LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111121\
Data File : BF126146.D

Acqg On : 12 Nov 2021 2:15

Operator : JU/CG

Sample : M4612-01 2X

Misc . GSMP-EB-ONLY

ALS Vvial : 22 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-BF110321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF126146.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.451 568 572 575 rBV 1903887 1638916 16.24% 3.692%
2 6.469 740 745 748 rBV 2024482 1727442 17.12% 3.891%
3 6.845 805 809 812 rBV 1153171 986144 9.77% 2.221%
4 7.398 899 903 907 rBV 1284614 1093929 10.84% 2.464%
5 8.028 1007 1010 1016 rBV 205002 228131 2.26% ©.514%

6 8.128 1022 1027 1030 rBV 1545613 1336230 13.24%
7 8.722 1125 1128 1131 rBV = 221913 185845 1.84%
8 9.198 1206 1209 1213 rBV 2392553 2051389 20.33%
9 9.286 1220 1224 1228 rBV 353855 305595 3.03%

9.604 1273 1278 1280 rBV3 167558 205653 2.04%
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11 9.816 1311 1314 1318 rVB 425955 319194  3.16%
12 9.880 1322 1325 1328 rVB 1768480 1356223 13.44%
13 10.139 1365 1369 1372 rBV3 93651 112432 1.11%
14 10.316 1396 1399 1402 rVB 436296 320842 3.18%
15 10.533 1431 1436 1443 rBV 163214 230613 2.29%
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16 10.669 1454 1459 1462 rBV 1376979 1259176 12.48%
17 10.786 1476 1479 1488 rBV 438048 487865 .83%
18 11.233 1552 1555 1558 rBV 315339 289785 .87%
19 11.269 1558 1561 1566 rVB2 152823 163746 1.62%
20 11.369 1574 1578 1580 rBV 1518539 1322614 13.11%

N B
NOORLN
[e))]

(9]

w
R

21 11.663 1625 1628 1630 rBV 314302 243173 2.41%
22 11.686 1630 1632 1636 rVB2 160856 130556 1.29%
23 11.763 1642 1645 1649 rVB 4394647 3653917 36.21%
24 12.069 1694 1697 1702 rVB 213318 203526 2.02%
25 12.457 1758 1763 1764 rBV 8552127 7755608 76.86% 17.470%
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26 12.480 1764 1767 1772 rVB 10985855 10090601 100.00% 22.729%

27 12.557 1777 1780 1783 rBV 2136293 1756223 17.40%  3.956%
28 12.792 1817 1820 1825 rBV2 190697 232095 2.30% ©.523%
29 12.833 1825 1827 1832 rVB 153424 120352 1.19% 0.271%
30 12.957 1844 1848 1851 rBV 2230223 2027716 20.10% 4.568%
31 13.116 1873 1875 1877 rBV 209282 177135 1.76% ©.399%
32 13.139 1877 1879 1885 rVB6 121763 119637 1.19% 0.269%
33 13.204 1885 1890 1894 rBV2 241268 334725 3.32% 0.754%
34 13.280 1901 1963 1906 rBV 190485 150689 1.49% ©.339%
35 13.886 2003 2006 2012 rVB4 105620 137432 1.36% ©.310%

36 14.010 2023 2027 2030 rBV 1240415 1065529 10.56%  2.400%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111121\
Data File : BF126146.D

Acqg On : 12 Nov 2021 2:15

Operator : JU/CG

Sample : M4612-01 2X

Misc . GSMP-EB-ONLY

ALS Vvial : 22 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-BF116321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 15.480 2273 2277 2280 rBV 472898 573749 5.69% 1.292%

Sum of corrected areas: 44394427
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111121\
Data File : BF126146.D

Acqg On : 12 Nov 2021 2:15

Operator : JU/CG

Sample : M4612-01 2X

Misc . GSMP-EB-ONLY

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF126146.D\data.ms

le+07
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6000000

4000000

2000000 5.451 6.469

6.845 7.398
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Time--> 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60

Abundance TIC: BF126146.D\data.ms
12.480

1e+07
12.457
8000000

6000000

11.763

4000000

.557

2000000 8.128

0 e —
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00

Abundance TIC: BF126146.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111121\
Data File : BF126146.D

Acqg On : 12 Nov 2021 2:15

Operator : JU/CG

Sample : M4612-01 2X

Misc . GSMP-EB-ONLY

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 1 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
8.028 3.41 ng 228131 Naphthalene-d8 8.128

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Propanoic acid, 2-hydroxy-, 2-me... 146 C7H1403 000585-24-0 59
3 Acetaldehyde, di-sec-butyl acetal 174 C1OH2202 005314-41-0 59
4 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 56
5 3,3-Dimethylbutane-2-o0l 102 C6H140 000464-07-3 53

Abundance Scan 1010 (8.028 min): BF126146.D\data.ms (-1007) (-) m/z 45.10 100.00%

