LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042219\

Data File : BF113898.D

Acq On : 23 Apr 2019 00:28 Instrument :

Operator : JU/SJ ?:'I\:gﬁ't:Sam ol

3§mple : K2202-03 2X SA@604H£;B
isc :

ALS Vial : 16 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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\HPCHEM1\BNA_F\METHODS\8270-BF042219_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 height area % max. total
1 2.187 14 17 26 rvB2 30203 48622 1.40% 0.142%
2 5.516 579 583 587 rBV 1836317 1676537 48.44%  4.891%
3 6.516 749 753 765 rBV 1735219 1684526 48.67%  4.914%
4 6.663 774 778 782 rBV 1928919 1790127 51.73% 5.222%
5 6.898 814 818 821 rBV 1288741 994251 28.73% 2.900%
6 7.057 841 845 848 rBV 1538042 1393153 40.25%  4.064%
7 7.451 908 912 915 rBV 1234026 986662 28.51% 2.878%
8 8.180 1030 1036 1039 rBV 1403865 1192623 34.46% 3.479%
9 9.251 1214 1218 1221 rBV 2371130 1775521 51.30% 5.179%
10 9.339 1229 1233 1237 rBV2 92384 94777 2.74% 0.276%

11 9.639 1282 1284 1287 rBV 201418 182580 5.28% 0.533%
12 9.792 1307 1310 1315 rBV 48041 52421 1.51% 0.153%
13 9.869 1315 1323 1326 rBV 121816 114849 3.32% 0.335%
14 9.933 1330 1334 1338 rVB 1596910 1304200 37.68% 3.804%
15 10.369 1402 1408 1410 rBV 135877 136826 3.95% 0.399%

16 10.586 1440 1445 1448 rBV 61710 86245 2.49% 0.252%
17 10.716 1463 1467 1472 rBV 1530593 1337950 38.66% 3.903%
18 10.839 1485 1488 1495 rVB 169400 187067 5.41% 0.546%
19 11.286 1561 1564 1567 rBV 143032 118324 3.42% 0.345%
20 11.316 1567 1569 1575 rVB2 75969 85787 2.48% 0.250%

21 11.416 1583 1586 1589 rBV 1681217 1544955 44.64% 4_.507%
22 11.439 1589 1590 1593 rVvV 286869 173872 5.02% 0.507%
23 11.492 1597 1599 1602 rVB 83995 66052 1.91% 0.193%
24 11.716 1634 1637 1639 rBV 134236 115178 3.33% 0.336%
25 11.810 1650 1653 1656 rBV 1383419 1029014 29.73% 3.002%

26 11.945 1673 1676 1680 rBV 658431 530864 15.34% 1.549%

27 12.033 1687 1691 1693 rBV 80574 84002 2.43% 0.245%
28 12.121 1703 1706 1710 rVB 114993 93670 2.71% 0.273%
29 12.216 1719 1722 1724 rBV 56210 52496 1.52% 0.153%
30 12.468 1762 1765 1766 rBV 58994 55113 1.59% 0.161%

31 12.498 1766 1770 1772 rBV 3657169 3460837 100.00% 10.095%
32 12.521 1772 1774 1777 rVB 4225619 3205563 92.62% 9.351%
33 12.604 1784 1788 1790 rBV 796076 640024 18.49% 1.867%
34 12.627 1790 1792 1794 rVV 630339 565525 16.34% 1.650%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042219\

Data File : BF113898.D

Acq On : 23 Apr 2019 00:28 Instrument :

Operator : JU/SJ gmgigamlem'

agmple : K2202-03 2X SA@6@4H£;B
isc :

ALS Vial : 16 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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
Title

Z :\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042219.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.651 1794 1796 1805 rVvV 370683 488999 14.13% 1.426%

36 12.727 1806 1809 1815 rVB 278886 279521 8.08% 0.815%
37 12.839 1825 1828 1829 rBV 168328 155577 4_50% 0.454%
38 12.857 1829 1831 1834 rVV 511121 438145 12.66% 1.278%
39 12.880 1834 1835 1838 rVB 101466 55538 1.60% 0.162%
40 12.998 1852 1855 1859 rBV 2330542 2151976 62.18% 6.277%

41 13.163 1880 1883 1885 rBV3 131905 127426 3.68% 0.372%
42 13.186 1885 1887 1890 rVV 177890 164603 4._.76% 0.480%
43 13.251 1893 1898 1901 rVV3 190128 252286 7.29% 0.736%
44 13.292 1903 1905 1908 rVv2 73860 85861 2.48% 0.250%
45 13.327 1909 1911 1914 rVB 119565 94658 2.74% 0.276%

46 14.057 2030 2035 2038 rBV 1871943 1903540 55.00% 5.553%
47 14.080 2038 2039 2042 rVB 230262 121258 3.50% 0.354%
48 15.539 2283 2287 2291 rBV 889767 1101647 31.83% 3.214%

