LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF072618\
Data File : BF107715.D

Acq On 26 Jul 2018 22:15

Operator : JU/SJ

Sample : J4109-06 5X

Misc :

ALS Vial : 19 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-BF072018_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 5.178 480 483 493 rBvV 54106 79473 1.20% 0.228%
2 5.607 551 556 567 rBV 82120 293020 4._42% 0.839%
3 6.607 722 726 742 rBV 141612 527954 7.96% 1.512%
4 6.737 744 748 772 rVB 349073 733380 11.06% 2.100%
5 6.960 783 786 809 rBY 613178 988418 14.91% 2.831%
6 7.113 809 812 828 rVB 321889 468633 7.07% 1.342%
7 7.531 880 883 896 rBV 131345 341668 5.15% 0.979%
8 8.242 1000 1004 1022 rBV 1113669 1455444 21.95%  4.168%
9 9.313 1182 1186 1195 rBV 623486 725483 10.94% 2.078%
10 9.707 1250 1253 1260 rVB 64233 74890 1.13% 0.214%

11 9.860 1276 1279 1285 rBV 79381 105103 1.59% 0.301%
12 10.001 1299 1303 1307 rBV 1464810 1429740 21.57% 4_.095%
13 10.554 1393 1397 1405 rVB 105765 141615 2.14% 0.406%
14 10.795 1434 1438 1450 rBV 374998 524167 7.91% 1.501%

15 10.883 1450 1453 1461 rVB2 58448 85374 1.29% 0.245%
16 10.989 1468 1471 1476 rBV 72908 70233 1.06% 0.201%
17 11.101 1483 1490 1493 rBV2 52460 84752 1.28% 0.243%

18 11.495 1553 1557 1559 rBV 1220908 1193644 18.01% 3.418%
19 11.519 1559 1561 1567 rVvV 798500 856683 12.92% 2.453%
20 11.571 1567 1570 1581 rVB 202644 304404 4_.59% 0.872%

21 11.789 1604 1607 1611 rVB 126631 121028 1.83% 0.347%
22 11.866 1616 1620 1625 rBV 2789593 2423739 36.56% 6.941%
23 11.995 1639 1642 1645 rBV 152243 173309 2.61% 0.496%
24 12.024 1645 1647 1652 rVB 129626 139255 2.10% 0.399%
25 12.113 1658 1662 1669 rBV2 204629 313037 4.72% 0.897%

26 12.554 1733 1737 1739 rBV 3494589 3853714 58.13% 11.037%
27 12.577 1739 1741 1748 rVV 5961682 6629330 100.00% 18.986%
28 12.654 1751 1754 1760 rVV 1332566 1318158 19.88% 3.775%
29 12.713 1760 1764 1773 rVB 978496 1047984 15.81% 3.001%
30 12.807 1778 1780 1785 rVB 101328 119867 1.81% 0.343%

31 12.942 1797 1803 1809 rBV 709282 874482 13.19% 2.504%
32 13.077 1822 1826 1836 rVB 541733 608276 9.18% 1.742%
33 13.154 1836 1839 1846 rBv4 68872 124259 1.87% 0.356%
34 13.271 1851 1859 1862 rBV 197225 281501 4._.25% 0.806%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF072618\
Data File : BF107715.D

Acq On 26 Jul 2018 22:15

Operator : JU/SJ

Sample : J4109-06 5X

Misc :

ALS Vial : 19 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-BF072018.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 13.307 1862 1865 1868 rVV3 125683 143093 2.16% 0.410%

36 13.336 1868 1870 1873 rVV 144261 131735 1.99% 0.377%
37 13.377 1873 1877 1881 rVB3 145850 169208 2.55% 0.485%
38 13.501 1895 1898 1905 rVB4 95932 123515 1.86% 0.354%
39 13.818 1949 1952 1958 rVB4 84457 125460 1.89% 0.359%
40 13.954 1972 1975 1980 rVB4 90650 112137 1.69% 0.321%

41 14.048 1988 1991 1998 rBV2 82170 118311 1.78% 0.339%
42 14.142 2002 2007 2010 rVvVv2 1263775 1727093 26.05% 4.946%
43 14.171 2010 2012 2023 rVB 456855 588833 8.88% 1.686%
44 14.295 2031 2033 2039 rVB4 61803 82838 1.25% 0.237%
45 15.218 2185 2190 2193 rBVY 320235 541628 8.17% 1.551%

