LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA P\DATA\BP101819\

Data File : BP000870.D

Aca On : 18 Oct 2019 05:54 Instrument :
Operator : JU BNA_P _
Sample 1 K5153-01 2X ClientSampleld :
Misc : TR-04-101619
ALS Vial : 27 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-BP100119.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 5.375 555 559 580 rVB 1297004 1288869 2.87% 1.108%
2 6.393 728 732 748 rBVY 1560299 1419062 3.16% 1.220%
3 6.522 750 754 761 rBVY 1871145 1528292 3.40% 1.314%
4 6.752 789 793 796 rBY 1068131 893188 1.99% 0.768%
5 6.905 816 819 823 rBVY 1559010 1244342 2.77% 1.070%
6 7.311 884 888 891 rBV 939189 864647 1.93% 0.743%
7 8.034 1006 1011 1014 rBV 1499374 1204745 2.68% 1.036%
8 9.116 1191 1195 1198 rBvV 2513993 1969164 4.38% 1.693%
9 9.381 1237 1240 1244 rBV 1086244 941336 2.10% 0.809%
10 9.799 1305 1311 1314 rBVY 1775635 1435787 3.20% 1.235%

11 10.593 1443 1446 1450 rBV 1355971 1122954 2.50% 0.966%
12 10.822 1482 1485 1487 rBV 851755 617974 1.38% 0.531%
13 11.299 1563 1566 1568 rVvV 1800491 1424023 3.17% 1.224%
14 11.628 1619 1622 1626 rVB 1180481 1083107 2.41% 0.931%
15 11.722 1631 1638 1641 rBV 9493772 15028040 33.46% 12.922%

16 11.863 1655 1662 1667 rBvV2 1369117 1714497 3.82% 1.474%
17 12.028 1687 1690 1695 rVB2 544568 532338 1.19% 0.458%
18 12.116 1701 1705 1708 rBV 667986 577590 1.29% 0.497%
19 12.463 1749 1764 1768 rBV3 11138805 44907695 100.00% 38.615%
20 12.528 1770 1775 1778 rVV2 7787733 9179300 20.44% 7.893%

21 12.587 1778 1785 1793 rVV 3395623 6213245 13.84% 5.343%
22 12.751 1809 1813 1814 rBV 850448 756723 1.69% 0.651%
23 12.798 1818 1821 1826 rVB2 580620 624286 1.39% 0.537%
24 12.863 1830 1832 1837 rBV2 478060 486635 1.08% 0.418%
25 12.916 1837 1841 1844 rBV 2353398 2161644 4.81% 1.859%

26 13.104 1866 1873 1874 rVV5 834825 1349852 3.01% 1.161%
27 13.169 1878 1884 1889 rVB2 1326349 1689804 3.76% 1.453%
28 13.246 1894 1897 1899 rVV 1504680 1287485 2.87% 1.107%
29 13.269 1899 1901 1905 rVVv2 612770 732536 1.63% 0.630%
30 13.310 1906 1908 1913 rVVv4 539982 905636 2.02% 0.779%

31 13.357 1913 1916 1920 rVV2 1060258 1458770 3.25% 1.254%
32 13.410 1922 1925 1928 rVV 999772 1092849 2.43% 0.940%
33 13.687 1966 1972 1975 rVB2 3028054 3846522 8.57% 3.308%
34 13.922 2009 2012 2015 rBV 1325757 1176513 2.62% 1.012%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP101819\
Data File : BP000870.D

Aca On : 18 Oct 2019 05:54

Operator :© JU

Sample : K5153-01 2X

Misc :

ALS Vial : 27 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 - 0 Peak Location: TOP

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

Z :\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP100119.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 13.981 2018 2022 2025 rBV2 1731169 1856184 4._.13% 1.596%
36 14.551 2116 2119 2129 rVB 516456 565632 1.26% 0.486%
37 15.463 2270 2274 2277 rVB 972532 1113774 2.48% 0.958%

Sum of corrected areas: 116295040
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRVA\HPCHEMI\BNA P\DATA\BP101819\

BP000870.D

18 Oct 2019 05:54

Ju

K5153-01 2X

27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP100119.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP101819\
Data File : BP000870.D

Aca On : 18 Oct 2019 05:54

Operator :© JU

Sample : K5153-01 2X

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP100119.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 unknown6.52 Concentration Rank 5