Sum of corrected areas: 34281248
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF042219\
Data File : BF113898.D

Acq On : 23 Apr 2019 00:28

Operator : JU/SJ

Sample - K2202-03 2X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042219_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: BF113898.D

4000000
3000000
2000000 552 6,556

1000000

e R S A . |
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: BF113898.D

12,52

4000000 1250

3000000

13.00
9.25

2000000

1000000

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: BF113898.D

4000000

3000000
14.06

2000000
15.54

1000000 1108

7

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

T
18.00 18.50

8270-BF042219.M Wed Apr 24 17:17:22 2019 Page: 3



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF042219\
Data File : BF113898.D

Acq On : 23 Apr 2019 00:28

Operator : JU/SJ

Sample - K2202-03 2X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042219_M
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 unknown6.66 Concentration Rank 3

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

6.66 36.01 ng 1790130 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 16
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 4-Chloro-6-Ffluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 778 (6.663 min): BF113898.D (-774) (-) m/z 132.00 100.00%
132
5000 68
26 rrrTyTTTTT T T T T T T T T
40 54 -8 106 J 6.40 6.60 6.80 7.00
o} e L A I m/z 68.00 41.76%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 IS RS A UL L
6.40 6.60 6.80 7.00
2 51 m/z 134.00 32 .34%
0'"|"Lﬂﬁlw'l'l”j?"”lf"'l"‘w""l""w"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
640 660 6.80 7.00
5000 m/z 66.00 26.19%
104
ol 14 27 39 1 06 77 g9 115
miz--> 20 40 60 80 100 120 140 160 180 I
Abundance #52379: Tranylcypromine-propionyl Ea o R ama Ee
57 132 6.40 6.60 6.80 7.00
24 m/z 69.10 16.87%
5000 og 116
) AN | VIR A N fMM.‘ﬁ,. 198 ..,.1§?.
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF042219\
Data File : BF113898.D

Acq On : 23 Apr 2019 00:28

Operator : JU/SJ

Sample - K2202-03 2X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042219_M
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 Hexadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.37 2.10 ng 136826 Acenaphthene-d10 9.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 95
2 Tetradecane 198 C14H30 000629-59-4 91
3 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 86
4 Pentadecane 212 C15H32 000629-62-9 86
5 Heneicosane 296 C21H44 000629-94-7 83

Abundance Scan 1408 (10.369 min): BF113898.D (-1402) (-) m/z 57.05 100.00%

57
43 71

5000

10.00 10.20 10.40 10.60

99
1183127 141154 172 226

203

0 m/z 71.05 73.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83026: Hexadecane
43 57 41
5000 85 l|llllllll|llll|llll|l

10.00 10.20 10.40 10.60
99 m/z 43.00 71.22%

29 113
s T | 17127141155 169 183 107 211 226
R B o N e RS B S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57
43 R I E N S
71 10.00 10.20 10.40 10.60
5000 85 m/z 85.05 53.97%
29
ol 15 99 113 127 141 155 169 198
N A B o L A R R e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48894: Decane, 2,3,5-trimethyl- i AR s e B R
57 10.00 10.20 10.40 10.60
43 m/z 41.05 34.16%
71
5000 85
141
99
0 ,‘,“‘,,“,“3,,‘,169,,, AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10. OO 10. 20 10 40 10. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF042219\
Data File : BF113898.D

Acq On : 23 Apr 2019 00:28

Operator : JU/SJ

Sample - K2202-03 2X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042219_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 Undecane, 5-ethyl-5-propyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.84 2.42 ng 187067 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane, 5-ethyl-5-propyl- 226 C16H34 002755-07-9 90
2 Dodecane, 1-iodo- 296 C12H251 004292-19-7 87
3 Eicosane 282 C20H42 000112-95-8 87
4 Tridecane, 1-iodo- 310 C13H271 035599-77-0 87
5 Tetracosane 338 C24H50 000646-31-1 86

Abundance Scan 1488 (10.839 min): BF113898.D (-1485) (-) m/z 57.10 100.00%

57
71
43
5000

9 10.60 10.80 11.00 11.20

=

113127140154168184200

0 m/z 71.05 73.52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83049: Undecane, 5-ethyl-5-propyl-
43 o7
71
85
5000 RIS UL SUILE UL B
10 60 10. 80 11. 00 11. 20
m/z 43.00 64 .63%
‘ 113127 ‘ 169183197
N N S P e Y G Y
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
71 RIS R SURLALE UL B
10.60 10.80 11.00 11.20
5000 43 85 m/z 85.05 51.99%

