LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121218\
Data File : BF111323.D

Aca On : 12 Dec 2018 16:03

Operator : JU/SJ

Sample : J6186-02

Misc :

ALS Vial : 3 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\HPCHEMI\BNA F\METHODS\8270-BF121218 .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 4_.375 383 389 396 rBV 219552 282707 1.96% 0.209%
2 5.010 488 497 511 rBV 636761 1101280 7.63% 0.813%
3 5.416 560 566 569 rBY 7865833 8839813 61.26% 6.522%
4 6.434 732 739 756 rBVY 7982783 10190676 70.62% 7.519%
5 6.563 756 761 765 rBVY 8101245 9231044 63.97% 6.811%
6 6.793 796 800 803 rBVY 2375575 1957063 13.56% 1.444%
7 6.951 822 827 830 rBVY 7728107 6960538 48.23% 5.136%
8 7.351 889 895 898 rBY 5513951 6371345 44.15% 4_.701%
9 8.075 1013 1018 1021 rBvV 2783042 2621689 18.17% 1.934%
10 9.151 1195 1201 1204 rBV 9527140 9957713 69.00% 7.347%

11 9.539 1263 1267 1270 rBV 869869 691738 4._.79% 0.510%
12 9.828 1311 1316 1320 rBV 3485230 2988535 20.71% 2.205%
13 10.616 1445 1450 1453 rBV 5551869 5459851 37.83% 4.028%
14 11.310 1564 1568 1571 rBV 3358146 2909485 20.16% 2.147%
15 11.851 1645 1660 1681 rVB 6363551 13132313 91.00% 9.689%

16 12.245 1721 1727 1736 rVB3 336440 970907 6.73% 0.716%
17 12.498 1767 1770 1771 rBV 173850 192646 1.33% 0.142%
18 12.522 1771 1774 1775 rVV 518738 569193 3.94% 0.420%
19 12.539 1775 1777 1783 rVV5 646980 1511731 10.48% 1.115%
20 12.639 1787 1794 1807 rVB 8295676 14431071 100.00% 10.647%

21 12.904 1834 1839 1842 rBV 8150605 8379965 58.07% 6.183%
22 13.274 1894 1902 1911 rBV 1131016 2607511 18.07% 1.924%
23 13.816 1991 1994 2005 rVB 777361 1148737 7.96% 0.848%
24 13.945 2012 2016 2018 rBV 2168836 1982644 13.74% 1.463%
25 13.986 2018 2023 2033 rVB 2762485 4155101 28.79% 3.066%

26 14.433 2095 2099 2102 rVB 231727 263232 1.82% 0.194%
27 14.551 2113 2119 2129 rBV 2932319 4745196 32.88% 3.501%
28 14.733 2146 2150 2154 rVB 435803 450884 3.12% 0.333%
29 14.910 2172 2180 2193 rVB4 392266 929586 6.44% 0.686%
30 15.063 2202 2206 2207 rBV 602329 608661 4.22% 0.449%

31 15.098 2207 2212 2225 rVB 2068396 3871771 26.83% 2.857%
32 15.380 2256 2260 2265 rBV 1238436 1511861 10.48% 1.115%
33 15.433 2265 2269 2273 rVB 438145 533577 3.70% 0.394%
34 15.716 2310 2317 2328 rBV2 1003054 2024873 14.03% 1.494%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121218\
Data File : BF111323.D

Aca On : 12 Dec 2018 16:03

Operator : JU/SJ

Sample : J6186-02

Misc :

ALS Vial : 3 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

Method
Title

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF121218.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 15.857 2336 2341 2347 rVB 322221 481132 3.33% 0.355%
36 16.433 2433 2439 2448 rVB 342862 907136 6.29% 0.669%
37 17.274 2577 2582 2591 rVB2 214616 562930 3.90% 0.415%

Sum of corrected areas: 135536135
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121218\
Data File : BF111323.D

