LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP010920\
Data File : BP001577.D

Aca On : 09 Jan 2020 13:45

Operator :© JU

Sample : PB125970BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEMI1I\BNA P\METHODS\8270-BP010820.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 2.975 28 32 44 rVB 83647 109652 3.50% 0.715%
2 4.828 342 347 359 rVB 148203 216589 6.91% 1.413%
3 5.293 419 426 436 rVB 662272 993837 31.69% 6.482%
4 6.858 684 692 707 rBV 771312 1208524 38.53% 7.883%
5 7.205 743 751 764 rBV 732379 1119698 35.70% 7.303%

7.657 822 828 836 rBvV 155779 246351 7.85% 1.607%
7.981 875 883 891 rvB 549161 862536 27 .50% 5.626%
8.810 1013 1024 1034 rBV 472937 782924 24 _.96% 5.107%
1292 1300 1308 rBV 204641 336434 10.73% 2.194%
12.928 1717 1724 1737 rVB 1194835 1739283 55.45% 11.345%

=
QOO ~NO®
=
o
N
w
N

11 13.769 1863 1867 1875 rBV 21331 33078 1.05% 0.216%
12 14.304 1951 1958 1968 rBV 348561 499727 15.93% 3.259%
13 15.804 2206 2213 2226 rBV 1192472 1631356 52.01% 10.641%
14 17.063 2420 2427 2439 rVB 471406 672645 21.45% 4_387%
15 17.998 2580 2586 2593 rBV3 47333 71164 2.27% 0.464%

16 18.833 2724 2728 2734 rBV3 24278 36018 1.15% 0.235%
17 19.657 2861 2868 2874 rBV 2350381 3136430 100.00% 20.458%
18 20.916 3078 3082 3095 rBV 137062 197224 6.29% 1.286%
19 21.169 3120 3125 3130 rBV 615185 744522 23.74% 4 _.856%
20 22.392 3330 3333 3340 rVB 38580 53899 1.72% 0.352%

21 23.410 3500 3506 3514 rVB2 330973 639527 20.39% 4.171%

Sum of corrected areas: 15331418
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP010920\

BP001577.D

09 Jan 2020 13:45

Ju

PB125970BL

4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP010820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

2000000

1500000

1000000

500000

2.98

TIC: BP001577.D

6.86
5.99 7.20

4.83

8.81

10.43

o

Time--> 3.00

J 7.98
N
A | |

7.00 750 8.00 850

3.50

6.00 6.50

4.00 450 5.00 5.50

9.00 9.50

10.00

10.50 11.00

Abundance

2000000

1500000

1000000

500000

TIC: BP001577.D

12.93 15.80

17.06
14.30

13.77

18.00

18.83

19.66

0
Time-->

12.00 12,50 13.00 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

Abundance

2000000

1500000

1000000

500000

05

TIC: BP001577.D

21.17

23.41

)

20.92 2239

Time--> 20.50 21.00 21.50 22.00 2250 23.00 23.50 24.00 24.50 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00

8270-BP010820.

M Fri Jan 10 14:16:29 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP010920\
Data File : BP001577.D

Aca On : 09 Jan 2020 13:45

Operator :© JU

Sample : PB125970BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP010820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.

2.98 8.90 ng 109652 1,4-Dichlorobenzene-d4 7.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 90
2 3-Hexanol. 2.4-dimethvl- 130 C8H180 013432-25-2 45
3 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 36
4 2-Methvl-5-hexen-3-ol 114 C7H140 032815-70-6 35
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 23

Abundance Scan 33 (2.981 min): BP001577.D (-28) (-) m/z 73.05 100.00%
7B
5000
2.903.003.103.203.30 3.40
Okl A, | 116147 177207236 268 301330 368 401429 462494525 | "m/z 43.05 52.08%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4486: Butane, 2-methoxy-2-methyl-
7B
43 2.903.003.103.203.30 3.40
m/z 55.00 29.74%
G S B B WL WL WL I L LI B
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #13730: 3-Hexanol, 2,4-dimethyl-
7
45
2.903.003.103.203.30 3.40
5000 m/z 87.00 27 .63%
0‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
7 2.903.003.103.203.30 3.40
m/z 41.00 14.97%
5000{ 41
ol 112
m/z--> 50 100 150 200 250 300 350 400 450 500 550 2.903.003.103.203.30 3.40

8270-BP010820-M Fri Jan 10 14:16:29 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP010920\
Data File : BP001577.D

Aca On : 09 Jan 2020 13:45

Operator :© JU

Sample : PB125970BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP010820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.

4.83 17.58 ng 216589 1,4-Dichlorobenzene-d4 7.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 38
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 27
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 1,3-Dioxolane-2-methanol, 2,4-di... 132 C6H1203 053951-43-2 9

Abundance Scan 347 (4.828 min): BP001577.D (-342) (-) m/z 43.00 100.00%
43
5000
101 440 4.60 4.80 500 520
Ol 73| 141169200 237265204 328357386 429462 508536 | "m/z 59.10  49.53%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 RN UL UL RN

440 4.60 4.80 5.00 5.20
m/z 101.05 15.45%

101
O R s o T i o T e e e e o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43
e o R AR
4.40 4.60 4.80 5.00 5.20
5000 m/z 58.10 12.64%
101
0,%%”,]%.«..w..” e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4030: 2,3-Butanedione, monooxime P e
43 4.40 4.60 4.80 5.00 5.20
m/z 41.00 10.25%
5000
101
e (B PUPEEET I L NPPNSSYN
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.40 4.60 480 5.00 5.20