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

6.52 34.22 ng 1528290 1,4-Dichlorobenzene-d4 6.75

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 9

5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 754 (6.522 min): BP000870.D (-750) (-) m/z 132.00 100.00%
132
5000
68
% R B
40 | 165 209237264291317 357 388418445473501530 §:20_540 550 680
Obrtpallay oA 220 9237264291317 3573884 01530 m/z 134.00 32.28%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 LA L L L L L LB L |
6.20 6.40 6.60 6.80
31 m/z 68.05 31.99%
Y
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #52379: Tranylcypromine-propionyl
57 132
T
6.20 6.40 6.60 6.80
5000 98 m/z 66.00 20.78%
ol byl L g 160180
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #14144: 5-Fluoro-2-chloropyrimidine e A m
132 6.20 6.40 6.60 6.80
m/z 96.05 14.48%
5000
105
o.ﬂjﬂltﬂk..w..” S D A N
m/z--> 50 100 150 200 250 300 350 400 450 500 550 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP101819\
Data File : BP000870.D

Aca On : 18 Oct 2019 05:54

Operator :© JU

Sample : K5153-01 2X

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP100119.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 Nonanoic acid, 9-oxo-, meth... Concentration Rank 13

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

9.38 13.11 ng 941336 Acenaphthene-d10 9.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonanoic acid. 9-oxo-. methvl ester 186 C10H1803 001931-63-1 91
2 Methvl 8-methvl-nonanoate 186 C11H2202 1000336-43-6 47
3 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602 006929-04-0 43
4 Octanoic acid. methvl ester 158 C9H1802 000111-11-5 43
5 2-Heptenoic acid, methyl ester 142 C8H1402 022104-69-4 32

Abundance Scan 1240 (9.381 min): BPO00870.D (-1237) (-) m/z 74.00 100.00%
Y
5000
i Emma b
9.00 9.20 9.40 9.60 9.80
o 174202231 267295326356 410440468 505 543 m/z 87.05 78320
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #49867: Nonanoic acid, 9-oxo-, methyl ester
74
5000 41
111 443 9.00 9.20 9.40 9.60 9.80
m/z 55.10 67.44%
o 71
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #50078: Methyl 8-methyl-nonanoate
74
—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—q—h
9.00 9.20 9.40 9.60 9.80
m/ 83.10 50.08%
5000 143 z 0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #131317: Hexadecanoic acid, 15-methyl-, methy! ester SRR R R e s ]
74 9.00 9.20 9.40 9.60 9.80
m/z 111.05 46.16%
5000 43
0 L ) 111 1‘{13171199 241 235 —
m/z--> 6 55 160 1%0 200 250 300 3%0 400 4éo 560 séo 900 950 940 960 9%0
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP101819\
Data File : BP000870.D

Aca On : 18 Oct 2019 05:54

Operator :© JU

Sample : K5153-01 2X

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP100119.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 4 Tridecanoic acid, 12-methyl... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.82 8.68 ng 617974 Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid. 12-methvl-. me... 242 C15H3002 005129-58-8 94
2 Methvl tetradecanoate 242 C15H3002 000124-10-7 94
3 Dodecanoic acid. methvl ester 214 C13H2602 000111-82-0 80
4 Decanoic acid. methvl ester 186 C11H2202 000110-42-9 64
5 Undecanoic acid, 11-bromo-, meth... 278 C12H23Br02 006287-90-7 64
Abundance Scan 1485 (10.822 min): BP0O00870.D (-1482) (-) m/z 74.00 100.00%
!
5000
T e e e oo 115 i
242 : : : :
Oh - M‘ L .I, 174 || 242273304332 380409436465 506535 | nsz g7.00  74.75%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #95899: Tridecanoic acid, 12-methyl-, methyl ester
74
A
5000 199 LR SRS B IR S
41 143 242 10,60 10.80 11.00 11.20
m/z 43.10 21.44%
L ||
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #95863: Methyl tetradecanoate
74
10,60 10.80 11.00 11.20
5000l 43 m/z 55.05 20.25%
143
ol Ll g, [ am 202
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #72681: Dodecanoic acid, methy! ester AR RaEE ST e
74 10.60 10.80 11.00 11.20
m/z 143.10 19.23%
5000
41
115143171 214
o,nitﬂﬁsq..nh.hh e e oo by
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP101819\
Data File : BP000870.D

Aca On : 18 Oct 2019 05:54

Operator :© JU

Sample : K5153-01 2X

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP100119.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 9-Hexadecenoic acid, methyl... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

11.63 15.21 ng 1083110 Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Hexadecenoic acid. methvl este... 268 C17H3202 001120-25-8 99
2 Methvl hexadec-9-enoate 268 C17H3202 010030-74-7 94
3 9-Octadecenoic acid (2)-. methvl._.. 296 C19H3602 000112-62-9 93
4 2-Cvclopenten-1-one. 2-pentvl- 152 C10H160 025564-22-1 62
5 Cyclopentadecanone, 2-hydroxy- 240 C15H2802 004727-18-8 58

