LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31221\
Data File : BM@29123.D

Acqg On : 12 Mar 2021 22:27
Operator : CG/JU

Sample : M1650-01 5X

Misc :

ALS Vvial : 19 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA M\Methods\8270-BM022321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BM@29123.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 6.822 648 652 660 rBv 11489 19046 1.08% 0.375%
2 7.616 782 787 795 rBB 37253 56127 3.18% 1.106%
3 10.404 1257 1261 1271 rVB 48553 79380 4.49% 1.564%
4 11.822 1496 1502 1512 rBB 12311 18766 1.06% 0.370%
5 12.898 1680 1685 1692 rBB 19963 26478 1.50% 0.522%
6 13.092 1710 1718 1725 rBV 16370 25096 1.42% 0.494%
7 14.180 1897 1903 1908 rBV 20528 26004 1.47% 0.512%
8 14.286 1916 1921 1928 rVB2 70079 101196 5.73%  1.993%
9 15.139 2061 2066 2071 rVB 19281 22092 1.25% 0.435%
10 16.004 2208 2213 2220 rBV 19961 31972 1.81% 0.630%
11 16.792 2343 2347 2351 rBV 16131 18786 1.06% 370%

12 17.039 2383 2389 2393 rBV 85837 111829 6.33%
13 17.710 2498 2503 2508 rVB 338244 374609 21.20%
14 17.939 2535 2542 2552 rBV2 26843 42081 2.38%
15 18.862 2692 2699 2701 rBV 1485822 1767043 100.00% 34.809%

ONNO
w
N
o]
B

16 18.892 2701 2704 2714 rVB2 1192132 1465354 82.93% 28.866%
17 19.021 2721 2726 2731 rBV 158412 166269 9.41%  3.275%
18 19.080 2731 2736 2738 rBV 62226 84867 4.80% 1.672%
19 19.104 2738 2740 2754 rVV2 99802 157461 8.91% 3.102%
20 19.227 2757 2761 2770 rVB3 14474 22987 1.30% 0.453%
21 19.668 2832 2836 2840 rVB 39256 41053 2.32% ©.809%
22 19.974 2876 2888 2891 rBV3 11928 33602 1.90% 0.662%
23 20.121 2906 2913 2918 rBV2 20390 35216 1.99% 0.694%
24 21.215 3094 3099 3103 rBV 107964 141824 8.03%  2.794%
25 21.780 3193 3195 3204 rVB9 11359 17919 1.01% ©0.353%
26 22.415 3298 3303 3310 rBV 38932 61980  3.51% 1.221%
27 23.356 3458 3463 3470 rBV2 76131 127399 7.21%  2.510%

Sum of corrected areas: 5076436
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31221\
Data File : BM@29123.D

Acqg On : 12 Mar 2021 22:27
Operator : CG/JU

Sample : M1650-01 5X

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM029123.D\data.ms
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Time--> 300 350 400 450 500 550 600 650 700 750 800 850 900 950 10.00 1050 11.00 11.50
Abundance TIC: BM029123.D\data.ms

6.822 7.616

1400000 18.p62

1200000 181892
1000000

800000

600000
400000 17.710

200000 0.021
286 17.039
822 12.83892 14&1&08 15.139 16.004 16.792) 17.939 T, 227 19-668 297221

\‘\\\\‘\\\\AT\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\

Time--> 12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 16.50 17.00 1750 18.00 1850 19.00 19.50 20.00
Abundance TIC: BM029123.D\data.ms

1400000

1200000
1000000
800000
600000
400000

200000 21.215 23.356

21.780 22.415

0 \\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\
Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31221\
Data File : BM@29123.D

