LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122920\
Data File : BGO47844.D

Acqg On : 29 Dec 2020 20:19
Operator : CG/JU

Sample : L5227-06

Misc :

ALS Vvial : 11 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_G\METHODS\8270-BG121720.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO47844.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.729 399 407 416 rBV 411098 679475 21.09%  4.960%
2 7.339 674 681 694 rVB2 293559 623835 19.36% 4.554%
3 7.767 749 754 766 rBV3 17051 33591 1.04% 0.245%
4 8.196 819 827 834 rBV 149148 259598 8.06%  1.895%
5 9.366 1019 1026 1035 rVB 556248 1027090 31.88% 7.498%
6 9.765 1088 1094 1103 rBV7 16266 34815 1.08% 0.254%
7 11.022 1299 1308 1316 rBV 196940 368685 11.44%  2.692%
8 12.333 1524 1531 1536 rBV3 20935 40113 1.24% 0.293%
9 13.449 1713 1721 1728 rVB 1359329 2185327 67.83% 15.954%
10 13.696 1758 1763 1769 rVB3 58553 97140 3.01% 0.709%
11 14.148 1832 1840 1845 rBV3 15654 35678 1.11% 0.260%
12 14.254 1853 1858 1864 rVB 97648 133749 4.15% 0.976%
13 14.542 1902 1907 1912 rVB4 26945 43222 1.34% 0.316%
14 14.818 1948 1954 1960 rBV2 310098 493928 15.33% 3.606%
15 14.883 1961 1965 1972 rVB3 24052 43533  1.35% ©0.318%
16 15.423 2052 2057 2064 rBV7 19839 44581 38% 0.325%
17 15.629 2089 2092 2096 rVB4 23131 34160 06%  0.249%
18 15.987 2148 2153 2163 rVB3 59806 107633 0.786%

19 16.299 2198 2206 2214 rBV 1323671 2006466 62.27% 14.648%

20 16.910 2304 2310 2317 rBVS 21770 45012
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21 17.556 2414 2420 2426 rBV 415598 607090 18.84%
22 20.141 2854 2860 2865 rBV 2566656 3221957 100.00% 23.
23 21.440 3077 3081 3093 rBV3 98324 199730 6.20%
24 21.827 3140 3147 3155 rVB 384464 653991 20.30%
25 25.171 3706 3716 3730 rVB2 219344 677357 21.02%
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Sum of corrected areas: 13697756

8270-BG121720.M Wed Dec 30 14:09:20 2020 Pag 1



LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122920\
Data File : BGO47844.D

Acqg On : 29 Dec 2020 20:19
Operator : CG/JU

Sample : L5227-06

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121720.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG047844.D\data.ms
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Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG047844.D\data.ms
2500000 20.141
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15000001 13 449 16.299
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500000
14.818

13.6961 44494 5401883 15285245987
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Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG047844.D\data.ms
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1500000
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Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122920\
Data File : BGO47844.D

Acqg On : 29 Dec 2020 20:19
Operator : CG/JU

Sample : L5227-06

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121720.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
7.767 2.59 ng 33591 1,4-Dichlorobenzene-d4 8.202

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 78
2 Ethanol, 2-[2-(2-ethoxyethoxy)et... 178 C8H1804 000112-50-5 50
3 Ethyl 2-(2-(2-ethoxyethoxy)ethox... 220 C10H2005 1000366-77-8 50
4 Diethyl carbitol 162 C8H1803 000112-36-7 39
5 2-Propanol, 1-(1-methylethoxy)- 118 C6H1402 003944-36-3 38

Abundance Scan 754 (7.767 min): BG047844.D\data.ms (-749) (-) m/z 45.10 100.00%

45.1 “
5000
il 1of 1 2220 3332 386. 7.40 7.60 7.80 8.00 .
ob—~At el m/z 59.00 41.25%
m/z--> 50 100 150 200 250 300 350
Abundance #15099: Ethanol, 2-(2-ethoxyethoxy)-
45.0
5000
7.40 7.60 7.80 8.00
m/z 43.10 30.86%
‘ | 104.0
O \H\h\\“!h\‘\\‘“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #44467: Ethanol, 2-[2-(2-ethoxyethoxy)ethoxy]-
45.0
7.40 7.60 7.80 8.00
5000 m/z 72.10 27.86%
‘ ‘89.0
0 wk““‘w “w\ e
miz--> 50 100 150 200 250 300 350
Abundance  #76818: Ethyl 2-(2-(2-ethoxyethoxy)ethoxy)acetate MBS L1/ W "]N
45.0 7.40 7.60 7.80 8.00
m/z 73.10 14.21%
103.0
5000
m/z--> 0 100 150 200 250 300 350 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122920\
Data File : BGO47844.D