Abundance Scan 1622 (11.628 min): BPO00870.D (-1619) (-) m/z 55.05 100.00%

3
5000

1 152 194 236
11.40 11.60 11.80 12.00

268
0 b o0 348378 420 453 498529 m/z 69.10 79.09%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #117511: 9-Hexadecenoic acid, methyl ester, (2)-
5000 3
11.40 11.60 11.80 12.00
m/z 74.00 72.57%
11 157 104 236
o , | 268
- IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #117464: Methy| hexadec-9-enoate

N A
L L L B

11.40 11.60 11.80 12.00
m/z 83.10 59.85%

5000

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141302: 9-Octadecenoic acid (2)-, methyl ester
55 11.40 11.60 11.80 12.00
m/z 87.00 56.82%

5000

38 180 222 264

| 296 \
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 1140 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP101819\
Data File : BP000870.D

Aca On : 18 Oct 2019 05:54

Operator :© JU

Sample : K5153-01 2X

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP100119.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 Hexadecanoic acid, methyl e... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

11.72 211.07 ng 15028000 Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 97
2 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 94
3 Methvl tetradecanoate 242 C15H3002 000124-10-7 89
4 Methvl 9-methvltetradecanoate 256 C16H3202 213617-69-7 81
5 Hexadecanoic acid, 2-methyl- 270 C17H3402 027147-71-3 74

Abundance Scan 1638 (11.722 min): BP0O00870.D (-1631) (-) m/z 74.05 100.00%

!

5000

227

n A
LI L I

270 31133836 02530 11.40 11.60 11.80 12.00
o 11 7 4174474745025 m/z 87.05 83 _55%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #119408: Hexadecanoic acid, methyl ester
4
5000 ||||||||||||||||||/l\||
43 11.40 11.60 11.80 12.00
143 m/z 43.05 28.25%
o 1|y 215 | 1711992%7 270
,”..,”..,.”.,..” N I RAREEEE S s S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #84483: Tridecanoic acid, methyl ester
74
11.40 11.60 11.80 12.00
5000 m/z 143.10 25.90%
43 143 185
ol 15, |l s | T 22
,”..,”..,.”.,..” T T e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #95861: Methy! tetradecanoate O R
74 11.40 11.60 11.80 12.00

m/z 55.05 25.78%

5000
43

143
15| L g ot 2o

ol

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP101819\
Data File : BP000870.D

Aca On : 18 Oct 2019 05:54

Operator :© JU

Sample : K5153-01 2X

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP100119.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 7 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

11.86 24 .08 ng 1714500 Phenanthrene-d10 11.30
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 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 74
4 Undecanoic acid 186 C11H2202 000112-37-8 74
5 n-Decanoic acid 172 C10H2002 000334-48-5 62

Abundance Scan 1661 (11.857 min): BPO00870.D (-1655) (-) m/z 72.95 100.00%

73
43

5000

213
157185

256
11.60 11.80 12.00 12.20
0 299 334363 396 429 470 523 m/z 59.95 73 _78%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107549: n-Hexadecanoic acid

L\
LI I L L

5000
11.60 11.80 12.00 12.20
0
157195213 256 m/z 43.05 65.09%
04
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #72646: Tridecanoic acid
43 s
11.60 11.80 12.00 12.20
5000 m/z 57.05 57.53%
129 171 214
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #95855: Pentadecanoic acid
43 73 11.60 11.80 12.00 12.20
m/z 55.05 56.48%
5000 129
199 242
1 57
04
m/z--> 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\HPCHEMI\BNA P\DATA\BP101819\
Data File : BP000870.D

Aca On : 18 Oct 2019 05:54

Operator :© JU

Sample : K5153-01 2X

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP100119.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 8 Cyclopentadecanone, 2-hydroxy- Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
12.03 7.48 ng 532338 Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentadecanone. 2-hvdroxv- 240 C15H2802 004727-18-8 89
2 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 87
3 cis-10-Heptadecenoic acid. methyv... 282 C18H3402 1000333-62-1 86
4 9-Octadecenoic acid. 12-hvdroxv-... 312 C19H3603 000141-24-2 64
5 Methyl myristoleate 240 C15H2802 056219-06-8 62

