LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111820\
Data File : BF122367.D

Acqg On : 18 Nov 2020 14:55
Operator : JU/CG

Sample : L4771-05

Misc :

ALS vial : 8 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: BF122367.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.134 4 8 33 rVB 785853 1266206 17.42% 2.631%
2 5.075 501 508 515 rBV 115051 156185 2.15% 0.325%
3 5.475 571 576 579 rBV 5194094 5049283 69.45% 10.491%
4 6.487 742 748 751 rBV 4784147 5251133 72.23% 10.910%
5 6.687 779 782 789 rBV 80501 81005 1.11% ©0.168%

6 6.863 808 812 815 rBV 1827778 1378108 18.96%
7 7.422 902 907 910 rBV 3326503 3366994 46.31%
8 8.151 1026 1031 1034 rBV 1940800 1824190 25.09%
9 9.228 1209 1214 1217 rBV 6386639 5882348 80.91% 12.

9.616 1276 1280 1291 rBV 1172200 958014 13.18%

P NWON
N
O
[
R

11  9.904 1325 1329 1340 rVB 2646403 2230152 30.67%
12 10.692 1458 1463 1466 rBV 4419990 4257624 58.56%
13 11.386 1577 1581 1585 rBV 2659998 2386479 32.83%
14 11.916 1665 1671 1680 rBV2 260453 365983 5.03%
15 12.369 1745 1748 1752 rBV 272152 248053 3.41%
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16 12.704 1802 1805 1811 rBV 101422 156597 2.15%
17 12.980 1847 1852 1855 rBV 7102411 7270308 100.00% 15.
18 13.880 2001 2005 2021 rBV 447316 909777 12.51%
19 14.027 2025 2030 2034 rBV 2926582 2579327 35.48%
20 14.892 2173 2177 2181 rVB 76649 76738 1.06%
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21 15.498 2274 2280 2285 rBV 1903019 2435923 33.51% 5.061%

Sum of corrected areas: 48130427
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 18 Nov 2020 14:55

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111820\
BF122367.D

Ju/CaG
L4771-05

: 8 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
7000000

6000000

5000000

4000000

3000000

2000000

1000000

o

Time-->

TIC: BF122367.D\data.ms

5.475
6.487

7.422

6.863

134

5.075 L6.687

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
7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF122367.D\data.ms
12.980
9.228

10.692

9.904 11.386

8.151

0
Time-->

11016  12.369
L A t - o 12.704

8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance
7000000

6000000

5000000

4000000

3000000

2000000

1000000

Time-->

TIC: BF122367.D\data.ms

14.027

15.498

13.880

k 14.892

o

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\BF111820\
Data File : BF122367.D

Acqg On : 18 Nov 2020 14:55
Operator : JU/CG

Sample : L4771-05

Misc :

ALS vial : 8 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 1
R.T. EstConc Area Relative to ISTD R.T.
2.134 18.38 ng 1266210 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 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 22
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 12
Abundance Scan 8 (2.134 min): BF122367.D\data.ms (-4) (-) m/z 73.10 100.00%
3.1
5000 43.0
87.0 \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
‘ 91 2.202.302.402.50
Okt 22 L m/z 43.@5  37.97%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 L L R B R R

2.202.302.402.50
43.0

87.0 m?z 55.05 25.59%
29.0
$90!!
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
73.0
87.0

2.202.302.402.50

o

5000 410 55.0 m/z 87.85 24.77%
27.0
0 112.0 129.0
P T R e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #1877: Acetamide, N-ethyl- P
30.0 2.202.302.402.50
m/z 41.05 12.34%
5000 87.0
44.0
15.0 72.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 2.202.302.402.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111820\
Data File : BF122367.D

Acqg On : 18 Nov 2020 14:55
Operator : JU/CG

Sample : L4771-05

Misc :

ALS vial : 8 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 4
R.T. EstConc Area Relative to ISTD R.T.
5.075 2.27 ng 156185 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 56
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
4 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 9
5 Propane, 1-ethoxy-2-methyl- 102 C6H140 000627-02-1 9

Abundance Scan 508 (5.075 min): BF122367.D\data.ms (-501) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 R EEE e e R
| ‘ 83.0 4.80 5.00 5.20 5.40 .
ol m/z 59.10  54.24%
miz--> 20 40 60 80 100 120 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LA L L NI L
59.0 4.80 5.00 5.20 5.40
m/z 101.10 19.93%
o 2o e3g 1910
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140
Abundance
59.0
A Ra e A RAREaRE T
4.80 5.00 5.20 5.40
5000 2410 m/z 58.00 15.41%
o 126.0142 o
e T T T
miz--> 20 40 60 80 100 120 140
Abundance #4030: 2,3-Butanedione, monooxime e
43.0 4.80 5.00 5.20 5.40
m/z 41.00 9.74%
5000
101.0
o 130 . 600 840
e
m/z--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40

8270-BF110920.M Thu Nov 19 11:40:51 2020

Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111820\
Data File : BF122367.D

Acqg On : 18 Nov 2020 14:55
Operator : JU/CG

Sample : L4771-05

Misc :

