LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF092418\
Data File : BF109273.D

Aca On 24 Sep 2018 17:45

Operator : JU/SJ

Sample : J4770-09 2X

Misc :

ALS Vial : 20 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-BF092218 .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 5.310 544 548 559 rVB 812192 696767 12.35% 3.007%
2 6.340 719 723 726 rBV 940518 719851 12.76% 3.107%
3 6.475 742 746 749 rBV 943398 747024 13.25% 3.224%
4 6.710 782 786 789 rBV 761228 618116 10.96% 2.668%
5 6.863 809 812 816 rVB 753041 583264 10.34% 2.517%
6 7.263 876 880 883 rBV 550017 431901 7.66% 1.864%
7 7.992 1000 1004 1007 rBV 879622 797273 14.14% 3.441%
8 9.063 1183 1186 1189 rBV 1034347 763953 13.55% 3.297%
9 9.157 1197 1202 1205 rBV 84527 84158 1.49% 0.363%
10 9.457 1250 1253 1256 rBV 229813 195163 3.46% 0.842%
11 9.686 1289 1292 1295 rBV 116550 83384 1.48% 0.360%
12 9.739 1296 1301 1305 rBV 998397 820189 14.54% 3.540%
13 10.180 1373 1376 1379 rVB 110814 98105 1.74% 0.423%

14 10.522 1430 1434 1438 rVB 511491 431909 7.66% 1.864%
15 10.657 1454 1457 1464 rBvV 131373 168096 2.98% 0.725%

16 11.098 1529 1532 1535 rBV 129615 109204 1.94% 0.471%
17 11.216 1548 1552 1555 rBV 968200 772354 13.69% 3.333%
18 11.527 1601 1605 1607 rBV 119556 102401 1.82% 0.442%
19 11.622 1618 1621 1625 rVB 1784045 1478022 26.21% 6.379%
20 11.757 1640 1644 1647 rBV2 62357 65325 1.16% 0.282%

21 11.933 1668 1674 1681 rBV 98011 116227 2.06% 0.502%
22 12.310 1733 1738 1740 rBV 4947039 5639829 100.00% 24.339%
23 12.333 1740 1742 1748 rVV2 4471893 3992459 70.79% 17.230%
24 12.416 1752 1756 1759 rBV2 896718 835255 14.81% 3.605%
25 12.645 1791 1795 1799 rBV 200541 193480 3.43% 0.835%

26 12.686 1799 1802 1806 rBV 71034 63309 1.12% 0.273%
27 12.798 1817 1821 1824 rBV 834876 711477 12.62% 3.070%
28 12.969 1847 1850 1852 rBV 178387 175130 3.11% 0.756%
29 13.045 1860 1863 1868 rBV3 111090 158915 2.82% 0.686%
30 13.133 1875 1878 1881 rVB 127797 101367 1.80% 0.437%

31 13.710 1974 1976 1980 rVB 62571 63932 1.13% 0.276%
32 13.798 1989 1991 1994 rBV 89743 80965 1.44% 0.349%
33 13.839 1994 1998 2001 rBV 816983 810165 14.37% 3.496%
34 15.245 2233 2237 2241 rBV 420253 462550 8.20% 1.996%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF092418\
Data File : BF109273.D

Aca On 24 Sep 2018 17:45

Operator : JU/SJ

Sample : J4770-09 2X

Misc :

ALS Vial =: 20 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-BF092218.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 23171519
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092418\
Data File : BF109273.D

Aca On : 24 Sep 2018 17:45

Operator : JU/SJ

Sample : J4770-09 2X

Misc :

ALS Vial : 20 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF092218_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: BF109273.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092418\
Data File : BF109273.D

Aca On : 24 Sep 2018 17:45

Operator : JU/SJ

Sample : J4770-09 2X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 5-Fluoro-2-chloropyrimidine Concentration Rank 4

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

6.47 24_.17 ng 747024 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
3 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
4 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 (6-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 9