46 15.330 2206 2209 2215 rVB 80257 99838 1.51% 0.286%
47 15.542 2241 2245 2252 rVB 157071 244244 3.68% 0.699%
48 15.607 2252 2256 2261 rBVY 275134 418174 6.31% 1.198%
49 15.677 2262 2268 2284 rVB 789498 1432438 21.61% 4.102%
50 17.242 2531 2534 2544 rVB3 79514 214226 3.23% 0.614%

51 17.724 2611 2616 2625 rVB2 49500 132564 2.00% 0.380%

Sum of corrected areas: 34917352
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072618\
Data File : BF107715.D

Acq On 26 Jul 2018 22:15

Operator : JU/SJ

Sample : J4109-06 5X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

6000000
5000000
4000000

3000000

2000000

TIC: BF107715.D

1000000

5.18

5.61

0=
Time-->

T T —TT
5.00 5.50

Abundance
6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF107715.D

10.00

9.31

A 9.719.86

10.80
1055 " 10.88.99.10

11.50
11.52

.5711.7

11.87

11

12|

b5

0

—
Time--> 8.00

9.00

9.50 10.00 10.50 11.00 11.50

12.00

T
12.50

I
13.00

ASE55ES
5000000
4000000
3000000

2000000

1000000

TIC: BF107715.D

17.24

17.72

T
17.00

L T
14.50 15.00

T
15.50

16.00

16.50

I
17.50

T
18.00

—T
18.50

8270-BF072018.

M Fri Jul 27 17:12:22 2018

Page: 3




Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072618\
Data File : BF107715.D

Acq On 26 Jul 2018 22:15

Operator : JU/SJ

Sample : J4109-06 5X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-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 unknown6.74 Concentration Rank 5

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

6.74 14.84 ng 733380 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
2 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9
3 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9
4 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9
5 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 9

Abundance Scan 749 (6.742 min): BF107715.D (-744) (-) m/z 132.00 100.00%
132
5000 68 ﬁ\\\‘\_
40 % 640 6.60 680 7.00
54
o [ 81 | 106 e || m/Z 68.00  35.63%
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony!
57 132
74
5000 og 0 L I L R UL

6.40 6.60 6.80 7.00
m/z 134.00 32.10%

SIS RIS JAI 0 T N N}
m/z--> 40 60 80 100 120 140 160 180
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine

132

6.40 6.60 6.80 7.00

5000 97 m/z 66.00 22.79%
70
31 60
0 ‘ 4\4 [P I 8§ ! 106 116 !
e e I B B I LJNLAN i e o e o o o o
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132 6.40 6.60 6.80 7.00

m/z 69.05 13.89%

5000
33 am o 105
60 8
0 115
0 R B

m/z--> 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\BF072618\
Data File : BF107715.D

Acq On 26 Jul 2018 22:15

Operator : JU/SJ

Sample : J4109-06 5X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-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 unknownll1.79 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.79 2.03 ng 121028 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene, 9-ethenyl- 204 C16H12 002444-68-0 42
2 Naphthalene, 1,8-di-1-propynyl- 204 C16H12 022360-77-6 38
3 9-Hexadecenoic acid, methyl este... 268 C17H3202 001120-25-8 38
4 Dibenzo[a,e]cyclooctene 204 Cl6H12 000262-89-5 25
5 Cyclobuta[1"",2"":3,4:3"",4"":3".._. 204 C1l6H12 006574-36-3 25

Abundance Scan 1607 (11.789 min): BF107715.D (-1604) (-) m/z 55.00 100.00%

5000

|

11. 40 11. 60 11. 80 12. OO 12 20

0 m/z 69.00 65.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #64593: Anthracene, 9-ethenyl-
203
5000 LIS L L L L L L L LB
11. 40 11. 60 11. 80 12. OO 12 20
m/z 41.00 61.31%
126 150 176190
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #64607: Naphthalene, 1,8-di-1-propynyl-
202
11. 40 11.60 11. 80 12. OO 12 20
5000 m/z 203.10 52.59%

189
101
o 126 14963
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117511: 9-Hexadecenoic acid, methyl ester, (2)-

11.40 11.60 11.80 12.00 12.20
m/z 204.05  48.45%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 40 11. 60 11. 80 12. OO 12 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072618\
Data File : BF107715.D