Abundance Scan 1690 (12.028 min): BP0O00870.D (-1687) (-) m/z 55.00 100.00%
5000
gles 208 250 11.80 12.00 12.20 12.40
ob-—L, 282 328 372 408 452485 527 n/7z 69 10 74 06%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #94142: Cyclopentadecanone, 2-hydroxy-
55
83
5000
11.80 12.00 12.20 12.40
1 m/z 83.10 60.74%
52180 222
O ff“*w'““l'“'l“"w"w"“l'“'l“"w
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141302: 9-Octadecenoic acid (2)-, methyl ester
55
11.80 12.00 12.20 12.40
5000 m/z 74.00 60.27%
) 11
. L 141 180 222 264 206
m/z--> 6 55 100 150 200 250 300 350 400 450 500 550
Abundance #129385: cis-10-Heptadecenoic acid, methyl ester — A
11.80 12.00 12.20 12.40
m/z 41.10 56.67%
5000
166 208 290
o 282
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP101819\
Data File : BP000870.D

Aca On : 18 Oct 2019 05:54

Operator :© JU

Sample : K5153-01 2X

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP100119.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 9 Heptadecanoic acid, methyl ... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

12.12 8.11 ng 577590 Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecanoic acid. methvl ester 284 C18H3602 001731-92-6 97
2 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602 006929-04-0 93
3 Methvl tetradecanoate 242 C15H3002 000124-10-7 90
4 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 81
5 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 68

Abundance Scan 1706 (12.122 min): BP0O00870.D (-1701) (-) m/z 74.00 100.00%

!
5000 ?

284 11.80 12.00 12.20 12.40
ol 330358385417 470 512545 m/z 87.00 81.51%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #131299: Heptadecanoic acid, methyl ester

i

f—
11.80 12.00 12.20 12.40

m/z 143.10 27 .19%

5000

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #131319: Hexadecanoic acid, 15-methyl-, methyl ester
74
—
11.80 12.00 12.20 12.40
5000 m/z 241.25 24 .27%
43
a1 284
185
ol |
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #95861: Methyl tetradecanoate
74 11.80 12.00 12.20 12.40
m/z 55.00 22 .35%
5000
43
143
15 199 242
o g e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11.80 12.00 12.20 12.40

8270-BP100119.M Fri Oct 18 17:47:15 2019

Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP101819\
Data File : BP000870.D

Aca On : 18 Oct 2019 05:54

Operator :© JU

Sample : K5153-01 2X

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP100119.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 10 14-Octadecenoic acid, methy... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.46 630.72 ng 44907700 Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 14-Octadecenoic acid. methvl ester 296 C19H3602 056554-48-4 99
2 11-Octadecenoic acid. methvl ester 296 C19H3602 052380-33-3 99
3 13-Octadecenoic acid. methvl ester 296 C19H3602 056554-47-3 99
4 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 99
5 6-Octadecenoic acid, methyl ester 296 C19H3602 052355-31-4 98

Abundance Scan 1763 (12.457 min): BPO00870.D (-1749) (-) m/z 55.10 100.00%

56

5000
12.20 12.40 12.60 12.80
oh | | 355384 414443469496523 m/z 69.10 72 _81%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141287: 14-Octadecenoic acid, methyl ester
5000 3
12.20 12.40 12.60 12.80
264 m/z 41.05 65.03%
2 38 180 222 206
o’ ?Hﬁ*..4..........“...“...“...“...“
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141290: 11-Octadecenoic acid, methyl ester

12.20 12.40 12.60 12.80
m/z 74.05 62.35%

5000

0!

m/z--> 50 100 150 200 250 300 350 400 450 500 550

Abundance #141286: 13-Octadecenoic acid, methyl ester e AL L .
12.20 12.40 12.60 12.80

m/z 83.10 62.33%

5000

m/z--> 50 100 150 200 250 300 350 400 450 500 550 12.20 12.40 12.60 12.80

8270-BP100119.M Fri Oct 18 17:47:16 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP101819\
Data File : BP000870.D

Aca On : 18 Oct 2019 05:54

Operator :© JU

Sample : K5153-01 2X

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP100119.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 11 6-Octadecenoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

12.59 87.26 ng 6213250 Phenanthrene-d10 11.30

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-Octadecenoic acid 282 C18H3402 1000336-66-8 97
2 Oleic Acid 282 C18H3402 000112-80-1 94
3 Octadec-9-enoic acid 282 C18H3402 1000190-13-7 94
4 9-Octadecenoic acid. (E)- 282 C18H3402 000112-79-8 94
5 Z-7-Pentadecenol 226 C15H300 1000130-76-6 93
Abundance Scan 1786 (12.593 min): BP0O00870.D (-1778) (-) m/z 55.10 100.00%

83
5000
11
a8 264
165193222 12.20 12.40 12.60 12.80 13.00
o SN AT l 224325 375406434461490 523550 | /57 69.10  85.85%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #129340: 6-Octadecenoic acid
5 97