99
29 11312741 1%°1691 83147

3
L

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #129492: Eicosane i R e B e

57 10.60 10.80 11.00 11.20
43 m/z 41.05 32.37%

71
5000
85

29 o0 WW

P O 8 L AP - S

m/z--> 2|0 4|0 6|O 8|0 1(I)O 12|O 140 160 180 200 220 240 260 28|O 10 60 10. 80 11. OO 11. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF042219\
Data File : BF113898.D

Acq On : 23 Apr 2019 00:28

Operator : JU/SJ

Sample - K2202-03 2X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042219_M
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 5
R.T. EstConc Area Relative to ISTD R.T.
11.81 13.32 ng 1029010 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 96
3 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 87
4 Hexadecanoic acid, 2-methyl- 270 C17H3402 027147-71-3 86
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86
Abundance Scan 1653 (11.810 min): BF113898.D (-1650) (-) m/z 73.95 100.00%
7
87
5000
43
143 227 0 1160 1180 12.00 1220
101412129 171185199 241 270 11.40 11.60 11.80 12.00 12.20
0 ,....,|...T.|', .~.|-..,':'!..'~,'..1.1.?....,|. R LAt 20 Tm/z 86.95  70.64%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methy! ester
74
87
5000 LR UL SRR B
43 11:40 11.60 11.80 12.00 12,20
7 143 m/z 43.10 26.51%
. TM ‘ﬂ n 10195129 | 157171185199213227241 270
miz-> 20 Jo 60 80 100 120 140 160 180 200 220 250 260
Abundance
74
87 1140 11.60 11.80 12.00 12.20
5000 43 m/z 55.00 21.41%
29 | 57 143
o 101115129 157171185199213227241 270
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84485: Tridecanoic acid, methyl ester T T
74 11.40 11.60 11.80 12.00 12.20
a7 m/z 41.05 19.65%
5000 43
7 143
miz-> 20 Jo éo éo 100 150 140 160 180 200 220 240 260 11:40 11.60 11.80 12.00 12,20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF042219\
Data File : BF113898.D

Acq On : 23 Apr 2019 00:28

Operator : JU/SJ

Sample - K2202-03 2X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042219_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 6
R.T. EstConc Area Relative to ISTD R.T.
11.94 6.87 ng 530864 Phenanthrene-d10 11.42
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 86
3 n-Decanoic acid 172 C10H2002 000334-48-5 60
4 Pentadecanoic acid 242 C15H3002 001002-84-2 60
5 Tetradecanoic acid 228 C14H2802 000544-63-8 58
Abundance Scan 1675 (11.939 min): BF113898.D (-1673) (-) m/z 73.00 100.00%
73
43 60
5000
129
97 T T TT T T T
I || M' US| 43157171185 150913 00 256 1160 11.80 12.00 12.20
0,.”.“.9 . m/z 59.95 77 .60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 R R AR U

1160 11.80 12.00 12.20
m/z 43.10 71.37%

213
143 157171 185 199

Oy
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
ST T T
11.60 11.80 12.00 12.20
5000 m/z 57.10 58.85%
29
129
87 115 171 214
o 101 143157 | 185,99
L e A s S A S S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #39472: n-Decanoic acid AL i m
60 73 11.60 11.80 12.00 12.20
a m/z 41.10 57.34%
5000{ 29 129
I
N I 0 e e SNV WIS NS S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. OO 12. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF042219\
Data File : BF113898.D

Acq On : 23 Apr 2019 00:28

Operator : JU/SJ

Sample - K2202-03 2X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042219_M
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 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.50 44 .80 ng 3460840 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
2 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 99
3 11,14-Octadecadienoic acid, meth... 294 C19H3402 056554-61-1 99
4 10,13-Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 98
5 9,12-0Octadecadienoic acid (Z,2)-... 294 C19H3402 000112-63-0 98

Abundance Scan 1770 (12.498 min): BF113898.D (-1766) (-) m/z 67.00 100.00%

67 81

5000 41

109

150164 263 12.20 12.40 12.60 12.80
178 220 294
Ol 192 234 m/z 81.00 86.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
41 6/7
81
5000
12.20 12.40 12.60 12.80
m/z 95.05 57.02%
05
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
41 67 X
81 R Ea e N Ea
12.20 12.40 12.60 12.80
5000 95 m/z 55.00 55.56%
109 294
o 123 150164178199506220034 263

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139715: 11,14-Octadecadienoic acid, methyl ester T T A A R
12.20 12.40 12.60 12.80

m/z 41.05 45_.42%

5000

263

o 150164178192206220234
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.20 12.40 12.60 12.80

8270-BF042219.M Wed Apr 24 17:17:27 2019 Page: 9



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF042219\
Data File : BF113898.D

Acq On : 23 Apr 2019 00:28

Operator : JU/SJ

Sample - K2202-03 2X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042219_M
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 2
R.T. EstConc Area Relative to ISTD R.T.

