LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021921\
Data File : BF123235.D

Acqg On : 19 Feb 2021 20:07
Operator : JU/CG

Sample : M1399-02

Misc :

ALS Vvial : 13  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-BF021921.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF123235.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  2.116 3 5 11 rVB 1235105 1461343 1.01% 0.169%
2 5.216 527 532 535 rBV 1827910 1853863 1.28% 0.214%
3 5.439 562 570 575 rBV 2070178 3198801 2.20% 0.369%
4 5.487 575 578 581 rVB 1996538 1797159 1.24% 0.207%
5 6.298 711 716 719 rVB2 2012731 2131652 1.47% 0.246%
6 7.016 834 838 841 rBV 3834304 3413343 2.35% 0.394%
7 7.422 903 907 910 rVV 2824901 2883937 1.98% 0.333%
8 7.633 937 943 946 rVB 10122182 15064313 10.36% 1.739%
9 8.680 1114 1121 1124 rBV 8971168 12542383 8.63% 1.448%
10 9.145 1182 1200 1203 rBv4 670854 2967766 2.04% 0.343%
11  9.222 1208 1213 1221 rVB 3746819 5095108 3.50% 0.588%
12 9.298 1221 1226 1230 rBV2 1144703 1683007 1.16% 0.194%
13 9.357 1230 1236 1248 rVwV 848572 3109577 2.14% 0.359%
14 9.510 1253 1262 1278 rVB 2173392 7620956 5.24% 0.880%
15 9.745 1288 1302 1315 rBV 12045091 36368460 25.02% 4.199%
16 9.874 1320 1324 1327 rVV 1493782 2939963 2.02% 0.339%
17 9.916 1327 1331 1332 rVV2 1892791 2978480 2.05% 0.344%
18 9.939 1332 1335 1342 rVB2 4136670 6629916 4.56% 0.765%

19 10.039 1342 1352 1362 rBV 3070425 10228670 7.04% 1.181%
20 10.269 1367 1391 1398 rBV2 13763432 74840537 51.48%  8.640%

21 10.386 1408 1411 1418 rVB 993923 2026551 1.39% 0.234%
22 10.457 1419 1423 1429 rVB 2795550 4226418 2.91% 0.488%
23 10.551 1429 1439 1453 rVB 2740843 8409859 5.78% 0.971%
24 10.686 1456 1462 1464 rBV 2737585 3517739 2.42%  ©.406%
25 10.763 1466 1475 1488 rVB 12886823 36037029 24.79% 4.160%

26 10.857 1488 1491 1500 rBV2 1632967 4541425 3.12% 0.524%
27 10.927 1500 1503 1507 rVV2 936082 1544610 1.06% ©.178%
28 11.016 1507 1518 1529 rVV2 4310291 15765345 10.84%  1.820%
29 11.127 1529 1537 1540 rVB 3068402 4869666 3.35% 0.562%
30 11.221 1545 1553 1565 rVV 13543589 32280982 22.21% 3.727%

31 11.357 1573 1576 1581 rVV 3488567 3717062 2.56% 0.429%
32 11.798 1645 1651 1657 rBV 8131677 12347454  8.49%  1.425%
33 11.857 1657 1661 1668 rVB 1838427 2513559 1.73% 0.290%
34 11.992 1669 1684 1685 rBV5 2522990 9529812 6.56% 1.100%
35 12.227 1712 1724 1727 rBV2 14428137 47332075 32.56% 5.464%

36 12.539 1763 1777 1784 rBV4 13561724 50000441 34.39% 5.772%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021921\
Data File : BF123235.D

Acqg On : 19 Feb 2021 20:07
Operator : JU/CG

Sample : M1399-02

Misc :

ALS Vvial : 13  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-BF021921.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 12.610 1784 1789 1802 rVB 10860730 30065537 20.68% 3.471%
38 12.792 1803 1820 1824 rBV2 3272853 13918749 9.57% 1.607%
39 12.998 1824 1855 1857 rBV1@ 17939955 145375505 100.00% 16.783%
40 13.245 1892 1897 1899 rBV2 1574691 1932206 1.33% 0.223%

41 13.333 1909 1912 1914 rVV 8463972 7072457 4.86% 0.816%
42 13.468 1930 1935 1945 rVB4 924920 2318356 1.59% 0.268%
43 13.562 1945 1951 1958 rVB2 5178937 6618486 4.55% 0.764%
44 13.645 1958 1965 1967 rBV2 9908387 11913322  8.19% 1.375%
45 13.668 1967 1969 1974 rVB 4451718 4754635 3.27% ©.549%

46 13.951 2003 2017 2020 rBV2 16506481 58374846 40.15% 6.739%

47 14.027 2026 2030 2033 rVV 4819618 4162838 2.86% 0.481%
48 14.268 2068 2071 2075 rVV 2372264 2026877 1.39% 0.234%
49 14.521 2110 2114 2117 rVV 2159928 2201204 1.51% ©0.254%
50 14.574 2117 2123 2127 rVV2 1109025 2604384 1.79% 0.301%
51 14.627 2127 2132 2137 rVB2 4730543 6082342 4.18% 0.702%
52 14.727 2146 2149 2154 rVB 2020056 1886977 1.30% 0.218%
53 14.886 2171 2176 2182 rBV 1636166 1828768 1.26% 0.211%
54 15.280 2238 2243 2250 rVB 3180948 3769507 2.59% 0.435%
55 15.427 2261 2268 2272 rBV 5757694 7953975 5.47% ©.918%