5000 N
75.1 R EE e A RARA R
100.0 7.80 8.00 8.20 8.40
132.0 166.2
0 H“HH“, “uh“l“ﬂ“u““m Tt st m/z 57.05 90.70%
m/z--> 20 40 60 80 100 120 140 160
Abundance #38403: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 L L B I B R
290 7.80 8.00 8.20 8.40
75.0 m/z 41.05 46.22%
‘ 1000 1350
OH‘\“\“\‘H"H‘\\ H\\‘l‘\“\“i‘\\}‘\\\\‘\\w.\|\\\\‘\\\\
m/z--> 40 60 80 100 120 140 160
Abundance #25441. Propanoic acid, 2-hydroxy-, 2-methylpropyl ester
45.0
A EAS R e
7.80 8.00 8.20 8.40
5000 m/z 75.10 15.89%
27
0 ‘\ ‘ \ 75" 0 102.0
‘, i
m/z--> 20 40 60 80 100 120 140 160
Abundance #48861: Acetaldehyde, di-sec-butyl acetal e ull, Eanee
43.0 101.0 7.80 8.00 8.20 8.40
m/z 56.05 14.90%
5000
0L
OH“HH, et e e e R AN
m/z--> 60 80 100 120 140 160 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111121\
Data File : BF126146.D

Acqg On : 12 Nov 2021 2:15

Operator : JU/CG

Sample : M4612-01 2X

Misc . GSMP-EB-ONLY

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 2 Tridecane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
8.722 2.78 ng 185845 Naphthalene-d8 8.128

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 94
2 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 70
3 Hexadecane 226 C16H34 000544-76-3 64
4 Octadecane, 1-bromo- 332 C18H37Br 000112-89-0 59
5 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 59
Abundance Scan 1128 (8.722 min): BF126146.D\data.ms (-1125) (-) m/z 57.10 100.00%
57.1
5000
85.0
AR aRRREEE S
8.40 8.60 8.80 9.00
113.0 1451
TR A AR ST E I oo
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59025: Tridecane
57.0
5000 L L L L B B
8.40 8.60 8.80 9.00
29.0 85.0 m/z 71.05 51.88%
0 ‘\‘ ! ‘\ H\ \‘\ il Il llu30 . 141.0 184.0
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59069: Undecane, 2,6-dimethyl-
57.0
R RRLRREE S S
8.40 8.60 8.80 9.00
5000 m/z 41.05 48.87%
29.0 H 98.0
bbb by L0 1880
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane e RRREESS ST
57.0 8.40 8.60 8.80 9.00
m/z 85.05 32.71%
5000
85.0
29.0
0 ‘\ ““ L M‘ ,113.0 141.0 169.0 197.0 226.0
e e e e e e e e e e R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.40 8.60 8.80 9.00

8270-BF110321.M Mon Nov 15 16:11:17 2021 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111121\
Data File : BF126146.D

Acqg On : 12 Nov 2021 2:15
Operator : JU/CG

Sample : M4612-01 2X

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

GSMP-EB-ONLY

Peak Number 3 Tetradecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
9.286 4.51 ng 305595  Acenaphthene-d10 9.880

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 91
2 10-Methylnonadecane 282 C20H42 056862-62-5 90
3 Hexadecane 226 C16H34 000544-76-3 83
4 Tridecane 184 C13H28 000629-50-5 80
5 1-Iodo-2-methylnonane 268 Cl1oH21I 1000101-47-9 78
Abundance Scan 1224 (9.286 min): BF126146.D\data.ms (-1220) (-) m/z 57.10 100.00%
57.1
5000
85.1
L ARBEaE RS RO
11311411 108.1 9.00 9.20 9.40 9.60
Orrr il M13I1411160.3198.1 o 4310 83.52%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #74005: Tetradecane
57.0
5000 85.0 I N AR RN
9.00 9.20 9.40 9.60
29.0 m/z 71.10 52.74%
O TTT ‘ \‘\‘\ \“M T \H“ T \“} T “1‘\ T \““]_\]\-ﬁ‘?‘\1\%%.\0\\]-‘\69.\(‘)\]\-\9\?;\0\ T ‘ TTTT ‘ TTTT ‘ TTTT
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #176388: 10-Methylnonadecane
57.0
ARAERsREEE S R
85.0 9.00 9.20 9.40 9.60
5000 ’ m/z 41.05 48.58%
154.0
29.0 ‘ 113.0 ‘
0o b b 26T
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #107220: Hexadecane A mmma
57.0 9.00 9.20 9.40 9.60
m/z 85.10 34.58%
5000 85.0
29.0
o L] | 113014101690107,02260
e A e e e e e e e e e ARSEEAL R
m/z--> 20 40 60 80 100120140160180200220240260 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111121\
Data File : BF126146.D

Acqg On : 12 Nov 2021 2:15

Operator : JU/CG

Sample : M4612-01 2X

Misc . GSMP-EB-ONLY

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 4 Nonadecane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
9.604 3.03 ng 205653  Acenaphthene-di10 9.880

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 80
2 Pentacosane 352 C25H52 000629-99-2 72
3 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 72
4 Decane, 2,3,5,8-tetramethyl- 198 C14H30 192823-15-7 64
5 Heptadecane, 2,6,10,14-tetramethyl- 296 C21H44 018344-37-1 58

Abundance Scan 1278 (9.604 min): BF126146.D\data.ms (-1273) () m/z 57.10 100.00%
57.1