Acqg On : 12 Mar 2021 22:27
Operator : CG/JU

Sample : M1650-01 5X

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 Undecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.822 4.73 ng 18766 Naphthalene-d8 10.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 83
2 Decane 142 C10H22 000124-18-5 83
3 Tridecane 184 C13H28 000629-50-5 72
4 Hexadecane 226 C16H34 000544-76-3 56
5 Oxalic acid, isobutyl nonyl ester 272 C15H2804 1000309-37-4 53
Abundance Scan 1502 (11.822 min): BM029123.D\data.ms (-1496) (- m/z 57.10 100.00%
57.1
5000 /\
85.0 \ ; “\/\‘ 4
h ‘ 11.50 12.00
\\\‘\\\\“‘\\\\‘\\“\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\ m/z 43.19 99-28%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28422: Undecane
43.0
I .
5000 g P4
71.0 11.50 12.00
m/z 41.00 65.62%
g 1l ‘ 99.0 127.0 156.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\[\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 20 40 60 80 100 120 140 160 180
Abundance #19158: Decane
43.0 /\
W AT Y
11.50 12.00
5000 m/z 71.10 44 .83%
71.0
50 | || %90 1420
“‘_‘“‘H““H“"H““w““_““u““u
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48831: Tridecane “ ‘ ‘ﬂ‘
57.0 11.50 12.00
m/z 55.00 31.00%
5000
29.0 85.0
\\ L ‘ 1130 1410 1840 (\ﬂ AL )
e L e e R = A — | e
m/z--> 20 40 60 80 100 120 140 160 180 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31221\
Data File : BM@29123.D

Acqg On : 12 Mar 2021 22:27
Operator : CG/JU

Sample : M1650-01 5X

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 Hexadecane Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
13.092  4.96ng 25096  Acenaphthene-die 14.286
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 Cl6H3a 000544-76-3 83

2 Tridecane 184 C13H28 000629-50-5 78
3 Undecane 156 C1l1H24 001120-21-4 64
4 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 53
5 Decane 142 C10H22 000124-18-5 53

Abundance Scan 1718 (13.092 min): BM029123.D\data.ms (-1710) (-
57.1

m/z 57.10 100.00%

5000
85.0 \{\‘/\/‘\A‘ : ‘/“M‘m‘n‘ ;
‘ 13.00
\‘\\\\“‘\\\\‘\\H\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ m/z 43.19 89-39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
57.0
5000 \A‘f\ﬂ‘ . ‘A ‘A/\‘I’\l'\‘f\‘MM‘AM
13.00
20.0 850 m/z 41.00  50.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48831: Tridecane
57.0 Amﬁﬂm
A T Y
13.00
5000 ITI/Z 71.10 41.17%
29.0 85.0
‘\‘ NI H‘ \‘w \‘ Al 113.0 L 141'0 184'0
R R R R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 A
Abundance #28422: Undecane ﬂ‘ﬂ‘ — L ‘
43.0 13.00
m/z 85.00 26.97%
5000 71.0
\‘ | |90 1270 1560 I M
“HH‘H‘W‘H‘_H‘_‘H‘H‘WH‘W‘H‘_‘H_‘H‘H“ — L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31221\
Data File : BM@29123.D

Acqg On : 12 Mar 2021 22:27
Operator : CG/JU

Sample : M1650-01 5X

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 Tetradecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.180 5.14 ng 26004  Acenaphthene-die 14.286
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Tetradecane 198 C14H30 000629-59-4 90
3 Tridecane 184 C13H28 000629-50-5 83
4 Pentadecane 212 C15H32 000629-62-9 83
5 Undecane 156 C11H24 001120-21-4 78

Abundance Scan 1903 (14.180 min): BM029123.D\data.ms (-1897) - m/z 57.10 100.00%

57.1
5000
85.1 }[/\/\AA/\ W AAN\/\ /V
‘ 1400 1450
\\\‘\\\\“‘\\\\“\\H\\“}\\\“]\-\J-\3\.‘()\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ m Z 43 19 81 49/
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83024: Hexadecane
57.0
5000
85.0 14.00 14.50
29.0 m/z 41.10  50.22%
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59881: Tetradecane
57.0
i i 'l
14.00 14.50
5000 ITI/Z 71.10 45.67%
85.0
290
| M130,1410 1690 1980
m/z--> 20 40 60 80 100 120 140 160 180 200 220 /\
Abundance #48835: Tridecane ﬂ N “ Ho ‘ i
57.0 14.00 14.50
m/z 85.10 31.05%
5000
85.0
29.0
| ‘\ L), 11801410 1840 (\ﬂ L
rrrrr e e e e e e e e T ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31221\
Data File : BM@29123.D

