LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF081018\
Data File : BF108101.D

Acq On : 10 Aug 2018 23:09

Operator : JU/SJ

Sample : J4274-01 5X

Misc :

ALS Vial : 25 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-BF080818_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 5.242 491 494 499 rBV 204177 190379 1.28% 0.287%
2 5.631 557 560 564 rBV 1072051 1002081 6.75% 1.509%
3 6.625 725 729 733 rBV 1346823 1080373 7.28% 1.627%
4 6.784 752 756 760 rBV 1341146 1077778 7.26% 1.623%
5 7.019 792 796 800 rBV 1533832 1249357 8.42% 1.881%
6 7.172 819 822 826 rVB 861787 777371 5.24% 1.171%
7 7.578 887 891 894 rBVY 698028 643963 4._34% 0.970%
8 8.307 1011 1015 1019 rVB 1638051 1530476 10.31% 2.305%
9 8.342 1019 1021 1025 rVvB2 155589 149826 1.01% 0.226%
10 8.583 1058 1062 1066 rVB5 157430 188551 1.27% 0.284%

11 8.807 1096 1100 1104 rBV2 189321 209235 1.41% 0.315%
12 8.878 1107 1112 1117 rVvVv4 248823 287367 1.94% 0.433%
13 9.125 1151 1154 1156 rBV 223758 186638 1.26% 0.281%
14 9.242 1171 1174 1177 rBV2 163724 166994 1.12% 0.251%
15 9.377 1193 1197 1201 rVB 1222798 1011412 6.81% 1.523%

16 9.448 1206 1209 1212 rVB 403621 343832 2.32% 0.518%
17 9.636 1238 1241 1247 rVB3 251653 254136 1.71% 0.383%
18 9.701 1247 1252 1254 rBv4 108090 175073 1.18% 0.264%
19 9.766 1260 1263 1268 rBV2 264476 263841 1.78% 0.397%
20 9.977 1294 1299 1303 rBV 591600 498875 3.36% 0.751%

21 10.072 1311 1315 1318 rVB 1457059 1292238 8.70% 1.946%
22 10.483 1381 1385 1387 rBV 610052 544473 3.67% 0.820%
23 10.701 1418 1422 1425 rBV 289557 339171 2.28% 0.511%
24 10.860 1446 1449 1452 rBV 513535 453161 3.05% 0.682%
25 10.954 1462 1465 1471 rBV 669735 777533 5.24% 1.171%

26 11.407 1539 1542 1544 rBV 651233 485637 3.27% 0.731%
27 11.436 1544 1547 1554 rVB 250989 297676 2.01% 0.448%
28 11.566 1565 1569 1573 rBV 1496044 1298687 8.75% 1.956%
29 11.836 1612 1615 1618 rBV 543161 432684 2.91% 0.652%
30 11.942 1629 1633 1636 rVB 6896502 5791906 39.01% 8.721%

31 12.077 1652 1656 1658 rBV 383959 394904 2.66% 0.595%
32 12.242 1681 1684 1692 rVB 405531 423427 2.85% 0.638%
33 12.636 1746 1751 1753 rBV 12157666 14846252 100.00% 22.355%
34 12.660 1753 1755 1761 rVB2 14905301 14090057 94.91% 21.216%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF081018\
Data File : BF108101.D

Acq On : 10 Aug 2018 23:09

Operator : JU/SJ

Sample : J4274-01 5X

Misc :

ALS Vial : 25 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-BF080818.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.736 1765 1768 1771 rVB 4282793 3518501 23.70% 5.298%

36 12.795 1771 1778 1781 rBV4 493268 945071 6.37% 1.423%
37 12.971 1805 1808 1812 rBV 740903 668578 4_50% 1.007%
38 13.013 1812 1815 1822 rVB2 251555 351288 2.37% 0.529%
39 13.154 1835 1839 1841 rBV 951057 835305 5.63% 1.258%
40 13.183 1841 1844 1846 rVV2 277628 296988 2.00% 0.447%

41 13.224 1847 1851 1855 rVB2 238411 305786 2.06% 0.460%
42 13.301 1861 1864 1866 rBVY 427757 377511 2.54% 0.568%
43 13.336 1866 1870 1873 rVV2 599492 908046 6.12% 1.367%
44 13.371 1873 1876 1877 rVVv2 283356 301803 2.03% 0.454%
45 13.389 1877 1879 1886 rVB2 401177 445194 3.00% 0.670%

46 13.460 1888 1891 1895 rBV 522167 556255 3.75% 0.838%
47 13.577 1908 1911 1915 rBV4 280762 337864 2.28% 0.509%
48 13.630 1917 1920 1923 rVB 296136 297481 2.00% 0.448%
49 13.895 1961 1965 1969 rVB2 539319 715039 4.82% 1.077%
50 14.136 2003 2006 2009 rBV 424180 378998 2.55% 0.571%