8270-BP010820.-M Fri Jan 10 14:16:30 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP010920\
Data File : BP001577.D

Aca On : 09 Jan 2020 13:45

Operator :© JU

Sample : PB125970BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP010820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 unknown7.20 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

7.20 90.90 ng 1119700 1,4-Dichlorobenzene-d4 7.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 14
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 14
3 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 14
4 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 12
5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 10

Abundance Scan 750 (7.199 min): BP001577.D (-743) (-) m/z 131.95 100.00%
132
68
5000
o 6.80 7.00 7.20 7.40 7.60
ol 160 207236 274302331 376 417 449 480509538 n/z  68.10 55 530
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14132: 1,3,4-Thiadiazole-2(3H)-thione, 5-methyl-
56 132
5000 ARARRARSSRARSS R
6.80 7.00 7.20 7.40 7.60
m/z 66.00 45 _37%
27
ol hpckl N
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132
6.80 7.00 7.20 7.40 7.60
5000 m/z 134.00 32.60%
og 63 104
0||'|‘|“|‘|‘||k||||||||||||||||||||||||||||||||||||
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14142: 3-Chloro-6-fluoro-pyrazine e e
132 6.80 7.00 7.20 7.40 7.60
69 m/z 69.10 26.05%
104
5000
31
OI”JML"W"”I'”' DL UL S S BRI LI WL W R I UL IR
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 6.80 7.00 7.20 7.40 7.60

8270-BP010820.-M Fri Jan 10 14:16:30 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP010920\
Data File : BP001577.D

Aca On : 09 Jan 2020 13:45

Operator :© JU

Sample : PB125970BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP010820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

18.00 2.12 ng 71164 Phenanthrene-d10 17.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tridecanoic acid 214 C13H2602 000638-53-9 92
3 Pentadecanoic acid 242 C15H3002 001002-84-2 72
4 n-Decanoic acid 172 C10H2002 000334-48-5 62
5 Tetradecanoic acid 228 C14H2802 000544-63-8 59

Abundance Scan 2586 (17.998 min): BP001577.D (-2580) (-) m/z 43.05 100.00%

5000

17.60 17.80 18.00 18.20 18.40
m/z 72.95  88.64%

ol 284 333 383 420 474502 536

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #107547: n-Hexadecanoic acid

:

17.60 17.80 18.00 18.20 18.40
256 m/z 60.00 87.38%

5000

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #72643: Tridecanoic acid
43
R e L SR an
17.60 17.80 18.00 18.20 18.40
5000 m/z 54.95 83.53%
0 15
Tt
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #95854: Pentadecanoic acid P P T
43 73 17.60 17.80 18.00 18.20 18.40
m/z 41.00 79.53%
5000
129 242
199
101 171
Ot M e A Al s
m/z--> 0 50 100 150 200 250 300 350 400 450 500 17.60 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP010920\
Data File : BP001577.D

Aca On : 09 Jan 2020 13:45

Operator :© JU

Sample : PB125970BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP010820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 1-Docosene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.92 5.30 ng 197224 Chrysene-di12 21.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 98
2 Cvclotetracosane 336 C24H48 000297-03-0 94
3 Octacosanol 410 C28H580 000557-61-9 94
4 Fumaric acid. 2-chloropropvl dod... 360 C19H33Cl104 1000348-57-0 93
5 2- Chloropropionic acid, octadec... 360 C21H41Cl02 088104-31-8 93
Abundance Scan 3083 (20.922 min): BP001577.D (-3078) (-) m/z 43.05 100.00%
a3
83
5000
11
NN N IR
163 207 283 20.60 20.80 21.00 21.20
Obrr LA L 07 5T 252209311341360399420 461 502536 | s, 5505 99.42%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #151538: 1-Docosene
56
97
20.60 20.80 21.00 21.20
5 m/z 57.05 91.65%
2 5
0 t | 153181 308
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #174179: Cyclotetracosane
43
83
—v—n—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—r
20.60 20.80 21.00 21.20
5000 m/z 41.00 70.76%
11
0 J‘ | l (139167 196224251279308336
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215904: Octacosanol R T TR T
57 20.60 20.80 21.00 21.20
97 m/z 83.10 65.10%
5000
25
o %?‘ l 153181209236264292322 364392 L
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 20.60 20.80 21.00 21.20
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Data Path :
Data File :
Acq On :
Operator : JU
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Tentatively ldentified Compound (LSC) summary

PB125970BL

4 Sample Multiplier: 1

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

TIC Top Hit name

unknown7 .20
n-Hexadecanoic acid
1-Docosene

8270-BP010820.M Fri

RT EstConc Units Response

Butane, 2-methoxy. ..
2-Pentanone, 4-hy...

8.9 ng
4.83 17.6 ng
7.20 90.9 ng

18.00 2.1 ng

20.92 5.3 ng

Jan 10 14:16:31 2020

109652
216589
1119700
71164
197224

Z:\SVOASRV\HPCHEM1I\BNA_P\DATA\BP010920\
BP0O01577.D
09 Jan 2020 13:45

Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP010820_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

|--Internal Standard---|
| # RT Resp Conc]

1 7.66 246351 20.0
1 7.66 246351 20.0
1 7.66 246351 20.0
4 17.06 672645 20.0
5 21.17 744522 20.0
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