Acqg On : 12 Mar 2021 22:27
Operator : CG/JU

Sample : M1650-01 5X

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 4 Tridecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.139 4.37 ng 22092  Acenaphthene-die 14.286
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 83
2 Tridecane 184 C13H28 000629-50-5 78
3 Tetradecane 198 C14H30 000629-59-4 72
4 Pentadecane 212 C15H32 000629-62-9 72
5 Sulfurous acid, 2-ethylhexyl iso... 278 C14H3003S 1000309-19-0 64
Abundance Scan 2066 (15.139 min): BM029123.D\data.ms (-2061) (- m/z 57.05 100.00%
57.0
5000
85.1
h 15.00 15.50
\\\‘\\\\“‘\\\\‘\\h\\‘w\\\“]\-\].\3)\.‘()\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ mz 43 05 87 95/
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
57.0
5000 ‘/\/\/\M\m er/\”
15. OO 15. 50
85.0 o
29.0 m/z 71.10 50.49%
‘\ ‘ L 0 ‘ ,113.0 141.0 169.0 197.0 226.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48831: Tridecane
57.0 /\
T
15.00 15.50
5000 m/z 41.00 49.84%
29.0 85.0
H‘_“w‘H“H‘w“u‘u“_‘u“u“u‘w“u‘u““‘u
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59880: Tetradecane N —
57.0 15.00 15.50
m/z 85.10 34.13%
5000 85.0
29.0
b moame ooy ]
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31221\
Data File : BM@29123.D

Acqg On : 12 Mar 2021 22:27
Operator : CG/JU

Sample : M1650-01 5X

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.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 Nonadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.004 5.72 ng 31972  Phenanthrene-die 17.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Nonadecane 268 C19H40 000629-92-5 86
3 Pentadecane 212 C15H32 000629-62-9 83
4 Tridecane 184 C13H28 000629-50-5 83
5 1-Iodo-2-methylundecane 296 C12H25I 073105-67-6 83
Abundance Scan 2213 (16.004 min): BM029123.D\data.ms (-2208) (- m/z 57.10 100.00%
57.1
5000 /\/M
85.1
]
16.00
‘ 113.1
H\‘HH“‘\H!‘\\h\\“{H\H‘\H‘\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH m/z 43.16 87-89%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #83024: Hexadecane
57.0
5000 M = ‘
85.0 16.00
29.0 m/z 41.00 50.38%
‘\‘ \‘\ M\ H\ i \\‘11\\30\14"101690 2260
H\‘HH‘HH‘\\H‘\H\‘\\H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #117637: Nonadecane
57.0
———
16.00
5000 85.0 m/z 71.10  48.70%
29.0
|| M301410160.0197.0 268.
et e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260 A
Abundance #71393: Pentadecane Ay PR ‘mﬂﬂ
57.0 16.00
m/z 85.10 34.65%
5000 85.0
29.0
113.0
k| MRoaonee0 zzo g UL gy
m/z--> 20 40 60 80 100120140160180200220240260 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31221\
Data File : BM@29123.D

Acqg On : 12 Mar 2021 22:27
Operator : CG/JU

Sample : M1650-01 5X

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.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 1-Iodo-2-methylundecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.792 3.36 ng 18786  Phenanthrene-die 17.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Todo-2-methylundecane 296 C12H25I 073105-67-6 78
2 Hexadecane 226 C16H34 000544-76-3 78
3 Tridecane 184 C13H28 000629-50-5 72
4 Pentadecane 212 C15H32 000629-62-9 72
5 Tetradecane 198 C14H30 000629-59-4 72