Aca On : 12 Dec 2018 16:03

Operator : JU/SJ

Sample : J6186-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BF111323.D

6.48.56

8000000 5.42 6.95

6000000 735

4000000

6.79
2000000

5.01

o= " e e
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50

Abundance TIC: BF111323.D

8000000
11.85

6000000 10.62
4000000 9.83 11.31

L | e

2000000

o e e
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance TIC: BF111323.D

8000000

6000000

4000000
13.99 14.55

13.p5 15.10

2000000 15.38

. 15.72
43 1586 16.43 1797

o

T I
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

14.734.9%°

T
18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121218\
Data File : BF111323.D

Aca On : 12 Dec 2018 16:03

Operator : JU/SJ

Sample : J6186-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121218_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 12

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

5.01 11.25 ng 1101280 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 42
3 3-Hexanol 102 C6H140 000623-37-0 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33

Abundance Scan 497 (5.010 min): BF111323.D (-488) (-) m/z 43.00 100.00%
43.0
59.1 s
5000
101.1
4.60 4.80 500 5.20 5.40
o B2 731 830 | 59,10 52.20%
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 SRR SRR SRS R
460 480 500 520 540
59.0 1010 m/z 101.10 16.05%
0 21.0 350 | 510, 67.0 830 910 | |
mz-> 20 30 40 50 60 70 8 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
460 480 500 520 5.40
5000 m/z 58.00 13.60%
41.0
29.0 101.0
obrerrtl L L[, 800 JJ) 730 860 |
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #4417 3-Hexanol IBEEEEREEEE RN B
59.0 4.60 4.80 500 5.20 5.40
m/z 41.05 9.43%
5000 310 430 73.0
o ﬂ‘\ \‘ L 510 /|, 84.0 101.0
m/z--> 20 30 40 50 60 70 80 9 100 110 4.60 4.80 500 5.20 5.40

8270-BF121218_.M Thu Dec 13 11:41:50 2018 Page: 4



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121218\
Data File : BF111323.D

Aca On : 12 Dec 2018 16:03

Operator : JU/SJ

Sample : J6186-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121218_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 unknown6.56 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
6.56 94 .34 ng 9231040 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 1.2.4-Trifluorobenzene 132 C6H3F3 000367-23-7 9
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
Abundance Scan 760 (6.557 min): BF111323.D (-756) (-) m/z 131.95 100.00%
131.9
5000 68.1
200 ©1 J o5 i 650 6ho
01 B e m/z 68.10 44 _.21%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 M
5000 AL S R B

6.20 6.40 6.60 6.80
m/z 134.00 33.56%

31.0 51.0
0 S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132.0
R e R o
6.20 6.40 6.60 6.80
5000 m/z 66.05 28.76%
104.0
66.0
o) ST/ NS .. L O
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl s B e R o
57.0 132.0 6.20 6.40 6.60 6.80
m/z 69.05 17.42%
74.0
116.0
5000 98.0
L1l ‘h W \H ‘ i 158.0 189.0
0...,....“...,... ....,.”., MMM e MM
m/z--> 20 40 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121218\
Data File : BF111323.D

Aca On : 12 Dec 2018 16:03

Operator : JU/SJ

Sample : J6186-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121218_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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.85 90.27 ng 13132300 Phenanthrene-d10 11.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Undecanoic acid 186 C11H2202 000112-37-8 62
Abundance Scan 1660 (11.851 min): BF111323.D (-1645) (-) m/z 43.10 100.00%
431 730
5000 _,JL
129.1
97.1 T T e
1 282 o o 1160 1180 12.00 12.20
Obrrrprerr i : m/z 73.05 90.45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
6d.0
5000 129.0 L S B RN B

