000
77.0
51.0
2o || 130 1760
L T e R LM =
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71521\
Data File : BF124573.D

Acq On : 15 Jul 2021 15:29
Operator : JU/CG

Sample : M3004-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF070721.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 Benzoic acid 2-methylpentyl... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

12.721 153.55 ng 281035  Phenanthrene-die 11.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid 2-methylpentyl ester 206 C13H1802 059736-57-1 59
2 Benzoic acid, 2-methylpropyl ester 178 C11H1402 000120-50-3 59
3 Benzoic acid, 2,4-dimethylpent-3... 220 C14H2002 1000368-26-3 50
4 Benzoic acid, hept-3-yl ester 220 C14H2002 1000368-76-7 47
5 Benzoic acid, 1-methylpropyl ester 178 C11H1402 003306-36-3 45

Abundance Scan 1808 (12.721 min): BF124573.D\data.ms (-1802) (-  m/z 105.00 100.00%

105.0
5000
56.0 77.0
H H | 1401 168.1 12.50 13.00
bt i L W T L myz se.es 33.43%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #65937: Benzoic acid 2-methylpentyl ester
105.0
5000 BAT, SIaN
84.0 12.50 13.00
560 m/z 77.00  32.34%
0 270 \\‘ \ k ‘ | 12%“0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #43819: Benzoic acid, 2-methylpropyl ester
105.0
12.50 13.00
5000 m/z 123.00  30.92%
77.0
56.0
ol 2290, | ‘ | 1240 1630
T T e L S R LR
miz--> 20 40 60 80 100 120 140 160 180
Abundance  #77374: Benzoic acid, 2,4-dimethylpent-3-yl ester M
105.0 12.50 13.00
m/z 41.10 23.55%
5000
77.0
ol 270, 590 || 1240 177.0
R = Lk =
m/z--> 20 40 60 80 100 120 140 160 180 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71521\
Data File : BF124573.D

Acq On : 15 Jul 2021 15:29
Operator : JU/CG

Sample : M3004-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF070721.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 unknownl12.751 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.751 73.02 ng 133633  Phenanthrene-die 11.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 35
2 Decanoic acid, 2,3-dihydroxyprop... 246 C13H2604 002277-23-8 14
3 Propyl octanoate 186 C11H2202 000624-13-5 12
4 Hexacosyl trifluoroacetate 478 C28H53F302 1000351-75-0 10
5 Tricosyl pentafluoropropionate 486 C26H47F502 1000351-81-0 10
Abundance Scan 1813 (12.751 min): BF124573.D\data.ms (-1810) (. m/z 43.10 100.00%
43.1
5000
"9 1050 W
s —
| ‘ ‘ ‘ 1(40.1 1851 2412 g, 1250 13.00
ouw‘;!‘w“l‘m‘w”“JH\“NU‘M,‘1“““‘\“"mH‘w“wHMH‘M_WJH m/z 41.85 76.90%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #95854: Pentadecanoic acid
43.0 73.0
5000 1250  13.00
242.0 : )
129.0 m/z 55.80 53.11%
‘ ‘ 199.0
. H\‘ H‘H HH HM‘ uh” M‘\ mi ‘158q wl ‘ | |
OH‘HH‘HH HH‘HH‘HH’HH‘HH‘\H\‘H\\‘HH‘HH‘HH‘HH‘\H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #98804: Decanoic acid, 2,3-dihydroxypropyl ester
43.0
73.0 At S
12.50 13.00
5000 m/z 57.10 51.27%
Ol
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #50056: Propyl octanoate T T
41.0 12.50 13.00
m/z 60.00 42.27%
5000
73.0 127.0
o,£57-°187-O s =
m/z--> 20 40 60 80 100120140160180200220240260280 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71521\
Data File : BF124573.D