Abundance Scan 2347 (16.792 min): BM029123.D\data.ms (-2343) - m/z 57.10 100.00%

57.1
5000
A 5
99.1 16.50 17.00
\\\‘\“\‘h\‘\“‘\\\\‘\\\\’\\\\‘\\\\ m/Z 43.00 89.11%
m/z--> 50 100 150 200 250
Abundance #140553: 1-lodo-2-methylundecane
57.0
5000 1 ]
16.50 17.00
m/z 71.10 52.18%
99.0
T “\ ‘\“ ‘” I ‘h‘ \h\ “‘ bt “1\6?(\) T 2’1\1\0\ L —— \2\96“
m/z--> 50 100 150 200 250
Abundance #83025: Hexadecane
57.0
[t — oy
16.50 17.00
5000 m/z 41.00 46.10%
2 o“\ L | H‘Q?'O‘ 141.0 183.0 226.0
e e e
m/z--> 50 100 150 200 250
Abundance #48835: Tridecane 7 —
57.0 16.50 17.00
m/z 85.10 38.98%
5000
99.0
200, || 90 10 w0 gy M
m/z--> 50 100 150 200 250 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31221\
Data File : BM@29123.D

Acqg On : 12 Mar 2021 22:27
Operator : CG/JU

Sample : M1650-01 5X

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.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 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.709 67.00 ng 374609  Phenanthrene-d10 17.039
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 93
4 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86
5 Dodecanoic acid, 10-methyl-, met... 228 C14H2802 005129-65-7 86
Abundance Scan 2503 (17.710 min): BM029123.D\data.ms (-2498) (- m/z 74.00 100.00%
74.0
5000 43.0
143.1 —r —
227.2
T - LY

\‘HHHH\‘\ H‘\1\\““H‘H‘\\‘\\‘HH‘\\‘\\‘HH‘\H\‘HH“\H\‘H\\‘ m/z 87.06 74.32%
m/z--> 20 40 60 80 100120140160 180200220 240260

Abundance #119408: Hexadecanoic acid, methyl ester
74.0
5000 T U
43.0 17.50 18.00
1430 m/z 43.85 51.38%
Lo T iners0o oo
\‘HH‘\H\‘HH‘\H\‘HH‘\H\‘HH‘\H\‘HH‘\H\‘HH‘\H\‘H\\‘
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
\
1750 1800
5000/ 43.0 m/z 41.05 41.75%
Lo M0 e 270 o
\‘HH‘\H\‘HH‘\H\“HH‘\H\‘HH‘\H\‘HH‘\H\‘HH‘\H\‘H\\‘
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #84485: Tridecanoic acid, methyl ester
74.0 1750 1800

m/z 55.05 39.73%

5000 43.0
143.0
Ly goro P 1850 5980

m/z--> 20 40 60 80 100120140160 180200220 240 260 17 50 18 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31221\
Data File : BM@29123.D

Acqg On : 12 Mar 2021 22:27
Operator : CG/JU

Sample : M1650-01 5X

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.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 Pentadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.939 7.53 ng 42081  Phenanthrene-d10 17.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 87
2 Tetradecanoic acid 228 C14H2802 000544-63-8 72
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 72
4 Tridecanoic acid 214 C13H2602 000638-53-9 64
5 Undecanoic acid 186 C11H2202 000112-37-8 53

Abundance Scan 2542 (17.939 min): BM029123.D\data.ms (-2535) (-  m/z 43.05 100.00%

43.0
73.0
5000
129.0
213.1 Poen
e
SN | | 1 O O O N TN m/z 41.05 86.53%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #95851: Pentadecanoic acid
43.0 ,73.0
5000 129.0 T
18.00
199.0 m/z 73.00 81.16%
e e T
:I\-ﬁl‘o\‘}\\‘w‘\\”\”\HH\ H\‘}\‘\“‘\\‘M‘\H\‘\\‘\H\‘HH‘\‘\H‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #84452: Tetradecanoic acid
73.0
43.0 P |
18.00
5000 129.0 m/z 60.00  80.25%
185.0
228.0
ol Il IS s |
%ﬁ_‘m‘“ J‘ w » mw: ol “Hwm_Hm_ww_w
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance #107549:n—Hexadecanok:acm ﬂ ——
60.0 18.00
m/z 55.00 70.76%
5000 129.0
91.0 157.01g5 02130  256.0
mw“;w!u“1“‘M;wh“‘m‘w‘:‘m“m‘_‘H_‘mw“_wm!_ A
m/z--> 20 40 60 80 100120140160 180200 220 240 260 18.00