Acqg On : 29 Dec 2020 20:19
Operator : CG/JU

Sample : L5227-06

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121720.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Benzene, 1,4-diethyl-2-methyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
12.333 2.18 ng 40113 Naphthalene-d8 11.023
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,4-diethyl-2-methyl- 148 C11H16 013632-94-5 52
2 Benzene, 1-(1,1-dimethylethyl)-3... 148 C11H16 001075-38-3 52
3 Ethanone, 1-(2,5-dimethylphenyl)- 148 C10H120 002142-73-6 50
4 Benzene, l-ethyl-3-(1-methylethyl)- 148 C11H16 004920-99-4 50
5 Phenol, 2-(2-methyl-2-propenyl)- 148 C10H120 020944-88-1 50

Abundance Scan 1531 (12.333 min): BG047844.D\data.ms (-1524) (-  m/z 133.05 100.00%

1338.1
5000 91.0
40"8 ‘ J“‘ M 920.9 ogss  12.00 12.50
ol byl | T m/z 148.05  46.82%
miz--> 50 100 150 200 250
Abundance #22797: Benzene, 1,4-diethyl-2-methyl-
133.0
5000 ! A‘t\\ \"\ T ‘/l\ m
12.00 12.50
91.0 m/z 91.00  45.93%
39.0 ‘ ‘
014 ‘\‘ i“\h‘\ ‘H\ i ““‘\ ‘!“\ “ LN B s s By s e
miz--> 50 100 150 200 250
Abundance  #22828: Benzene, 1-(1,1-dimethylethyl)-3-methyl-
138.0
12.00 12.50
5000 m/z 115.10 33.16%
41.0 93.0
m/z--> 50 100 150 200 250
Abundance #22700: Ethanone, 1-(2,5-dimethylphenyl)-
138.0 12.00 12.50
m/z 105.10 33.05%
5000
43.0 79.0
oL \H\‘WHHH JJW \J\H —
m/z--> 50 100 150 200 250 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122920\
Data File : BGO47844.D

Acqg On : 29 Dec 2020 20:19
Operator : CG/JU

Sample : L5227-06

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121720.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Metacetamol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.696 3.93 ng 97140  Acenaphthene-d10 14.818
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Metacetamol 151 C8HSNO2 000621-42-1 58
2 Pyridine, 3-butyl-, 1-oxide 151 C9H13NO 031396-33-5 58
3 m-Isopropoxyaniline 151 C9H13NO 041406-00-2 53
4 3-Pyridinol, 4-methyl-, acetate ... 151 C8H9NO2 001006-96-8 53
5 2,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 50
Abundance Scan 1763 (13.696 min): BG047844.D\data.ms (-1758) (- m/z 43.05 100.00%
43.0 109.1
5000 151.0
13.50 14.00
188.0 . 346.!
ob— ‘miMJ ok u‘m““ TN ???9, e m/z 109.10  89.83%
m/z--> 0 100 150 200 250 300
Abundance #24779: Metacetamol
109.0
5000 151.0
13.50 14.00
43.0 m/z 151.00 40.93%
O\\‘\‘\“‘\”\h‘\‘ \\\“\\\\‘\\\\’\\\\’\\\\
miz-> 50 100 150 200 250 300
Abundance #24970: Pyridine, 3-butyl-, 1-oxide
109.0
151.0 13.50 14.00
5000 m/z 85.00 25.98%
39.0 ‘
miz--> 50 100 150 200 250 300 /\
Abundance #24949: m-Isopropoxyaniline ol —
109.0 13.50 14.00
m/z 41.05 23.06%
5000
151.0
41.0 WN/M
o i S AP N S MH_ GiE
m/z--> 50 100 150 200 250 300 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122920\
Data File : BGO47844.D

