LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052621\
Data File : BF124081.D

Acqg On : 27 May 2021 00:30

Operator : JU/CG

Sample : M2535-04

Misc . GHOST-4D

ALS Vvial : 15 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-BF051421.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF124081.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.222 16 23 29 rvB 388372 505594 31.40% 4.785%
2 5.122 513 516 521 rVB 25280 29796 1.85% 0.282%
3 5.522 574 584 587 rBV 1236125 1304493 81.01% 12.346%
4 6.522 747 754 757 rBV 1279883 1323432 82.18% 12.525%
5 6.716 784 787 794 rBV2 50402 69312 4.30% 0.656%

6 6.892 813 817 820 rBV 456568 365347 22.69%
7 7.451 907 912 915 rBV 876159 900825 55.94%
8 8.175 1031 1035 1040 rBV 542973 443520 27.54%
9 9.251 1213 1218 1221 rBV 2050404 1610309 100.00% 15.

9.363 1232 1237 1241 rBV2 44477 43710 2.71%
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11  9.639 1281 1284 1293 rBV 195701 168119 10.44%
12 9.933 1330 1334 1344 rVB 542472 490929 30.49%
13 10.722 1464 1468 1475 rBV 962903 899540 55.86%
14 11.422 1583 1587 1592 rBV 489543 430220 26.72%
15 11.945 1673 1676 1684 rBV9 58770 76737  4.77%
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16 13.010 1853 1857 1860 rBV 1354611 1098693 68.23% 10.
17 13.951 2015 2017 2027 rVB5 80272 144602  8.98%
18 14.068 2033 2037 2041 rBV 298374 307260 19.08%
19 15.562 2288 2291 2299 rVB 225824 353520 21.95%
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Sum of corrected areas: 10565958
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 27 May 2021 00:30
: M2535-04

. 15

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052621\
BF124081.D

Ju/CaG

Sample Multiplier: 1

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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TIC: BF124081.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052621\
Data File : BF124081.D

Acqg On : 27 May 2021 00:30

Operator : JU/CG

Sample : M2535-04

Misc . GHOST-4D

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.222 27.68 ng 505594  1,4-Dichlorobenzene-d4 6.892

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance  Scan 23 (2.222 min): BF124081.D\data.ms (-16) (-) m/z 73.10 100.00%

73.1
5000 43.1 ]\
T
‘ J b1 2 20 240 2. 60
ol L 80 L 881z 43.10 44.61%
miz--> 0 20 40 60 80 100 120
Abundance #4492: Butane, 2-methoxy-2-methyl-
73.0
5000 L L
55.0 220 240 260
+ m/z 55.10  37.46%
O\‘\\\\2‘4\\m‘\‘j\‘\\\’\\“\‘\’g\\o\\‘\\\\‘\\\\
miz--> 0 20 40 60 80 100 120
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
B e BAN
220 240 2.60
5000 55.0 m/z 87.10 26.19%
39
0 L ‘ \ JL 88.0 1120 129.0
“““““ “““ ““,‘ e
miz--> 0 20 40 80 100 120
Abundance #1995: Snane tetramethyl- I B e
73.0 220 240 2.60

m/z 40.95 15.19%

5000
430

m/z--> 0 20 40 60 80 100 120 2. 20 240 2. 60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052621\
Data File : BF124081.D

Acqg On : 27 May 2021 00:30

Operator : JU/CG

Sample : M2535-04

Misc . GHOST-4D

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 2 Ethanol, 2-[2-(2-ethoxyetho... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
6.716 3.79 ng 69312 1,4-Dichlorobenzene-d4 6.892

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-[2-(2-ethoxyethoxy)et... 178 C8H1804 000112-50-5 59
2 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 45
3 2-Propanol, 1-(1-methylethoxy)- 118 C6H1402 003944-36-3 28
4 2-Benzyloxyethylamine 151 C9H13NO 038336-04-8 25
5 Phenelzine 136 C8H12N2 000051-71-8 17
Abundance Scan 787 (6.716 min): BF124081.D\data.ms (-784) (-) m/z 45.00 100.00%
45.0
105.1
5000
71.9 ARSI SE
u\b ‘ h 1 “ 2071 6.40 6.60 6.80 7.00 )
ol by b b m/z 105.10  65.65%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #44468: Ethanol, 2-[2-(2-ethoxyethoxy)ethoxy]-
45.0
6.40 6.60 6.80 7.00
72.0 m/z 59.05 28.13%
O \]-\5‘\'?\‘”‘\ T “1‘\ T \“‘ TT M‘\ ‘ \‘}‘\1\0‘?.\0\\ ’ TTT \]’-4\8\.(\)’ TTTT ‘ TTTT ‘ TTTT
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15097: Ethanol, 2-(2-ethoxyethoxy)-
45.0
S | Y I S 190
6.40 6.60 6.80 7.00
5000 m/z 71.90 25.34%
72.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8863: 2-Propanol, 1-(1-methylethoxy)- e ARamaEs ST,
45.0 6.40 6.60 6.80 7.00
m/z 43.10 24.18%
5000
73.0
m/z--> 20 40 60 80 100 120 140 160 180 200 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052621\
Data File : BF124081.D