8270-BM022321.M Sat Mar 13 03:01:36 2021 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31221\
Data File : BM@29123.D

Acqg On : 12 Mar 2021 22:27
Operator : CG/JU

Sample : M1650-01 5X

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.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 8,11-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.862 316.03 ng 1767040 Phenanthrene-di10 17.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 8,11-Octadecadienoic acid, methy... 294 C19H3402 056599-58-7 99
2 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
3 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 99
4 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 99
5 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99

Abundance Scan 2699 (18.862 min): BM029123.D\data.ms (-2692) (- m/z 67.10 100.00%
67.1

5000
09.1
— 4
18.50 19.00
263 1
- Hu” \H‘ Hhm”hmuh H\ il l8712202 L ‘2?\4‘1 m/z 81.10 82.66%
miz--> 50 100 150 200 250
Abundance #139707: 8,11-Octadecadienoic acid, methyl ester
67.0
5000 — S
200 09.0 18.50 19.00
- 150.0 294.C m/z 55.05 75.70%
M‘\‘H\w “MLM‘HH‘ A \}h 11820 2‘2‘9-9‘ ‘ “\‘ -
miz--> 50 100 150 200 250
Abundance #139708: 9,12-Octadecadienoic acid, methyl ester
67.0
— s
18.50 19.00
5000 m/Z 41.05 68.39%
29.0 09.0
150.0 204.C
\‘\“\H“ UL Hh b bs . 2230 ‘263‘0‘ o
miz--> 50 100 150 200 250
Abundance #139734: 9,15-Octadecadienoic acid, methyl ester, (Z,2)- — s
67.0 18.50 19.00
m/z 95.10 56.87%
5000
09.0 294.C
m/z--> 50 200 250 18.50 19.00

8270-BM022321.M Sat Mar 13 03:01:37 2021 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31221\
Data File : BM@29123.D

Acqg On : 12 Mar 2021 22:27
Operator : CG/JU

Sample : M1650-01 5X

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.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 13-Octadecenoic acid, methy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.892 262.07 ng 1465350 Phenanthrene-d10 17.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 99
2 9-Octadecenoic acid, methyl ester 296 C19H3602 002462-84-2 99
3 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 99
4 8-Octadecenoic acid, methyl ester 296 C19H3602 002345-29-1 99
5 12-Octadecenoic acid, methyl ester 296 C19H3602 056554-46-2 98

Abundance Scan 2704 (18.892 min): BM029123.D\data.ms (-2701) (-  m/z 55.10 100.00%

5000
97.1
T T T
‘ 37.1 1801 2222 264. 18.50 19.00
ﬂuMuuwmw‘m‘J‘ “““ A“‘29?3 m/Z 41.10 73.49%

%

miz--> 100 150 200 250 300
Abundance #141286. 13-Octadecenoic acid, methyl ester
.0
5000 — A
87.0 18.50 19.00
264.0 m/z 43.10 56.31%
WLk e, w00 220 g
1 \u\ | TR m | 4
\ T T T T T T T ‘ T T T T T T T T ‘
m/z--> 0 150 200 250 300
Abundance #141275. 9-Octadecenoic acid, methyl ester
55.0
— e
18.50 19.00
5000 87.0 m/z 69.10  54.83%
264.0
23.0 222.0
T | 180.0 | ‘ 296.0
uﬂwwwﬂhmuk““M\N“‘w“‘\
miz--> 50 100 150 200 250 300
e

Abundance #141287: 14-Octadecenoic acid, methyl ester ‘
. 18.50 19.00

m/z 74.00  48.03%

5000

264.0

25.0 180.0 222.0

296.0

Ag

T
m/z--> 50 100 150 200 250 300 18.50 19.00

8270-BM022321.M Sat Mar 13 03:01:37 2021 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31221\
Data File : BM@29123.D