Abundance Scan 745 (6.469 min): BF109273.D (-742) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.0 IREBE ARSI S
400 g4 770 6.20 6.40 6.60 6.80
o....,...:','!..:,:!..,::~.'.|,..':~'.,.?‘?-.9,..!.,?1?‘?'.0,....,....,'.~..,.. m/z 68.10 45.52%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000 AT
6.20 6.40 6.60 6.80
33.0 44.0 0.0 105.0 m/z 134.00 31.44%
o %90 T goo | 1150
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132.0
" 620 640 660 680
5000 97.0 m/z 66.00 28.58%
70.0
31.0
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14509: 1-Methylpyrrolo[1,2-a]pyrazine R e R RARE
132.0 6.20 6.40 6.60 6.80
m/z 69.10 19.27%
5000
104.0
65.0
S T O (N v N I SO | O A
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092418\
Data File : BF109273.D

Aca On : 24 Sep 2018 17:45

Operator : JU/SJ

Sample : J4770-09 2X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Tridecane Concentration Rank 16

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

9.16 2.05 ng 84158 Acenaphthene-d10 9.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 86
2 Hexadecane 226 C16H34 000544-76-3 83
3 Nonadecane 268 C19H40 000629-92-5 80
4 Decane. 2.4.6-trimethvl- 184 C13H28 062108-27-4 80
5 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 80

Abundance Scan 1203 (9.163 min): BF109273.D (-1197) (-) m/z 57.10 100.00%
57.1
5000 85.0
1190 1541 880 9.00 9.20 940
(o} m/z 43.05 71.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #48835: Tridecane
57.0
5000 RSN SRR S R
8.80 9.00 9.20 9.40
29.0 m/z 71.10 56.61%
o 1130 1410 1840
m/z--> 25 45 60 80 100 120 140 160 180 200 220 240 260
Abundance #83024: Hexadecane
57.0
880 9.00 9.20 940
5000 m/z 85.05 37.22%
85.0
29.0
o R \ o4 41130 1410 1690 2260
m/z--> 25 45 éo éo 160 150 150 160 180 200 220 250 2éo
Abundance #117637: Nonadecane
57.0 8.80 9.00 9.20 9.40
m/z 41.05 35.78%
5000

1130 141.0 169.0 197.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 880 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092418\
Data File : BF109273.D

Aca On : 24 Sep 2018 17:45

Operator : JU/SJ

Sample : J4770-09 2X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Hexadecane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.18 2.39 ng 98105 Acenaphthene-d10 9.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Tetradecane 198 C14H30 000629-59-4 90
3 Tetratetracontane 619 C44H90 007098-22-8 90
4 Pentadecane 212 C15H32 000629-62-9 90
5 Heptadecane 240 C17H36 000629-78-7 90
Abundance Scan 1376 (10.180 min): BF109273.D (-1373) (-) m/z 57.10 100.00%
57.1
5000
131 s oh0 1000 1020 1040 |
(o} . m/z 43.05 72 .78%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #83023: Hexadecane
57.0
5000 R SRR BN B m
9. 80 10. 00 10 20 10.40
m/z 71.05 62.33%
ol 1130 169.0 226.0
m/z--> 6 55 100 150 200 250 300 350 400 4%0 560 séo 660
Abundance #59880: Tetradecane
57.0
9.80 10.00 10.20 10.40
5000 m/z 85.05 41.26%
. [1] |10 1980
m/z--> ' 55 100 1éo 200 250 300 350 400 4%0 560 séo 660
Abundance #241527: Tetratetracontane B aan R Rat B
57.0 9.80 10.00 10.20 10.40
m/z 41.05 38.38%
5000

113.0 169.0 225.0 281.0 337. 03930 4630 56106150

N sl R AR as B LA

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 980 10. 00 10 20 10.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092418\
Data File : BF109273.D