- JLLAFMWxﬂﬁMMnjwumAﬂM
N .
1320 .1 9.50 10.00
0“‘ prMhWEWW$WWw:Nu““ R R e m/z 43.10 92.87%
m/z--> 50 100 150 200 250 300 350
Abundance #158600: Nonadecane
57.0
5000 T —
9.50 10.00
m/z 71.05 88.15%
99.0
0 [ I ‘H\ L H‘ Il :\]'4\10‘ 183.0 268.0
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #262013: Pentacosane
57.0
T —
9.50 10.00
5000 ITI/Z 41.10 53.08%
99.0
oL )| 14101830 2250 295.0 352
A A A e
m/z--> 50 100 150 200 250 300 350
Abundance #228592: Tetradecane, 1-iodo- T —
57.0 9.50 10.00
m/z 55.10 39.51%
5000
99.0 1550
ob AL L0 00 sag MR
m/z--> 50 100 150 200 250 300 350 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111121\
Data File : BF126146.D

Acqg On : 12 Nov 2021 2:15

Operator : JU/CG

Sample : M4612-01 2X

Misc . GSMP-EB-ONLY

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 5 Decane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
9.816 4.71 ng 319194  Acenaphthene-d10 9.880

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Decane 142 C1eH22 000124-18-5 87
3 Decane, 3-bromo- 220 C1OH21Br 030571-71-2 86
4 Pentadecane 212 C15H32 000629-62-9 86
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 86

Abundance Scan 1314 (9.816 min): BF126146.D\data.ms (-1311) () m/z 57.10 100.00%
57.1

5000
85.1
— 3
9.50 10.00
113.2 145.1
Ol bl RS TP-169.1 2122 m/z 43.10 81.76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane
57.0
5000 — el
9.50 10.00
2.0 850 m/z 71.85 52.37%
0 ‘\ ‘ Lo 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 #22067: Decane
43.0
— —
9.50 10.00
5000 m/z 41.10 42.43%
71.0
L s w0
o"‘1‘“"m"u“‘_H"H"‘H"_ww_ww_m
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #98236: Decane, 3-bromo- — T
57.0 9.50 10.00
m/z 85.10  35.40%
85.0
5000 141.0
0 w‘“WL‘w"hm"H“‘H"H“‘H“_“‘_“‘_“W““ e P
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\BF111121\
Data File : BF126146.D

Acqg On : 12 Nov 2021 2:15

Operator : JU/CG

Sample : M4612-01 2X

Misc . GSMP-EB-ONLY

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 6 Hexadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.316 4.73 ng 320842  Acenaphthene-d10 9.880
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 96
2 Tetradecane 198 C14H30 000629-59-4 80
3 Decane, 3-bromo- 220 C1OH21Br 030571-71-2 72
4 1-TIodoundecane 282 C11H23I 004282-44-4 64
5 Tridecane, 6-methyl- 198 C14H30 013287-21-3 64

Abundance Scan 1399 (10.316 min): BF126146.D\data.ms (-1396) (- m/z 57.05 100.00%
57.0

- 5o LM\M
— —
10.00 10.50
113.2
om‘mJ“;mhm”wmu‘_Hu_}f“l‘g‘ﬁ?‘l“z‘l‘?ﬁ?‘“2‘2?‘2‘ m/z 43.10  75.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107217: Hexadecane
57.0
5000 — ——
85.0 10.00 10.50
29.0 m/z 71.10 53.04%
0 ‘\‘ \‘\ M\ H\ il \11w3014101690 226.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74005: Tetradecane
57.0
— —
10.00 10.50
5000 85.0 m/z 41.10 39.43%
29.0
0 |l 11301410 1690 1980
R R e B o A ma maa
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #98236: Decane, 3-bromo- — T
57.0 10.00 10.50
m/z 85.10 37.72%
85.0
5000 141.0
0“‘_“WL‘w“hm‘wu“H“_“W“H“H“H“_“W“H e =l
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111121\
Data File : BF126146.D

Acqg On : 12 Nov 2021 2:15

Operator : JU/CG

Sample : M4612-01 2X

Misc . GSMP-EB-ONLY

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 7 Eicosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.533 3.40 ng 230613  Acenaphthene-di10 9.880
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 80
2 Undecane, 2,5-dimethyl- 184 C13H28 017301-22-3 76
3 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 72
4 Octacosane 394 (C28H58 000630-02-4 68
5 Tetracosane 338 C24H50 000646-31-1 68

Abundance Scan 1436 (10.533 min): BF126146.D\data.ms (-1431) (- m/z 57.05 100.00%
57.0

- M
5o os0
(— ‘;MHM Ldd gy 1901 2252 m/z 43.10  56.34%
miz--> 50 100 150 200 250
Abundance #176386: Eicosane
57.0
5000 _— ‘
10.50
m/z 71.10 42.80%
99.0
L2l [ %90 140 sms0 a0 2ma
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #59066: Undecane, 2,5-dimethyl-
57.0
U \
10.50
5000 m/z 41.05 29.86%
27.0 112.
I/ 1
m/z--> 50 100 150 200 250
Abundance #176407: Hexadecane, 2,6,10,14-tetramethyl- — ‘
57.0 10.50
m/z 85.10 26.30%
) M
113.0
27,0 ‘
ol 210 L LT 1501830 as30 Y
miz--> 50 100 150 200 250 10.50

8270-BF110321.M Mon Nov 15 16:11:21 2021 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111121\
Data File : BF126146.D

