LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012020\
Data File : BF118614.D

Aca On : 21 Jan 2020 1:59

Operator : CG/JU

Sample : L1004-10

Misc :

ALS Vial : 24 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-BF012020.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 2.216 13 22 28 rVB 2440994 3426303 38.75% 3.850%
2 5.110 506 514 522 rVB 1448071 1843150 20.84% 2.071%
3 5.510 577 582 585 rBY 8621594 8482686 95.93% 9.531%
4 6.510 746 752 755 rBV 8403443 8754510 99.01% 9.836%
5 6.651 772 776 780 rBVY 8601158 8842440 100.00% 9.935%
6 6.881 812 815 819 rBVY 2521628 2314517 26.18% 2.601%
7 7.039 838 842 846 rBY 7561839 7094327 80.23% 7.971%
8 7.439 905 910 913 rBVY 5425909 5071286 57 .35% 5.698%
9 8.163 1029 1033 1037 rBvV 2844910 2583658 29.22% 2.903%
10 9.239 1211 1216 1220 rBvV 9617491 8638517 97.69% 9.706%

11 9.627 1279 1282 1288 rBV 529823 466359 5.27% 0.524%
12 9.922 1326 1332 1335 rBV 3039282 2525824 28.56% 2.838%
13 10.710 1461 1466 1469 rBV 5383968 5039671 56.99% 5.662%
14 11.404 1580 1584 1587 rBV 2659748 2392311 27.05% 2.688%
15 11.427 1587 1588 1592 rVV 301454 195489 2.21% 0.220%

16 11.480 1593 1597 1600 rVB 143876 157697 1.78% 0.177%
17 11.804 1648 1652 1655 rVB 675802 580019 6.56% 0.652%
18 11.933 1671 1674 1681 rBV 827280 737346 8.34% 0.828%
19 12.021 1686 1689 1691 rBV3 115614 116257 1.31% 0.131%
20 12.486 1765 1768 1770 rBV 2116206 1924777 21.77% 2.163%

21 12.510 1770 1772 1778 rVB 2077352 1762174 19.93% 1.980%
22 12.592 1783 1786 1788 rBV 316340 298040 3.37% 0.335%
23 12.615 1788 1790 1793 rVB 614259 518017 5.86% 0.582%
24 12.715 1804 1807 1813 rBV2 216527 314054 3.55% 0.353%
25 12.845 1826 1829 1832 rVB 529472 476915 5.39% 0.536%

26 12.992 1850 1854 1857 rBV 9443189 8375387 94.72% 9.410%
27 13.886 2003 2006 2012 rBV 1636234 1783241 20.17% 2.004%

28 14.045 2029 2033 2036 rBV 2696458 2570238 29.07% 2.888%
29 15.515 2280 2283 2287 rVB 1448023 1716061 19.41% 1.928%

Sum of corrected areas: 89001271
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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:\SVOASRV\HPCHEMI\BNA F\DATA\BF012020\

BF118614.D

21 Jan 2020 1:59

CG/JuU

L1004-10

24 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012020\
Data File : BF118614.D

Aca On : 21 Jan 2020 1:59

Operator : CG/JU

Sample : L1004-10

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012020.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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.22 29.61 ng 3426300 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 39
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17

Abundance Scan 23 (2.222 min): BF118614.D (-13) (-) m/z 73.10 100.00%
3
5000
43 o g7
2.20 2.30 2.40 2.50 2.60
NN | RSN N N .S — m/z 43.10 34.01%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
5000
43 O 2.20 2.30 2.40 2.50 2.60
87 m/z 87.10 26.17%
el e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
73
87
2.20 2.30 2.40 2.50 2.60
5000 41 55 m/z 55.05 22._75%
29
97 112 129
mz-> 20 40 60 80 100 120 140 160 180
Abundance #2051: 1,3-Dioxolane, 2-methyl-
7B 2.20 2.30 2.40 2.50 2.60
m/z 41.05 11.36%
5000 43 (S
58
L1y A A
m/z--> 20 40 60 80 100 120 140 160 180 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012020\
Data File : BF118614.D

Aca On : 21 Jan 2020 1:59

Operator : CG/JU

Sample : L1004-10

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012020.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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

5.11 15.93 ng 1843150 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 N.N"-Bis(2-methvl-2-nitrosopenta... 258 C12H22N204 094514-30-4 9
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 9