51 14.224 2017 2021 2024 rBV 1265430 1173594 7.90% 1.767%
52 15.136 2173 2176 2185 rVB 317577 460058 3.10% 0.693%
53 15.795 2284 2288 2295 rVB 564147 782928 5.27% 1.179%

Sum of corrected areas: 66411652
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF081018\

BF108101.D

10 Aug 2018 23:09

JussJ

J4274-01 5X

25 Sample Multiplier: 1

> Z:\SVOASRV\HPCHEMI\BNA_ F\METHODS\8270-BF080818.M
- ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\DATABASE\NIST11.L

ion Parameters: LSCINT.P

Abundance

1.4e+07

1.2e+07

1e+07

8000000

6000000

4000000

2000000

TIC: BF108101.D

5.63

I

5.24

6.626.78 7-027

0=
Time-->

A
T T T T T T T T T T T LI — T T T T T

1 T
5.00 5.50

Abundance

1.4e+07

1.2e+07

1e+07

8000000

6000000

4000000

2000000

0!

Time--> 8.00

TIC: BF108101.D

11.94

10.07 11.57

6957 9.9% 10.48 1 740895 Eﬂﬂ?h 11.8j

10.00 10.50 11.00 11.50

8.31 9.38
34 858 8888 9.1824|%:459.

8.50

9.00 9.50

12.082.24
L»»/L_M._._,J

12.00

12.74

12.50

13.00

Abundance

1.4e+07

1.2e+07

1e+07

8000000

6000000

4000000

2000000

0

44583 13.89 14.1

TIC: BF108101.D

14.22
15.79

15.14
N

L\

T
Time--> 13.50

L T
14.50 15.00

T
15.50

16.00

16.50

1T T T
14.00 17.00 17.50

-
18.00

L
18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081018\
Data File : BF108101.D

Acq On : 10 Aug 2018 23:09

Operator : JU/SJ

Sample : J4274-01 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_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 unknown6.78 Concentration Rank 5

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

6.78 17.25 ng 1077780 1,4-Dichlorobenzene-d4 7.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
2 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 755 (6.778 min): BF108101.D (-752) (-) m/z 132.00 100.00%
5000 68
40 5 7 e 105 6.40 660 6.80 7.00 7.20
o B E e m/z 68.10 49_86%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 UM SRS SRR
6.40 6.60 6.80 7.00 7.20
31 51 78 m/z 66.10 32.39%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
6.40 660 6.80 7.00 7.20
5000 m/z 134.00 30.95%
33 aa o 105
05— '|"'W'iq"" F" 'JI'M'%¥5I" L AL S U
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! R EEEE ma e
57 132 6.40 6.60 6.80 7.00 7.20
24 m/z 69.05 19.30%
5000 og 0
o -‘-“‘. 89 | dor ‘-“. 18189
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081018\
Data File : BF108101.D

Acq On : 10 Aug 2018 23:09

Operator : JU/SJ

Sample : J4274-01 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_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 15

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

9.98 7.72 ng 498875 Acenaphthene-d10 10.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Tetradecane 198 C14H30 000629-59-4 90
3 Nonane, 5-butyl- 184 C13H28 017312-63-9 80
4 Tridecane, 7-propyl- 226 Cl16H34 055045-09-5 80
5 Bacchotricuneatin c 342 C20H2205 066563-30-2 72

Abundance Scan 1299 (9.977 min): BF108101.D (-1294) (-) m/z 57.10 100.00%
57
43
5000
99 9.60 9.80 10.00 10.20
o 113 127 145 159 174 193 212 n/z 43.10 26 87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
43 Y
5000 [ SRR SRR AR B
g5 9. 60 9. 80 10. oo 10.20
29 m/z 71.10 51.07%
o 4 i 99 113 127 141 155 169 183 lo7 22
m/z--> ﬁo Jo éo 8b 160 150 150 160 180 200 250
Abundance #59880: Tetradecane
57
43 SRR NN R
71 9.60 9.80 10.00 10.20
5000 85 m/z 41.10 36.70%
29
Omﬂ\\”M?MMmmm 198
m/z--> ﬁo Jo éo 8b 160 150 140 160 180 260 250
Abundance #48837: Nonane, 5-butyl- R ma RS
43 57 71 9.60 9.80 10.00 10.20
m/z 85.10 32.24Y%
85
5000 126
o “ o) 97 112 | 140 155 184
m/z--> ﬁo Jo éo 50 160 150 150 160 180 200 250 960 980 1000 10.20 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081018\
Data File : BF108101.D