Acqg On : 12 Nov 2021 2:15
Operator : JU/CG

Sample : M4612-01 2X

Misc

ALS Vvial : 22  Sample Multiplier: 1

GSMP-EB-ONLY

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 8 Heptadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.786 7.38 ng 487865  Phenanthrene-d10 11.369
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 95
2 Tetradecane 198 C14H30 000629-59-4 95
3 Hexadecane 226 C16H34 000544-76-3 91
4 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 87
5 Nonadecane 268 C19H40 000629-92-5 87
Abundance Scan 1479 (10.786 min): BF126146.D\data.ms (-1476) (- m/z 57.10 100.00%
57.1
- o3 w
—r— —
‘ 113.1 141 0 169.1 10.50 11.00
Oyl b AT 202051, 2002 2403 7 4305 75.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #123960: Heptadecane
57.0
85.0
5000 . —
10.50 11.00
m/z 71.10 57.65%
0 H L 014101600 1070 2400
H\‘\H\‘HH‘\H\‘\H\‘HH‘\H\‘HH’\\\\‘HH‘HH‘\H\‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #74005: Tetradecane
57.0
—— —
10.50 11.00
5000 85.0 m/z 41.10 39.61%
29.0
0 ||| 11301410 1600 1980
et e A e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #107218: Hexadecane T —
57.0 10.50 11.00
m/z 85.10  38.00%
5000
85.0
29.0
0 “ ‘ I H‘ 1113.0 141.0 169.0 197.0 226.0
H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H“H‘W‘H‘_‘H‘H‘W‘H‘_‘ —— “‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.50 11.00

8270-BF110321.M Mon Nov 15 16:11:21 2021

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111121\
Data File : BF126146.D

Acqg On : 12 Nov 2021 2:15

Operator : JU/CG

Sample : M4612-01 2X

Misc . GSMP-EB-ONLY

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 9 Sulfurous acid, 2-ethylhexy... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

11.233 4.38 ng 289785  Phenanthrene-di10 11.369
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, 2-ethylhexyl iso... 278 C14H3003S 1000309-19-0 86
2 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 86
3 Octadecane 254 C18H38 000593-45-3 83
4 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 80
5 Undecane, 3-methyl- 170 C12H26 001002-43-3 76

Abundance Scan 1555 (11.233 min): BF126146.D\data.ms (-1552) (-] m/z 57.05 100.00%

57.0
5000
—— —
h 90 o oo 11.00 11.50
ol bl g 2410 1920 2843 m/z 43.10  83.96%
miz-> 50 100 150 200 250
Abundance  #170578: Sulfurous acid, 2-ethylhexyl isohexyl ester
57.0
5000 R ——
11.00 11.50
m/z 71.05 54.98%
27,0 ‘ 11‘3'0
O T ‘\ ‘\“"‘\‘h‘ \‘H\ ’ \‘ T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz-> 50 100 150 200 250
Abundance #193302: Dodecane, 1-iodo-
57.0
—— —
11.00 11.50
5000 m/Z 41.10 42.48%
27.0 ‘ 99.0
o L T A s
miz--> 50 100 150 200 250
Abundance #141057: Octadecane T —
57.0 11.00 11.50
m/z 85.05 41.57%
) ,RMMJMMANthﬂJWMAAﬂW
99.0
ol oL Ll 1410 1830 20402540 ot ot
m/z--> 50 100 150 200 250 11.00 11.50

8270-BF110321.M Mon Nov 15 16:11:22 2021 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111121\
Data File : BF126146.D

Acqg On : 12 Nov 2021 2:15

Operator : JU/CG

Sample : M4612-01 2X

Misc . GSMP-EB-ONLY

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 10 Octadecane, 1-iodo- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.663 3.68 ng 243173  Phenanthrene-di10 11.369
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane, 1-iodo- 380 C18H371 000629-93-6 90
2 Dodecane, 2-methyl-6-propyl- 226 C16H34 055045-08-4 90
3 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 86
4 Tridecane, 7-propyl- 226 C1l6H34 055045-09-5 86
5 Hexadecane 226 C16H34 000544-76-3 80

Abundance Scan 1628 (11.663 min): BF126146.D\data.ms (-1625) (-] m/z 57.10 100.00%

57.1
5000
F -
‘ 99.0 1552 2041 11.50 12.00
ol d [y 1552 20412391 m/z 43.05 77.78%
miz--> 50 100 150 200 250
Abundance #287349: Octadecane, 1-iodo-
57.0
5000 T ‘ \JEN
11.50 12.00
‘ 99.0 o m/z 71.10 56.34%
01\5.\0“f ‘\“ ‘H ‘\ “1‘ \“\ “‘ \‘ T ‘\ \‘ “\. ‘\ \1\97’0\ T T \25“3.\0\ T T
m/z--> 50 100 150 200 250
Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0
e e
11.50 12.00
5000 m/z 41.10 40.94%
99.0 140.0
182.0
ol b ) T 2260
m/z--> 50 100 150 200 250
Abundance #193302: Dodecane, 1-iodo- = =
57.0 11.50 12.00
m/z 85.10 40.31%
- m
99.0
o‘%a\‘%\u A o B .Y Ml |
miz--> 50 100 150 200 250 11.50 12.00