56 16.092 2373 2381 2389 rVB 3843964 7005679 4.82% 0.809%
57 16.339 2418 2423 2432 rVV4 521086 1545220 1.06% ©.178%
58 16.468 2432 2445 2451 rVB 8897664 24700190 16.99%  2.852%
59 17.174 2557 2565 2586 rVB2 1802822 4940250 3.40% ©.570%
60 17.721 2628 2658 2661 rBV4 8707144 54021674 37.16% 6.237%

61 18.021 2699 2709 2716 rBV2 1292401 4083243 2.81% 0.471%
62 18.445 2760 2781 2790 rBV 2657618 17568941 12.09% @ 2.028%

Sum of corrected areas: 866195429
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021921\
Data File : BF123235.D

Acq On : 19 Feb 2021 20:07
Operator : JU/CG

Sample : M1399-02

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BF123235.D\data.ms
2e+07
1.5e+07
7.63:
1e+07
5000000
551387
116 5.216
0\\‘\\\\‘\\\\’\\\\‘\T\'VT\'V_TW—’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
Time--> 220240260280300320340360380400420440460480500520540560580600620640660680700720740760
Abundance TIC: BF123235.D\data.ms
2e+07
1.5e+07 10.269
9.745
1le+07 8.680
5000000 9.939
9.222 0.039] 1o
9.510 10 §
‘JU% _Q/M i
o—rr—rr— T T — — — — —
Time--> 8.00 8.50 9.00 9.50 10.00 10 50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF123235.D\data.ms
2e+07
13.951
1.5e+07
13.645
1e+07 16.468
13-53.668 14.027 14.627 15.427
5000000 16.092
14.26814.524 707 15.280
13.4 14.57%414.886 17.174
16.339 M
O T ‘ T T ‘ T T ‘ T T T T T T T ‘ T
Time--> 13.50 14.00 14.50 15 oo 15 50 16. 00 16 50 17. oo 17 50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021921\
Data File : BF123235.D

Acq On : 19 Feb 2021 20:07
Operator : JU/CG

Sample : M1399-02

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.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 2-Methyl-1-undecanol Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
9.510 51.17 ng 7620960  Acenaphthene-die 9.910

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methyl-1-undecanol 186 C12H260 010522-26-6 91
2 1-Decanol, 2-methyl- 172 C11H240 018675-24-6 86
3 Oxalic acid, allyl pentadecyl ester 340 C20H3604 1000309-24-3 64
4 Hexadecane, 1,1-bis(dodecyloxy)- 595 C40H8202 056554-64-4 58
5 Oxalic acid, allyl hexadecyl ester 354 C21H3804 1000309-24-4 58

Abundance Scan 1262 (9.510 min): BF123235.D\data.ms (-1253) (-) m/z 57.10 100.00%

57.1
5000
83.1
T \
11 9.50
140.2
Ol it b b 682 2071 m/z 43.10  74.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #50329: 2-Methyl-1-undecano
57.0
5000 29.0 T
' 83.0 9.50
m/z 41.10 58.90%
1110
)
O\‘\H\‘”\\ H‘\\H‘\\\\‘H\\‘\H\‘\\H‘\H\‘\H\‘\\H‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57.0
T \
9.50
5000 m/z 56.10 52.48%
85.0
29.0
111.0
154.0
L SR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #176817: Oxalic acid, allyl pentadecyl ester =
41.0 9.50

m/z 55.10  48.16%

5000
71.0
M 97.0
0 L) HH | 1250 255.(

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021921\
Data File : BF123235.D

Acq On : 19 Feb 2021 20:07
Operator : JU/CG

Sample : M1399-02

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.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 1-Decene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
9.745 244.21 ng 36368500  Acenaphthene-d10 9.910

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Decene 140 C1o0H20 000872-05-9 95
2 Cyclodecane 140 C1eH20 000293-96-9 94
3 Cyclododecane 168 C12H24 000294-62-2 94
4 n-Tridecan-1-o0l 200 C13H280 000112-70-9 91
5 1-Undecanol 172 C11H240 000112-42-5 91
Abundance Scan 1302 (9.745 min): BF123235.D\data.ms (-1288) (-) m/z 55.10 100.00%
5I:
3.1
5000
1111 A —r—
1402 9.50 10.00
Dbl 1682 2031 m/z 69.10  85.55%
m/z--> 20 40 80 100 120 140 160 180 200 220
Abundance #17936: 1-Decene
55.0
5000 = ~
83.0 9.50 10.00
29.0 m/z 41.10 81.19%
111.0
‘ ‘ | 140.0
0\\\‘\}\\ \\“\\\\‘\\1\‘\\\\}\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
55.0
A —
9.50 10.00
5000 83.0 m/z 43.10 75.53%
27.0
111.0 140.0
S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #36736: Cyclododecane T —
55.0 9.50 10.00
83.0 m/z 83.10 70.73%
5000
29.0 111.0
‘ 140.0 168.0
o} ““‘l““‘ = —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021921\
Data File : BF123235.D