Acq On : 10 Aug 2018 23:09

Operator : JU/SJ

Sample : J4274-01 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_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 Sulfurous acid, 2-ethylhexy... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.48 8.43 ng 544473 Acenaphthene-d10 10.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 Cl16H34 000544-76-3 97
2 Bacchotricuneatin c 342 C20H2205 066563-30-2 96
3 Tetradecane 198 C14H30 000629-59-4 90
4 Sulfurous acid, 2-ethylhexyl iso... 278 C14H3003S 1000309-19-0 86
5 Dodecane, 2-methyl-6-propyl- 226 Cl16H34 055045-08-4 86
Abundance Scan 1384 (10.477 min): BF108101.D (-1381) (-) m/z 57.10 100.00%
g7
5000
85
3 113 10.20 10.40 10.60 10.80
Ol ol g 7S 28770 182 207226 | "m/z 43.10 76.04%
m/z--> 50 100 150 200 250 300
Abundance #83025: Hexadecane
57
5000 LA BN BV BN UL
g5 10,20 10,40 10.60 10.80
29 m/z 71.10 51.67%
o | J L | 1183 141 169 197 206
m/z--> 50 100 150 200 250 300 '
Abundance #178298: Bacchotricuneatin ¢
T
%512 USSR N SRR SN
10.20 10.40 10.60 10.80
5000 m/z 41.10 36.46%
132
0 H'\ Iy 1?31?1 216 245 312 342
m/z--> 50 150 200 2éo 300 '
Abundance #59880: Tetradecane e BRREEEE s
57 10.20 10.40 10.60 10.80
m/z 85.10 32.27%
5000 85
29
0..“. ‘.‘llu‘.‘.J‘.”ll}%‘.l‘}l Ile:gl .198....|.... — e TV T WAV~
m/z--> 50 100 150 200 250 300 10,20 10,40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081018\
Data File : BF108101.D

Acq On : 10 Aug 2018 23:09

Operator : JU/SJ

Sample : J4274-01 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_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 Heptadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.95 11.97 ng 777533 Phenanthrene-d10 11.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 94
2 Hexadecane 226 C16H34 000544-76-3 91
3 Pentadecane 212 C15H32 000629-62-9 90
4 Tridecane 184 C13H28 000629-50-5 90
5 Heneicosane 296 C21H44 000629-94-7 86
Abundance Scan 1464 (10.948 min): BF108101.D (-1462) (-) m/z 57.10 100.00%
43 Y7
5000
99 10.60 10.80 11.00 11.20
o 113127140 155 169182 197209 232 m/z 43.10 81.47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94344: Heptadecane
g7
43 71
5000 85 UM RS B
10,60 10.80 11.00 11.20
29 m/z 71.10 52 .64%
L5 ] .| Lo J 1}3 127141 155 169 183 197211 240
m/z--> 20 40 60 80 100 120 150 1éo 1éo 200 220 240
Abundance #83025: Hexadecane
57
43
10,60 10.80 11.00 11.20
5000 1 m/z 41.10 36.21%
85
29
0 | | 99118127 141155 160183197 __ 226
m/z--> 20 Jo 60 80 160 150 140 160 180 200 220 240
Abundance #71393: Pentadecane L B o
57 10.60 10.80 11.00 11.20
43 m/z 85.10 35.48%
71
5000 85
29 9
m/z--> 20 Jo eb éo 160 150 150 160 180 200 250 240 10,60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081018\
Data File : BF108101.D

Acq On : 10 Aug 2018 23:09

Operator : JU/SJ

Sample : J4274-01 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_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 6 Octadecane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.41 7.48 ng 485637 Phenanthrene-d10 11.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 94
2 Tridecane, 2-methyl- 198 C14H30 001560-96-9 91
3 Tetradecane 198 C14H30 000629-59-4 91
4 Hexadecane 226 C16H34 000544-76-3 91
5 Pentadecane 212 C15H32 000629-62-9 90
Abundance Scan 1543 (11.413 min): BF108101.D (-1539) (-) m/z 57.10 100.00%
g7
43
71
5000 85

| 113127140 155168 182 11.00 11.20 11.40 11.60 11.80
,....,...!,.-."..,'.'-...|,....,....,.... 108102196 211224 2% "m/z 43.10 74.15%

0
m/z--> 20 60 80 100 120 140 160 180 200 220 240 260
Abundance #105886: Octadecane
57
43 71
5000 LA L L L L L L L L
11. OO 11. 20 11. 40 11. 60 11.80
99 m/z 71.10 55.49%
2 113127 141 155 169 254
0 I| 183197 211 225
R Rm e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #59889: Tridecane, 2-methyl-
43 57
AR Lt Al
11.00 11.20 11.40 11.60 11.80
5000 [ m/z 85.10 38.54%
85
29 9
0 \‘ \ ‘ 1 13 127141 155 183 198
e RN
m/z--> 200 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #59882: Tetradecane L s B et
3 57 11.00 11.20 11.40 11.60 11.80
4 7 m/z 41.10 32.21%
5000 85
29
99
I

o

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. OO 11. 20 11. 40 11. 60 11.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081018\
Data File : BF108101.D

Acq On : 10 Aug 2018 23:09

Operator : JU/SJ

Sample : J4274-01 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_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 Nonadecane Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
11.84 6.66ng 432684  Phenanthrene-di0 11.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Nonadecane 268 Cl1OH40 000629-92-5 97

