LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP090419\
Data File : BP0O00063.D

Aca On : 04 Sep 2019 13:48

Operator : HP/JU

Sample : K4554-56

Misc :

ALS Vial : 13 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON

Sampling : 1

Start Thrs: 0.2

Stop Thrs - O

Filtering: 5
Min Area: 3 % of largest Peak
Max Peaks: 100

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-BP083019.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 2.193 12 18 31 rVB 2803315 3715129 25.55% 3.155%
2 5.516 578 583 586 rBY 11531130 10910397 75.02% 9.265%
3 6.516 747 753 756 rBVY 11425571 11027696 75.83% 9.364%
4 6.663 773 778 781 rBVY 12505541 11552622 79.44% 9.810%
5 6.893 814 817 820 rBVY 3737626 2801057 19.26% 2.379%
6 7.052 840 844 847 rBVY 11697902 9303040 63.97% 7 .900%
7 7.452 907 912 915 rBVY 7316726 6897704 47 .43% 5.857%
8 8.175 1031 1035 1038 rBV 4697965 3616906 24.87% 3.071%
9 9.257 1214 1219 1222 rBV 15277430 13987698 96.18% 11.878%
10 9.646 1281 1285 1288 rBvV 1277740 915491 6.30% 0.777%
11 9.940 1331 1335 1338 rBvY 4865689 4330952 29.78% 3.678%
12 10.728 1465 1469 1472 rBV 10404449 8577724 58.98% 7.284%
13 11.434 1585 1589 1592 rBVY 5311257 4404924 30.29% 3.741%
14 11.969 1676 1680 1684 rBV 714415 681799 4.69% 0.579%
15 12.763 1811 1815 1827 rBV 445857 495908 3.41% 0.421%
16 13.039 1857 1862 1865 rBVY 15607847 14543110 100.00% 12.350%
17 13.945 2012 2016 2032 rBvV 692068 951256 6.54% 0.808%
18 14.098 2038 2042 2046 rBVY 5106322 4234826 29.12% 3.596%
19 15.275 2238 2242 2247 rBV 172216 199276 1.37% 0.169%
20 15.622 2295 2301 2308 rBVY 3462223 4256867 29.27% 3.615%
21 15.686 2308 2312 2321 rVB 148815 202702 1.39% 0.172%
22 16.157 2388 2392 2396 rBV 102340 155069 1.07% 0.132%

Sum of corrected areas: 117762153
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP090419\

BP000063.D

04 Sep 2019 13:48

HP/JU

K4554-56

13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP083019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\DATABASE\NIST11.L
ion Parameters: LSCINT.P

Abundance

1.4e+07

1.2e+07

1e+07

8000000

6000000

4000000

2000000

TIC: BP000063.D

6.66

5.52 6.52

7.05

6.89

7.45

O
Time-->

T
5.00

Abundance

1.4e+07

1.2e+07

1e+07

8000000

6000000

4000000

2000000

0

TIC: BPO00063.D

10.73

11.43

8.17 9.94

9.65

11.97

12.76

L

Time-->

10.00

10.50 11.00 11.50

9.50 12.00

12.50

13.00

Abundance

1.4e+07

1.2e+07

1e+07

8000000

6000000

4000000

2000000

0

TIC: BPO00063.D

14.10

15.62

13.95 15.27 5.69 16.16

™1
13.50

Time-->

14.00 14.50

15.00 15.50 16.00 16.50

17.00

T
17.50

18.00

18.50

8270-BP083019.

M Thu Sep 05 18:03:07 2019

Page: 2




Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP090419\
Data File : BP0O00063.D

Aca On : 04 Sep 2019 13:48

Operator : HP/JU

Sample - K4554-56

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP083019.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 3

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

2.19 26.53 ng 3715130 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 43
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 17 (2.187 min): BPO00063.D (-12) (-) m/z 73.05 100.00%

73
5000
43

l |101131 183 216 2 62 302332 383 38466 496 526 220230240250260
oJ,l“ 75302332  383411438406496525 m/z 43.05 28.51%

T T T TTT T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4486: Butane, 2-methoxy-2-methyl-
73

5000 S SAARRRRRRERRNE LRSS n
2.20 2.30 2.40 2.50 2.60

43
m/z 87.05 25.31%
Ot e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
3
RN e RRRRR R R
2.20 2.30 2.40 2.50 2.60
5000 41 m/z 55.05 21.91%
o 112
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4436: Pentane, 3-methoxy- L ABRRRNEESSLE L
73 220230240250260

m/z 71.10 10.78%

5000
45

m/z--> 50 100 150 200 250 300 350 400 450 500 550 2.20 2.30 240 2.50 2.60

8270-BP083019.M Thu Sep 05 18:03:08 2019 Page: 3



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP090419\
Data File : BP0O00063.D

Aca On : 04 Sep 2019 13:48

Operator : HP/JU

Sample - K4554-56

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP083019.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 unknown6.66 Concentration Rank 1