Acq On : 19 Feb 2021 20:07
Operator : JU/CG

Sample : M1399-02

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.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 1-Tridecene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.039 68.68 ng 10228700  Acenaphthene-d10 9.910
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methyl-1-undecanol 186 C12H260 010522-26-6 90
2 1-Tridecene 182 C13H26 002437-56-1 60
3 1-Dodecene 168 C12H24 000112-41-4 58
4 3-Tetradecene, (E)- 196 C14H28 041446-68-8 58
5 Oxalic acid, allyl octadecyl ester 382 C23H4204 1000309-24-5 58
Abundance Scan 1352 (10.039 min): BF123235.D\data.ms (-1342) (- m/z 57.10 100.00%
57.1
I \
I \H 11\11 154.2 1822 224z 1000
Ob wuH,"lu_Hm_Mw_www m/z 43.10  73.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #50329: 2-Methyl-1-undecanol
57.0
5000 29.0 1 \
. 83.0 10.00
m/z 41.10 61.97%
1110
L
O\\\‘\\\\’”\\ \\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
55.0
83.0
R \
10.00
m/z 55.10 56.02%
5000 29.0
111.0
0 154.0 182.0
T T T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #36735: 1-Dodecene T :
55.0 10.00
83.0 m/z 56.10 54.29%
5000 29.0
111.0
: 1 a0 1000
i Y M B it —~—
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021921\
Data File : BF123235.D

Acq On : 19 Feb 2021 20:07
Operator : JU/CG

Sample : M1399-02

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.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 n-Pentadecanol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.269 502.54 ng 74840500 Acenaphthene-d10 9.910
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Pentadecanol 228 C15H320 000629-76-5 87
2 Pentafluoropropionic acid, decyl... 304 C13H21F502 959000-65-8 87
3 1-Dodecanol 186 C12H260 000112-53-8 87
4 1-Tridecene 182 C13H26 002437-56-1 87
5 1-Tetradecanol 214 C14H30e0 000112-72-1 87

Abundance Scan 1391 (10.269 min): BF123235.D\data.ms (-1367) (- m/z 55.10 100.00%
55.1

- T L\/J\L\/U\/

129.1

71.2
0 M w0t 4116 89.93%

m/z--> 50 100 150 200 250
Abundance #84601: n-Pentadecano
43.00 83.0

5000 —T ——
10.00 10.50
250 m/z 43.10 86.97%
e e
Ol ‘\ ‘\““\‘\‘ \‘ \““ \“ \‘h\ ‘1 “‘\ T \‘\ T T T T
m/z--> 50 100 150 200 250
Abundance
55.0
—— —
10.00 10.50
5000 97.0 m/z 69.10 76.75%
140.0
0450 185.0 243.0 286.(
T
m/z--> 50 100 150 200 250
Abundance #50315: 1-Dodecanol ~ e
55.0 10.00 10.50

m/z 83.10 67.79%

5000 97.0
NINE:
25‘ ‘u \‘ “ \‘ ‘\ \‘ ! ‘ L

m/z--> 50 100 150 200 250 10.00 10.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021921\
Data File : BF123235.D

Acq On : 19 Feb 2021 20:07
Operator : JU/CG

Sample : M1399-02

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.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-Dodecene Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

10.551 56.47 ng 8409860  Acenaphthene-die 9.910
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Dodecene 168 C12H24 000112-41-4 90
2 n-Tetracosanol-1 354 C24H500 000506-51-4 86
3 Oxalic acid, allyl octadecyl ester 382 C23H4204 1000309-24-5 64
4 1-Tetradecene 196 C14H28 001120-36-1 64

5 Dichloroacetic acid, tridecyl ester 310 C15H28C1202 1000280-48-3 62

Abundance Scan 1439 (10.551 min): BF123235.D\data.ms (-1429) (- m/z 57.10 100.00%
57.1
5000
97.1
1 T
10.50
1682
oLl “‘ | “‘1330 e 2250  m/z 43.10 71.93%
miz--> 50 100 150 200 250 300
Abundance #36735: 1-Dodecene
55.0
97.0
5000 — :
10.50
m/z 41.10 57.15%
01\5\(*\ “‘ “‘ ‘ ‘ \“ \1\4.(\)‘()\ \ T ‘ L ‘ L ‘ L
miz--> 50 100 150 200 250 300
Abundance
43.0
1
10.50
5000 83.0 m/z 55.10 56.75%
0 1250 168.0 210.0 252.0 294.0 336.(
e e S
miz--> 50 100 150 200 250 300
Abundance #203464: Oxalic acid, allyl octadecy! ester —
41.0 10.50
m/z 71.10 51.34%
5000
3.0
oLl e a0 VA
m/z--> 50 100 150 200 250 300 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021921\
Data File : BF123235.D