11. 60 11. 80 12. OO 12 20

83.0 0
157.0 1g50 2130 256.0 m/z 60.00 88.62%
Obrrr e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid
43.0 ,73.0
R EASEREEREBAE
11.60 11.80 12.00 12.20
5000 129.0 m/z 57.10 77 .47%
0150\‘
.”,”.q.”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72648: Tridecanoic acid B A mREEEE e
73.0 11.60 11.80 12.00 12.20
m/z 41.10 76.29%
43.0
5000
129.0
‘ %6.0 710 2140
0 189w.“.mﬂww m.m “,am.h.H..L - ”J..”..”.“.”,”.  BassETEEER e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11. 60 11. 80 12. OO 12 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121218\
Data File : BF111323.D

Aca On : 12 Dec 2018 16:03

Operator : JU/SJ

Sample : J6186-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121218_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 Cyclopropaneoctanal, 2-octyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

12.54 10.39 ng 1511730 Phenanthrene-d10 11.31

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopropaneoctanal. 2-octvl- 280 C19H360 056196-06-6 60
2 Cvclohexadecane. 1.2-diethvl- 280 C20H40 1000155-85-3 53
3 13-Octadecenal. (2)- 266 C18H340 058594-45-9 52
4 cis-Vaccenic acid 282 C18H3402 000506-17-2 46
5 Octadecanenitrile 265 C18H35N 000638-65-3 38

Abundance Scan 1777 (12.539 min): BF111323.D (-1775) (-) m/z 55.10 100.00%

5000

:

111.1 B R EEEE i m

36.1159.1180.1 214.2 2412 2803 12.20 12.40 12.60 12.80
m/z 41.10 73.18%

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #127746: Cyclopropaneoctanal, 2-octyl-
. 97.0

:

5000

12!20 12.I40 12!60 12.I80
m/z 43.10  65.79%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #127777: Cyclohexadecane, 1,2-diethyl-
43.0
69.0 T T e R
T T T T T
97.0 280.0 12.20 12.40 12.60 12.80
5000 m/z 57.10 60.75%
“ 153.0 181.0 209.0
05
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #115867: 13-Octadecenal, (2)- e B o e e B B
55.0 12.20 12.40 12.60 12.80
m/z 69.10 55.94%
5000
111.0
o 1350 1660 1950 223.0 248.0
- IIIIIIIIIIIIIIIIII

T T T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121218\
Data File : BF111323.D

Aca On : 12 Dec 2018 16:03

Operator : JU/SJ

Sample : J6186-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121218_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 Octadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.64 145.57 ng 14431100 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
3 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 87
4 Tridecanoic acid 214 C13H2602 000638-53-9 76
5 Tetradecanoic acid 228 C14H2802 000544-63-8 72

Abundance Scan 1794 (12.639 min): BF111323.D (-1787) (-) m/z 43.10 100.00%

431 730
5000 120.1

I }mffszﬁ3zm3 712140 1260 1280 13.00
0 Y S T W W m/z 57.10 82.92%

m/z--> 50 100 150 200 250 300 350
Abundance #131262: Octadecanoic acid

5000
1240 1260 1280 13.00
m/z 73.00 82.33%

o ' :
m/z--> 50 100 150 200 250 300 350
Abundance #107549: n-Hexadecanoic acid
60.0

12 40 12.60 12.80 13.00
5000 129.0 m/z 60.00 80.78%
H970 157.01g5 02130  256.0
SN 1711 T e o Y
m/z--> 50 100 150 200 250 300 350
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester
43.0 12.40 12.60 12.80 13.00

m/z 55.10 71.18%

73.0
129.0
185.0213.0241.0
“ uu ‘ o o B s L0 3720
o S P B

ob— S e T

m/z--> 50 O 150 200 250 300 350 12.40 12.60 12.80 13 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121218\
Data File : BF111323.D

Aca On : 12 Dec 2018 16:03

Operator : JU/SJ

Sample : J6186-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121218_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 Dodecane, 2-methyl-6-propyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.27 26.30 ng 2607510 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 93
2 Heptacosane 380 C27H56 000593-49-7 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Tetracosane 338 C24H50 000646-31-1 90
5 Triacontane 422 C30H62 000638-68-6 90