Aca On : 24 Sep 2018 17:45

Operator : JU/SJ

Sample : J4770-09 2X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 7 Sulfurous acid, 2-propyl te... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.10 2.83 ng 109204 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. 2-propvl tetrade... 320 C17H3603S 1000309-12-5 86
2 Hexadecane 226 C16H34 000544-76-3 86
3 Tridecane. l-iodo- 310 C13H271 035599-77-0 80
4 Pentadecane 212 C15H32 000629-62-9 80
5 Sulfurous acid, 2-propyl tridecy... 306 C16H3403S 1000309-12-4 80
Abundance Scan 1532 (11.098 min): BF109273.D (-1529) (-) m/z 57.10 100.00%
57.1
5000 85.1
| 131 o 1921 1080 1100 11.20 1140
o SR [N O " S v VA m/z 43.05 72.71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #161094: Sulfurous acid, 2-propy! tetradecy! ester
43.0
71.0
5000 LR BN UL SR I
10,80 11.00 1120 11.40
97.0 m/z 71.10 68.69%
ol 1, 1250 1580 197.0 2310 261.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83023: Hexadecane
57.0
10.80 11.00 11.20 11.40
0,
5000 85.0 m/z 85.10 47 .64%
29.0
ob L W o, 41130 1410 169.0 107.0 2260
m/z--> 20 Jo 60 80 100 150 150 160 180 200 220 240 260 280 300
Abundance #152416: Tridecane, 1-iodo- B A B B o S S,
57.0 10.80 11.00 11.20 11.40
m/z 41.05 34.82%
5000 85.0
28.0
183.0
0 l Ll ‘\ ‘\ L 11\3 0 L 15\5 0 ‘ 310.0
m/z--> 20 40 60 80 1(')0 120 140 160 180 200 220 240 260 280 300 10,80 11.00 1120 11.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092418\
Data File : BF109273.D

Aca On : 24 Sep 2018 17:45

Operator : JU/SJ

Sample : J4770-09 2X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Heneicosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.53 2.65 ng 102401 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Hexadecane 226 C16H34 000544-76-3 90
3 Octadecane 254 C18H38 000593-45-3 87
4 Octacosane 394 C28H58 000630-02-4 86
5 Heptacosane, 1l-chloro- 414 C27H55CI 062016-79-9 86

Abundance Scan 1605 (11.527 min): BF109273.D (-1601) (-) m/z 57.10 100.00%

57.1

5000
11.20 11.40 11.60 11.80
155.1179.1 210.1 : : : :
0! m/z 71.10 73.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane
T Mi
85.0
5000 TT [T T T T [T T I T [T T T T [TTTT]
11.20 11.40 11.60 11.80
m/z 43.05 69.89%
29.0 113.0 0
o U 1410 1690 197.0 2250 253.0 2960
B L B o e e AR ERES e a sy o R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83023: Hexadecane
57.0
Lo A
11.20 11.40 11.60 11.80
5000 m/z 85.05 52.63%
85.0
29.0
ol | “ | 4 ) 1130 141.0 169.0 197.0 226.0
B O LR L o e e e RANARARNCARAN RSy
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #105885: Octadecane L ma e
57.0 11.20 11.40 11.60 11.80
m/z 41.05 33.35%
5000 85.0
29.0 3.0
ol L0 L MDY 1410 1600 197.0 2250 254.0
|||||||||||||||||||||||||||||||||||||||||||||||| TTT T T T T TTTT ||||||||| T _l_l—l_l_l_l_l—rl_l_l_l—l_l_l_l_l—rl_l_l_l—r
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092418\
Data File : BF109273.D

Aca On : 24 Sep 2018 17:45

Operator : JU/SJ

Sample : J4770-09 2X

Misc :

ALS Vial : 20 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF092218_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 9 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

1162 38.27ng 1478020  Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 90
3 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 87
4 Methyl tetradecanoate 242 C15H3002 000124-10-7 86
5 Dodecanoic acid, methyl ester 214 C13H2602 000111-82-0 86

Abundance Scan 1621 (11.622 min): BF109273.D (-1618) (-) m/z 74.00 100.00%
74.0
5000
43.1
143.1 s B o !
| 97.1 1852 2272 970.3 11.40 11.60 11.80 12.00
0 ....,....|',.-.'.| W dzud | 1es1 1802 T 2103 s Y8705 69.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methyl ester
74.0
5000 LA IL B L B L L L L L
43.0 11.40 11. 60 11. 80 12. 00
143.0 m/z 43.10 35.75%
| 101.0 171.0 199.0 227.0 270.0
o S Y St Y St
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107596: Pentadecanoic acid, methyl ester
74.0
L A
_'_'_'_'—I—'_'_'_'—I—'_'_'_'—I—'_'_'_'—I—'_'_'
11.40 11.60 11.80 12.00
5000 m/z 41.05 26.83%
43.0
143.0
. 2130 256.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
\.._.M_I\._M
Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester
74.0 11.40 11.60 11.80 12.00
m/z 55.05 26.52%
5000 43.0
97.0 143.0
oot 0170, 00 a0 om0 amo |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092418\
Data File : BF109273.D