Acq On : 19 Feb 2021 20:07
Operator : JU/CG

Sample : M1399-02

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.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 Dodecyl isobutyl carbonate Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.016 84.83 ng 15765300 Phenanthrene-d10 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecyl isobutyl carbonate 286 C17H3403 959067-22-2 64
2 Isobutyl tetradecyl carbonate 314 C19H3803 959275-58-2 59
3 Carbonic acid, isobutyl octadecy... 370 C23H4603 1000314-61-5 58
4 Isobutyl tridecyl carbonate 300 C18H3603 959275-44-6 53
5 Hexadecane, 1-chloro- 260 C16H33Cl 004860-03-1 50
Abundance Scan 1518 (11.016 min): BF123235.D\data.ms (-1507) (- m/z 57.10 100.00%
57.1
8?1 PN
11.00
112.1140.2 .
I —. ww‘“ ‘ M“ AU aTLL 2182 2551 L. 4310 28.53%
m/z--> 20 40 60 80 100120140 160 180 200 220 240
Abundance #132955: Dodecyl isobutyl carbonate
57.0
5000 —— :
11.00
97.0 m/z 41.10 28.09%
29, OH H M ‘ 14001680
O H\‘H‘H“‘\H “‘\w‘\\“!\H”“H‘U\‘\‘H\‘\H\‘\\\\‘\\\\‘2\;\:3\‘(\)\\\‘\\\\‘\
m/z--> 20 40 60 80 100120140 160 180 200 220 240
Abundance
57.0
R [
11.00
5000 m/z 71.10 27.43%
97.0
0 290 125.0  168.0196.0
T T e e e e
m/z--> 20 40 60 80 100120140 160 180 200 220 240
Abundance #197139: Carbonic acid, isobutyl octadecyl ester —— ‘
57.0 11.00
m/z 55.10 22.16%
5000
970
29.0
0220 0 e o S\
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021921\
Data File : BF123235.D

Acq On : 19 Feb 2021 20:07
Operator : JU/CG

Sample : M1399-02

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.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 1-Tetradecanol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.222 173.69 ng 32281000 Phenanthrene-di10 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Tetradecanol 214 C14H30e0 000112-72-1 94
2 1-Pentadecene 210 C15H30 013360-61-7 92
3 n-Pentadecanol 228 C15H320 000629-76-5 91
4 Cyclotetradecane 196 C14H28 000295-17-0 91
5 3-Chloropropionic acid, tridecyl... 290 C16H31C102 1000281-77-4 91

Abundance Scan 1553 (11.221 min): BF123235.D\data.ms (-1545) (- m/z 55.10 100.00%

55.1 83.1
5000
1111

11.00 11.50
1402 1822
“W‘H‘m“ ‘NMHWWNH‘L‘m‘u“w‘u?EQE‘u‘ m/z 83.10  89.85%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #72866: 1-Tetradecanol
55.0 83.0

5000 = —
111.0 11.00 11.50

m/z 69.10  86.26%

168.0
O' T \‘! T ‘ }“\]:4\.‘}()\.\0\ T ‘ T ! TT ‘ \]\-?{6‘\0\ TT ‘ TTTT
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
43.0

— =
11.00 11.50

o

83.0
5000 ITI/Z 43.10 80.49%
111.0
o 1400 1820 210.0
T T T T T T T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #84599: n-Pentadecanol T =
55.0 83.0 11.00 11.50

m/z 41.10 78.01%

5000 111.0
29.0 ‘
1400  182.0
o | | M00 18205109

m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021921\
Data File : BF123235.D

Acq On : 19 Feb 2021 20:07
Operator : JU/CG

Sample : M1399-02

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.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 Hexadecanoic acid, methyl e... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.798 66.44 ng 12347500 Phenanthrene-d10 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 95
3 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 90
4 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 90
5 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 83

Abundance Scan 1651 (11.798 min): BF123235.D\data.ms (-1645) (- m/z 74.05 100.00%
74.0

4>

5000
43.1
143.1 L I
| ‘ 185.2 22‘7 2 702 11.50 12.00
owwHH‘_uhn“v!"Mm,w_Hwm,mH_wwwwm‘ m/z 87.05 75.21%
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #119408: Hexadecanoic acid, methyl ester
74.0
5000 —— —
43.0 11.50 12.00
143.0 m/z 43.10 32.77%
L mo mowseno o
O\‘HH‘}\H‘\H\‘\‘H\‘HH’\\H‘\H\‘HH’HH‘\H\‘\H\‘HH‘\\‘H‘
m/z--> 20 40 60 80 100120140160 180200 220 240260
Abundance
74.0
—= —
11.50 12.00
5000/ 43.0 m/z 55.10  28.95%
0 1010 130 4850 2270 2700
A e A o e AR ARARRARARAE ST
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #107596: Pentadecanoic acid, methyl ester = —
74.0 11.50 12.00
m/z 41.10 27.15%
5000
43.0
BERITI
0‘_‘Hy‘H‘HM‘H‘NH‘W‘MW‘HM‘H‘MH‘_‘HMHH‘HH‘H‘W e —
m/z--> 20 40 60 80 100120140160 180200220240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021921\
Data File : BF123235.D

Acq On : 19 Feb 2021 20:07
Operator : JU/CG

Sample : M1399-02

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.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 n-Hexadecanoic acid Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.992 51.28 ng 9529810 Phenanthrene-die 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Isopropyl palmitate 298 C19H3802 000142-91-6 46
3 Ether, dodecyl isopropyl 228 C15H320 029379-42-8 30
4 Tridecane 184 C13H28 000629-50-5 25
5 Oxalic acid, isobutyl heptadecyl... 384 C23H4404 1000309-38-2 18
Abundance Scan 1684 (11.992 min): BF123235.D\data.ms (-1669) (- m/z 43.10 100.00%
43.1
98.1
5000
129.1
183.2 T
256.1 12.00
0k “MJ‘ ‘WMNJwHL‘A‘Mw%%H%“““" ‘ m/z 73.00 91.31%
miz-> 50 100 150 200 250 300
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 T
12.00
M97.0 1o 2130 2560 m/z 55.05 90.52%
o] m— “\“H‘\ W“ » \\hu\ ;‘H‘\‘n} ‘\ ‘ “ “ “‘ \‘ ““\‘ , “\‘ ]
miz--> 50 100 150 200 250 300
Abundance
43.0
102.0 —
12.00
m/z 41.10 86.46%
5000 256.0
1430 1850
0 ' 219.0 298.(
e e T
miz--> 50 100 150 200 250 300
Abundance #84608: Ether, dodecyl isopropyl T
43.0/ |83.0 12.00
m/z 60.00 83.42%
5000
168.0 213.0
NIRRT 1 800 S S AN
m/z--> 50 100 150 200 250 300 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021921\
Data File : BF123235.D