5000
12.20 12.40 12.60 12.80 13.00

m/z 83.10 76 .26%

04
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #129338: Oleic Acid

12.20 12.40 12.60 12.80 13.00
m/z 97.10 67.12%

5000
Oy
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #129341: Octadec-9-enoic acid
55 83 12.20 12.40 12.60 12.80 13.00
m/z 41.10 61.44%
5000
2
38 180 222
o LA
m/z--> 50 100 150 200 250 300 350 400 450 500 550 12.20 12.40 12.60 12.80 13.00

8270-BP100119.M Fri Oct 18 17:47:17 2019 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP101819\
Data File : BP000870.D

Aca On : 18 Oct 2019 05:54

Operator :© JU

Sample : K5153-01 2X

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP100119.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 12 Methyl 9.cis.,11l.trans.t,13... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.10 14.54 ng 1349850 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl 9.cis..ll.trans.t.13.tran... 292 C19H3202 1000336-42-6 99
2 Pvrene. 1l-methvl- 216 C17H12 002381-21-7 53
3 Methvl 6-cis.9-cis.ll-trans-octa... 292 C19H3202 1000336-37-7 49
4 Bicvclol3.2.1Toct-2-ene. 2-(phen... 216 C14H16S 1000142-98-5 42
5 Cyclopentanone, 2,5-dicyclopenty... 216 C15H200 005682-82-6 38
Abundance Scan 1872 (13.098 min): BP0O00870.D (-1866) (-) m/z 79.05 100.00%
o
216
5000{ 41 07
292
35 SR UM AL BRI
171 261 12.80 13.00 13.20 13.40
0 e om0, 426454 488 528 m/z 93.10 99.34%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #138094: Methyl 9.cis.,11.trans.t,13.trans.-octadecatrienoate
9 292
5000 07 SV UL UL I
a5 12:80 13.00 13.20 13.40
m/z 91.10 77 .54%
63 261
J_5 i<
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #74411: Pyrene, 1-methyl-
216
12:80 13.00 13.20 13.40
5000 m/z 216.10 74.78%
95 189
ol 27 63 | 122150
AR N N P D VN D N D e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #138078: Methyl 6-cis,9-cis,11-trans-octadecatrienoate
9

12.80 13.00 13.20 13.40
m/z 215.10 60.22%

5000

07 292
135 175

222
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12. 80 13. 00 13 20 13. 40

8270-BP100119.M Fri Oct 18 17:47:17 2019 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP101819\
Data File : BP000870.D

Aca On : 18 Oct 2019 05:54

Operator :© JU

Sample : K5153-01 2X

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP100119.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 13 cis-13-Eicosenoic acid, met... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.17 18.21 ng 1689800 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-13-Eicosenoic acid. methvl e... 324 C21H4002 1000333-52-1 97
2 cis-11-Eicosenoic acid. methvl e... 324 C21H4002 1000333-63-8 91
3 11-Eicosenoic acid. methvl ester 324 C21H4002 003946-08-5 90
4 Methyl 5-eicosenoate 324 C21H4002 1000336-48-3 86
5 9-Octadecenoic acid (2)-, methyl... 296 C19H3602 000112-62-9 52
Abundance Scan 1884 (13.169 min): BP0O00870.D (-1878) (-) m/z 55.10 100.00%

5000

12.80 13.00 13.20 13.40
m/z 69.10 75.95%

o 324 357 390420 452 484515 546

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #164512: cis-13-Eicosenoic acid, methyl ester

5000

12.I8O 13.IOO 13!20 13.40
m/z 83.10  71.34%

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #164513: cis-11-Eicosenoic acid, methyl ester
56
N B o
83 12.80 13.00 13.20 13.40
5000 m/z 97.10 63.61%
11 292
27 39166 208 250
) M 1
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #164509: 11-Eicosenoic acid, methyl ester N B o
55 12.80 13.00 13.20 13.40
m/z 74.00 55.88%
5000
o) B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.80 13.00 13.20 13.40

8270-BP100119.M Fri Oct 18 17:47:18 2019 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP101819\
Data File : BP000870.D

Aca On : 18 Oct 2019 05:54

Operator :© JU

Sample : K5153-01 2X

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP100119.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 14 Eicosanoic acid, methyl ester Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
13.25 13.87 ng 1287490  Chrysene-d12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Eicosanoic acid, methvl ester 326 C21H4202 001120-28-1 99
2 Methvl 18-methvlnonadecanoate 326 C21H4202 1000352-20-6 93

006929-04-0 93
001731-92-6 93
000112-61-8 87

3 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602
4 Heptadecanoic acid. methvl ester 284 C18H3602
5 Methyl stearate 298 C19H3802