8270-BF110321.M Mon Nov 15 16:11:23 2021 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111121\
Data File : BF126146.D

Acqg On : 12 Nov 2021 2:15

Operator : JU/CG

Sample : M4612-01 2X

Misc . GSMP-EB-ONLY

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 11 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.763 55.25 ng 3653920  Phenanthrene-d10 11.369
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 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 91
4 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 80
Abundance Scan 1645 (11.763 min): BF126146.D\data.ms (-1642) (1 m/z 74.00 100.00%
74.0
5000 43.0
143.1 110 7500
M | jror1 185.2 22‘7-2 9701 11.50 12.00
L e s m/z 87.80 75.05%
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 — ——
43.0 11.50 12.00
143.0 m/z 43.05 42.37%
‘u \“ ‘\‘ h\lc\)\lo | 17\10\199022\70 270.0
O\‘HH‘HH‘H‘H‘\‘H\“HH’HH‘HH‘HH’HH‘HH‘HH‘HH‘H‘H‘

m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester

el

74.0
11.50 12.00
5000/ 43.0 m/z 55.05 34.35%
Ll Lo 189 1650 2270 o
“mwm‘mWm‘HH,HH‘mW‘H,mwm‘mwmwm‘
m/z--> 20 40 60 80 100120140160 180200220 240 260
Abundance #109337: Tridecanoic acid, methyl ester T N
74.0 11.50 12.00
m/z 41.05 33.70%
5000 43.0
o0 PO 1850 g9,
e e e e e e e e e == =
m/z--> 20 40 60 80 100120140160 180200 220 240 260 11.50 12.00

8270-BF110321.M Mon Nov 15 16:11:24 2021 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111121\
Data File : BF126146.D

Acqg On : 12 Nov 2021 2:15

Operator : JU/CG

Sample : M4612-01 2X

Misc . GSMP-EB-ONLY

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 12 Heneicosane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.069 3.08 ng 203526  Phenanthrene-di10 11.369
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Tridecane, 7-hexyl- 268 C19H40 007225-66-3 90
3 Heptadecane 240 C17H36 000629-78-7 90
4 Tetracosane 338 (C24H50 000646-31-1 90
5 Pentadecane 212 C15H32 000629-62-9 87

Abundance Scan 1697 (12.069 min): BF126146.D\data.ms (-1694) (-] m/z 57.10 100.00%
57.1

N

5000
T [
s 1410 1821 2431 12.00
ol bl [y da0 1821 2431 m/z 43.10  79.15%
miz--> 50 100 150 200 250
Abundance #194588: Heneicosane
57.0
5000 — ‘
12.00

m/z 71.10 58.14%

99.0
150J“ 4 ) 1410 1830 2250 296.(
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘
m/z--> 50 100 150 200 250
Abundance #158602: Tridecane, 7-hexyl-
57.0

T \
12.00

o

5000 m/z 85.05 41.35%
182.0
99.0 H
ol bl a0 | 220 2660
miz--> 50 100 150 200 250
Abundance #123960: Heptadecane e
57.0 12.00
m/z 41.05 31.19%
5000
99.0 J
ol2sol L i Ly aeo a0 200 ]
miz—-> 50 100 150 200 250 12.00

8270-BF110321.M Mon Nov 15 16:11:24 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111121\
Data File : BF126146.D

Acqg On : 12 Nov 2021 2:15
Operator : JU/CG

Sample : M4612-01 2X

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

GSMP-EB-ONLY

Peak Number 13 9,12-Octadecadienoic acid, ... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

12.457 117.28 ng 7755610 Phenanthrene-dle 11.369
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 9,12-Octadecadienoic acid, methy... 294 C19H3402
2 Methyl 9-cis,11-trans-octadecadi... 294 C19H3402
3 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402
4 9,12-Octadecadienoic acid, methy... 294 C19H3402
5 9,15-Octadecadienoic acid, methy... 294 C19H3402

002462-85-3 99
013058-52-1 99
000112-63-0 99
002566-97-4 99
017309-05-6 99

Abundance Scan 1763 (12457 min): BF126146.D\data.ms (-1758) (- m/z 67.10 100.00%
67.
5000 N&
09.1 NS
12.50
2631
0 ”h ““M”‘u ”‘ . ‘1“37‘1‘2‘2‘02 1293 m/z 81.10  82.30%
miz--> 50 100 150 200 250 300
Abundance  #191900: 9,12-Octadecadienoic acid, methyl ester
67.0
5000 L
12.50
29.0 09.0 m/z 55.05 67.58%
294.0
ol Hul“‘m I, m H_ 2230 202077
miz--> 50 100 150 200 250 300
Abundance #191892: Methyl 9-cis,11-trans-octadecadienoate
67.0
Mot
12.50
5000 m/z 41.05 56.57%
09.0 294.0
2620
ol ‘M il uh A ”m‘ \1“ m‘z‘o 200 T L
miz--> 50 100 150 200 250 300
Abundance #191919: 9,12-Octadecadienoic acid (Z,Z)-, methyl ester et
67.0 12.50
m/z 95.10 54.03%
5000
299 o 940
262.0
o Vm“ m | ‘1‘87‘0‘2‘290 i L NAV
m/z--> 50 100 150 200 250 300 12.50

8270-BF110321.M Mon Nov 15 16:11:25 2021

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111121\
Data File : BF126146.D