Acq On : 19 Feb 2021 20:07

Operator Ju/caG

Sample : M1399-02

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF021921.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

¢ C:\DATABASE\NIST11.L
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 Isopropyl palmitate Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.227 254.68 ng 47332100 Phenanthrene-d10 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropyl palmitate 298 C19H3802 000142-91-6 95
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 38
3 Isopropyl myristate 270 C17H3402 000110-27-0 38
4 Nonanoic acid, 1-methylethyl ester 200 C12H2402 028267-32-5 32
5 n-Capric acid isopropyl ester 214 C13H2602 002311-59-3 12

Abundance Scan 1724 (12.227 min): BF123235.D\data.ms (-1712) (|  m/z 43.10 100.00%
43.1
256.1
5000 102.1
—— —
21?2 ; 12.00 12.50
[ bl “‘ Ll bbb 2985 nyy 256,15 59.91%
miz-> 50 100 150 200 250 300
Abundance #143138: Isopropyl palmitate
43.0
102.0
5000 —— —
256.0 12.00 12.50
m/z 41.10 52.49%
P“? 185.0 ‘
0 \“‘\ ‘\“" \‘M”‘\“‘ T \ T ‘2\1?(\)\ T \2\98‘(\
miz--> 50 100 150 200 250 300
Abundance
43.0
—— —
12.00 12.50
5000 m/z 60.05 52.49%
83.0 1290 256.0
1710 2130
ol Ll gl e e
miz--> 50 100 150 200 250 300
Abundance #119373: Isopropyl myristate T "
60.0 102.0 12.00 12.50
m/z 102.10  45.30%
5000
228.0
1850‘ ‘
obzal 1. w0 50 SRS | (U W
m/z--> 50 100 150 200 250 300 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021921\
Data File : BF123235.D

Acq On : 19 Feb 2021 20:07
Operator : JU/CG

Sample : M1399-02

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.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 9-Octadecenoic acid (Z)-, m... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.539 269.03 ng 50000400 Phenanthrene-d10 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 99
2 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 98
3 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 98
4 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 98
5 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 98
Abundance Scan 1777 (12.539 min): BF123235.D\data.ms (-1763) (- m/z 55.10 100.00%
55.1
w0 W
264.1 S :
| 37.1 1802 22‘22 h 12.50
ol “ e L2903 7 41,10 70.56%
miz--> 150 200 250 300
Abundance #141302: 9-Octadecenoic acid (Z)-, methyl ester
55.0
5000 —— :
12.50
m/z 69.10 64.71%
370 1800 222.0 264.0
oL “ \‘\ \H‘M“U\ ol ‘\\‘ T “‘ — ‘H‘ ‘2‘97‘0“ .
m/z--> 50 150 200 250 300
Abundance
55.0
R \
12.50
5000 m/z 74.05 55.12%
97.0
264.0
222.0
0 138.0 180.0 297.0
e e e e e
m/z--> 50 100 150 200 250 300
Abundance #141287: 14-Octadecenoic acid, methyl ester —— ‘
55.0 12.50
m/z 83.10 51.50%
5000
264.0
38.0 1800 2220 ‘
JLLLLRL] ‘\\ | 1990 1800 2220 | gy )1
m/z--> 5 100 150 200 250 300 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021921\
Data File : BF123235.D

Acq On : 19 Feb 2021 20:07
Operator : JU/CG

Sample : M1399-02

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.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 Methyl stearate Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.610 161.77 ng 30065500 Phenanthrene-d10 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 97
2 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 90
3 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 87
4 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 80
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 80
Abundance Scan 1789 (12.610 min): BF123235.D\data.ms (-1784) (- m/z 74.05 100.00%
74.0
5000
43.1
143.1 .
—— —
‘ M ‘ ‘ 199.2 25‘5'2 208.2 12.50 13.00
ok ‘N“LM‘“‘&l}}L A \‘M R m/z 87.05 79.25%
m/z--> 50 100 150 200 250 300
Abundance #143129: Methyl stearate
74.0
_\
5000 ——t =
43.0 12.50 13.00
‘ ‘ 1430 255 O 2980 m/Z 43 . 16 34 . 1700
199.0 .
O\“\ ‘\‘ ““‘\ ‘L‘ \‘”‘\ &I‘Tl\‘lwo‘\ \‘|‘\ T “ LI e “ T
miz--> 50 100 150 200 250 300
Abundance
74.0
— —
12.50 13.00
5000 m/z 55.10 25.25%
£8.0
143.0 255.0 298.0
111.0 199.0
N E T N
m/z--> 50 100 150 200 250 300
Abundance #107596: Pentadecanoic acid, methyl ester —— —
74.0 12.50 13.00
m/z 41.10 23.53%
5000
43.0
143.0
213.0 256.0
b 1m0l aggoe0 e0 I A
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\BF021921\
Data File : BF123235.D