Acqg On : 27 May 2021 00:30

Operator : JU/CG

Sample : M2535-04

Misc . GHOST-4D

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 3 unknownll.945 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.945 3.57 ng 76737  Phenanthrene-d10 11.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 46
2 Pentadecanoic acid 242 C15H3002 001002-84-2 46
3 Tetradecanoic acid 228 C14H2802 000544-63-8 38
4 Dodecanoic acid 200 C12H2402 000143-07-7 35
5 n-Decanoic acid 172 C10H2002 000334-48-5 27

Abundance Scan 1676 (11 945 min): BF124081.D\data.ms (-1673) (- m/z 55.00 100.00%

55.0
5000

258.1

213.2 1200

0 m/z 73.00 89.55%
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 L MAJAM\ ‘ NWMN
12.00
157.01g5 02130 2560 m/z 59.90 78.94%
O,
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #95855: Pentadecanoic acid
43.0 730
L by
12.00
5000 129.0 m/z 43.00 78.02%
199.0 242.0
1? ‘1570 ‘ ‘
RIS 01 o O
m/z--> 20 40 6 80 100120140160180200220240260
Abundance #84452: Tetradecanoic acid —
73.0 12.00
43.0 m/z 57.10 69.27%
5000 129.0
185.0
H 228.0
O%?RHHHHWMWMNM%VWMumwhéwu‘wu‘wu‘wwu‘uu‘u‘ —
m/z--> 20 40 60 80 100120140160180200220240260 12.00

8270-BF051421.M Thu May 27 13:28:07 2021 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052621\
Data File : BF124081.D

Acqg On : 27 May 2021 00:30

Operator : JU/CG

Sample : M2535-04

Misc . GHOST-4D

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 9-Tricosene, (Z)- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
13.951 9.41 ng 144602 Chrysene-d12 14.069
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Tricosene, (Z)- 322 C23H46 027519-02-4 93
2 11-Tricosene 322 C23H46 052078-56-5 86
3 Cyclohexadecane, 1,2-diethyl- 280 C20H40 1000155-85-3 83
4 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 81
5 1-Tricosene 322 C23H46 018835-32-0 78

Abundance Scan 2017 (13.951 min): BF124081.D\data.ms (-2015) (-]

m/z 55.10 100.00%

5]:
5000
——
l H“ 1645 2324 2853 . 14.00
oL ‘JH MMHWMHWMMMWJ“MML\WMM‘mnmhmu\Hf' m/z 57.10 75.92%
m/z--> 50 100 150 200 250 300 350
Abundance #163019: 9-Tricosene, (2)-
55.0
97.0
5000 L
14.00
m/z 83.10 58.88%
‘ % 322.0
ol H\ L “““8‘2‘0 22202620 |
m/z--> 50 100 150 200 250 300 350
Abundance #163017: 11-Tricosene
43.0
——
14.00
5000 m/z 69.10 58.63%
250
0 H 1, 16802100 266.0 322.0
! T
miz--> 50 100 150 200 250 300 350
Abundance #127777: Cyclohexadecane, 1,2-diethyl- : ‘
43.0 14.00
m/z 43.00 58.10%
280.0
5000
0 “‘ “\‘\“ “H M‘ \H\‘ ‘\‘\ \‘\‘h‘ j ‘9 2‘2‘3‘0‘ ‘ “ iR ——
m/z--> 50 100 150 250 300 350 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052621\
Data File : BF124081.D

Acqg On : 27 May 2021 00:30
Operator : JU/CG

Sample : M2535-04

Misc

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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|
Butane, 2-metho... 2.222 27.7 ng 505594 1 6.892 365347 20.0
Ethanol, 2-[2-(... 6.716 3.8 ng 69312 1 6.892 365347 20.0
unknown11.945 11.945 3.6 ng 76737 4 11.422 430220 20.0
9-Tricosene, (Z)- 13.951 9.4 ng 144602 5 14.069 307260 20.0
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