Acqg On : 29 Dec 2020 20:19
Operator : CG/JU

Sample : L5227-06

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121720.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 4 1-Isopropenylnaphthalene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.987 4.36 ng 107633  Acenaphthene-die 14.818
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Isopropenylnaphthalene 168 C13H12 001855-47-6 81
2 Naphthalene, 1-(2-propenyl)- 168 C13H12 002489-86-3 74
3 1,1'-Biphenyl, 4-methyl- 168 C13H12 000644-08-6 70
4 1,1'-Biphenyl, 3-methyl- 168 C13H12 000643-93-6 62
5 1,1'-Biphenyl, 2-methyl- 168 C13H12 000643-58-3 52

Abundance Scan 2153 (15.987 min): BG047844.D\data.ms (-2148) (- m/z 168.10 100.00%

168.1
5000
L
63.0 115.0 16.00
ob——— \. i oy \H‘h“m‘ il HHH‘\MHM‘ n ‘2‘06‘8‘ ‘ ‘2‘5%:'" ‘ m/z 167.10 62.12%
miz--> 50 100 150 200 250
Abundance #36895: 1-Isopropenylnaphthalene
153.0
5000 ’“\A ol W/\‘\\A ‘ W\’J
16.00
m/z 153.05 59.91%
1o 00| |
o E— \‘\ \\ ‘\‘\\H‘Hw LT \‘ | —
miz--> 50 100 150 200 250
Abundance #36908: Naphthalene, 1-(2-propenyl)-
158.0
16.00
5000 115.0 m/z 165.10 33.83%
ol \\ \ s \‘\\H‘\H\H il d ‘H ‘H‘ S —
miz--> 50 100 150 200 250 W
Abundance #36897: 1,1'-Biphenyl, 4-methyl- U ’W’
168.0 16.00
m/z 152.00  25.69%
5000
63.0 115.0
270 S0 T
Y T
m/z--> 50 100 150 200 250 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122920\
Data File : BGO47844.D

Acqg On : 29 Dec 2020 20:19
Operator : CG/JU

Sample : L5227-06

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121720.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 E-15-Heptadecenal Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
21.440 6.11 ng 199730 Chrysene-d12 21.828
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 E-15-Heptadecenal 252 C17H320 1000130-97-9 93
2 Bromoacetic acid, octadecyl ester 390 C20H39Br02 018992-03-5 91
3 1-Eicosene 280 C20H40 003452-07-1 86
4 Cycloeicosane 280 C20H40 000296-56-0 86
5 1-Octadecene 252 C18H36 000112-88-9 86

Abundance Scan 3081 (21.440 min): BG047844.D\data.ms (-3077) (- m/z 43.10 100.00%

43.1 97.0
5000
2150
55.1 .
ol i w“ L. n}h‘\\{\.‘ by m% n?%‘ ‘\2‘?‘;0‘]"‘ ‘3‘4‘4‘ ‘1‘ ‘ ‘4‘3‘-5“9‘ : ‘fl??‘ m/z 83.10 98.01%
mlz--> 50 100 150 200 250 300 350 400 450
Abundance #104157: E-15-Heptadecenal
43.0
7.0
5000 L
21.50
m/z 57.05 94.88%
I o 20
O\\[V\\\‘\\\\\‘\\\\‘\\\\‘l\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #207396: Bromoacetic acid, octadecyl ester
43.0
—
7.0 21.50
5000 m/z 69.05  90.15%
L sz, 2s00
0 H‘HJ“‘ “UUNuf‘ R e R R a R AR o
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #127767: 1-Eicosene T
43.0 21.50
970 m/z 97.05  87.80%
5000
280.0
L o
m/z--> 50 100 150 200 250 300 350 400 450 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122920\
Data File : BGO47844.D

Acqg On : 29 Dec 2020 20:19
Operator : CG/JU

Sample : L5227-06

Misc

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121720.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Ethanol, 2-(2-e... 7.767 2.6 ng 33591 1 8.202 259598 20.0
Benzene, 1,4-di... 12.333 2.2 ng 40113 2 11.023 368685 20.0
Metacetamol 13.696 3.9 ng 97140 3 14.818 493928 20.0
1-Isopropenylna... 15.987 4.4 ng 107633 3 14.818 493928 20.0
E-15-Heptadecenal 21.440 6.1 ng 199730 5 21.828 653991 20.0
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