Acq On : 19 Feb 2021 20:07

Operator : JU/CG

Sample : M1399-02

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF021921.M
: 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 cis-Vaccenic acid Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
12.792 66.87 ng 13918700 Chrysene-d12 14.063
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis-Vaccenic acid 282 C18H3402 000506-17-2 98
2 Oleic Acid 282 C18H3402 000112-80-1 97
3 9-Octadecenoic acid, (E)- 282 C18H3402 000112-79-8 95
4 14-Pentadecenoic acid 240 C15H2802 017351-34-7 93
5 Octadec-9-enoic acid 282 C18H3402 1000190-13-7 74

Abundance Scan 1820 (12.792 min): BF123235.D\data.ms (-1803) (- m/z 55.10 100.00%
e M
—— —
71 1851 222 5 264.1 326 12.50 13.00
0! bilbosgismppbg S0 b A 2E0 m/z 43,10 77.46%
m/z--> 150 200 250 300
Abundance #129339: cis-Vaccenic acid
55.0
5000 — —
12.50 13.00
m/z 41.10 75.68%
264.0
Ol‘s‘q“ \H“M u“‘”\ i h‘ H\‘ I ‘%89‘0‘2‘2‘2‘0‘ e
miz--> 50 100 150 200 250 300
Abundance
55.0
—— —
12.50 13.00
5000 97.0 m/z 69.10 73.93%
264.0
5180 138.0 180.0 222.0
e e
m/z--> 50 100 150 200 250 300
Abundance #129353: 9-Octadecenoic acid, (E)- —— —
55.0 12.50 13.00
m/z 83.10 62.39%
97.0
5000
264.0
‘ ‘ 3‘70 180.0 222.0
0“‘““\‘\ M‘H\”\H“\ h \\“\‘ M‘\““‘\"“‘ ; ‘ ; ; ‘ ;
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\BF021921\
Data File : BF123235.D

Acq On : 19 Feb 2021 20:07
Operator : JU/CG

Sample : M1399-02

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.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 Benzoic acid, tetradecyl ester Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
13.333 33.98 ng 7072460 Chrysene-d12 14.063
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, tetradecyl ester 318 C21H3402 1000340-22-7 70
2 Benzoic acid, tridecyl ester 304 C20H3202 1000340-22-6 62
3 Benzoic acid, pentadecyl ester 332 C22H3602 1000340-22-8 62
4 Benzoic acid, octadecyl ester 374 C25H4202 1000340-23-1 58
5 Benzoic acid, heptadecyl ester 360 C24H4002 1000340-23-0 52

Abundance Scan 1912 (13.333 min): BF123235.D\data.ms (-1909) (- m/z 123.00 100.00%
123.0
5000
74.0
— A
13.00 13.50
oh 391% Hh“w‘ﬂ“m “W Lt “‘1‘8“212“ 2212 “28“3{3‘ 3263 n/z 105.00  74.72%
miz--> 50 100 150 200 250 300
Abundance #159931: Benzoic acid, tetradecyl ester
123.0
5000
13.00 13.50
430 770 m/z 74.85  35.32%
05 T ‘\H ‘H‘“\ “h‘ ‘“\‘h‘\““‘\h \“\ I \1\9‘6‘(\) LA B ‘3\18\9\
miz--> 50 100 150 200 250 300
Abundance
123.0
‘ T T ‘ \M
13.00 13.50
5000 m/z 77.05 33.15%
77.0
43.0
0 1820 304.0
e
m/z--> 50 100 150 200 250 300
Abundance #171090: Benzoic acid, pentadecyl ester — o
123.0 13.00 13.50
m/z 87.05 28.10%
5000
43.0 77.0
o L1l L es0 2100 e Ll JL
m/z--> 50 100 150 200 250 300 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021921\
Data File : BF123235.D

Acq On : 19 Feb 2021 20:07
Operator : JU/CG

Sample : M1399-02

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.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 1@-Heneicosene (c,t) Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
13.563 31.80 ng 6618490 Chrysene-d12 14.063
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 10-Heneicosene (c,t) 294 (C21H42 095008-11-0 96
2 cis-11-Eicosenoic acid 310 C20H3802 005561-99-9 83
3 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 62
4 Cyclopentane, 1,1'-[3-(2-cyclope... 304 C22H40 055255-85-1 62
5 Cyclohexane, 1-(1,5-dimethylhexy... 280 C20H40 056009-20-2 53
Abundance Scan 1951 (13.562 min): BF123235.D\data.ms (-1945) (- m/z 55.10 100.00%
55.1
R \
13.50
oA m/z 43.10  91.62%
miz--> 50 100 150 200 250 300 350
Abundance #139793: 10-Heneicosene (c,t)
55.0
7.0
5000 % :
13.50
m/z 69.10 79.43%
39.0
Olﬁwq‘\ ‘\““\“‘\ \M‘ ‘H‘\H\ “} ‘h\ L I \2\9\‘4‘9 (N
miz--> 50 100 150 200 250 300 350
Abundance
55.0
——
13.50
5000 97.0 m/z 83.10 79.19%
292.0
o150 1380  208.0 250.0
L B o o T e
m/z--> 50 100 150 200 250 300 350
Abundance #197885: Trichloroacetic acid, pentadecyl ester —— ‘
43.0 13.50
83.0 m/z 97.10 71.11%
25.0
182.0
m/z--> 50 100 150 200 250 300 350 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021921\
Data File : BF123235.D