Abundance Scan 1898 (13.251 min): BPO00870.D (-1894) (-) m/z 74.00 100.00%

5000

43
326

13.00 13.20 13.40 13.60
Ol 361 428 473504 540 m/z 87.05 86.73%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #166219: Eicosanoic acid, methyl ester
4

5000
13.00 13.20 13.40 13.60
143 326 m/z 143.10 30.37%
0 171199227255283
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #166215: Methyl 18-methylnonadecanoate
74
T T T T
13.00 13.20 13.40 13.60
5000 43 m/z 55.10 25.78%
143 083 326
o 15, ‘ ‘L & illl \ 171199227255
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #131319: Hexadecanoic acid, 15-methyl-, methy! ester e ERAREE R
74 13.00 13.20 13.40 13.60
m/z 43.10 23.78%
5000
43
284
241
! MJL \\ | { 185213 "
0“..w..”,.” S S

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.00 13.20 13. 40 13 60

8270-BP100119.M Fri Oct 18 17:47:18 2019

Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP101819\
Data File : BP000870.D

Aca On : 18 Oct 2019 05:54

Operator :© JU

Sample : K5153-01 2X

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP100119.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 15 unknownl3.27 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
13.27 7.89 ng 732536 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanol. 1-(1l.2-propadienvl)- 138 C9H140 034761-56-3 27
2 1-Allvl-1-cvclohexanol 140 C9H160 001123-34-8 25
3 2-Methvlcvclosarin 194 C8H16F02P 085473-32-1 25
4 Phosphonofluoridic acid. methvl-... 194 C8H16F02P 007284-83-5 25
5 Tricyclo[4.2.1.1(2,5)]decan-9-on... 165 C10H15NO 1000185-13-3 25
Abundance Scan 1901 (13.269 min): BPO00870.D (-1899) (-) m/z 99.10 100.00%

5000

6
178207 13.00 13.20 13.40 13.60

m/z 81.10 58.66%

o 239 278310 355387 432 484 537
mz-> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #17591: Cyclohexanol, 1-(1,2-propadienyl)-
99
5000 55 L e
13. 00 13. 20 13. 40 13. 60
27 m/z 79.05 43.25%
o 138
- 'Aﬁwwwwmm
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18687: 1-Allyl-1-cyclohexanol
81
A B I B e
13.00 13.20 13.40 13.60
5000 m/z 95.10 41 _.96%
41
ﬂ 122
oy
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56778: 2-Methylcyclosarin e o
81 13.00 13.20 13.40 13.60
m/z 67.10 40.83%
5000
41
125
ot e L e o o e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13. 00 13. 20 13. 40 13. 60

8270-BP100119.M Fri Oct 18 17:47:19 2019 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP101819\
Data File : BP000870.D

Aca On : 18 Oct 2019 05:54

Operator :© JU

Sample : K5153-01 2X

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP100119.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 16 unknownl3.31 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.31 9.76 ng 905636 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Fluoro-3-nitrotoluene 155 C7H6FNO2 000446-11-7 38
2 3-Dodecvne 166 C12H22 006790-27-8 38
3 1.6.6-Trimethvl-8-oxabicvclol3.2... 168 C10H1602 1000185-44-5 35
4 1-Methvlcvclooctene 124 C9H16 000933-11-9 35
5 Cyclopentane, (2-methyl-1-propen... 124 C9H16 053366-57-7 14
Abundance Scan 1908 (13.310 min): BP0O00870.D (-1906) (-) m/z 155.10 100.00%
155
83
125
5000
187
201 273 13.00 13.20 13.40 13.60
ol Aol O (17308342 386419454 496 542 | 7, 55 10  93.38%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #27984: 4-Fluoro-3-nitrotoluene
155
83
5000 UL AR AR AR SRR
13.00 13.20 13.40 13.60
m/z 67.05 77 .32%
30 125
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #35130: 3-Dodecyne
67
13.00 13.20 13.40 13.60
5000 m/z 83.10 77 .13%
95
29
o P%3L 164
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #36468: 1,6,6-Trimethyl-8-oxabicyclo[3.2.1]octan-2-one I R e R RmmaT
43 125 13.00 13.20 13.40 13.60
m/z 81.10 73.79%
5000
82
168
0 "u"l'.h'"l""l""' rTrTTTTTTT T T T T T T T T T T T T T T T T T T T AU AR VA
m/z--> 50 100 150 200 250 300 350 400 450 500 550 13.00 13.20 13.40 13.60

8270-BP100119.M Fri Oct 18 17:47:20 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP101819\
Data File : BP000870.D