Acqg On : 12 Mar 2021 22:27
Operator : CG/JU

Sample : M1650-01 5X

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.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 Methyl stearate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.021 29.74 ng 166269  Phenanthrene-die 17.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 98
2 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 90
3 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 87
4 Tridecanoic acid, 12-methyl-, me... 242 C15H3002 005129-58-8 87
5 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 80

Abundance Scan 2726 (19.021 min): BM029123.D\data.ms (-2721) - m/z 74.00 100.00%

74.0
43.0
5000
143.1 S :
255.2
\h H | A0, ‘ o |, 2981 o
T \“” ‘\“H‘\“‘ T \“‘\ L I e e T i \“ m/Z 87.00 77 .55%
miz--> 100 150 200 250 300
Abundance #143131: Methyl stearate
74.0
5000 AL :
143.0 255.0 298.( 19.00
43.0 199 0 m/z 43.05 60.11%
T T \ \“ ‘M‘\ “ ‘H‘ % \‘\()‘f \‘ ‘ ‘\ \ T T ‘ \ T \ \ \ “f T T “
miz--> 100 150 200 250 300
Abundance #107593: Pentadecanoic acid, methyl ester
74.0
T T
19.00
5000 m/z 55.85  42.40%
43.0
‘ 143.0
213.0 256.0
e | aap®P0 00
miz--> 100 150 200 250 300
Abundance #143189: Heptadecan0|c acid, 16-methyl-, methyl ester P ‘
74.0 19.00
m/z 41.05 41.95%
5000
28.0
1430 2550 298¢
199.0 ‘
i ‘\ | JLul 450, | I A s
mlz--> 100 150 200 250 300 19.00

8270-BM022321.M Sat Mar 13 03:01:38 2021 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31221\
Data File : BM@29123.D

Acqg On : 12 Mar 2021 22:27
Operator : CG/JU

Sample : M1650-01 5X

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.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 Octadecanoic acid Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
19.227 3.24 ng 22987 Chrysene-d12 21.221
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 90
2 Tetradecanoic acid 228 C14H2802 000544-63-8 64
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64
4 Pentadecanoic acid 242 C15H3002 001002-84-2 58
5 Dodecanoic acid 200 C12H2402 000143-07-7 53

Abundance Scan 2761 (19.227 min): BM029123.D\data.ms (-2757) (-  m/z 43.05 100.00%

43.0
73.0
5000
129.0

185.0
| ‘ ‘ ‘ 2412 g4 19.00 19‘50
T T T ‘\ ‘ ’H‘ ‘! \“H \‘ H‘ H ‘ T T T ‘ T T T T ‘ T T T \‘ ‘ T T T T m Z 88.45%
m/z--> 50 100 150 200 250
Abundance #131261: Octadecanoic acid
43.0,,73.0
5000 129.0 U
19 00 19.50
1.00 80.26%
i

‘ 1850 2410 284y "/
. i‘\\’w‘\ L4 u‘ q‘h Iy L] ‘ - | — 1
mi/z--> 50 100 150 200 250
Abundance #84452: Tetradecanoic acid
73.0
43.0 T

19 00 19.50

5000 129.0 m/z 60.00  76.89%
185.0
| 1
‘ “‘ “ I ‘ il “u““‘ nh\‘\‘ ;M‘\‘h; “ - \“ At “‘ e
m/z--> 50 100 150 200 250
Abundance #107549: n-Hexadecanoic acid ‘ J ‘ —
60.0 19.00 19.50
m/z 73.00 73.38%
5000 129.0
97.0 1710 2130 256.0
“‘HNLM‘HLmLuLM\‘ “‘ ‘\ w‘H “M . wa AAKJ\TWfM*fo
miz--> 50 100 150 200 250 19.00 19.50

8270-BM022321.M Sat Mar 13 03:01:38 2021 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31221\
Data File : BM@29123.D