Abundance Scan 514 (5.110 min): BF118614.D (-506) (-) m/z 43.00 100.00%
43
59
5000
i ik Sho 520 a0
0....,....',':..!|,..7.1.,8-.3...-,|....,....,....,....,....,2.0.7.. m/z 59.10 54.72%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LR L R UL UL
59 480 500 520 540
m/z 101.10 20.95%
15 4 101
'"W'Whﬂh"*I”"??”'“"”I"'W""P"'I”"I'”'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59
480 500 520 540
5000 M m/z 58.00 16.68%
U I "|"Z% NS ""|1?§"ﬁ4?"'|' T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4076: Morpholine, 4-methyl- R R e
43 480 5.00 5.20 5.40
m/z 41.05 8.65%
5000
101
15
27 & T
"“|“m“H"J|'““|?§“i"“l"”l"”l"”l"“l"“ IEBRRAARE SRRRERAARE BARRE
m/z--> 20 40 60 80 100 120 140 160 180 200 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012020\
Data File : BF118614.D

Aca On : 21 Jan 2020 1:59

Operator : CG/JU

Sample : L1004-10

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012020.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 3 unknown6.65 Concentration Rank 1

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

6.65 76.41 ng 8842440 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 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 9
3 1.2.4-Trifluorobenzene 132 C6H3F3 000367-23-7 9
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 776 (6.651 min): BF118614.D (-772) (-) m/z 132.00 100.00%
132
5000 68
— e e —
40 54 ‘ 75 104 ‘ 6.40 6.60 6.80 7.00
..,....,...-.l'.'.‘.‘?,:!..?:1!~.'.|,..':'.,..5.‘.7,....,.'!..,.1.1.5.,....,-'.~..,... m/z 68.10 44.68%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 n
5000 U UL L L
6.40 6.60 6.80 7.00
78 m/z 133.95 35.05%
e
I | | 1
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
" 640 6.60 6.80 7.00
5000 67 m/z 66.10 29.44%
41 97
53 2 117
34 60 89 105 124
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14396: 1,2,4-Trifluorobenzene LA L L L L L L B
132 6.40 6.60 6.80 7.00
m/z 69.05 18.62%
5000 63 a1
31 88 101 112
"|?ﬂ'lh'?ﬁ"'?ﬁ'*hﬂl”ll"“‘l"lw"“”“l'lh'“l""rh"l“' IR IS R R L
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012020\
Data File : BF118614.D

Aca On : 21 Jan 2020 1:59

Operator : CG/JU

Sample : L1004-10

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012020.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 5 Hexadecanoic acid, methyl e... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.80 4.85 ng 580019 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 95
3 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 89
4 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 87
5 Methyl stearate 298 C19H3802 000112-61-8 83
Abundance Scan 1651 (11.798 min): BF118614.D (-1648) (-) m/z 74.00 100.00%
7
5000
43
147 126, ™ 11950077047 270 oot sm | LLA0 160 110 12160 1250
bl by 220y [ 16657207 | gar 2iF 802321 381 m/z 87.00 70.90%
m/z--> 50 100 150 200 250 300 350
Abundance #119408: Hexadecanoic acid, methy! ester
74
5000 rrer T "|"J¥‘FTT"|'
43 11.40 11.60 11.80 12.00 12.20
143 m/z 43.05 35.20%
‘M \‘\ L \mlwo\l | 1?1\199 22\7 270
m/z--> 50 100 150 200 250 300 350
Abundance
74
11,40 11,60 11.80 12.00 12.20
5000, 43 m/z 41.10 27 .69%
97116 4 185 227 270
m/z--> 50 100 150 200 250 300 350
Abundance #84485: Tridecanoic acid, methyl ester e
74 11.40 11.60 11.80 12.00 12.20
m/z 55.10 26.07%
5000 43 '*JJL’L
143
| L\ o977 185 28
m/z--> 50 100 150 200 250 300 350 1140 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012020\
Data File : BF118614.D

Aca On : 21 Jan 2020 1:59

Operator : CG/JU

Sample : L1004-10

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012020.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 6 n-Hexadecanoic acid Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
11.93 6.16 ng 737346 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 n-Hexadecanoic acid
2 Tetradecanoic acid
3 Octadecanoic acid