Acq On 26 Jul 2018 22:15

Operator : JU/SJ

Sample : J4109-06 5X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-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 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.87 40.61 ng 2423740 Phenanthrene-d10 11.49
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 92
3 Methyl tetradecanoate 242 C15H3002 000124-10-7 91
4 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 90
5 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 87
Abundance Scan 1621 (11.871 min): BF107715.D (-1616) (-) m/z 74.00 100.00%
7
87
5000
43
|5 ot i 1160 11180 12/00 1220
171185199213 | 241 270 : : : :
0 ,....','...:h, .~.|~l..,':'!..'-,'..1'.4.?..'..,[ AsTI{IAI013 | 2 210 | 8700 75.37%
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methy! ester
74
87
5000 L I I I
43 11.60 11.80 12.00 12.20
143 m/z 43.00 33.22%
. Hiﬂhﬁm@\mmmmmmm 270
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester
74
87 11,60 11,80 12.00 12.20
5000 43 m/z 55.00 29.10%
143
0 \ \‘\ \ ‘ ) ]\'91115 129 | 157 171185199 213227241 270
miz-> 20 Jo 60 éo 100 150 140 160 180 200 220 240 260
Abundance #95860: Methy! tetradecanoate RN e
7 11.60 11.80 12.00 12.20
m/z 41.00 22 .52%
87
5000
43
29 143
ob | ﬂl L] .| 101115129+ 157171185199213 242
miz-> 20 Jo 60 80 160 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072618\
Data File : BF107715.D

Acq On 26 Jul 2018 22:15

Operator : JU/SJ

Sample : J4109-06 5X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-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 Phenanthrene, 1-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.00 2.90 ng 173309 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 96
2 Anthracene, 2-methyl- 192 C15H12 000613-12-7 95
3 Anthracene, 1-methyl- 192 C15H12 000610-48-0 95
4 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 93
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 91
Abundance Scan 1643 (12.001 min): BF107715.D (-1639) (-) m/z 192.05 100.00%
192
5000
86073 w5 o 165 si3 9y || 1180 1130 1200 1220 1240
o} m/z 191.10 66.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #54746: Phenanthrene, 1-methyl-
192
5000
11.60 11.80 12.00 12.20 12.40
165 m/z 189.10 30.72%
273950 63 82 96 115127139152 | 177 h\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #54735: Anthracene, 2-methyl-
192
11.60 11.80 12.00 12.20 12.40
5000 m/z 190.10 17.03%
165
15 27 39 51 63 S5 9 115157139152 | 177
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #54741: Anthracene, 1-methyl-
192 11.60 11.80 12.00 12.20 12.40
m/z 165.05 15.49%
5000
165
ol 27395816375 9 115127139152 | 178 ]|
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.60 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072618\
Data File : BF107715.D

Acq On 26 Jul 2018 22:15

Operator : JU/SJ

Sample : J4109-06 5X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-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 Phenanthrene, 2-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.02 2.33 ng 139255 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 93
2 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 90
3 Anthracene, 2-methyl- 192 C15H12 000613-12-7 89
4 Phenanthrene, 1l-methyl- 192 C15H12 000832-69-9 89
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 87
Abundance Scan 1646 (12.019 min): BF107715.D (-1645) (-) m/z 192.10 100.00%
5000
11.80 12.00 12.20 12.40
o} m/z 191.05 55.02%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54750: Phenanthrene, 2-methyl-
192
5000
11.80 12.00 12.20 12.40
165 m/z 189.10 29.22%
94
0 27 39 51 63 82 7' 115126139152 | 176 ||
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #54727: 1H-Indene, 2-phenyl-
192
11.80 12.00 12.20 12.40
5000 m/z 94.60 18.74%
165
27 39 51 63 74 g5 96 115956139 152 | 176 ‘H
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #54735: Anthracene, 2-methyl- T T
192 11.80 12.00 12.20 12.40
m/z 190.05 14 .99%
5000
165
ol 15 27 39 51 63 83 96 115196130 152 | 176 ,w
m/z--> 20 40 60 80 100 120 140 160 180 200 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072618\
Data File : BF107715.D

Acq On 26 Jul 2018 22:15

Operator : JU/SJ

Sample : J4109-06 5X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-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 4H-Cyclopenta[def]phenanthrene Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
12.11 5.25 ng 313037 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 81
2 2,3,5,6-Tetramethylterephthalald... 190 C12H1402 007072-01-7 50
3 2,2°-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 45
4 Methyl diselenide 190 C2H6Se2 007101-31-7 43
5 Thiophene-3-carboxaldehyde, 5-ch... 190 C5H4BCI03S 036155-87-0 40