2 Hexadecane 226 C16H34 000544-76-3 95
3 Tridecane, 6-propyl- 226 C16H34 055045-10-8 91
4 Octacosane 394 C28H58 000630-02-4 90
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 1616 (11.842 min): BF108101.D (-1612) (-) m/z 57.10 100.00%
57
43
71
5000
% SR e S
113127141 155168182 11.60 11.80 12.00 12.20
YIS 197212225 246 268 m/z 43.10 76.42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117638: Nonadecane
57
43 71
5000
11.60 11.80 12.00 12.20
% m/z 71.05 62.10%
o 113127141155169183197211225239 268
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83025: Hexadecane
43 5 J
e e =
11.60 11.80 12.00 12.20
5000 1 m/z 85.10 44 _32%
85
29
0 | L L 4 w 99 113127141155169183197 226
e a o R T s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 _J
Abundance #83030: Tridecane, 6-propy!- e
43 57 11.60 11.80 12.00 12.20
71 m/z 41.10 34 .37%
5000 85
99 154 183
ob ek g 113150 141194165 8% 226

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

11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081018\
Data File : BF108101.D

Acq On : 10 Aug 2018 23:09

Operator : JU/SJ

Sample : J4274-01 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_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 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.94 89.20 ng 5791910 Phenanthrene-d10 11.57
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 91
4 Dodecanoic acid, 10-methyl-, met... 228 C14H2802 005129-65-7 87
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 87
Abundance Scan 1633 (11.942 min): BF108101.D (-1629) (-) m/z 74.05 100.00%
74
87
5000 43
T | 101135129 erarassionas o || 1100 T80 1200 T T
O ottt ol L1 US| A5TIAIONI018 | Ao6e 270 | T 8T 05 74.71%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methyl ester
74
87
5000 SRR SV IR SRS
43 11.60 11.80 12.00 12.20
143 m/z 43.10 41.28%
. h 1] | 101115129 | 157171185199213227241 270
mz-> 20 4'0 60 80 100 120 140 160 180 200 220 24'10 260 |
Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester
74
87 11.60 11.80 12.00 12.20
5000 43 m/z 55.10 32.86%

| ‘ m 1l 1011151291?3157171135199213227241 270

m/z--> 2|0 4|0 6|0 8|0 1(|)O 150 14|10 160 180 200 220 240 2('30 I
Abundance #84485: Tridecanoic acid, methyl ester
74 11.60 11.80 12.00 12.20
m/z 41.10 31.03%
87
5000 43

/ 129143 185
[ 1) | 1011151297 15717119109 228

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081018\
Data File : BF108101.D

Acq On : 10 Aug 2018 23:09

Operator : JU/SJ

Sample : J4274-01 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_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 Bacchotricuneatin c Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
12.24 6.52 ng 423427 Phenanthrene-d10 11.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bacchotricuneatin c 342 C20H2205 066563-30-2 93
2 Tetracosane 338 C24H50 000646-31-1 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Dodecane, 2-methyl-6-propyl- 226 Cl16H34 055045-08-4 86
5 Heptadecane 240 C17H36 000629-78-7 80

Abundance Scan 1684 (12.242 min): BF108101.D (-1681) (-) m/z 57.10 100.00%
57
5000 85
113 12.00 12.20 12.40 12.60
ol Ml 77 158 182100 225 249 | /7 43.10  75.45%
m/z--> 50 100 150 200 250 300
Abundance #178298: Bacchotricuneatin ¢
7
g5 112
5000
12.00 12.20 12.40 12.60
132 m/z 71.10 56.45%
o [, 27319 216 245 312 342
m/z--> 55 100 1%0 260 2éo 360 '
Abundance #175557: Tetracosane
57
*'12/00 12.20 12.40 12.60
5000 85 m/z 85.10 39.82%
29 113
o | I ool 770, 141 169 197 225 253 281 309 338
m/z--> 55 160 1%0 260 2%0 300 '
Abundance #141426: Heneicosane
57 12.00 12.20 12.40 12.60
m/z 41.10 31.63%
85
5000
29 113
oL Tl 4 169 197 225 253 296 .
m/z--> 55 160 150 200 2éo 360 ' 12.00 12.20 12.40 12.60

8270-BF080818.M Mon Aug 13 16:19:07 2018

Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081018\
Data File : BF108101.D

Acq On : 10 Aug 2018 23:09

Operator : JU/SJ

Sample : J4274-01 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_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 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.64 228.64 ng 14846300 Phenanthrene-d10 11.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
2 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
3 9,12-0Octadecadienoic acid (Z,2)-... 294 C19H3402 000112-63-0 99
4 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 99
5 Methyl 9-cis,ll-trans-octadecadi... 294 C19H3402 1000336-44-0 99
Abundance Scan 1752 (12.642 min): BF108101.D (-1746) (-) m/z 67.05 100.00%

67
5000

135150 12. 40 12 60 12. 80 13. OO

178 205220 237 263579294

01 m/z 81.10 83.10%
m/z--> 20 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 6|7