Acqg On : 12 Mar 2021 22:27
Operator : CG/JU

Sample : M1650-01 5X

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.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 Octadecane, 1-iodo- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
19.974 4.74 ng 33602 Chrysene-d12 21.221
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 38
2 1-Todo-2-methylnonane 268 C10H211I 1000101-47-9 35
3 Undecane, 2,9-dimethyl- 184 C13H28 017301-26-7 35
4 Tridecane, 6-propyl- 226 Cl6H34 055045-10-8 35
5 2-Bromo dodecane 248 C12H25Br 013187-99-0 35
Abundance Scan 2888 (19.974 min): BM029123.D\data.ms (-2876) (- m/z 57.05 100.00%
57.0
5000 85.0
216.0 e
HET A e L H e
H\‘HH‘\H ‘\ H‘\‘\‘HH‘HH‘HH‘HH‘HH‘HH‘\H\‘HH‘HH m/z 43.05 92.32%
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #202264: Octadecane, 1-iodo-
57.0
5000 85.0 T
20.00
29.0 m/z 71.00  51.95%
113.0
“ ‘\ \‘M i1 ‘ ‘ | \15‘\5 0183 02110 25\30

\H‘\‘H\‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘\H\‘HH‘HH‘HH

m/z--> 20 40 60 80 100120140160180200220240260
Abundance #116708: 1-lodo-2-methylnonane
43.0 i y\m
LR
20.00
5000 710 m/z 85.00  46.43%
127.0
‘ I h L 1990 169.0 211.0 268.(
e e e T T
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #48865: Undecane, 2,9-dimethyl-
57.0 20.00
m/z 41.00 46.01%
5000
85.0
29. 0‘ 155.0
I = T e 72

m/z--> 20 40 60 80 100120140160 180200220240260 20.00

8270-BM022321.M Sat Mar 13 03:01:39 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31221\
Data File : BM@29123.D

Acqg On : 12 Mar 2021 22:27

Operator : CG/JU

Sample : M1650-01 5X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

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

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Peak Number 14 Methyl tetradecanoate

R.T. EstConc Area
20.121 4.97 ng 35216
Hit# of 5 Tentative ID

Concentration Rank 9

Relative to ISTD R.T.

Chrysene-d12

1 Hexadecanoic acid, methyl ester

2 Methyl tetradecanoate

3 Pentadecanoic acid, methyl ester

4 Undecanoic acid, 10-methyl-, met...
5 Dodecanoic acid, 10-methyl-, met...

228

C17H3402
C15H3002
C16H3202
C13H2602
C14H2802

Abundance Scan 2913 (20.121 min): BM029123.D\data.ms (-2906) (-

000112-39-0 64
000124-10-7 59
007132-64-1 59
005129-56-6 59
005129-65-7 59

m/z 74.00 100.00%

74.0
43.0
5000
143.1 216.0 L /‘\ i \ i
‘ H 111.0 ‘ 185.1 ‘ 283. 20.00 20.50
—_ HMM “HWMM““M“”“‘M R A w2z s7.e0  76.e3%
miz--> 50 100 150 200 250
Abundance #119408: Hexadecanoic acid, methyl ester
74.0
I |
5000 ] —
43.0 20.00 20.50
143.0 m/z 43.60 62.58%
||| are, | 180 2270 2o
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 #95859: Methyl tetradecanoate
74.0
P o
20.00 20.50
5000 ITI/Z 55.00 43.10%
43.0 143.0
199.0
242.0
g | S 0
miz--> 50 100 150 200 250
Abundance #107596: Pentadecanoic acid, methyl ester — —
74.0 20.00 20.50
m/z 41.00 41.94%
5000
43.0
143.0
213.0 256.0
Lm0 sgpps0 200, I
mlz--> 50 100 150 200 250 20.00 20.50

8270-BM022321.M Sat Mar 13 03:01:39 2021

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31221\
Data File : BM@29123.D

Acqg On : 12 Mar 2021 22:27
Operator : CG/JU

Sample : M1650-01 5X

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.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 unknown21.780 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
21.780 2.53 ng 17919 Chrysene-d12 21.221
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(dodecyloxy)- 230 C14H3002 004536-30-5 43
2 2-Bromotetradecane 276 C14H29Br 074036-95-6 35
3 Heptadecane, 2,6,10,14-tetramethyl- 296 C21H44 018344-37-1 27
4 Sulfurous acid, butyl heptadecyl... 376 C21H4403S 1000309-18-4 27
5 1-Trifluorosilyltridecane 268 C13H27F3Si 1000217-08-2 27