Aca On : 18 Oct 2019 05:54

Operator :© JU

Sample : K5153-01 2X

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP100119.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 17 unknownl3.36 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.36 15.72 ng 1458770 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol3.1.0Thexan-2-one. 4-met... 152 C10H160 002506-61-8 35
2 Bicvclol3.1.1Theptan-3-one. 2.6.... 152 C10H160 015358-88-0 30
3 Methvl 3-amino-2-pvrazinecarboxyv... 153 C6H7N302 016298-03-6 25
4 1(2H)-Naphthalenone. octahvdro-.... 152 C10H160 1000141-71-1 25
5 Phenol, 4-(aminomethyl)-2-methoxy- 153 C8H11NO2 001196-92-5 18
Abundance Scan 1916 (13.357 min): BP0O00870.D (-1913) (-) m/z 55.00 100.00%
55
153
5000
i 13100 13120 1340 1360
251279 - - - -
Obrrrdi 307 339370 401432462 498 534 m/z 153.10 70 77%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #25377: Bicyclo[3.1.0]hexan-2-one, 4-methyl-1-(1-methyleth...
41 9%
5000 152 AU UL SRR RS B
13.00 13.20 13.40 13.60
23 m/z 137.10 70.72%
0 'i'l”""""” B SRR B SRR SRR
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #25369: Bicyclo[3.1.1]heptan-3-one, 2,6,6-trimethyl-, (1.a...
55 g3
13.00 13.20 13.40 13.60
5000 m/z 95.10 59.40%
27 110 152
0 “LJVL*W"“l'“' AR SEERE RSN SRR RN SRS SRR
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #26309: Methyl 3-amino-2-pyrazinecarboxylate L I I
95 13.00 13.20 13.40 13.60
153 m/z 97.10 58.98%
5000
67 | 123
40
0 .‘.‘.."‘.... —tr—tr--------— S ——
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 1300 13.20 13140 13.60

8270-BP100119.M Fri Oct 18 17:47:20 2019 Page: 19



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP101819\
Data File : BP000870.D

Aca On : 18 Oct 2019 05:54

Operator :© JU

Sample : K5153-01 2X

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP100119.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 18 unknownl3.41 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.41 11.78 ng 1092850 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl 2-octvlcvclopropene-1-oct... 308 C20H3602 003220-60-8 38
2 2-Cvanomethvl-hexahvdro-pvrimidi... 175 C8H9N5 1000185-88-3 20
3 Undec-10-vnoic acid 182 C11H1802 002777-65-3 18
4 Octahydroazocine. 3-bromo-2-oxo- 205 C7H12BrNO 032566-61-3 11
5 Cyclohexene,3-(2-propenyl)- 122 C9H14 015232-95-8 11
Abundance Scan 1925 (13.410 min): BP0O00870.D (-1922) (-) m/z 99.10 100.00%

5000

B

308
13.00 13.20 13.40 13.60 13.80
o 336 371 405 446 488 527 m/z 81.10 85 _72%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #151472: Methyl 2-octylcyclopropene-1-octanoate

ﬁ

09 13.00 13.20 13.40 13.60 13.80
0,
277 308 m/z 95.10 54 _.63%

5000

151 195 g,
0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #42136: 2-Cyanomethyl-hexahydro-pyrimidine-4,6-dicarbonitrile

81

L

13.00 13.20 13.40 13.60 13.80
5000 54 m/z 71.10 51.68%

% 135
Thhadi ) o

Ol e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #46969: Undec-10-ynoic acid A

1 13.00 13.20 13.40 13.60 13.80
m/z 43.10 50.42%
5000 41
122

o 153182

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13. OO 13. 20 13. 40 13. 60 13 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP101819\
Data File : BP000870.D

Aca On : 18 Oct 2019 05:54

Operator :© JU

Sample : K5153-01 2X

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP100119.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 19 unknownl3.69 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.69 41.45 ng 3846520 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl 2-octvlcvclopropene-1-oct... 308 C20H3602 003220-60-8 47
2 Undec-10-vnoic acid 182 C11H1802 002777-65-3 25
3 Ethanone. 2-(1H-imidazol4.5-blpv... 278 C12H14N402S 1000272-55-7 18
4 Benzenamine. N-T2-(3.4-dimethoxv... 302 C16H18N204 005761-36-4 18
5 2-Cyanomethyl-hexahydro-pyrimidi... 175 C8HON5 1000185-88-3 18
Abundance Scan 1973 (13.693 min): BP0O00870.D (-1966) (-) m/z 151.10 100.00%
1%1
81
5000
308
43 12 179
209 248277 13.40 13.60 13.80 14.00
ol 356 402 452 500528 n/z 81.10 57 60%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #151473: Methyl 2-octylcyclopropene-1-octanoate

43

.