12.40 12.60 12.80 13.00
m/z 55.10 73.65%

0 135150 478 262 294
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139708: 9,12-Octadecadienoic acid, methyl ester
6/7
41

12.40 12.60 12.80 13.00
m/z 41.10 58.55%

5000

5000
ol 2 135150 178 223 263379294
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139726: 9,12-Octadecadienoic acid (Z,2)-, methyl ester
6/7 12.40 12.60 12.80 13.00

m/z 95.10 55.35%

5000

263 294

178 196 220237 .
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

8270-BF080818.M Mon Aug 13 16:19:08 2018 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081018\
Data File : BF108101.D

Acq On : 10 Aug 2018 23:09

Operator : JU/SJ

Sample : J4274-01 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_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 11 13-Octadecenoic acid, methy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.66 216.99 ng 14090100 Phenanthrene-d10 11.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 99
2 12-Octadecenoic acid, methyl ester 296 C19H3602 056554-46-2 99
3 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 99
4 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 99
5 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 99

Abundance Scan 1755 (12.660 min): BF108101.D (-1753) (-) m/z 55.10 100.00%

5000

12.40 12.60 12.80 13.00
m/z 69.10 64.39%

o 282296

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141286: 13-Octadecenoic acid, methyl ester

5000 LA L L L L L LB LB DL
12.40 12.60 12.80 13.00
) 264 m/z 41.10 61.34%
o 138152 180 57222554 278 296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141284: 12-Octadecenoic acid, methyl ester

12.40 12.60 12.80 13.00
m/z 74.10 57.84%

5000

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141287: 14-Octadecenoic acid, methyl ester R E e R R ma
55 12.40 12.60 12.80 13.00
a1 m/z 83.10 51.49%
5000
11 264
o 2 138152 180 ;222,54 278 296

I 1
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

8270-BF080818.M Mon Aug 13 16:19:09 2018 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081018\
Data File : BF108101.D

Acq On : 10 Aug 2018 23:09

Operator : JU/SJ

Sample : J4274-01 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_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 12 Methyl stearate Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.74 54.19 ng 3518500 Phenanthrene-d10 11.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 95
2 Heptadecanoic acid, 15-methyl-, ... 298 C19H3802 054833-55-5 93
3 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 92
4 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 91
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 90

Abundance Scan 1769 (12.742 min): BF108101.D (-1765) (-) m/z 74.05 100.00%
74
5000 43
12.40 1260 12.80 13.00
o m/z 87.10 77.89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #143131: Methyl stearate
74
5000 ryrerrprerTprTTT T Trr
143 o 298 12.40 12.60 12.80 13.00
199 m/z 43.10 41.88%
Lol | o T g |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #143186: Heptadecanoic acid, 15-methyl-, methyl ester

5000

7

57
4
||

I “\\

u

298

143
97

\ 199 255
J\H \h \h \ 171 | ‘ 219237 ‘ 271 ‘

o

m/z-->

20 40 60

80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance

5000

#143189: Heptadecanoic acid, 16-methyl-, methyl ester

7

u

143 255 298
101 45 171 199

L)

bl ] ? \ | | 227 ‘ 271 ‘\

m/z-->

20 40 60

80 100 120 140 160 180 200 220 240 260 280 300 320

12.40 12.60 12.80 13.00

m/z 55.10 31.74%

12.40 12.60 12.80 13.00

m/z 41.10 27 .68%

12.40 12.60 12.80 13.00

8270-BF080818.M Mon Aug 13 16:19:10 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081018\
Data File : BF108101.D

Acq On : 10 Aug 2018 23:09

Operator : JU/SJ

Sample : J4274-01 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_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 13 cis-13-Octadecenoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.79 14.55 ng 945071 Phenanthrene-d10 11.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-13-0Octadecenoic acid 282 C18H3402 013126-39-1 97
2 Oleic Acid 282 C18H3402 000112-80-1 96
3 trans-13-Octadecenoic acid 282 C18H3402 000693-71-0 93
4 cis-11-Hexadecenal 238 C16H300 053939-28-9 83
5 3,11-Tetradecadien-1-ol 210 C14H260 1000131-36-2 78
Abundance Scan 1777 (12.789 min): BF108101.D (-1771) (-) 55.10 100.00%

5000

1

12.40 12.60 12.80 13.00 13.20
219 247264280
0 309 m/z 41.10 73.65%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129347: cis-13-Octadecenoic acid

5000 B e N EEER
12. 40 12. 60 12. 80 1300 13 20

111 m/z 67.10 54 _48Y%

. 137 165 103 222 2462%% 282
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129337: Oleic Acid
55

A
LB L B L B L LB B

12.40 12.60 12.80 13.00 13.20
5000 m/z 43.10 54 _16%
111

264
180 199 222 246 | 282
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129357: trans-13-Octadecenoic acid

0
55 12.40 12.60 12.80 13.00 13.20
m/z 69.10 52.05%

5000
0 187 165 193 222 246254 282

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12. 40 12. 60 12. 80 13. 00 13 20