Aca On : 24 Sep 2018 17:45

Operator : JU/SJ

Sample : J4770-09 2X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Heptadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.93 3.01 ng 116227 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 97
2 Heneicosane 296 C21H44 000629-94-7 87
3 Hexadecane 226 Cl16H34 000544-76-3 86
4 Octadecane 254 C18H38 000593-45-3 86
5 Pentadecane 212 C15H32 000629-62-9 83

Abundance Scan 1673 (11.927 min): BF109273.D (-1668) (-) m/z 57.05 100.00%

57.0

5000
11.60 11.80 12.00 12.20
155.1 193.2
0 m/z 43.05 68.22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #94346: Heptadecane
57.0

5000
11.60 11.80 12.00 12.20

m/z 71.10 63.72%

29.0
141.0 169.0 197.0 240.0

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane
57.0
R AR BEEESS
85.0 11.60 11.80 12.00 12.20
5000 ' m/z 85.10 43.71%
29.0 113.0
o ||| M0 1420 1690 1970 2250 2530 2960
R AR B L L B3 ARRANERALaTanss EaSa
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83023: Hexadecane e A BA AR E
57.0 11.60 11.80 12.00 12.20
m/z 41.05 31.14%
5000 85.0
29.0
ol | ‘ | 4, 41130 1410 160.0 197.0 2260
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092418\
Data File : BF109273.D

Aca On : 24 Sep 2018 17:45

Operator : JU/SJ

Sample : J4770-09 2X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 11 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.31 146.04 ng 5639830 Phenanthrene-d10 11.22
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 11.14-Octadecadienoic acid. meth... 294 C19H3402 056554-61-1 98
5 9,12-0Octadecadienoic acid (Z,2)-... 294 C19H3402 000112-63-0 98
Abundance Scan 1738 (12.310 min): BF109273.D (-1733) (-) m/z 67.05 100.00%
67.0
41.0 .
5000
1231 1501 . 12100 12,20 1240 1260
O 178.2198.9220.2 2943 | "m/z 81.05 84.85%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
41.0 67.0
5000 R A B DU
nmnmnmnm
m/z 55.10 64.02%
oL 123.0 149.0 41750 2620 294.0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139701: Methyl 9-cis, 11-trans-octadecadienoate
67.0
12,00 12.20 12.40 12.60
5000 m/z 41.05 56.31%
294.0
1230 1500 1204 500 2620
0‘
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139734: 9,15-Octadecadienoic acid, methyl ester, (Z,2)- AT e P T
mo 670 nmnmnmnm
m/z 95.10 55.73%
5000 95.0
294.0
0 ‘ ‘ “ 12\?0 Il 15? 0 4 178 0 220.0 263 0 ‘
m/z--> 45 60 80 160 150 150 1éo 180 200 220 240 260 2éo 300 1200 1220 1240 1260
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092418\
Data File : BF109273.D

Aca On : 24 Sep 2018 17:45

Operator : JU/SJ

Sample : J4770-09 2X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 12 12-Octadecenoic acid, methy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.33 103.38 ng 3992460 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 12-Octadecenoic acid. methvl ester 296 C19H3602 056554-46-2 99
2 13-Octadecenoic acid. methvl ester 296 C19H3602 056554-47-3 99
3 15-Octadecenoic acid. methvl ester 296 C19H3602 004764-72-1 99
4 16-Octadecenoic acid. methvl ester 296 C19H3602 056554-49-5 99
5 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 99
Abundance Scan 1741 (12.327 min): BF109273.D (-1740) (-) m/z 55.10 100.00%
1
5000 /ALA
111.1 L
137.1 1802  222.3 2M3mm 12.00 12.20 12.40 12.60
o} ' m/z 41.10 74 .44%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141284: 12-Octadecenoic acid, methyl ester