Abundance Scan 3195 (21.780 min): BM029123.D\data.ms (-3193) - m/z 57.00 100.00%
57.0

5000
99.0
222.0 281.0 LN R
NN I A
LAl Al 999 myz 43,05 86.29%
mi/z--> 50 100 150 200 250 300 350
Abundance #86145: Ethanol, 2-(dodecyloxy)-
57.0
5000 — ——
21.50 22.00
m/z 41.05 55.30%
L] o0 20
\ " L
\\\\‘ \![!\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 100 150 200 250 300 350
Abundance #124147: 2-Bromotetradecane
57.0
—— ——
21.50 22.00
5000 ITI/Z 71.05 51.62%

9.0
410 197.0
5.
miz--> 50 100 150 200 250 300 350

Abundance #141441: Heptadecane, 2,6,10,14-tetramethyl- —— —
57.0 21.50 22.00

|30 1830 25302960 AMNMMMWA’W

m/z--> 50 100 150 200 250 300 350 21.50 22.00

8270-BM022321.M Sat Mar 13 03:01:39 2021 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31221\
Data File : BM@29123.D

Acqg On : 12 Mar 2021 22:27

Operator : CG/JU

Sample : M1650-01 5X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.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 16 3-(Dimethylamino)propyl iso... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

22.415 9.73ng 61080 Perylene-di2 23.356

Hit# of 5 Tentative ID MW MolForm CASH# Qual

uih WN R
2R P Ww
-
2N T

Dimethylamino)propyl isothioc... 144
exanamine, 2-ethyl-N,N-dimethyl- 157

C6H12N2S
C10H23N

,4-0Oxadiazole-5-carboxamide, . 318 C15H18N404
-Dimethyloctylamine 157 C1OH23N
rimonium Bromide 363 C19H42BrN

027421-70-1 72
028056-87-3 72
1000350-15-5 64
007378-99-6 64
000057-09-0 64

Abundance Scan 3303 (22.415 min): BM029123.D\data.ms (-3298) (-
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Abundance #159332: 1,2,4-Oxadiazole-5-carboxamide, 3-(1,3-benzol
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31221\
Data File : BM@29123.D

Acqg On : 12 Mar 2021 22:27
Operator : CG/JU

Sample : M1650-01 5X

Misc :

ALS Vvial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@22321.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|
Undecane 11.822 4.7 ng 18766 2 10.410 79380 20.0
Hexadecane 13.092 5.0 ng 25096 3 14.286 101196 20.0
Tetradecane 14.180 5.1 ng 26004 3 14.286 101196 20.0
Tridecane 15.139 4.4 ng 22092 3 14.286 101196 20.0
Nonadecane 16.004 5.7 ng 31972 4 17.039 111829 20.0
1-Todo-2-methyl... 16.792 3.4 ng 18786 4 17.039 111829 20.0
Hexadecanoic ac... 17.709 67.9 ng 374609 4 17.039 111829 20.0
Pentadecanoic acid 17.939 7.5 ng 42081 4 17.039 111829 20.0
8,11-Octadecadi... 18.862 316.0 ng 1767040 4 17.039 111829 20.0
13-Octadecenoic... 18.892 262.1 ng 1465350 4 17.039 111829 20.0
Methyl stearate 19.021 29.7 ng 166269 4 17.039 111829 20.0
Octadecanoic acid  19.227 3.2 ng 22987 5 21.221 141824 20.0
Octadecane, 1-i... 19.974 4.7 ng 33602 5 21.221 141824 20.0
Methyl tetradec... 20.121 5.0 ng 35216 5 21.221 141824 20.0
unknown21.780 21.780 2.5 ng 17919 5 21.221 141824 20.0
3-(Dimethylamin... 22.415 9.7 ng 61980 6 23.356 127399 20.0
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