Acq On : 19 Feb 2021 20:07
Operator : JU/CG

Sample : M1399-02

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.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 Eicosanoic acid Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.645 57.24 ng 11913300 Chrysene-d12 14.063
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosanoic acid 312 C20H4002 000506-30-9 91
2 Isopropyl palmitate 298 C19H3802 000142-91-6 49
3 i-Propyl 14-methylhexadecanoate 312 C20H4002 1000336-77-6 43
4 Isopropyl myristate 270 C17H3402 000110-27-0 38
5 N-Cyclooct-4-enylacetamide 167 C1OH17NO 170952-69-9 25
Abundance Scan 1965 (13.645 min): BF123235.D\data.ms (-1958) (- 43.10 100.00%
43.1
c000 102.1 312.3 A/\LML
1711 2132 2691 | , 13.50 14.00
oH “M gt L bl b 3980 s 57,10 54.57%
m/z--> 150 200 250 300 350
Abundance #154907: Eicosanoic acid
43.0
312.0
5000
13 50 14 00
3.0 129.0 m/z 102.05 53.95%
‘ ‘ ‘ 1850 270 2690 ‘
0\ “M“\ H‘H \H‘\‘\ \ ‘ \ \ T \%\ \ T T ‘\ T ‘ T T T ‘ T
miz--> 100 150 200 250 300 350
Abundance
43.0 102.0
— —
13.50 14.00
5000 m/z 60.05 51.77%
157.0 213.0 257.0
(o L PRttt
m/z--> 50 100 150 200 250 300 350 /L
Abundance #154940: i-Propyl 14-methylhexadecanoate —
57.0 102.0 1350 14.00
270.0 ITI/Z 312.30 47.11%
5000
1710
LT e |
0 \MMH\ ‘\M ‘ “‘H‘H‘hu‘ . B — —
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021921\
Data File : BF123235.D

Acq On : 19 Feb 2021 20:07
Operator : JU/CG

Sample : M1399-02

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.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 unknown13.951 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.951 280.46 ng 58374800 Chrysene-d12 14.063
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Fumaric acid, decyl 2-ethylhexyl... 368 C22H4004 1000339-14-4 47
2 Formic acid, 2-ethylhexyl ester 158 C9H1802 1000368-94-7 35
3 Carbonic acid, neopentyl 2-ethyl... 244 C14H2803 1000357-85-7 35
4 Oxalic acid, 2-ethylhexyl tetrad... 398 C24H4604 1000309-39-7 30
5 2-Ethyl-1-hexanol, pentafluoropr... 276 C11H17F502 1000365-51-1 30
Abundance Scan 2017 (13.951 min): BF123235.D\data.ms (-2003) (- m/z 57.10 100.00%
57.1
112.1
5000 239.2
“ 14.00
157.1 :
T J“M“w w‘w X992 |4 81133503 ., 710  74.95%
miz--> 50 100 150 200 250 300 350
Abundance #195547: Fumaric acid, decyl 2-ethylhexyl ester
70.0 112.0
5000 Al L
14.00
4 211 m/z 71.10 74.04%
o ||| e
O\ \“\ \‘ “‘\“ \“\ ‘ “ h\ \M‘ ‘“‘\ \‘ \ \“ U\ \"\F“\ T \3‘1\1.\0\ T ‘ L
miz--> 50 100 150 200 250 300 350
Abundance
57.0
—=
14.00
5000 m/z 43.10 64.96%
112.0
0l.9.0
e
m/z--> 50 100 150 200 250 300 350
Abundance  #97350: Carbonic acid, neopentyl 2-ethylhexyl ester e
71.0 14.00
m/z 112.10 60.35%
5000
112.0
i h‘ | h\ 188.0
oHH_H_‘H_m_m_m_m‘m e
mlz--> 100 150 200 250 300 350 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021921\
Data File : BF123235.D

Acq On : 19 Feb 2021 20:07
Operator : JU/CG

Sample : M1399-02

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.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 2-Hexyldecyl isobutyrate Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.468 62.11 ng 24700200 Perylene-di2 15.521
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Hexyldecyl isobutyrate 312 C20H4002 1000368-55-3 81
2 1-Dodecanol, 2-hexyl- 270 C18H380 110225-00-8 68
3 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 68
4 1-Decanol, 2-octyl- 270 C18H380 045235-48-1 68
5 Cetene 224 C16H32 000629-73-2 64

Abundance Scan 2445 (16.468 min): BF123235.D\data.ms (-2432) (- m/z 57.10 100.00%
57.1

;

5000 1111
257.3
16.50
oLk 1 L L L3920 3233 a014 462! . az10 6s.71%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #154916: 2-Hexyldecyl isobutyrate
43.0
5000 111.0 T
16.50
m/z 71.10 63.08%
4.0
O \“\ ‘1\ ”\\]480 \\J\\‘\\2\9\‘\0\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57.0
—=
16.50
5000 ITI/Z 55.10 48.78%
111.0
0 167.0 252.0
L L o e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #95993: 1-Decanol, 2-hexyl- T
57.0 16.50
m/z 83.10 46.89%
5000
7110
oLl dddd ) ,1680 2240 | —
m/z--> 50 100 150 200 250 300 350 400 450 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021921\
Data File : BF123235.D