8270-BF080818.M Mon Aug 13 16:19:11 2018 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081018\
Data File : BF108101.D

Acq On : 10 Aug 2018 23:09

Operator : JU/SJ

Sample : J4274-01 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_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 14 Methyl 9-cis,ll-trans-octad... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.97 11.39 ng 668578 Chrysene-d12 14.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methyl 9-cis,ll-trans-octadecadi... 294 C19H3402 1000336-44-0 96
2 9,11-Octadecadienoic acid, methy... 294 C19H3402 013038-47-6 95
3 10,13-Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 95
4 Methyl 10-trans,l2-cis-octadecad... 294 C19H3402 1000336-44-2 95
5 9,12-Octadecadienoic acid (Z,Z2)-... 294 C19H3402 000112-63-0 94
Abundance Scan 1808 (12.971 min): BF108101.D (-1805) (-) m/z 67.10 100.00%

5000

L

123 150 294 12 60 12. 80 13 00 13 20
178 220 263

ol 201 22 242 m/z 81.05 64.99%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 4/\)\

Abundance #139701: Methyl 9-cis, 11-trans-octadecadienoate

12.60 12.80 13.00 13.20
294 m/z 95.10 44.64%

123 150
o 178195 220 45262
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #139730: 9,11-Octadecadienoic acid, methyl ester, (E,E)-
67

5000

12.60 12.80 13.00 13.20
5000 m/z 41.10 43.20%
41
123 150 263
ol15 | A ‘ I 178195 220537
SR R A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #139716: 10,13-Octadecadienoic acid, methyl ester
67 12.60 12.80 13.00 13.20
m/z 55.10 42 .73%
5000
263
0 190 178195 220937
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

8270-BF080818.M Mon Aug 13 16:19:12 2018 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081018\
Data File : BF108101.D

Acq On : 10 Aug 2018 23:09

Operator : JU/SJ

Sample : J4274-01 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_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 15 cis-3-Butyl-4-vinyl-cyclope... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.34 15.47 ng 908046 Chrysene-di12 14.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-3-Butyl-4-vinyl-cyclopentene 150 C11H18 093779-52-3 86
2 3-Dodecen-1-yne, (E)- 164 C12H20 025091-25-2 70
3 Cyclohexene, 3-methyl-6-(1-methy... 136 C10H16 005113-87-1 64
4 Methyl 8,11,14,17-eicosatetraenoate 318 C21H3402 1000336-47-0 64
5 Bicyclo[2.2.1]heptane, 7,7-dimet... 136 C10H16 000471-84-1 62
Abundance Scan 1871 (13.342 min): BF108101.D (-1866) (-) m/z 93.10 100.00%
5000
13.00 13.20 13.40 13.60
(o} m/z 91.10 96.27%
m/z--> 50 100 150 200 250 300 350
Abundance #23953: cis-3-Butyl-4-vinyl-cyclopentene
70
5000 LU B SRR
41 13.00 13.20 13.40 13.60
107 m/z 79.10 93.59%
o L
m/z--> 50 100 150 200 250 300 350
Abundance #33736: 3-Dodecen-1-yne, (E)-
43 79
13.00 13.20 13.40 13.60
5000 m/z 292.25 64 .89%
107
135
o L L 164
m/z--> 50 100 150 200 250 300 350
Abundance #15901: Cyclohexene, 3-methyl-6-(1-methylethenyl)-, (3R-tr...
79 136 13.00 13.20 13.40 13.60
107 m/z 80.10 53.77%
50001 39
0! I .‘l‘.“.‘.‘. ———— B Sattehbis S
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\HPCHEM1\BNA_F\DATA\BF081018\
Data File : BF108101.D

Acq On : 10 Aug 2018 23:09

Operator : JU/SJ

Sample : J4274-01 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_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 16 cis-11-Eicosenoic acid, met... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.39 7.59 ng 445194 Chrysene-di12 14.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-11-Eicosenoic acid, methyl e... 324 C21H4002 1000333-63-8 64
2 trans-13-Octadecenoic acid 282 C18H3402 000693-71-0 60
3 Methyl 9-eicosenoate 324 C21H4002 1000336-50-5 58
4 11-Octadecenoic acid, methyl est... 296 C19H3602 001937-63-9 50
5 Oleic Acid 282 C18H3402 000112-80-1 46
Abundance Scan 1879 (13.389 min): BF108101.D (-1877) (-) m/z 55.10 100.00%

5000

292 | NI LI L L L L LB L
316 342365 13.00 13.20 13.40 13.60 13.80

147 141194 222 250
m/z 69.10 54 _.99%

04
m/z--> 50 100 150 200 250 300 350 400
Abundance #164513: cis-11-Eicosenoic acid, methyl ester

13.I00 13.I20 13.I40 13.I60 13!80
m/z 83.10 45.82%

5000

04
m/z--> 50 100 150 200 250 300 350 400
Abundance #129357: trans-13-Octadecenoic acid
55
s e N o
13.00 13.20 13.40 13.60 13.80
5000 m/z 74.10 45 _.58%