Acqg On : 12 Nov 2021 2:15

Operator : JU/CG

Sample : M4612-01 2X

Misc . GSMP-EB-ONLY

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 14 9-Octadecenoic acid (Z)-, m... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.480 152.59 ng 10090600  Phenanthrene-d1e 11.369
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 93
2 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 93
3 9-Octadecenoic acid, methyl ester 296 C19H3602 002462-84-2 91
4 8-Octadecenoic acid, methyl ester 296 C19H3602 002345-29-1 91
5 trans-13-Octadecenoic acid, meth... 296 C19H3602 1000333-61-3 91

Abundance Scan 1767 (12.480 min): BF126146.D\data.ms (-1764) (1 m/z 55.10 100.00%
1

58.
5000 8r.0 /JLI\
‘ T{Z?»-l 1802 2222 2631 12/50
oL H“‘\“ \H\p\w‘\ i \“m‘\m”\‘h“\h | - 1“‘ S ““ ‘2‘96‘-3 m/z 41.10 66.40%
miz--> 50 100 150 200 250 300
Abundance #194440: 9-Octadecenoic acid (Z)-, methyl ester A}\
55.0
5000 87.0 e
12.50
230 m/z 69.10 65.68%
‘ ‘ WA ‘ 180.0 222.0 264.0 206.0
02‘5“0“ I “ L u“m \‘\‘Hn\\‘ H‘HU\ H‘H\ il 1 e }“ - ‘H‘ s
miz-> 50 100 150 200 250 300
Abundance #194420: 13-Octadecenoic acid, methyl ester
55.0
12.‘50
5000 m/z 74.00  59.97%
87.0
264.0
Lo, o 20 | assg
ok, h‘ “‘u ‘\ | HM\;‘M‘“‘ \‘\ HLM ‘\m‘u‘ g “m BT - 1“‘ — ““ b
miz-> 50 100 150 200 250 300
Abundance #194409: 9-Octadecenoic acid, methyl ester e
55.0 12.50
m/z 83.10 53.06%
5000 87.0
264.0
23.0 222.0
W\W\W\u }8?0 J ‘ 2950
O L A A S N B N
m/z--> 50 100 150 200 250 300 12.50

8270-BF110321.M Mon Nov 15 16:11:26 2021 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111121\
Data File : BF126146.D

Acqg On : 12 Nov 2021 2:15

Operator : JU/CG

Sample : M4612-01 2X

Misc . GSMP-EB-ONLY

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 15 Methyl stearate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.557 26.56 ng 1756220  Phenanthrene-d10 11.369
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 91
3 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 91
4 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 90
5 Methyl 11-methyl-dodecanoate 228 C14H2802 1000336-45-1 86
Abundance Scan 1780 (12.557 min): BF126146.D\data.ms (-1777) (- m/z 74.00 100.00%
74.0
5000{ 431
M lg0s 2852 12:50 |
g | 1992 T 2o
ol v b bbb B b T m/z 87,00 77.69%
miz-> 50 100 150 200 250 300
Abundance #197274: Methyl stearate
74.0
5000 A :
43.0 12.50
‘ ‘ 143.0 255 0 298.( m/Z 43.10 48. 57%
199.0 .
05 “‘\ ‘\‘ ““‘\ “1‘ \‘”‘\‘&l}‘.\o‘\ \‘ T T “ L “\ “\ T “ 1
miz--> 50 100 150 200 250 300
Abundance #197352: Heptadecanoic acid, 16-methyl-, methyl ester
74.0
. R [
12.50
5000 m/z 55.10 36.60%
28.0
143.0 255.0 298.C
Ll [ w0 T
miz--> 50 100 150 200 250 300
Abundance #179145: Heptadecanoic acid, methyl ester =
74.0 12.50
m/z 41.10 33.86%
5000
43.0
143.0
L ol w0 amo 0
ol bl b=y L e L T
m/z--> 50 100 150 200 250 300 12.50

8270-BF110321.M Mon Nov 15 16:11:27 2021 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111121\
Data File : BF126146.D

Acqg On : 12 Nov 2021 2:15

Operator : JU/CG

Sample : M4612-01 2X

Misc . GSMP-EB-ONLY

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 16 9,15-Octadecadienoic acid, ... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.792 4.36 ng 232095  Chrysene-di2 14.010
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 95
2 Methyl 9-cis,11-trans-octadecadi... 294 C19H3402 013058-52-1 93
3 9,11-Octadecadienoic acid, methy... 294 C19H3402 013038-47-6 90
4 Methyl 1@-trans,12-cis-octadecad... 294 C19H3402 1000336-44-2 90
5 6,9-Octadecadienoic acid, methyl... 294 C19H3402 056599-55-4 89

Abundance Scan 1820 (12.792 min): BF126146.D\data.ms (-1817) (-} m/z 67.00 100.00%