Acq On : 19 Feb 2021 20:07
Operator : JU/CG

Sample : M1399-02

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.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 1-Dodecanol, 2-hexyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.721 135.84 ng 54021700 Perylene-di2 15.521
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Dodecanol, 2-hexyl- 270 C18H380 110225-00-8 87
2 1-Dodecanol, 2-octyl- 298 C20H420 005333-42-6 87
3 1-Octadecene 252 C18H36 000112-88-9 78
4 Oxalic acid, isobutyl pentadecyl... 356 C21H4004 1000309-38-0 74
5 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 74
Abundance Scan 2658 (17.721 min): BF123235.D\data.ms (-2628) (- m/z 57.10 100.00%
57.1
5000 1111 JL
257.3
= —
167.2 17.50 18.00
ol—Ld “Ju|‘*““f L i f b s 3123367.3419.4 490 n/z 43.10  63.35%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #119526: 1-Dodecanol, 2-hexyl-
57.0
5000 — —
110 17.50 18.00
' m/z 71.10 62.47%
\ \‘ ||| 1670 2520
0 \‘\“\‘l‘\\\‘\“U\h\l\“\'\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57.0
—r= —
17.50 18.00
5000 m/z 83.10 50.85%
111.0
0 167.0 224.0 280.0
R e R
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #104184: 1-Octadecene = —
57.0 17.50 18.00
m/z 55.10 48.34%
5000
111.0
oL seo 220
\\‘\\\‘\“\‘\\‘\‘“\‘\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ T ‘ T T ‘ T
m/z--> 50 100 150 200 250 300 350 400 450 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021921\
Data File : BF123235.D

Acq On : 19 Feb 2021 20:07
Operator : JU/CG

Sample : M1399-02

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.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 1-Octanol, 5,7,7-trimethyl-... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
18.445 44.18 ng 17568900 Perylene-di2 15.521
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 Decane, 5,6-dipropyl- 226 C16H34 119209-20-0 38
3 1-Decyloxy-2-nitrobenzene 279 C16H25N03 098311-79-6 35
4 Dodecane, 1-fluoro- 188 C12H25F 000334-68-9 30
5 Nonane, 2,2,4,4,6,8,8-heptamethyl- 226 C16H34 004390-04-9 27
Abundance Scan 2781 (18.445 min): BF123235.D\data.ms (-2760) (- m/z 57.10 100.00%
57.1
5000 JL
1850
197 2 :
ol Y ‘.N‘.ng W* ok BRTA315.2 4263 939 m/z 71.10  14.40%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #119531: 1-Octanol, 5,7,7-trimethyl-2-(1,3,3-trimethylbut
57.0
5000 1
18.50
m/z 83.10 13.14%
140.0
O \\‘\\H‘\.l\h\i“\‘\‘\\\‘\\\%%E?\z‘zp\p’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
57.0
——
18.50
5000 m/z 69.10 11.78%
0 169.0226.0
e o AR s oo e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #126701: 1-Decyloxy-2-nitrobenzene —
57.0 18.50
140.0 m/z 85.10  11.45%
5000
279.0
ol H“AMZO“O\, —
m/z--> 50 100 150 200 250 300 350 400 450 500 18.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021921\
Data File : BF123235.D

Acqg On : 19 Feb 2021 20:07
Operator : JU/CG

Sample : M1399-02

Misc :

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF021921.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|
2-Methyl-1-unde... 9.510 51.2 ng 7620960 3 9.910 2978480 20.0
1-Decene 9.745 244.2 ng 36368500 3  9.910 2978480 20.0
1-Tridecene 10.039 68.7 ng 10228700 3 9.910 2978480 20.0
n-Pentadecanol 10.269 502.5 ng 74840500 3  9.910 2978480 20.0
1-Dodecene 10.551 56.5 ng 8409860 3  9.910 2978480 20.0
Dodecyl isobuty... 11.016 84.8 ng 15765300 4 11.404 3717060 20.0
1-Tetradecanol 11.222 173.7 ng 32281000 4 11.404 3717060 20.0
Hexadecanoic ac... 11.798 66.4 ng 12347500 4 11.404 3717060 20.90
n-Hexadecanoic ... 11.992 51.3 ng 9529810 4 11.404 3717060 20.0
Isopropyl palmi... 12.227 254.7 ng 47332100 4 11.404 3717060 20.0
9-Octadecenoic ... 12.539 269.0 ng 50000400 4 11.404 3717060 20.0
Methyl stearate 12.610 161.8 ng 30065500 4 11.404 3717060 20.0
cis-Vaccenic acid 12.792 66.9 ng 13918700 5 14.063 4162840 20.0
Benzoic acid, t... 13.333 34.0 ng 7072460 5 14.063 4162840 20.0
10-Heneicosene ... 13.563 31.8 ng 6618490 5 14.063 4162840 20.0
Eicosanoic acid 13.645 57.2 ng 11913300 5 14.063 4162840 20.0
unknown13.951 13.951 280.5 ng 58374800 5 14.063 4162840 20.0
2-Hexyldecyl is... 16.468 62.1 ng 24700200 6 15.521 7953980 20.0
1-Dodecanol, 2-... 17.721 135.8 ng 54021700 6 15.521 7953980 20.0
1-Octanol, 5,7,... 18.445 44.2 ng 17568900 6 15.521 7953980 20.0
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