LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121720\
Data File : BM028147.D

Acqg On : 17 Dec 2020 18:45
Operator : JU/CG

Sample : L5036-11

Misc :

ALS Vvial : 10 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-BM121620.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@28147.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.704 421 428 439 rBV 2052599 3012907 49.04%  8.390%
2 7.351 700 708 721 rBV 2055162 3390502 55.19% 9.442%
3 7.792 778 783 794 rBV 59733 92432 1.50% 0.257%
4 8.210 847 854 860 rBV 503575 795269 12.95%  2.215%
5 9.386 1046 1054 1062 rBV 1262057 2076950 33.81% 5.784%

6 11.039 1322 1335 1342 rBV 680785 1134227 18.46% 3.159%
7 13.463 1738 1747 1754 rBV 2760298 4026414 65.54% 11.212%
8 14.274 1879 1885 1892 rBV 184702 270566  4.40% ©.753%
9 14.833 1973 1980 1988 rVB2 1002525 1476476 24.03% 4.112%
10 16.309 2218 2231 2245 rBV 2596613 3719560 60.55% 10.358%

11 17.556 2436 2443 2447 rBV 1266722 1791785 29.17% 4.990%

12 17.592 2447 2449 2457 rVB 52357 73612 1.20% 0.205%

13 18.415 2583 2589 2596 rBV 610618 884621 14.40%  2.463%

14 19.55@ 2778 2782 2783 rBV 52766 61676 1.00% 0.172%
Q.

15 19.580 2783 2787 2793 rVB 155725 233297  3.80%

16 19.668 2797 2802 2821 rBV 935276 1414851 23.03%
17 19.939 2844 2848 2852 rVB 121164 164856 2.68% ©0.459%
18 20.127 2874 2880 2885 rBV 5004664 6143216 100.00% 17.107%

w
0
S
S
R

19 20.415 2926 2929 2935 rVB2 61127 78451 1.28% 0.218%
20 20.586 2954 2958 2963 rBV3 62391 78102 1.27% 0.217%

21 20.962 3019 3022 3027 rBV 120556 144648 2.35%
22 21.356 3085 3089 3099 rBV 561774 853206 13.89%
23 21.668 3136 3142 3146 rBV 1692083 2175115 35.41%
24 24.038 3539 3545 3560 rVB 877537 1817495 29.59%

o NO®
w
N
(o))
3R

Sum of corrected areas: 35910234
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121720\
Data File : BM@28147.D

Acqg On : 17 Dec 2020 18:45
Operator : JU/CG

Sample : L5036-11

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM121620.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM028147.D\data.ms
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Abundance TIC: BM028147.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121720\
Data File : BM@28147.D

Acqg On : 17 Dec 2020 18:45
Operator : JU/CG

Sample : L5036-11

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM121620.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 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
7.792 2.32 ng 92432 1,4-Dichlorobenzene-d4 8.210

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 83
2 Ethanol, 2-(2-methoxyethoxy)- 120 C5H1203 000111-77-3 50
3 2-Propanol, 1-(1-methylethoxy)- 118 C6H1402 003944-36-3 39
4 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 37
5 Ethyl ether 74 C4H100 000P60-29-7 36
Abundance Scan 783 (7.792 min): BM028147.D\data.ms (-778) (-) m/z 45.05 100.00%
45.0
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Il | ], 031 2069 177 59.05 3103
ot m/z 59.05 31.94%
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Abundance #15098: Ethanol, 2-(2-ethoxyethoxy)-
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Abundance #8863: 2-Propanol, 1-(1-methylethoxy)- RERREE e
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121720\
Data File : BM@28147.D

Acqg On : 17 Dec 2020 18:45
Operator : JU/CG

Sample : L5036-11

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM121620.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.415 9.87 ng 884621  Phenanthrene-die 17.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 87
5 Undecanoic acid 186 C11H2202 000112-37-8 64

Abundance Scan 2589 (18.415 min): BM028147.D\data.ms (-2583) (- m/z 43.10 100.00%

43.1 73.1
5000
129.0
213.2 U
‘ ‘ H‘ ‘ 1711 ‘ 256.1 18.50
ob—— M‘Hu “H‘H‘ nh‘h }‘H‘\‘\M‘\ - “ | L T ‘\‘ m/z 73.10 92.26%
m/z--> 50 100 150 200 250
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 T
18.50
97.0 1o 2130 2560 m/z 60.00 88.07%
oLb— ‘M‘ W “H‘u‘ Mh“\ }‘H‘\‘n‘\ ‘\ ’ “‘ “ “‘ \‘ “‘ T “\‘ ——
m/z--> 50 100 150 200 250
Abundance #72647: Tridecanoic acid
73.0
—
43.0 18.50
5000 129.0 m/Z 41.05 80.47%
171.0
‘ ‘ 214.0
o — “‘ ‘; \“H‘d HH “HM‘ \\m“\ }‘\H‘h‘\ “ ’n“ L “‘ ‘ “\‘ —
m/z--> 50 100 150 200 250
Abundance #95851: Pentadecanoic acid T
43.0 73.0 18.50
m/z 55.10 77 .46%
5000 129.0
‘ 199.0 2420
ol ‘; \“H‘n i “HM‘“‘ \\h\‘\‘ M‘u‘\ “‘ ’1‘61‘-0;“ ‘i o “‘ - =
m/z--> 50 100 150 200 250 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121720\
Data File : BM@28147.D

Acqg On : 17 Dec 2020 18:45
Operator : JU/CG

Sample : L5036-11

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM121620.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 4 Octadecanoic acid Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
19.668 13.01 ng 1414850 Chrysene-d12 21.668
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 91
5 Tridecanoic acid 214 C13H2602 000638-53-9 76

Abundance Scan 2802 (19.668 min): BM028147.D\data.ms (-2797) - m/z 43.10 100.00%
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29.0
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121720\
Data File : BM@28147.D

Acqg On : 17 Dec 2020 18:45
Operator : JU/CG

Sample : L5036-11

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM121620.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 5 G5-Eicosene, (E)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.356 7.85 ng 853206 Chrysene-d12 21.668
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 96
2 17-Pentatriacontene 491 C35H70 006971-40-0 94
3 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 94
4 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 94
5 1-Eicosene 280 C20H40 003452-07-1 93

Abundance Scan 3089 (21.356 min): BM028147.D\data.ms (-3085) (- m/z 57.10 100.00%
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— =
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228 1o81.0
- J‘ J” Mﬂ 181 T 2010 35514149 4900 .., 4310 95.19%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #127769: 5-Eicosene, (E)-
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Abundance #234186: 17-Pentatriacontene
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— —
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Abundance  #220103: Heptafluorobutyric acid, pentadecyl ester : —
57.0 21.00 21.50

m/z 69.10 60.44%
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0 “ ! H.‘J |_255.0 406.0
‘m‘HH‘HH‘m“HH‘HH‘mwmwm‘mw ‘ —

m/z--> 0 50 100 150 200 250 300 350 400 450 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121720\
Data File : BM028147.D

Acqg On : 17 Dec 2020 18:45
Operator : JU/CG

Sample . L5036-11

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM121620.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|
Ethanol, 2-(2-e... 7.792 2.3 ng 92432 1 8.210 795269 20.0
n-Hexadecanoic ... 18.415 9.9 ng 884621 4 17.556 1791790 20.0
Octadecanoic acid 19.668 13.0 ng 1414850 5 21.668 2175120 20.0
5-Eicosene, (E)- 21.356 7.8 ng 853206 5 21.668 2175120 20.0
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