67.0
5000
’ RN T

“ ‘ ‘ 12.50 13.00
il \‘ ‘ ‘M

Ottty m/z 81.05 70.30%
miz--> 50 100 150 200 250 300
Abundance #191927: 9,15-Octadecadienoic acid, methyl ester, (Z,2)-
67.0
5000 RN —
12.50 13.00
09.0 m/z 55.10 48.09%
‘ ‘ 294.0
0 T T T ‘ T ‘ \‘” \“‘\ M‘ \“ \1\87\ 022\0 ’ \“ T T \‘ ‘ T T T
miz--> 50 100 150 200 250 300
Abundance  #191892: Methyl 9-cis,11-trans-octadecadienoate
67.0
e —
12.50 13.00
5000 m/z 79.05  48.05%
09.0 294.0
‘ h 1500 220.0
o) m— “H“ ” W h“ \‘H‘\ L ‘M\ “MHH“ wh ‘“h 611?7‘“0‘ —4 .‘ T ‘“ —— L —
miz--> 50 100 150 200 250 300
Abundance #191928: 9,11-Octadecadienoic acid, methyl ester, (E,E)- e —
67.0 12.50 13.00
m/z 95.10 42.96%
5000
29. 09.0 294.0
150.0
ol L | 702002830 | I
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\BF111121\
Data File : BF126146.D

Acqg On : 12 Nov 2021 2:15

Operator : JU/CG

Sample : M4612-01 2X

Misc . GSMP-EB-ONLY

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 17 Methyl 5,9,12-octadecatrien... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

13.116 3.32 ng 177135  Chrysene-di12 14.010
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl 5,9,12-octadecatrienoate 292 C19H3202 1000336-37-5 90
2 Bicyclo[10.1.0]tridec-1-ene 178 C13H22 054766-91-5 83
3 Cis-8-methyl-exo-tricyclo[5.2.1.... 150 C11H18 1000215-29-3 64
4 4,7-Methano-2H-inden-2-one, octa... 150 C10H140 050447-20-6 60
5 (z,Z2,2)-6,12,15-0Octadecatrienoic... 292 C19H3202 1010427-70-2 58

Abundance Scan 1875 (13.116 min): BF126146.D\data.ms (-1873) (- m/z 67.05 100.00%
67.0

-

5000
‘ “ ‘ 13.00 13.50
0L m/z 41.10  82.36%
miz--> 50 100 150 200 250 300
Abundance #189412: Methyl 5,9,12-octadecatrienoate
67.0
5000 — e
13.00 13.50
m/z 81.10 65.69%
L4, 350 2920
Ot—— "‘\ t
miz-> 50 100 150 200 250 300
Abundance #52980: Bicyclo[10.1.0]tridec-1-ene
67.0
—r —
13.00 13.50
5000 m/Z 79.05 65.36%

H 490

ow“, ,“‘
miz--> 50 100 150 200 250 300

Abundance #27781: Cis-8-methyl-exo-tricyclo[5.2.1.0(2.6)]decane

N
~
o

67.0 13.00 13.50
m/z 55.10 58.97%

109.0
5000

P7.0

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

-

500

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111121\
Data File : BF126146.D

Acqg On : 12 Nov 2021 2:15

Operator : JU/CG

Sample : M4612-01 2X

Misc . GSMP-EB-ONLY

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 18 cis-Methyl 11-eicosenoate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.204 6.28 ng 334725 Chrysene-d12 14.010
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis-Methyl 11-eicosenoate 324 C21H4002 002390-09-2 94
2 cis-13-Eicosenoic acid, methyl e... 324 C21H4002 069120-02-1 94
3 Methyl hexadec-9-enoate 268 C17H3202 010030-74-7 93
4 11-Eicosenoic acid, methyl ester 324 C21H4002 003946-08-5 90
5 9-Hexadecenoic acid, methyl este... 268 C17H3202 001120-25-8 83
Abundance Scan 1890 (13.204 min): BF126146.D\data.ms (-1885) (- m/z 55.10 100.00%
55.1
5000
—— ——
13.00 13.50
0! m/z 41.05 63.52%
m/z--> 50 100 150 200 250 300 350
Abundance #229545: cis-Methyl 11-eicosenoate
55.0
97.0
5000 —r— —
13.00 13.50
2920 m/z 69.05 52.65%
37.0 208.0 250.0 ‘
0].5. m‘\h o “\"L‘ - ul\ - ‘L‘ S .
miz--> 50 100 150 200 250 300 350
Abundance #229559: cis-13-Eicosenoic acid, methyl ester
55.0
—— ——
13.00 13.50
5000 97.0 2020 m/z 43.10  49.62%
380 20802500
0,L5' u\“h\‘n\h‘ 4 “\H’ \L‘ ol \\1\ MRV 1 -
miz--> 50 100 150 200 250 300 350
Abundance #158387: Methyl hexadec-9-enoate —— ——
55.0 13.00 13.50
m/z 74.00 38.08%
7.0
5000
152.0 194.0 236.0
m/z--> 50 100 150 200 250 300 350 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111121\
Data File : BF126146.D

Acqg On : 12 Nov 2021 2:15

Operator : JU/CG

Sample : M4612-01 2X

Misc . GSMP-EB-ONLY

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 19 Heptadecanoic acid, methyl ... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
13.280 2.83 ng 150689  Chrysene-di12 14.010
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 93
2 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 90
3 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 87
4 Hexadecanoic acid, 14-methyl-, m... 284 C18H3602 002490-49-5 87
5 Methyl stearate 298 C19H3802 000112-61-8 86

Abundance Scan 1903 (13.280 min): BF126146.D\data.ms (-1901) (1 m/z 74.00 100.00%