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

6.66 82.49 ng 11552600 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 777 (6.657 min): BP000063.D (-773) (-) m/z 132.05 100.00%
132
5000 68
40 6.40 6.60 6.80 7.00
b b, .l,l. A 1/2201229256283309 349379 4104046749553 m/z 68.05 39.62%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 UL R AR R
6.40 6.60 6.80 7.00
2 m/z 134.10 32.71%
O'Jﬁ'“'w" S DAL UL BRI WAL LI LI SN WL B
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
640 6.60 680 7.00
5000 67 m/z 66.05 25.80%
97
3
0..ﬁ‘,l.ﬂ.‘u.‘ajl.lt..,....,.... R B AR
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #52379: Tranylcypromine-propionyl A L ams S HAa
57 132 6.40 6.60 6.80 7.00
m/z 69.05 15.93%
5000 98
0 LIl 160 189
m/z--> 50 100 150 200 250 300 350 400 450 500 550 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP090419\
Data File : BP0O00063.D

Aca On : 04 Sep 2019 13:48

Operator : HP/JU

Sample - K4554-56

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP083019.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 4 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

11.97 3.10 ng 681799 Phenanthrene-d10 11.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Octadecanoic acid 284 C18H3602 000057-11-4 81
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64

Abundance Scan 1680 (11.969 min): BPO00063.D (-1676) (-) m/z 73.00 100.00%

73
43

5000

3 o EAam s N EEa s

256 11.60 11.80 12.00 12.20

o 289 332 364 416443 493522 m/z 60.00 75 . 70%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107549: n-Hexadecanoic acid
6

157185

5000 LA L L L L L LB L
11.60 11.80 12.00 12.20
0
157185213 256 m/z 43.10 66.82%
04
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #72646: Tridecanoic acid
43 L&
T T T T T T R
11.60 11.80 12.00 12.20
5000 m/z 57.10 59.18%
J 129 171 214
Ol 'WPL{.“...j.” e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #95851: Pentadecanoic acid PP T TR T
43 |73 11.60 11.80 12.00 12.20
m/z 55.05 58.01%
5000 129
199
7 242
e  AREREaREEe s
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP090419\
Data File : BP0O00063.D

Aca On : 04 Sep 2019 13:48

Operator : HP/JU

Sample - K4554-56

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP083019.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 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.76 2.25 ng 495908 Phenanthrene-d10 11.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 86
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 Pentadecanoic acid 242 C15H3002 001002-84-2 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 62
Abundance Scan 1814 (12.757 min): BPO00063.D (-1811) (-) m/z 73.00 100.00%
4373
5000 129 N
1h1 19 24 284 1240 12.60 12.80 13.00
157 : : : :
0 hgen | | PP s sreaonaze aresio s PR G 79 esi
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #131262: Octadecanoic acid

%

5000

12.40 12.60 12.80 13.00
m/z 60.00  77.73%

0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester
43
AR e A RERAE
73 12.40 12.60 12.80 13.00
5000 284 m/z 57.05 68.16%
129
185
. ) 101 157 213241 311 372
Ay
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #84453: Tetradecanoic acid B B i e
73 12.40 12.60 12.80 13.00

m/z 55.05 63.58%

5000
185 228

3

m/z--> 50 100 150 200 250 300 350 400 450 500 550 12. 40 12 60 12. 80 13. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP090419\
Data File : BP0O00063.D

Aca On : 04 Sep 2019 13:48

Operator : HP/JU

Sample - K4554-56

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP083019.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-Heneicosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.95 4.49 ng 951256 Chrysene-di12 14.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 5-Octadecene. (E)- 252 C18H36 007206-21-5 94
3 Behenic alcohol 326 C22H460 000661-19-8 94
4 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 94
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 94

Abundance Scan 2017 (13.951 min): BPO00063.D (-2012) (-) m/z 83.05 100.00%

56 83
5000 11

39 13 60 13. 80 14. 00 14. 20
167 216248
- .,.'.P.A.,A.A...,.A...A,.?’%‘l.?‘?f‘...???..,4.1.2.4.4,4...4.9,2..?.4?. m/z 57.05 95.29%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #155046: 1-Heneicosanol
55 83
5000

13.60 13.80 14.00 14.20
m/z 97.05  90.15%

0 27 }J P39167196 238266294
R e e R T e e e e
mz-> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #104186: 5-Octadecene, (E)-

83 13 60 13. 80 14. 00 14.20

5000 m/z 69.05 83.76%
2 111
o r 111l }39168196224252
T B L B B B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #166292: Behenic alcohol B e
56 83 1360 1380 1400 1420

m/z 55.10 83.69%

5000 o
39
ZV 1 167196224252280308

e S ARREmaasse ol Lt

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13 60 13. 80 14. 00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_P\DATA\BP090419\
Data File : BP0O00063.D

Acq On : 04 Sep 2019 13:48

Operator : HP/JU

Sample - K4554-56

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP083019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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-methoxy... 2.19 26.5 ng 3715130 1 6.89 2801060 20.0
unknown6 .66 6.66 82.5 ng 11552600 1 6.89 2801060 20.0
n-Hexadecanoic acid 11.97 3.1 ng 681799 4 11.43 4404920 20.0
Octadecanoic acid 12.76 2.3 ng 495908 4 11.43 4404920 20.0
1-Heneicosanol 13.95 4.5 ng 951256 5 14.10 4234830 20.0
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