LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112120\
Data File : BF122430.D

Acqg On : 21 Nov 2020 20:12
Operator : JU/CG

Sample : L4839-01

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_F\METHODS\8270-BF110920.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF122430.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.152 6 11 22 rVB 321427 437946  6.97% 1.089%
2 2.257 26 29 40 rVB 63137 97901 1.56% 0.243%
3 5.075 502 508 518 rBV 965729 1230740 19.59% 3.060%
4 5.487 573 578 581 rBV 4309521 4407830 70.15% 10.958%
5 5.875 641 644 651 rVB 138019 110046 1.75% 0.274%
6 6.498 744 750 754 rBV 4199382 4752335 75.64% 11.814%
7 6.687 779 782 790 rBV 79806 79311 1.26% ©.197%
8 6.863 808 812 815 rBV 1525701 1186976 18.89% 2.951%
9 7.428 902 908 911 rBV 2736896 2948244 46.92% 7.329%
10 8.151 1026 1031 1034 rBV 1624369 1525028 24.27% 3.791%
11 9.228 1209 1214 1217 rBV 5990355 5346858 85.10% 13.292%
12 9.622 1277 1281 1285 rBvV 257811 250236 3.98% 0.622%
13 9.839 1310 1318 1325 rBV6 28891 66879 1.06% 0.166%
14  9.904 1325 1329 1333 rBV 1961621 1801863 28.68% 4.479%
15 10.698 1459 1464 1478 rBV 3261454 3347717 53.28%  8.322%

16 11.392 1578 1582 1589 rBV 2091980 1910791 30.41%
17 11.922 1666 1672 1680 rBvV2 70733 122155 1.94%
18 12.716 1802 1807 1819 rBV 159311 278184  4.43%

P U o M
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O
N
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19 12.986 1848 1853 1856 rBV 6303964 6283028 100.00% 15.619%
20 13.886 2002 2006 2021 rBV 264320 420329 6.69% 045%
21 14.039 2028 2032 2043 rVB 2213586 1930724 30.73%  4.800%
22 14.515 2108 2113 2121 rBV4 40138 67871 1.08% 0.169%

23 15.515 2277 2283 2288 rBV 1256136 1623576 25.84% 4.036%

Sum of corrected areas: 40226568
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 21 Nov 2020 20:12

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112120\
BF122430.D

Ju/CaG
L4839-01

: 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BF122430.D\data.ms

5.487 6.498

7.428

6.863

5.075

152
.257 5.875 6.687

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
6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF122430.D\data.ms
9.228 12.986

10.698

9.904 11.392
8.151

0622, o 11.022 12.716

0
Time-->

—— — A —
8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50

—
13.00

Abundance
6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF122430.D\data.ms

14.039

15.515

13.886
A 14.

Time-->

515
T ‘ T T T ‘ T ‘ T T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112120\
Data File : BF122430.D

Acqg On : 21 Nov 2020 20:12
Operator : JU/CG

Sample : L4839-01

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.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 2
R.T. EstConc Area Relative to ISTD R.T.
2.152 7.38 ng 437946  1,4-Dichlorobenzene-d4 6.863

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 37
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 12
Abundance  Scan 11 (2.152 min): BF122430.D\data.ms (-6) (-) m/z 73.10 100.00%

73.1
5000
43.0
87.0

| 00 2.202.302.402.502.60
e 2 m/z 43.05  36.83%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0

5000 e e
2.202.302.402.502.60
43.0

87.0 m/z 55.10 25.05%

29.0
0w
OH\‘\H\‘H\\‘HH‘HH‘HH‘HH‘HH‘\\H‘H\\‘\H\‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance
73.0

2.202.302.402.502.60

o

5000 ITI/Z 87.05 23.97%
55.0
27.0 410
Ob b M 980 1150
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #2051: 1,3-Dioxolane, 2-methyl- R REEE e Eaa R
73.0 2.202.302.402.502.60

m/z 41.05 12.19%

5000 43.0
58.0
0 i ‘ | ! ‘

m/z--> 10 20 30 40 50 60 70 80 90 100110120 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112120\
Data File : BF122430.D

Acqg On : 21 Nov 2020 20:12
Operator : JU/CG

Sample : L4839-01

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.075 20.74 ng 1230740 1,4-Dichlorobenzene-d4 6.863

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
4 Butane, 1-ethoxy- 102 C6H140 000628-81-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 508 (5.075 min): BF122430.D\data.ms (-502) (-) m/z 43.05 100.00%