83

111

. 29 137 165 193 222 264
m/z--> 50 100 150 200 250 300 350 400
Abundance #164497: Methy| 9-eicosenoate

13.00 13.20 13.40 13.60 13.80
m/z 87.10  42.82%

5000

m/z--> 50 100 150 200 250 300 350 400 13.00 13.20 13.40 13.60 13.80

8270-BF080818.M Mon Aug 13 16:19:14 2018 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081018\
Data File : BF108101.D

Acq On : 10 Aug 2018 23:09

Operator : JU/SJ

Sample : J4274-01 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_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 17 Heptadecanoic acid, 16-meth... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.46 9.48 ng 556255 Chrysene-d12 14.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 97
2 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 97
3 Hexadecanoic acid, 15-methyl-, m._.. 284 C18H3602 006929-04-0 95
4 Hexadecanoic acid, 14-methyl-, m... 284 C18H3602 002490-49-5 93
5 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 93
Abundance Scan 1891 (13.460 min): BF108101.D (-1888) (-) m/z 74.05 100.00%
74
43
5000
o 143
115 199 227 283 13.20 13.40 13.60 13.80
o W T | AL ST AT, 255 1304320349372\ T 87.05  77.60%
m/z--> 50 100 150 200 250 300 350
Abundance #143130: Methyl stearate
74
5000
43 13.20 13.40 13.60 13.80
143 m/z 43.10 53.95%
97
oAl llyus, | o T8 e B P
m/z--> 50 100 150 200 250 300 350
Abundance #131300: Heptadecanoic acid, methyl ester
74
13.20 13.40 13.60 13.80
5000 m/z 55.05 37.38%
43
143 284
ol Ll s Prgses g 22
m/z--> 50 100 150 200 250 300 350
Abundance #131319: Hexadecanoic acid, 15-methyl-, methy! ester B R Ra T
74 13.20 13.40 13.60 13.80
m/z 41.10 33.20%
5000
43
143 284
97 241
oL .“% ‘L‘\,n‘,\.l‘lﬁ?‘, | 16770 213 ) 266 | N B
m/z--> 50 100 150 200 250 300 350 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081018\
Data File : BF108101.D

Acq On : 10 Aug 2018 23:09

Operator : JU/SJ

Sample : J4274-01 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_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 18 unknownl3.89 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.89 12.19 ng 715039 Chrysene-di12 14.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, decahydro-1,1-dimet... 166 C12H22 035431-04-0 38
2 Butane-1,3-dione, 1-(pyrrol-2-yl)- 151 C8H9NO2 022441-25-4 30
3 Thioacetic acid, S-bicyclo[2.2.1... 170 C9H140S 1000210-29-4 27
4 4-Amino-2,1,3-benzothiadiazole 151 C6H5N3S 000767-64-6 22
5 1H-Pyrazolo[4,3-E]1,2,4-triazine... 151 C5H5N50 037526-53-7 22
Abundance Scan 1964 (13.889 min): BF108101.D (-1961) (-) m/z 95.10 100.00%
5000 \JVLL
SR AR SUNRILE SRR B
277 308 13.60 13.80 14.00 14.20
0 31638 M1 "m/z 81.05 94.66%
m/z--> 50 100 150 200 250 300 350 400
Abundance #35197: Naphthalene, decahydro-1,1-dimethyl-
8l 151
41
5000 SR AR SUNIUE SRR B
109 13.60 13.80 14.00 14.20
m/z 151.10 53.39%
0 PIlJ"I"'W""I""I""I"'W""
m/z--> 50 100 150 200 250 300 350 400
Abundance #24896: Butane-1,3-dione, 1-(pyrrol-2-yl)-
151
68 94 | 13.60 13.80 14.00 14.20
5000 m/z 55.10 53.23%
43
oﬁTUHMJ:qLQ?.,...w....,....,”..,....,...
m/z--> 50 100 150 200 250 300 350 400
Abundance #38926: Thioacetic acid, S-bicyclo[2.2.1]hept-2-yl ester R EEEEE S
43 95 13.60 13.80 14.00 14.20
m/z 41.10 39.86%
5000 67
‘ | 177 170
0 W“bwwl""I'l"I""I""I""I""I"" SR AR SUNILE SRR SR
m/z--> 50 100 150 200 250 300 350 400 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081018\
Data File : BF108101.D

Acq On : 10 Aug 2018 23:09

Operator : JU/SJ

Sample : J4274-01 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_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 19 Docosanoic acid, methyl ester Concentration Rank 20

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

14.14 6.46 ng 378998 Chrysene-d12 14.22

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Docosanoic acid, methyl ester 354 C23H4602 000929-77-1 99