Abundance Scan 1901 (13.269 min): BF111323.D (-1894) (-) m/z 57.10 100.00%

517.1
5000 85.1

13.00 13.20 13.40 13.60
141. 21692
ol l Ak 111 L7 c100.2197.2225.2253.22818 8374 | m/z 43.10 62.48%
m/z--> 50 100 150 200 250 300 350
Abundance #83051: Dodecane, 2-methyl-6-propy!-

%

5000 85.0 N
13. 00 13. 20 13. 40 13 60

m/z 71.10 57.77%

140.0
182.0
o..J,.l.-.-.nl,.'.‘.!',...'.,.2.26.0. S —
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
T
13.00 13.20 13.40 13.60
5000 m/z 85.10 43.18%
85.0
29.0
0 1 ,‘ [113.0141.0160.0197.0225.0253.0281.0 _323.0351.0380.0
- ....,. N s s
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane L R et
57.0 13.00 13.20 13.40 13.60
m/z 55.10 21.20%
29.0 13.0
ol j ﬂ 14101690197022502530 205.0323.0 367.0
Al U NP it s A M S A M e
m/z--> 50 100 150 200 250 300 350 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121218\
Data File : BF111323.D

Aca On : 12 Dec 2018 16:03

Operator : JU/SJ

Sample : J6186-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121218_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 Dichloroacetic acid, heptad... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.82 11.59 ng 1148740 Chrysene-d12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dichloroacetic acid. heptadecvl ... 366 C19H36CI1202 1000282-98-2 94
2 Carbonic acid. octadecvl 2.2.2-t... 444 C21H39CI1303 1000314-56-3 91
3 Bromoacetic acid. hexadecvl ester 362 C18H35Bro02 005454-48-8 91
4 Acetic acid. chloro-. hexadecvl ... 318 C18H35CI102 052132-58-8 91
5 Bromoacetic acid, pentadecyl ester 348 C17H33Br02 131143-01-6 91
Abundance Scan 1995 (13.822 min): BF111323.D (-1991) (-) m/z 57.10 100.00%
511 831
5000 111.1
AR A SR UL B
139.1 13.60 13.80 14.00 14.20
oLty l i 2071196, 1. 2362 2811 3550 sz 55.10  98.95%
m/z--> 50 100 150 250 300 350
Abundance #194133: chhloroacetlc a(:|d, heptadecy! ester
57.0 83.0
5000 LR SN B UL B
111.0 13.60 13.80 14.00 14.20
29.0 m/z 43.10 98.56%
o }3? 0168.0 210.0238.0 2660 295.0
m/z--> 50 100 150 200 250 300 350
Abundance #225717: Carbonic acid, octadecyl 2,2, 2-trichloroethyl ester
55.0 83.0
" 15160 1560 14100 1420
5000 ' m/z 83.10 83.47%
290‘ |‘13901680195022402520
oL L Ay 2P "
m/z--> 50 100 150 200 250 300 350
Abundance #191698: Bromoacetic acid, hexadecy! ester N B B S
43.0 13.60 13.80 14.00 14.20
69.0 m/z 97.10 77 .54%
97.0
5000
(230
ol ‘ \MHJ poso 19PO220 ase0
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121218\
Data File : BF111323.D

Aca On : 12 Dec 2018 16:03

Operator : JU/SJ

Sample : J6186-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121218_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 Eicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14 .55 47 .87 ng 4745200 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Heptacosane 380 C27H56 000593-49-7 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 90
Abundance Scan 2119 (14.551 min): BF111323.D (-2113) (-) m/z 57.10 100.00%
51.1 [
5000
990 14.20 14.40 14.60 14.80
141.2 : : :
ol ,I WAy 1412 1832 2253 2813 332 3655 | 1774310 60.88%
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57.0
5000 L SR B B S B
14.20 14.40 14.60 14.80
m/z 71.10 60.72%
. 27,}0|‘ | 9? © 1410 1830 2250 2820
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rr
14.20 14.40 14.60 14.80
5000 m/z 85.10 45_41%
27,0 ‘990 141.0
oo d (17, 1410 1830 2250 267.0 3230 3800
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane I B L
57.0 14.20 14.40 14.60 14.80
m/z 55.10 21.55%
5000
99.0
0280 ] I | U | 0 1830 2250 267.0 300.0 _ 365.0304.0
m/z--> 50 100 150 200 250 300 350 ' 1420 14.40 14.60 14.80