12.52 41_.50 ng 3205560 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid (Z)-, methyl_... 296 C19H3602 000112-62-9 99
2 11-Octadecenoic acid, methyl est... 296 C19H3602 001937-63-9 99
3 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 99
4 6-Octadecenoic acid, methyl ester 296 C19H3602 052355-31-4 99
5 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 99

Abundance Scan 1774 (12.521 min): BF113898.D (-1772) (-) m/z 55.00 100.00%

69

5000

12.20 12.40 12.60 12.80
m/z 69.10 78.33%

296
o 279

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141302: 9-Octadecenoic acid (2)-, methyl ester

69

5000

12!20 12.40 12.60 12.80
m/z 74.00  69.44%

111

125 180
o 41 166190 55722235 20478 296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55
69 LI L L L L L L LB L |
12.20 12.40 12.60 12.80
5000 57 m/z 41.10 65.55%
29 111 264
125 222
. 152 180 0 %0 278 296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141283: 15-Octadecenoic acid, methyl ester
12.20 12.40 12.60 12.80
69 m/z 83.10 61.63%

5000

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\HPCHEMI1\BNA_F\DATA\BF042219\
Data File : BF113898.D

Acq On : 23 Apr 2019 00:28

Operator : JU/SJ

Sample - K2202-03 2X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042219_M
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 7
R.T. EstConc Area Relative to ISTD R.T.
12.73 3.62 ng 279521 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 70
3 Tetradecanoic acid 228 C14H2802 000544-63-8 64
4 Pentadecanoic acid 242 C15H3002 001002-84-2 64
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 62

Abundance Scan 1809 (12.727 min): BF113898.D (-1806) (-) m/z 73.00 100.00%

3 B
57
5000

226 284 12.40 12.60 12.80 13.00
m/z 43.05 81.75%

300
ol

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 ’
Abundance #131262: Octadecanoic acid
73
43 §
129
12.40 12.60 12.80 13.00
m/z 59.95 73.85%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43 &
57 12.40 12.60 12.80 13.00
5000 m/z 57.10 71.38%
129
27 g7 115 171 214
0 157 197
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #84453: Tetradecanoic acid A EEa et e
73 12.40 12.60 12.80 13.00

23 m/z 55.00 61.03%

5000 129
185 228

5
1lly H ‘I\ il 14916@ ‘ 200

i Tt
||||||||||||| T ||||||||||||||||||||||||| TTT T[T oTT LI L L B R BB |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 40 12. 60 12. 80 13.00

97

? .
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF042219\
Data File : BF113898.D

Acq On : 23 Apr 2019 00:28

Operator : JU/SJ

Sample - K2202-03 2X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042219_M
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 11H-Benzo[b]fluorene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.25 2.65 ng 252286 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 87
2 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 87
3 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 87
4 Pyrene, l-methyl- 216 C17H12 002381-21-7 72
5 Pyrene, 2-methyl- 216 C17H12 003442-78-2 64
Abundance Scan 1898 (13.251 min): BF113898.D (-1893) (-) m/z 216.05 100.00%
216
5000
55
27 189 13.00 13.20 13.40 13.60
125143 163 292 . . .
o 3 143 233250 275494309 329 353 /7 215.00 92 . 48%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #74420: 11H-Benzo[b]fluorene
216
108
5000
13.00 13.20 13.40 13.60
m/z 55.00 32.43%

04
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
216
R R EREE RS S
13.00 13.20 13.40 13.60
5000 m/z 213.00 22.73%
108
63 81 137 163 189

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #74424: Fluoranthene, 2-methyl- A B e
13.00 13.20 13.40 13.60

m/z 69.00 21.29%

5000

’ T
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.00 13.20 13.40 13.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF042219\
Data File : BF113898.D

Acq On : 23 Apr 2019 00:28

Operator : JU/SJ

Sample - K2202-03 2X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042219_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 .66 6.66 36.0 ng 1790130 1 6.90 994251 20.0
Hexadecane 10.37 2.1 ng 136826 3 9.93 1304200 20.0
Undecane, 5-ethyl... 10.84 2.4 ng 187067 4 11.42 1544960 20.0
Hexadecanoic acid... 11.81 13.3 ng 1029010 4 11.42 1544960 20.0
n-Hexadecanoic acid 11.94 6.9 ng 530864 4 11.42 1544960 20.0
9,12-Octadecadien... 12.50 44_.8 ng 3460840 4 11.42 1544960 20.0
9-Octadecenoic ac... 12.52 41.5 ng 3205560 4 11.42 1544960 20.0
Octadecanoic acid 12.73 3.6 ng 279521 4 11.42 1544960 20.0
11H-Benzo[b]fluorene 13.25 2.6 ng 252286 5 14.06 1903540 20.0
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