13.I4O 13!60 13.I80 14.IOO
m/z 95.10 45.49%

5000

0!
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #46969: Undec-10-ynoic acid

:

13.40 13.60 13.80 14.00

5000/ 41 m/z 177.15 33.48%
122
o 153182
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #125366: Ethanone, 2-(1H-imidazo[4,5-b]pyridin-2-yl)-1-(4-... R EEaESE L e e e e e
151 13.40 13.60 13.80 14.00

86 m/z 308.25 28.76%

50000 45

123 192
278

236
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.40 13.60 13.80 14.00

-
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP101819\
Data File : BP000870.D

Aca On : 18 Oct 2019 05:54

Operator :© JU

Sample : K5153-01 2X

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP100119.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 20 Tetracosanoic acid, methyl ... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
14.55 6.09 ng 565632 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosanoic acid. methvl ester 382 C25H5002 002442-49-1 98
2 Heneicosanoic acid. methvl ester 340 C22H4402 006064-90-0 95
3 Heptadecanoic acid. 16-methvl-. ... 298 C19H3802 005129-61-3 93
4 Methvl stearate 298 C19H3802 000112-61-8 87
5 Nonadecanoic acid, methyl ester 312 C20H4002 001731-94-8 86
Abundance Scan 2119 (14.551 min): BPO00870.D (-2116) (-) m/z 74.00 100.00%
!
5000
43 143 N
1 l 199 241 283444339 382 14.20 14.40 14.60 14.80
ob bR L 2 Fen | Ty 421450 408 840 | 0T e7 05 8. 74
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #203672: Tetracosanoic acid, methyl ester
74

-

50000 43
14.20 14.40 14.60 14.80
143 382 m/z 43.10 34 .44%
NEL “ }11 | 171199 241 283311339
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #177157: Heneicosanoic acid, methyl ester
74
R A B o
43 14.20 14.40 14.60 14.80
5000 m/z 57.10 30.96%
143

hiﬂ'll { 171199 241269297 340

%

O L L B o O B0 o o e o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143185: Heptadecanoic acid, 16-methyl-, methy! ester R BE T
74 14.20 14.40 14.60 14.80
m/z 143.10 30.69%
5000 /’J\L
43
143 298
oh15 LI L, | 17119922728
T B B o e L i as B B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.20 14. 40 14 60 14. 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_P\DATA\BP101819\

Data File : BP0O00870.D

Acqg On : 18 Oct 2019 05:54 Instrument :
Operator : JU Bl 1P _
Sample  : K5153-01 2X Sl
Misc : TR-04-101619
ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP100119.M
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]
unknown6 .52 6.52 34.2 ng 1528290 1 6.75 893188 20.0
Nonanoic acid, 9-... 9.38 13.1 ng 941336 3 9.80 1435790 20.0
Tridecanoic acid,... 10.82 8.7 ng 617974 4 11.30 1424020 20.0
9-Hexadecenoic ac... 11.63 15.2 ng 1083110 4 11.30 1424020 20.0
Hexadecanoic acid... 11.72 211.1 ng 15028000 4 11.30 1424020 20.0
n-Hexadecanoic acid 11.86 24.1 ng 1714500 4 11.30 1424020 20.0
Cyclopentadecanon... 12.03 7.5 ng 532338 4 11.30 1424020 20.0
Heptadecanoic aci... 12.12 8.1 ng 577590 4 11.30 1424020 20.0
14-Octadecenoic a... 12.46 630.7 ng 44907700 4 11.30 1424020 20.0
6-Octadecenoic acid 12.59 87.3 ng 6213250 4 11.30 1424020 20.0
Methyl 9.cis.,11.... 13.10 14.5 ng 1349850 5 13.98 1856180 20.0
cis-13-Eicosenoic... 13.17 18.2 ng 1689800 5 13.98 1856180 20.0
Eicosanoic acid, ... 13.25 13.9 ng 1287490 5 13.98 1856180 20.0
unknownl13.27 13.27 7.9 ng 732536 5 13.98 1856180 20.0
unknownl13.31 13.31 9.8 ng 905636 5 13.98 1856180 20.0
unknown13.36 13.36 15.7 ng 1458770 5 13.98 1856180 20.0
unknownl13.41 13.41 11.8 ng 1092850 5 13.98 1856180 20.0
unknownl13.69 13.69 41.5 ng 3846520 5 13.98 1856180 20.0
Tetracosanoic aci... 14.55 6.1 ng 565632 5 13.98 1856180 20.0
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