8270-BF121218_.M Thu Dec 13 11:41:55 2018 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121218\
Data File : BF111323.D

Aca On : 12 Dec 2018 16:03

Operator : JU/SJ

Sample : J6186-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121218_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 Heptacosane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
14.73 5.96 ng 450884 Perylene-d12 15.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 90
3 Heneicosane 296 C21H44 000629-94-7 83
4 Nonadecane 268 C19H40 000629-92-5 72
5 Eicosane 282 C20H42 000112-95-8 72

Abundance Scan 2149 (14.727 min): BF111323.D (-2146) (-) m/z 57.10 100.00%

517.1
5000

90.1
14. 40 14.60 14.80 15.00
141.2 197.3
ol J ALy 22 1978 25102811 3860 8964y 43 10 72.92%

m/z--> 50 100 150 200 250 300 350 400
Abundance #202662: Heptacosane
57.0

5000 R RaEE R
14.40 14.60 14.80 15.00

‘ m/z 71.10 65.26%
i

99.0
o 27.|0| ] .l | 1410 183.0 225.0 267.0 323.0 380.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #141433: Pentadecane, 8-hexyl-
43.0
_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—r

14.40 14.60 14.80 15.00

5000 85.0 m/z 85.10 45 _39%
196.0
o Ly ik 9157 0 1 2390 2800
—— e
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57.0 14.40 14.60 14.80 15.00

m/z 55.05 21.52%

5000
99.0
ﬂpJ‘lJJmm1%02M2%M%O

1y

ol i .. A S S

m/z--> 50 100 150 200 250 300 350 400 14. 40 14. 60 14. 80 15.00

8270-BF121218_.M Thu Dec 13 11:41:56 2018 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121218\
Data File : BF111323.D

Aca On : 12 Dec 2018 16:03

Operator : JU/SJ

Sample : J6186-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121218_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 Pentafluoropropionic acid, ... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.91 12.30 ng 929586 Perylene-di12 15.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 83
2 Octadecanoic acid. octadecvl ester 537 C36H7202 002778-96-3 83
3 Trichloroacetic acid. pentadecvl... 372 C17H31C1302 074339-53-0 76
4 Pentafluoropropionic acid. hexad... 388 C19H33F502 006222-07-7 74
5 17-Pentatriacontene 491 C35H70 006971-40-0 70
Abundance Scan 2180 (14.910 min): BF111323.D (-2172) (-) m/z 57.10 100.00%
57.1
5000 97.1 0853 \ J \
U N IR BN BN
14.60 14.80 15.00 15.20
Ok, 3533 4524 m/z 43.10 96.94%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #212865: Pentafluoropropionic acid, heptadecy! ester
57.0
5000 L SR SO B B
11.0 14.60 14.80 15.00 15.20
m/z 55.10 63.32%
o i 184.0196,0230.0 2830 384.0
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #238262: Octadecanoic acid, octadecy! ester
43.0
14.60 14.80 15.00 15,20
5000 m/z 97.10 43 .30%
[30 285.0
o h ]12501680 2240 | 325.0367.0410.0452.0493.0536.0
m/z--> 55 100 150 200 250 300 350 400 450 500
Abundance #197885: Trichloroacetic acid, pentadecy! ester R B B AL
43.0 14.60 14.80 15.00 15.20
83.0 m/z 41.10 42 _.73%
25.0
o 182.0
m/z--> 50 100 150 200 250 300 350 400 450 500 14.60 14.80 15.00 15.20