2 Methyl 20-methyl-heneicosanoate 354 C23H4602 1000336-47-4 95

3 Hexacosanoic acid, methyl ester 410 C27H5402 005802-82-4 90

4 Methyl stearate 298 C19H3802 000112-61-8 90

5 Nonadecanoic acid, methyl ester 312 C20H4002 001731-94-8 87
Abundance Scan 2007 (14.142 min): BF108101.D (-2003) (-) m/z 74.10 100.00%

7

5000

354 13.80 14.00 14.20 14.40

m/z 87.05 77.26%

o 381410 454 499526

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #186930: Docosanoic acid, methyl ester

5000
13.80 14.00 14.20 14.40

354 m/z 43.10 53.35%
o 171199297255 2831
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #186936: Methyl 20-methyl-heneicosanoate
4
T
13.80 14.00 14.20 14.40
5000 m/z 57.10 38.07%
143 354
199 __255
. l Il fl | l 171\[ 221 T °283 {
A L B e M
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #215886: Hexacosanoic acid, methy! ester R R RaEEE L
4 13.80 14.00 14.20 14.40
43 m/z 55.10 36.19%
5000
143
|f o1 ‘ 171199 255 311 367 410
-7 I e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081018\
Data File : BF108101.D

Acq On : 10 Aug 2018 23:09

Operator : JU/SJ

Sample : J4274-01 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_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 20 9-Azabicyclo[6.1.0]non-4-en... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.14 11.75 ng 460058 Perylene-di12 15.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Azabicyclo[6.1.0]non-4-en-9-am... 138 C8H14N2 066387-78-8 64
2 1,2-Diaminoethane, N-trifluoroac... 184 C6H11F3N20 095778-71-5 59
3 Benzedrex 155 C10H21IN 000101-40-6 59
4 N-[2-(Dimethylamino)ethyl]-2-(4-... 292 C18H20N4 1000326-53-8 59
5 O-[n-Propylcarbamoyl]-3-exo-dime... 267 C14H25N302 1000211-95-3 59
Abundance Scan 2177 (15.142 min): BF108101.D (-2173) (-) m/z 58.10 100.00%
58
5000
84 157 14.80 15.00 15.20 15.40
ol a2 112 07185 222 267296322 306 414 450 491 838 | ./, 75 05 5.89%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #17473: 9-Azabicyclo[6.1.0]non-4-en-9-amine, (1.alpha.,4Z,...
58
5000 L SRR DR SN B
o5 138 14.80 15.00 15.20 15.40
m/z 41.10 5.67%
07 “”I'”'I”"P"W"”I'”'I”"P"W"”I
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #49022: 1,2-Diaminoethane, N-trifluoroacetyl-2,2-dimethyl-
58
14.80 15.00 15.20 1540
5000 m/z 55.10 5.61%
ol ki, 99126 169
m/z--> 50 100 150 200 250 300 350 400 450 500 '
Abundance #27829: Benzedrex R R EaaEE
58 14.80 15.00 15.20 15.40
m/z 59.05 5.46%
5000
oL 95 140
m/z--> 50 100 150 200 250 300 350 400 450 500 ' 14.80 15.00 15.20 15.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF081018\
Data File : BF108101.D

Acq On : 10 Aug 2018 23:09

Operator : JU/SJ

Sample : J4274-01 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_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]
unknown6.78 6.78 17.3 ng 1077780 1 7.02 1249360 20.0
Hexadecane 9.98 7.7 ng 498875 3 10.07 1292240 20.0
Sulfurous acid, 2... 10.48 8.4 ng 544473 3 10.07 1292240 20.0
Heptadecane 10.95 12.0 ng 777533 4 11.57 1298690 20.0
Octadecane 11.41 7.5 ng 485637 4 11.57 1298690 20.0
Nonadecane 11.84 6.7 ng 432684 4 11.57 1298690 20.0
Hexadecanoic acid... 11.94 89.2 ng 5791910 4 11.57 1298690 20.0
Bacchotricuneatin c 12.24 6.5 ng 423427 4 11.57 1298690 20.0
9,12-Octadecadien... 12.64 228.6 ng 14846300 4 11.57 1298690 20.0
13-Octadecenoic a... 12.66 217.0 ng 14090100 4 11.57 1298690 20.0
Methyl stearate 12.74 54_.2 ng 3518500 4 11.57 1298690 20.0
cis-13-Octadeceno... 12.79 14.6 ng 945071 4 11.57 1298690 20.0
Methyl 9-cis,11-t... 12.97 11.4 ng 668578 5 14.22 1173590 20.0
cis-3-Butyl-4-vin... 13.34 15.5 ng 908046 5 14.22 1173590 20.0
cis-11-Eicosenoic... 13.39 7.6 ng 445194 5 14.22 1173590 20.0
Heptadecanoic aci... 13.46 9.5 ng 556255 5 14.22 1173590 20.0
unknownl13.89 13.89 12.2 ng 715039 5 14.22 1173590 20.0
Docosanoic acid, ... 14.14 6.5 ng 378998 5 14.22 1173590 20.0
9-Azabicyclo[6.1.... 15.14 11.8 ng 460058 6 15.79 782928 20.0
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