74.0
5000
143.0 P s
H ‘ | 1851 231 281 gyeg 1300 1350
o bbbl bl L ST m/z 87.100 77.78%
miz--> 50 100 150 200 250 300
Abundance #179145: Heptadecanoic acid, methyl ester
74.0
5000 Mo SE
13.00 13.50
m/z 43.10 50.35%
143.0 284.0
‘ 185.0 241.0 .
O T \ \ ‘ \ ‘ ‘H‘\ ““ \‘ T ‘\ T ‘ T \‘\ “ L \‘ “\ T \‘\ ‘ T T T T
miz--> 100 150 200 250 300
Abundance #161209:Hexadecanok:add,nnﬂhylemer
74.0
—r —
13.00 13.50
5000 m/z 55.80  39.86%
(T ‘ 143.0 185.0 227.0 270.0
ol ‘““”m‘w“”m‘w‘m“lw“””
Miz--> 100 150 200 250 300
Abundance #179165.Hexadecandcacm,154nemyL,meﬂwleﬁer P ——
74.0 13.00 13.50
m/z 41.10 35.98%
143.0 284.0
? ‘ 185.0 241.0 ‘
oHH_w‘Mum‘mm‘Hu““mm_m S
m/z--> 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\BF111121\
Data File : BF126146.D

Acqg On : 12 Nov 2021 2:15

Operator : JU/CG

Sample : M4612-01 2X

Misc GSMP-EB-ONLY

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 20 1-Eicosene Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
13.886 2.58 ng 137432  Chrysene-di12 14.010
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Eicosene 280 C20H40 003452-07-1 90
2 n-Nonadecanol-1 284 C19H400 001454-84-8 76
3 1-Hexadecanol 242 C16H340 036653-82-4 74
4 1-Tricosene 322 C23H46 018835-32-0 74
5 E-15-Heptadecenal 252 C17H320 1000130-97-9 70
Abundance Scan 2006 (13.886 min): BF126146.D\data.ms (-2003) (-  m/z 55.05 100.00%
55.0
7.1
5000
250.1
\
m 1481 202.1 ‘h ) 8.1342.2 395  13.50 14.00
0 “‘lﬁ‘NMH MMmmmmwmeQJywwmw m‘WWW“WW“ = m/z 83.10 83.75%
mlz--> 50 100 150 200 250 300 350 400
Abundance #173726: 1-Eicosene
43.0
97.0
5000 — —
13.50 14.00
m/z 43.10 83.64%
280.0
O T \“\ L “\“Y \ \\H““M‘h‘ ‘ ‘“ i \178\2\()‘2\2\4\(\)‘ T 1‘ T ‘ T T 1T ‘ L ‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #179253: n-Nonadecanol-1
83.0
— ——
41.0 13.50 14.00
5000 m/z 97.10 75.89%
25.0
UL gm0 230
oL L e
miz--> 50 100 150 200 250 300 350 400
Abundance #126376: 1-Hexadecanol “ 7
55.0 13.50 14.00
97.0 m/z 41.10 71.17%
5000
l H | 1‘1400 196.0
ol b bbb L e — ——
m/z--> 50 100 150 200 250 300 350 400 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111121\
Data File : BF126146.D

Acqg On : 12 Nov 2021 2:15

Operator : JU/CG

Sample : M4612-01 2X

Misc . GSMP-EB-ONLY

ALS Vvial : 22 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Ethanol, 2-(2-b... 8.028 3.4 ng 228131 2 8.128 1336230 20.0
Tridecane 8.722 2.8 ng 185845 2 8.128 1336230 20.0
Tetradecane 9.286 4.5 ng 305595 3 9.880 1356220 20.0
Nonadecane 9.604 3.0 ng 205653 3 9.880 1356220 20.0
Decane 9.816 4.7 ng 319194 3 9.880 1356220 20.0
Hexadecane 10.316 4.7 ng 320842 3 9.880 1356220 20.0
Eicosane 10.533 3.4 ng 230613 3 9.880 1356220 20.0
Heptadecane 10.786 7.4 ng 487865 4 11.369 1322610 20.0
Sulfurous acid,... 11.233 4.4 ng 289785 4 11.369 1322610 20.0
Octadecane, 1-i... 11.663 3.7 ng 243173 4 11.369 1322610 20.0
Hexadecanoic ac... 11.763 55.3 ng 3653920 4 11.369 1322610 20.0
Heneicosane 12.069 3.1 ng 203526 4 11.369 1322610 20.0
9,12-Octadecadi... 12.457 117.3 ng 7755610 4 11.369 1322610 20.0
9-Octadecenoic ... 12.480 152.6 ng 10090600 4 11.369 1322610 20.0
Methyl stearate 12.557 26.6 ng 1756220 4 11.369 1322610 20.0
9,15-Octadecadi... 12.792 4.4 ng 232095 5 14.010 1065530 20.0
Methyl 5,9,12-0... 13.116 3.3 ng 177135 5 14.010 1065530 20.0
cis-Methyl 1l1-e... 13.204 6.3 ng 334725 5 14.010 1065530 20.0
Heptadecanoic a... 13.280 2.8 ng 150689 5 14.010 1065530 20.0
1-Eicosene 13.886 2.6 ng 137432 5 14.010 1065530 20.0
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