Acq On : 15 Jul 2021 15:29
Operator : JU/CG

Sample : M3004-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF070721.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 Cetene Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
16.539 36.29 ng 178960 Perylene-di2 15.592
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cetene 224 C16H32 000629-73-2 72
2 2-Hexyldecyl propionate 298 C19H3802 1072781-99-7 70
3 2-Octyldecyl acetate 312 C20H4002 1000368-55-8 60
4 2-Hexyldecyl acetate 284 C18H3602 082409-75-4 58
5 1-Dodecanol, 2-octyl- 298 C20H420 005333-42-6 53
Abundance Scan 2457 (16.539 min): BF124573.D\data.ms (-2450) (- m/z 57.05 100.00%
57.0
5000 111.1
257.1 R T
‘ ‘ 54.1 224.2 ‘ 16.50
- u‘ | ”‘ H“ 8 1 T T | o — m/z 43.05 83.30%
m/z--> 150 200 250
Abundance #81244: Cetene
43.0
83.0
5000 — J\“f
16.50
m/z 55.85 54.86%
O\‘\ ‘\ ‘m H ‘ “ } h 4 “1\68\0\ \“ \22\4\0\ T T
miz--> 50 100 150 200 250
Abundance #143142: 2-Hexyldecyl propionate
57.0 /\w
ol 7 e
16.50
5000 m/z 71.10 49,26%
111.0
540
0?7“;0“ A ‘ “\ 1 (2t01850 2280 2690
miz--> 50 100 150 200 250
Abundance #154911: 2-Octyldecyl acetate [ary KN‘ —, "ﬂMF
43.0 16.50
m/z 111.10 41.73%
5000 83.0
139.0
ol Ayl MH ‘\ ‘ ‘\ | 181.0211.0 220 204¢ anll
m/z--> 50 100 150 200 250 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71521\
Data File : BF124573.D

Acq On : 15 Jul 2021 15:29
Operator : JU/CG

Sample : M3004-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF070721.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 unknownl18.550 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
18.550 47.65 ng 235022 Perylene-di2 15.592
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 7-methyl- 226 C16H34 006165-40-8 37
2 Nonane, 2,2,4,4,6,8,8-heptamethyl- 226 C1l6H34 004390-04-9 35
32,2,4,4,5,5,7,7-0ctamethyloctane 226 Cl6H34 005171-85-7 35
4 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 35
5 Dodecyl isobutyl carbonate 286 C17H3403 959067-22-2 32

Abundance Scan 2799 (18.550 min): BF124573.D\data.ms (-2785) (- m/z 57.10 100.00%

571
5000

M ‘ Sﬁ 1 ‘113 0‘ M 169 1196.2 2415 18.2018.4018.6018.80

)N N St Nt m/z 140.05  12.58%

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

Abundance #83040: Pentadecane, 7-methyl-

57.0
5000 L AL L L NI B
18.2018.4018.6018.80
85.0

290‘ m/z 41.05 11.72%

112.0
AL LT %m0 20
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #83054: Nonane, 2,2,4,4,6,8,8-heptamethyl-
57.0
LN

18.2018.4018.6018.80

o

5000 ITI z 85.10 10.03%
99.0
0 29\0“ il ‘ g \127 0155.0
e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #83052: 2,2,4,4,5,5,7,7-Octamethyloctane R REmaE L
57.0 18.2018.4018.6018.80

m/z 83.05 9.59%

5000 /\/\
850 113
290 | 850 M30 55,

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 18.2018.4018.6018.80

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71521\
Data File : BF124573.D

Acqg On : 15 Jul 2021 15:29
Operator : JU/CG

Sample : M3004-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF070721.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|
Hexanoic acid, 7.728 105.9 ng 216059 2 8.210 40795 20.0
Tridecane 8.804 142.1 ng 289921 2 8.210 40795 20.0
Hexadecane 9.369 38.5 ng 201928 3 9.969 105023 20.0
1-Nonene 9.563 36.1 ng 189636 3 9.969 105023 20.0
1-Decene 9.780 52.3 ng 274470 3 9.969 105023 20.0
Pentadecane 9.898 35.5 ng 186149 3 9.969 105023 20.0
Dodecanoic acid 10.227 43.6 ng 229051 3 9.969 105023 20.0
1-Dodecanol 10.292 60.7 ng 318897 3 9.969 105023 20.0
1-Octanol, 5,7,... 10.992 121.7 ng 222668 4 11.457 36604 20.0
3-Chloropropion... 11.022 266.8 ng 488248 4 11.457 36604 20.0
unknown11.045 11.045 170.1 ng 311289 4 11.457 36604 20.0
1-Hexadecanol 11.239 129.8 ng 237660 4 11.457 36604 20.0
n-Hexadecanoic ... 11.992 106.6 ng 195048 4 11.457 36604 20.0
unknownl12.457 12.457 94.1 ng 172172 4 11.457 36604 20.0
unknownl12.504 12.504 79.0 ng 144523 4 11.457 36604 20.0
unknown12.621 12.621 51.0 ng 93408 4 11.457 36604 20.0
Benzoic acid 2-... 12.721 153.6 ng 281035 4 11.457 36604 20.0
unknownl2.751 12.751 73.0 ng 133633 4 11.457 36604 20.0
Cetene 16.539 36.3 ng 178960 6 15.592 98637 20.0
unknown18.550 18.550 47.6 ng 235022 6 15.592 98637 20.0
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