ALS vial : 8 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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.916 3.07 ng 365983  Phenanthrene-d10 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 94
3 Tridecanoic acid 214 C13H2602 000638-53-9 92
4 Pentadecanoic acid 242 C15H3002 001002-84-2 90
5 Oxalic acid, allyl pentadecyl ester 340 C20H3604 1000309-24-3 20

Abundance Scan 1671 (11.916 min): BF122367.D\data.ms (-1665) (- m/z 72.95 100.00%
430 73.0

a

5000
‘ 12.00
O el AL m/z 43.05 93.90%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 T
12.00
97.0 1570 155 02130 256.0 m/z 60.00 86.81%
0‘\\\\“}‘\\H\H\H‘\\‘H\\\wh““\\h“l‘\“\‘\\‘\\\\‘\\‘\\‘\‘\\\‘\\\‘\‘\\\\‘\\\!‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
73.0
=
43.0 12.00
5000 m/z 57.10 77 .26%
129.0
185.0 228.0
. 99.0 157.0
RAaa R e R RARRARARRAEAEIIEALE SR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid L 1=
73.0 12.00
43.0 m/z 41.05 70.14%
5000 129.0
171.0
Vi
0 _‘lu‘i‘;‘w“w“‘: ol “m‘w:_uu“Mw‘_‘H‘w‘wwww S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111820\
Data File : BF122367.D

Acqg On : 18 Nov 2020 14:55
Operator : JU/CG

Sample : L4771-05

Misc :

ALS vial : 8 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 unknownl2.36 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.369 2.08 ng 248053  Phenanthrene-die 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4,4,6,6,8,8-Heptamethyl-1-nonene 224 C16H32 015796-04-0 43
2 Octane, 2-bromo- 192 C8H17Br 000557-35-7 37
3 2,4,4-Trimethyl-1-pentanol, trif. 226 C1OH17F302 1000365-19-5 35
4 2,4,4-Trimethyl-1-pentanol, pent 276 C11H17F502 1000365-51-0 32
5 1-Pentanol, 3-methyl-2-propyl- 144 C9H200 054004-40-9 28
Abundance Scan 1748 (12.369 min): BF122367.D\data.ms (-1745) (- m/z 57.10 100.00%
57.1
- i A‘JLM
‘ 1200 1250
169.2 : :
o“‘_“JMHI‘HM‘ﬂ‘mu‘wu_?3ﬂ?u"H“_“%Q?Q‘ m/z 97.05 44.62%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #81264: 2,4,4,6,6,8,8-Heptamethyl-1-nonene
57.0
5000 = P
12.00 12.50
113.0 m/z 113.10 44.06%
83.0
\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0 NAA
— Y
12.00 12.50
5000 m/z 55.05 25.89%
113.0
29.0
0 83.0 135.0
T e T e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #82218: 2,4,4-Trimethyl-1-pentanol, trifluoroacetate — ——
57.0 12.00 12.50
m/z 83.05 20.27%
5000
97.0
290‘
bbb e 22701530 2110 e i
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111820\
Data File : BF122367.D

Acqg On : 18 Nov 2020 14:55
Operator : JU/CG

Sample : L4771-05

Misc :

ALS vial : 8 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 5 n-Tetracosanol-1 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.880 7.05 ng 909777 Chrysene-d12 14.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 95
2 Behenic alcohol 326 C22H460 000661-19-8 95
3 1-Heneicosanol 312 C21H440 015594-90-8 95
4 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94

Abundance Scan 2005 (13.880 min): BF122367.D\data.ms (-2001) (- m/z 57.05 100.00%

57.0 ' '
97.1
5000
e
39.1 : .
- u‘w“‘w u J“, | % L1822 2480 m/z 43.10  86.69%
m/z--> 50 100 150 200 250 300
Abundance #186968: n-Tetracosanol-1
57.0 97.0
5000 — e
13.50 14.00
m/z 55.85  85.95%
O ]\-g\q\} ‘\“ “ ‘ T \‘ ‘H‘ % ‘h h \%8\]- \0 222\0\ ‘26\4\()\ \3?8\ \o\ T
m/z--> 50 100 150 200 250 300
Abundance
83.0
43.0
— —
13.50 14.00
5000 m/z 83.05 82.84%
125.0
0 167.0 210.0 280.0
e
m/z-> 50 100 150 200 250 300
Abundance #155046: 1-Heneicosanol = T
55.0 13.50 14.00
97.0 .
m/z 97.10  75.52%
pi00 | L1120 w0 pmmoz0 L Il
m/z--> 50 100 150 200 250 300 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111820\
Data File : BF122367.D

Acqg On : 18 Nov 2020 14:55
Operator : JU/CG

Sample : L4771-05

Misc

ALS vial : 8 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... 2.134 18.4 ng 1266210 1 6.863 1378110 20.0
2-Pentanone, 4-... 5.075 2.3 ng 156185 1 6.863 1378110 20.0
n-Hexadecanoic ... 11.916 3.1 ng 365983 4 11.386 2386480 20.0
unknown12. 36 12.369 2.1 ng 248053 4 11.386 2386480 20.0
n-Tetracosanol-1 13.880 7.9 ng 909777 5 14.027 2579330 20.0
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