Abundance Scan 1662 (12.113 min): BF107715.D (-1658) (-) m/z 190.10 100.00%
190
5000
94
163 11.80 12.00 12.20 12.40
o 110 126137 150 176 n/z 189.10 96 _91%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #53203: 4H-Cyclopenta[def]phenanthrene R
190
5000
o4 11.80 12.00 12.20 12.40
m/z 191.10 29.31%
0 27 3950 63 81 | 110122 137 150 163 178 |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #52976: 2,3,5,6-Tetramethylterephthalaldehyde
9 190
51 91 11.80 12.00 12.20 12.40
” m/z 94.60 22.08%
5000 65 115 133 161
10,
R
[o) S—— I" : ""| .H. IH.H| .”.‘l‘. T .l I\M\I .M. — I" : .‘. T ..‘. T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #52771: 2,2-Bis(4,5-dimethylimidazole) A At
42 190 11.80 12.00 12.20 12.40
m/z 192.10 21.17%

5000

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

11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072618\
Data File : BF107715.D

Acq On 26 Jul 2018 22:15

Operator : JU/SJ

Sample : J4109-06 5X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-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 9,12-Octadecadienoic acid, ... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.55 64 .57 ng 3853710 Phenanthrene-d10 11.49
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 8,11-Octadecadienoic acid, methy... 294 C19H3402 056599-58-7 99
5 10,13-Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 99
Abundance Scan 1736 (12.548 min): BF107715.D (-1733) (-) m/z 67.00 100.00%
67 g1
41
5000
R Emm e R AR ma
135150164 1971206 263 12.20 12.40 12.60 12.80
O prrrrhee 220234 m/z 81.05 83.45%
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 67
5000 UV BN SUULRE I
6 12.20 12.40 12.60 12.80
m/z 55.00 79 .58%
J i 10 135149164775
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139708: 9,12-Octadecadienoic acid, methyl ester
67
41 NN AR SRR UGS I
12.20 12.40 12.60 12.80
5000 m/z 41.00 55.78%

223

_%

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139725: 9,12-Octadecadienoic acid (Z,2)-, methyl ester B RRELE RS ey
g7 12.20 12.40 12.60 12.80

m/z 95.05 54 .41%

5000

109 294
263

——

150
164178192906220234
SSRGS IS NN
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12,20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072618\
Data File : BF107715.D

Acq On 26 Jul 2018 22:15

Operator : JU/SJ

Sample : J4109-06 5X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-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 16-Octadecenoic acid, methy... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.58 111.08 ng 6629330 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 99
2 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 99
3 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 99
4 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 98
5 12-Octadecenoic acid, methyl ester 296 C19H3602 056554-46-2 97

Abundance Scan 1741 (12.577 min): BF107715.D (-1739) (-) m/z 55.00 100.00%

5000

|

12. 20 12. 40 12 60 12. 80

o} m/z 69.10 63.78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141288: 16-Octadecenoic acid, methyl ester
55
41 74

5000

12.20 12.40 12.60 12.80
264 m/z 74.00 58.12%

o ZK I 138152 180 507222534 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
41 55
74

12.20 12.40 12.60 12.80
m/z 41.00 54.80%

5000

2 222
0 J I 138152 180 5077 p36 278 296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141287: 14-Octadecenoic acid, methyl ester T T T
55 12. 20 12. 40 12 60 12. 80
41 m/z 83.10 52.59%
5000
11 264
o 2 138152 180 ;222,54 278 296
A IIIIIIIIIIIIIIIIIII

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\BF072618\
Data File : BF107715.D

Acq On 26 Jul 2018 22:15

Operator : JU/SJ

Sample : J4109-06 5X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_M

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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 10 Methyl stearate Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.65 22.09 ng 1318160 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Methyl stearate 298 C19H3802 000112-61-8 98
2 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 94
3 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 93
4 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 91
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 91

Abundance Scan 1753 (12.648 min): BF107715.D (-1751) (-) m/z 74.00 100.00%
4
5000 43
9| 97 115 1T3 171 199 o7 255 208 12.40 12.60 12.80 13.00
Olrrr bt et e ke bt e b e m/z 87.00 68.56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143131: Methyl stearate
74
5000 LA L I L L L LB L L LB
143 oeg 298 12.40 12,60 12.80 13.00
43 199 m/z 43.00 43.88%
| |
o2 LM, | la |
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
e RAE S RREEREmEE
12.40 12.60 12.80 13.00
5000 m/z 55.00 33.28%
55 143 255
\ 199 ‘ 298
S 1 1 O O - O S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #119408: Hexadecanoic acid, methyl ester S EEEEmELEESE TSRS EEEE
74 12. 40 12. 60 12. 80 13 00
m/z 41.00 25.47%
5000
43
143
o I {0 116 | | 171 199 227 270
L B e R R R n N A e T o e e e s L e
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-BF072018.M Fri Jul 27 17:12:29 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072618\
Data File : BF107715.D