8270-BF121218_.M Thu Dec 13 11:41:56 2018 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121218\
Data File : BF111323.D

Aca On : 12 Dec 2018 16:03

Operator : JU/SJ

Sample : J6186-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121218_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 Docosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.10 51.22 ng 3871770 Perylene-d12 15.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane 310 C22H46 000629-97-0 95
2 Octacosane 394 C28H58 000630-02-4 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 90
5 Eicosane 282 C20H42 000112-95-8 87
Abundance Scan 2212 (15.098 min): BF111323.D (-2207) (-) m/z 57.10 100.00%
57.1
5000
%01 14180 15,00 15.20 1540
141.2 : : : :
ol ,I. LA g 242 pes2 23932602 3092 3514 384 nso 71 10 60.41%
m/z--> 50 100 150 200 250 300 350
Abundance #153223: Docosane
510
5000 LR DN B B B
14. 80 15. 00 15 20 15. 40
m/z 43.10 59.60%
oL Ll .| 1148 L 830 | 2390 281.0%100
m/z--> 55 100 150 200 2éo 360 3éo
Abundance #209566: Octacosane
57.0
14.80 15.00 15.20 15.40
5000 m/z 85.10 44 .83%
99.0
o 27,0 ] Ly 1410 183.0 2250  281.0  337.0 394.0
m/z--> 50 160 150 200 250 360 3éo
Abundance #215181: 2-methyloctacosane T T T
57.0 14.80 15.00 15.20 15.40
m/z 55.10 21.70%
5000
99.0
0280 ] I | U | 0 1830 2250 267.0 300.0 _ 365.0304.0
m/z--> 55 100 1%0 260 250 300 3éo ' 1480 1500 1520 1540

8270-BF121218_.M Thu Dec 13 11:41:57 2018 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121218\
Data File : BF111323.D

Aca On : 12 Dec 2018 16:03

Operator : JU/SJ

Sample : J6186-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121218_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 Octacosane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
15.43 7.06 ng 533577 Perylene-di12 15.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Octadecane 254 C18H38 000593-45-3 87
5 Nonadecane, 2-methyl- 282 C20H42 001560-86-7 86
Abundance Scan 2268 (15.427 min): BF111323.D (-2265) (-) m/z 57.10 100.00%
51.1
5000 A\ }\
| J lggll 1411 1791 2232 2661 3222 3592 1520 15.40 15,60 1580
0l L L L m/z 71.10 61.18%
miz--> 0 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
5000 L S B B U
mmmmmmmm
99.0 m/z 43.10 60.70%
o 27o| } I |y, 1410 1830 225.0 281.0 337.0 394.0
miz--> 0 éo 160 1éo 200 250 360 350 '
Abundance #141425: Heneicosane
57.0
" 1520 15.40 15.60 15.80
5000 m/z 85.10 45 .36%
99.0
o 270 ‘ A 1410 1830 2250 266,0296.0
miz--> 0 éo 100 1éo 200 2éo 360 3%0 '
Abundance #175557: Tetracosane N N L B B B B
57.0 15.20 15.40 15.60 15.80
m/z 55.10 22.07%
99.0
OZW‘L‘\‘momwzmomo 338.0
miz--> 0 éo 160 1éo 200 250 360 3éo ' 1550 1540 1560 1580

8270-BF121218_.M Thu Dec 13 11:41:57 2018 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121218\
Data File : BF111323.D