4 Pentadecanoic acid
5 Tridecanoic acid

256 C16H3202
228 C14H2802
284 C18H3602
242 C15H3002
214 C13H2602

000057-10-3 99
000544-63-8 94
000057-11-4 93
001002-84-2 93
000638-53-9 89

Abundance Scan 1673 (11.927 min): BF118614.D (-1671) (-) m/z 73.00 100.00%
7
5000
129
T | e 2 e 750 11,90 1700 1720
319 : : : :
o WPV Y .|l.'.23.8,'. LB 39 3B Tnyz 43.05  95.76%
m/z--> 50 100 150 200 250 300 350
Abundance #107549: n-Hexadecanoic acid
60
4
5000 129 TT [T T T T [T T I T[T T T T [TTTT]
83 11.60 11.80 12.00 12.20
m/z 60.00 85.43%
H‘ ]*01 157 185 213 256
11 e
m/z--> 50 100 150 200 250 300 350
Abundance
73
43 T T T
11.60 11.80 12.00 12.20
5000 m/z 41.10 76.63%
129
185 228
97
166
I A e e e B e e e LA A e e o e e e B N B
m/z--> 50 100 150 200 250 300 350
Abundance #131261: Octadecanoic acid AR mEmmEm TS S
43 | 78 11.60 11.80 12.00 12.20
m/z 55.05 70.93%
5000 129
97
)] Ty 2
N 1 O O L N G e
m/z--> 50 100 150 200 250 300 350 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012020\
Data File : BF118614.D

Aca On : 21 Jan 2020 1:59

Operator : CG/JU

Sample : L1004-10

Misc :

ALS Vial : 24 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 9,12-Octadecadienoic acid, ... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.49 16.09 ng 1924780 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002566-97-4 99

2 Methvl 9-cis.ll-trans-octadecadi... 294 C19H3402 1000336-44-0 99
3 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 99
4 9.12-Octadecadienoic acid (Z.2)-... 294 C19H3402 000112-63-0 99
5 Methyl 10-trans,l12-cis-octadecad... 294 C19H3402 1000336-44-2 98
Abundance Scan 1769 (12.492 min): BF118614.D (-1765) (-) m/z 67.05 100.00%
67
95
5000, 41
123190 110 2205t 794 p1as o75 07 ans | 220 1240 1260 1260
oL, bbb (7109220041 7 TUT 321345 378 407444 | Thzo7g1 10 86.00%
m/z--> 50 100 150 200 250 300 350 400
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
41 67
5000 95 RN RUAARSA AR
1220 12.40 12,60 12.80
m/z 55.05 58.02%
123
: l\lﬂ‘l il H‘l I‘“‘qul-ﬂ'gl :|I-7|8| A |2|62| |2|9?| T
m/z--> 50 100 150 200 250 300 350 400
Abundance
67
1220 12,40 12.60 12.80
5000 95 m/z 95.05 57.80%
294
123 150 ¢ 920 262
mz-> 50 100 150 200 250 300 350 400
Abundance #139734: 9,15-Octadecadienoic acid, methyl ester, (Z,2)- R A AR E
2 67 12.20 12.40 12.60 12.80
m/z 41.10 49 _.99%
5000 95
‘ |1ﬁ3n1?01178 220 263 29‘4
m/z--> 50 100 150 200 250 300 350 400 ' 1220 12.40 12,60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012020\
Data File : BF118614.D

Aca On : 21 Jan 2020 1:59

Operator : CG/JU

Sample : L1004-10

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012020.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 8 9-Octadecenoic acid (Z)-, m... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

12.51 14.73 ng 1762170 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 99
2 9-Octadecenoic acid. methvl ester 296 C19H3602 002462-84-2 99
3 15-Octadecenoic acid. methvl ester 296 C19H3602 004764-72-1 99
4 11-Octadecenoic acid. methvl est... 296 C19H3602 001937-63-9 98
5 6-Octadecenoic acid, methyl ester 296 C19H3602 052355-31-4 98

Abundance Scan 1772 (12.510 min): BF118614.D (-1770) (-) m/z 55.05 100.00%

83
5000

:

111

200 264 R EEERRREREEEEEEE Sy

12.20 12.40 12.60 12.80
296
320344 368389413 442 m/z_ 69.10 73 _11%

137 180

m/z--> 50 100 150 200 250 300 350 400
Abundance #141302: 9-Octadecenoic acid (2)-, methyl ester
5
83
5000 LA L L L L L LB L |
29 12.20 12.40 12.60 12.80
111 m/z 41.10 72.50%
137 180 222 264
T i . E—
m/z--> 50 100 150 200 250 300 350 400
Abundance
55
e e R
12.20 12.40 12.60 12.80
5000 83 m/z 74.05 67.76%
29 264
111 222
137 180
158 296
T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #141283: 15-Octadecenoic acid, methyl ester T R