Acq On 26 Jul 2018 22:15

Operator : JU/SJ

Sample : J4109-06 5X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-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 11H-Benzo[b]fluorene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.27 3.26 ng 281501 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 97
2 Pyrene, l-methyl- 216 C17H12 002381-21-7 94
3 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 91
4 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 91
5 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 72
Abundance Scan 1859 (13.271 min): BF107715.D (-1851) (-) m/z 216.10 100.00%
216
5000
39 63 86 108126145163 189 M 241 292 326 352 13.90 13.20 1340 13.69
ol 32 63 8 | 1261457>° "7 Ml 241 292 326 352 n757515.10  82.91%
m/z--> 50 100 150 200 250 300 350
Abundance #74418: 11H-Benzo[b]fluorene
216
5000
13.00 13.20 13.40 13.60
m/z 213.05 19.06%
107
o—39 6381 | 139 163 }?9 i
m/z--> 50 100 150 200 250 300 350
Abundance #74411: Pyrene, 1-methyl-
216
13.00 13.20 13.40 13.60
5000 m/z 217.05 17.71%
95 189
ol14 39 63 | 122 163 | [
m/z--> 50 100 150 200 250 300 350
Abundance #74421: 11H-Benzo[a]fluorene
216 13.00 13.20 13.40 13.60
m/z 107.70 12 _.38%
5000
108
Lo me ]
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\HPCHEMI1\BNA_F\DATA\BF072618\
Data File : BF107715.D

Acq On 26 Jul 2018 22:15

Operator : JU/SJ

Sample : J4109-06 5X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-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 Benzo[e]pyrene Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
15.54 3.41 ng 244244 Perylene-d12 15.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 98
2 Benzo[k]fluoranthene 252 C20H12 000207-08-9 97
3 Perylene 252 C20H12 000198-55-0 97
4 Benzo[a]pyrene 252 C20H12 000050-32-8 93
5 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 93

Abundance Scan 2245 (15.542 min): BF107715.D (-2241) (-) m/z 252.10 100.00%
252
5000
39 63 99 s 163 198 224 279302 331353 402 15.20 1540 1560 15.80
oL 32 63 99, 0 163 198 25T Al 279902 331353 402 | 7 250.05  29.47%
m/z--> 50 100 150 200 250 300 350 400
Abundance #104217: Benzo[e]pyrene
252
5000
15.20 15.40 15.60 15.80
125 m/z 253.10 19.20%
o 50 74 99 , | 146 174 200 224 J
m/z--> 50 100 150 200 250 300 350 400
Abundance #104224: Benzo[k]fluoranthene
252
15.20 15.40 15.60 15.80
5000 m/z 125.00 12_.17%
126
0 74 99 | | 200 224
m/z--> 50 100 150 200 250 300 350 400
Abundance #104214: Perylene LI L I I
252 15.20 15.40 15.60 15.80
m/z 126.00 10.51%
5000
125
ol17.39 74 99, || 150 174 200 224
m/z--> 50 100 150 200 250 300 350 400 15.20 15.40 15.60 15.80

8270-BF072018 .M Fri
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF072618\
Data File : BF107715.D

Acq On 26 Jul 2018 22:15

Operator : JU/SJ

Sample : J4109-06 5X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-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 .74 6.74 14.8 ng 733380 1 6.96 988418 20.0
unknownl11.79 11.79 2.0 ng 121028 4 11.49 1193640 20.0
Hexadecanoic acid... 11.87 40.6 ng 2423740 4 11.49 1193640 20.0
Phenanthrene, 1-m... 12.00 2.9 ng 173309 4 11.49 1193640 20.0
Phenanthrene, 2-m... 12.02 2.3 ng 139255 4 11.49 1193640 20.0
4H-Cyclopenta[def... 12.11 5.3 ng 313037 4 11.49 1193640 20.0
9,12-Octadecadien... 12.55 64.6 ng 3853710 4 11.49 1193640 20.0
16-Octadecenoic a... 12.58 111.1 ng 6629330 4 11.49 1193640 20.0
Methyl stearate 12.65 22.1 ng 1318160 4 11.49 1193640 20.0
11H-Benzo[b]fluorene 13.27 3.3 ng 281501 5 14.14 1727090 20.0
Benzo[e]pyrene 15.54 3.4 ng 244244 6 15.68 1432440 20.0
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