5000

12,00 12.20 12.40 12.60
m/z 69.10 71.19%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141286: 13-Octadecenoic acid, methyl ester
55.0
P e
12.00 12.20 12.40 12.60
5000 m/z 74.00 63.47%

264.0

111.0

138.0 180.0 222.0

296.0

o

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141283: 15-Octadecenoic acid, methyl ester e  AEmmmmamy
55.0 12.00 12.20 12.40 12.60

m/z 43.10 58.52%

5000
264.0

111.0

138.0 180.0  222.0

296.0

o

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092418\
Data File : BF109273.D

Aca On : 24 Sep 2018 17:45

Operator : JU/SJ

Sample : J4770-09 2X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 13 Methyl stearate Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
12.42 21.63 ng 835255 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl stearate 298 C19H3802 000112-61-8 98
2 Heptadecanoic acid. 16-methvl-. ... 298 C19H3802 005129-61-3 87
3 Heptadecanoic acid. 15-methvl-. ... 298 C19H3802 054833-55-5 80
4 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 80
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 80

Abundance Scan 1757 (12.421 min): BF109273. D (-1752) (-) m/z 74.00 100.00%
74.0 202.
5000
43.0
101.0 ' ' RSN SN BN UL SN
h [ 12.20 12.40 12.60 12.80
O.HPH.PHA.A.mu m/z 202.10 90.18%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143131: Methyl stearate
74.0
5000 298.0 ' 12.20 12.40 12.60 12.80
143.0 - - - -
43.0 1990 ZST'O m/z 86.95 81.22%
97.0
diso, LU AL, (| amo | o, |y
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #143190: Heptadecanoic acid, 16-methyl-, methyl ester
74.0
R e R ma
12.20 12.40 12.60 12.80
5000 m/z 43.05 34.81%
255.0
143.0 298.0
97.0 199.0
L \ 171.0, 227.0 |
O R E e R A mana s o e RAAd Raasasas oo
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143186: Heptadecanoic acid, 15-methyl-, methyl ester
74.0 12.20 12.40 12.60 12.80
m/z 55.05 26.15%
5000 298.0
43.0
143.0
180 ‘ ‘ | 97.0 ‘ 199.0 2550
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 20 12. 40 12. 60 12. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092418\
Data File : BF109273.D

Aca On : 24 Sep 2018 17:45

Operator : JU/SJ

Sample : J4770-09 2X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 15 Methyl 5,11,14-eicosatrienoate Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
12.97 4.32 ng 175130 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl 5.11.14-eicosatrienoate 320 C21H3602 1000336-40-2 91
2 Bicvclol10.1.01tridec-1-ene 178 C13H22 054766-91-5 90
3 Z-3-Hexadecen-7-vne 220 C16H28 1000130-91-3 60
4 Cis-4-methvl-exo-tricvclol5.2.1.... 150 C11H18 1000215-29-2 58
5 5-Undecyne 152 C11H20 002294-72-6 55
Abundance Scan 1850 (12.969 min): BF109273.D (-1847) (-) m/z 67.00 100.00%
67.0
5000
12,60 12.80 13.00 13.20
o} m/z 81.10 81.42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #161551: Methyl 5,11,14-eicosatrienoate
67.0
5000 93.0 121.0 R SRR AR B
12.60 12.80 13.00 13.20
m/z 79.10 78 .43%
205.0
o 75.0 2350 5710 3200
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #44124: Bicyclo[10.1.0]tridec-1-ene
41.0 67.0
12,60 12.80 13.00 13.20
5000 m/z 80.05 55.20%

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #77674: Z-3-Hexadecen-7-yne S ma T L SRS
41.0 93.0 12.60 12.80 13.00 13.20
m/z 55.05 54.94%

5000

Ot e

T I T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092418\
Data File : BF109273.D