3.0
59.1
5000
101.1 A AAEEEEERE T
4.80 5.00 5.20 5.40
I 83.1 o
i m/z 59.10 55.83%
miz-> 20 40 60 80 100 120 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LA L L I B L R
59.0 4.80 5.00 5.20 5.40
m/z 101.10  19.94%
15.0 101.0
‘ ml i | 83.0 | ‘
O\\\\‘\\\\‘i\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance
43.0
A Ra e A REEEaRE T
4.80 5.00 5.20 5.40
5000 m/z 58.10 15.81%
101.0
ol 130 60.0  84.0
e L L e T
miz--> 20 40 60 80 100 120 140
Abundance  #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester A RABAR
59.0 4.80 5.00 5.20 5.40
m/z 41.05 8.85%
5000 41.0
oo w00l
m/z--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112120\
Data File : BF122430.D

Acqg On : 21 Nov 2020 20:12
Operator : JU/CG

Sample : L4839-01

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.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 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.716 2.91 ng 278184  Phenanthrene-die 11.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 91
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 81
5 Undecanoic acid 186 C11H2202 000112-37-8 81

Abundance Scan 1807 (12.716 min): BF122430.D\data.ms (-1802) (- m/z 73.00 100.00%

73.0
5000 1291
’
I

284.1

ob— wm‘u‘hww“m L, ‘L - | e m/z 43.10  96.82%

m/z--> 50 100 150 200 250 300 350
Abundance #131261: Octadecanoic acid
3.0
MW
\

5000 129.0 7 —
12.50 13.00

m/z 60.00  90.55%

‘ 185.0 241.0 284.0
0 ‘\““\“h“‘ WM‘\M‘\‘ T T \‘ \“\ “ —— \“ T \“\ [T T T T
miz--> 50 100 150 200 250 300 350
Abundance

73.0

e ol
12.50 13.00
5000 129.0 m/z 57.10 77.88%

29.0
199.0 2420
(o LRI 11 LT S A T S
m/z--> 50 100 150 200 250 300 350

Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl e e
43.0 12.50 13.00

m/z 41.10 77.47%

5000 284.0
3.0 129.0
‘ 1850 2410
H\H uhH‘ I ‘ Pl ‘ 372,

e T L e —
miz--> 50 100 150 200 250 300 350 12.50 13.00

B
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112120\
Data File : BF122430.D

Acqg On : 21 Nov 2020 20:12
Operator : JU/CG

Sample : L4839-01

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.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 1-Heneicosanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.886 4.35 ng 420329 Chrysene-d12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 n-Tetracosanol-1 354 C24H500 000506-51-4 94
3 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 94
4 Behenic alcohol 326 C22H460 000661-19-8 94
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
Abundance Scan 2006 (13.886 min): BF122430.D\data.ms (-2002) (- m/z 57.05 100.00%
57.0
97.0
5000
— —
?A 13.50 14.00
ok “WQM«"JMM‘M“‘“HM%Q%Q““‘ ——— m/z 43.10 92.02%
miz--> 50 100 150 200 250 300
Abundance #155046: 1-Heneicosanol
55.0
97.0
5000 — —
13.50 14.00
m/z 83.05 86.41%
0 19¢ \‘\ il H\ \‘ *‘ \h h 1820 224.0 266.0
\\\\‘ T \\\\\\\\‘\\\\‘\\\\
miz-> 50 100 150 200 250 300
Abundance
57.0 97.0
- —7
13.50 14.00
5000 m/z 55.05 83.96%
139.0
0 19.0 181.0 222.0 264.0 308.0
T e e T
m/z--> 50 100 150 200 250 300
Abundance #205392: Trichloroacetic acid, hexadecyl ester — —
43.0 13.50 14.00
83.0 m/z 97.05 76.89%
5000
WL
SERTN DR O N WY
m/z--> 0 100 150 200 250 300 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112120\
Data File : BF122430.D

Acqg On : 21 Nov 2020 20:12
Operator : JU/CG

Sample : L4839-01

Misc

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.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... 2.152 7.4 ng 437946 1 6.863 1186980 20.0
2-Pentanone, 4-... 5.075 20.7 ng 1230740 1 6.863 1186980 20.0
Octadecanoic acid 12.716 2.9 ng 278184 4 11.392 1910790 20.0
1-Heneicosanol 13.886 4.3 ng 420329 5 14.039 1930720 20.0
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