12.20 12.40 12.60 12.80
m/z 83.10 60.25%

5000

X
]

T T T T
m/z--> 50 100 150 200 250 300 350 400 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012020\
Data File : BF118614.D

Aca On : 21 Jan 2020 1:59

Operator : CG/JU

Sample : L1004-10

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012020.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 9 Octadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

12.72 2.63 ng 314054 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 97
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 68
3 Pentadecanoic acid 242 C15H3002 001002-84-2 64
4 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 55

Abundance Scan 1808 (12.721 min): BF118614.D (-1804) (-) m/z 117.00 100.00%

7
43

5000

12.40 12.60 12.80 13.00
m/z 43.10 79.33%

325348371 399

443

m/z--> 50 100 150 200 250 300 350 400
Abundance #131261: Octadecanoic acid

N
&)
~
®

5000 129 R e o e EEmEma
97 12.40 12.60 12.80 13.00
0
‘ 185 241 84 m/z 73.00 67.50%
SED T F O 20 - A —
m/z--> 50 100 150 200 250 300 350 400
Abundance
60
e
12.40 12.60 12.80 13.00
5000 129 m/z 55.10 59.49%
83
157 185 213 256
107
T e T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #95851: Pentadecanoic acid e
4 3 12.40 12.60 12.80 13.00
m/z 60.00 51.93%
5000 129
97 199
‘ 157 { 242
m/z--> 50 100 150 200 250 300 350 400 12.40 12.60 12.80 13.00

8270-BF012020.M Tue Jan 21 12:13:09 2020 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012020\
Data File : BF118614.D

Aca On : 21 Jan 2020 1:59

Operator : CG/JU

Sample : L1004-10

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012020.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 10 5-Eicosene, (E)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.89 13.88 ng 1783240 Chrysene-d12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 99
2 2- Chloropropionic acid. octadec... 360 C21H41CIl102 088104-31-8 95
3 1-Heneicosanol 312 C21H440 015594-90-8 94
4 1-Heneicosvl formate 340 C22H4402 077899-03-7 94
5 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 94
Abundance Scan 2007 (13.892 min): BF118614.D (-2003) (-) m/z 57.10 100.00%
57 97
5000 Mj\/\//b‘
1125 302 713180 1380 14,00 1420
153 - : : -
ot d AL L o180, 223 260 7| 329396 389 430 463 497524 | 77 83.10  95.10%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #127769: 5-Eicosene, (E)-
55
5000 L SR B SULS SRS
13.60 13.80 14.00 14.20
29 m/z 43.10 92.22%
L] Md ‘ ﬁ39167196223252280
m/z--> 0 55 100 150 200 250 300 350 400 450 500
Abundance
5 o
13.60 13.80 14.00 14.20
5000 m/z 69.10 89.75%
125
29
154182 222250 297 360 ’//\L\/
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #155046: 1-Heneicosanol AR EEREE L
55 83 13.60 13.80 14.00 14.20
m/z 97.10 87.90%
5000 ,’/L
29
| 1139167 105 238266204
m/iz--> 0 5'0 100 1&'30 200 250 300 350 400 450 500 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF012020\
Data File : BF118614.D

Acq On = 21 Jan 2020 1:59

Operator : CG/JU

Sample : L1004-10

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012020.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methoxy... 2.22 29.6 ng 3426300 1 6.89 2314520 20.0
2-Pentanone, 4-hy... 5.11 15.9 ng 1843150 1 6.89 2314520 20.0
unknown6 .65 6.65 76.4 ng 8842440 1 6.89 2314520 20.0
Hexadecanoic acid... 11.80 4.8 ng 580019 4 11.40 2392310 20.0
n-Hexadecanoic acid 11.93 6.2 ng 737346 4 11.40 2392310 20.0
9,12-Octadecadien... 12.49 16.1 ng 1924780 4 11.40 2392310 20.0
9-Octadecenoic ac... 12.51 14.7 ng 1762170 4 11.40 2392310 20.0
Octadecanoic acid 12.72 2.6 ng 314054 4 11.40 2392310 20.0
5-Eicosene, (E)- 13.89 13.9 ng 1783240 5 14.04 2570240 20.0
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