Aca On : 24 Sep 2018 17:45

Operator : JU/SJ

Sample : J4770-09 2X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 16 Pentadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.05 3.92 ng 158915 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 90
2 Tetradecane 198 C14H30 000629-59-4 89
3 Heptadecane 240 C17H36 000629-78-7 87
4 Hexadecane 226 C16H34 000544-76-3 87
5 Tritetracontane 605 C43H88 007098-21-7 58
Abundance Scan 1864 (13.051 min): BF109273.D (-1860) (-) m/z 55.10 100.00%
591
5000
111.1 138.0 216.1 S
165.0 194.1 240.1 9gg 293.3 12.80 13.00 13.20 13.40
Obrrrprrrr i m/z 57.05 90.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #71395: Pentadecane
57.0
29.0
5000 LI BRI BUSLALN SN U
12.80 13.00 13. 20 13. 40
m/z 43.10 89.66%
113.0 141.0 169.0 212.0
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #59880: Tetradecane
57.0
" 12/80 13.00 13.20 13.40
5000 85.0 m/z 41.10 70.40%
29.0
0 \‘ I, il \‘ 11\3 0 141.0 169.0 198 0
m/z--> ﬁo 45 eb éo 160 150 1&0 1éo 1éo 260 250 250 2éo 2§0 '
Abundance #94344: Heptadecane LI L L L BB BN
57.0 12.80 13.00 13.20 13.40
m/z 69.10 66.60%
5000 85.0
0 2?\0\ | \11?0\1410 169.0 197.0 240.0
iz 3 4b 6D B0 100 130 140 180 130 200 230 240 o%0 20 " 12/80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092418\
Data File : BF109273.D

Aca On : 24 Sep 2018 17:45

Operator : JU/SJ

Sample : J4770-09 2X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 17 Hexadecanoic acid, 15-methy... Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
13.13 2.50 ng 101367 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602 006929-04-0 97
2 Eicosanoic acid. methvl ester 326 C21H4202 001120-28-1 94
3 Heptadecanoic acid. methvl ester 284 C18H3602 001731-92-6 93
4 Nonadecanoic acid. methvl ester 312 C20H4002 001731-94-8 90
5 Hexadecanoic acid, 14-methyl-, m... 284 C18H3602 002490-49-5 90

Abundance Scan 1877 (13.127 min): BF109273.D (-1875) (-) m/z 74.00 100.00%
74.0
5000
185.1 227.1 255.2 283.2 326.2 12.80 13.00 13.20 13.40
0 m/z 87.00 68.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131319: Hexadecanoic acid, 15-methyl-, methyl ester
74.0
5000
43.0 12.80 13.00 13.20 13.40
m/z 43.10 43.63%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #166219: Eicosanoic acid, methyl ester
74.0
R a R mamEE L
12.80 13.00 13.20 13.40
5000 m/z 55.00 28.17%
20 143.0 326.0
283.0 ’
Jiso, || ) 1910 T 1701000 22700550 230 |
T T T e T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131299: Heptadecanoic acid, methyl ester T
74.0 12.80 13.00 13.20 13.40
m/z 41.10 23.66%
5000
43.0
284.0
143.0
241.0
N Y E N S N I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12.80 13.00 13.20 13.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF092418\
Data File : BF109273.D

Acq On 24 Sep 2018 17:45

Operator : JU/SJ

Sample : J4770-09 2X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092218_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]
5-Fluoro-2-chloro. .. 6.47 24_.2 ng 747024 1 6.71 618116 20.0
Tridecane 9.16 2.0 ng 84158 3 9.74 820189 20.0
Hexadecane 10.18 2.4 ng 98105 3 9.74 820189 20.0
Sulfurous acid, 2... 11.10 2.8 ng 109204 4 11.22 772354 20.0
Heneicosane 11.53 2.6 ng 102401 4 11.22 772354 20.0
Hexadecanoic acid... 11.62 38.3 ng 1478020 4 11.22 772354 20.0
Heptadecane 11.93 3.0 ng 116227 4 11.22 772354 20.0
9,12-Octadecadien... 12.31 146.0 ng 5639830 4 11.22 772354 20.0
12-Octadecenoic a... 12.33 103.4 ng 3992460 4 11.22 772354 20.0
Methyl stearate 12.42 21.6 ng 835255 4 11.22 772354 20.0
Methyl 5,11,14-ei... 12.97 4.3 ng 175130 5 13.84 810165 20.0
Pentadecane 13.05 3.9 ng 158915 5 13.84 810165 20.0
Hexadecanoic acid... 13.13 2.5 ng 101367 5 13.84 810165 20.0
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