Aca On : 12 Dec 2018 16:03

Operator : JU/SJ

Sample : J6186-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121218_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 Hexacosane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
15.86 6.36 ng 481132 Perylene-d12 15.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Octacosane 394 C28H58 000630-02-4 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Nonadecane 268 C19H40 000629-92-5 87
5 Tetratetracontane 619 C44H90 007098-22-8 87
Abundance Scan 2342 (15.863 min): BF111323.D (-2336) (-) m/z 57.10 100.00%
57.1
sel 1560 15.80 16.00 16.20
155.2 : : : :
ol LUl 1992 102 as3zoman R a3 o1
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000 LI L B SULBLLN UL
15. 60 15. 80 16. 00 16. 20
99.0 m/z 71.10 56.83%
o |Jjjﬂdmw1%onm2mom% 367.0
m/z--> 55 160 150 200 250 300 3%0 '
Abundance #209566: Octacosane
57.0
' 15.60 15.80 16.00 16.20
5000 m/z 85.10 49 .98%
99.0
0 27,00 | | | | 14 0 183. 0 225.0 281.0 337.0 394.0
m/z--> 50 160 150 200 250 360 3%0 '
Abundance #141426: Heneicosane R n E R T R
57.0 15.60 15.80 16.00 16.20
m/z 99.10 16.89%
5000
99.0
o229 | ) J | 1410 1830 2250 26602960
m/z--> 50 100 1%0 200 250 360 3%0 ' 1560 1580 1600 1620

8270-BF121218_.M Thu Dec 13 11:41:58 2018 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121218\
Data File : BF111323.D

Aca On : 12 Dec 2018 16:03

Operator : JU/SJ

Sample : J6186-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121218_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 Tetratetracontane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
17.27 7.45 ng 562930 Perylene-d12 15.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 90
2 Nonadecane 268 C19H40 000629-92-5 87
3 Octacosane 394 C28H58 000630-02-4 86
4 2-methvloctacosane 408 C29H60 1000376-72-8 83
5 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 72

Abundance Scan 2581 (17.268 min): BF111323.D (-2577) (-) m/z 57.10 100.00%

%

5000

17.00 17.20 17.40 17.60
m/z 71.10 63.74%

183.2 267.3

04
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane

'y

17.00 17.20 17.40 17.60
m/z 43.10 56.88%

5000

169.0 225.0 281.0 337.0 393.0 449.0 505.0 562.0 617.0

04
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 M\»/\»NW
Abundance #117638: Nonadecane
57.0
R N RARE SRR m e
17.00 17.20 17.40 17.60
5000 m/z 85.10 45.68%

| 13.0 160.0 268.0

Jia

o A e e e
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #209566: Octacosane T O

57.0 17.00 17.20 17.40 17.60
m/z 55.10 22 .47%

5000
o ] ]gl?°16902250281033703940

SREE B IR S R U - 2 S

mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 17.00 17.20 17.40 17.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF121218\
Data File : BF111323.D

Acq On : 12 Dec 2018 16:03

Operator : JU/SJ

Sample - J6186-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF121218_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]
2-Pentanone, 4-hy... 5.01 11.3 ng 1101280 1 6.79 1957060 20.0
unknown6 .56 6.56 94_.3 ng 9231040 1 6.79 1957060 20.0
n-Hexadecanoic acid 11.85 90.3 ng 13132300 4 11.31 2909490 20.0
Cyclopropaneoctan... 12.54 10.4 ng 1511730 4 11.31 2909490 20.0
Octadecanoic acid 12.64 145.6 ng 14431100 5 13.95 1982640 20.0
Dodecane, 2-methy... 13.27 26.3 ng 2607510 5 13.95 1982640 20.0
Dichloroacetic ac... 13.82 11.6 ng 1148740 5 13.95 1982640 20.0
Eicosane 14.55 47.9 ng 4745200 5 13.95 1982640 20.0
Heptacosane 14.73 6.0 ng 450884 6 15.38 1511860 20.0
Pentafluoropropio... 14.91 12.3 ng 929586 6 15.38 1511860 20.0
Docosane 15.10 51.2 ng 3871770 6 15.38 1511860 20.0
Octacosane 15.43 7.1 ng 533577 6 15.38 1511860 20.0
Hexacosane 15.86 6.4 ng 481132 6 15.38 1511860 20.0
Tetratetracontane 17.27 7.5 ng 562930 6 15.38 1511860 20.0
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