LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF081018\
Data File : BF108089.D

Acq On : 10 Aug 2018 17:38

Operator : JU/SJ

Sample : J4272-09 2X

Misc :

ALS Vial : 13 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 5.248 491 495 502 rVB 642442 656148 17.72% 1.280%
2 5.637 556 561 564 rBV 3720930 3268590 88.27% 6.379%
3 6.625 724 729 734 rBV 3822985 3572085 96.47% 6.971%
4 6.784 752 756 759 rBV 4053197 3467420 93.64% 6.767%
5 7.019 792 796 799 rBV 2044159 1762351 47.60% 3.439%
6 7.172 818 822 825 rBV 3177547 2566010 69.30% 5.008%
7 7.572 886 890 894 rBV 2324036 2193372 59.24%  4.280%
8 8.301 1010 1014 1017 rBV 2747929 2267764 61.25% 4.426%
9 9.013 1131 1135 1139 rVB 87630 68908 1.86% 0.134%
10 9.113 1147 1152 1157 rVB 76791 63128 1.70% 0.123%
11 9.372 1192 1196 1200 rBV 4219682 3702752 100.00% 7.226%
12 9.636 1238 1241 1246 rBV3 36137 49193 1.33% 0.096%
13 9.719 1250 1255 1257 rBV 64903 66221 1.79% 0.129%
14 9.766 1260 1263 1266 rVB 286485 217262 5.87% 0.424%
15 9.925 1283 1290 1293 rBV2 84604 83135 2.25% 0.162%

16 10.066 1310 1314 1317 rBV 2662521 2320184 62.66% 4.528%
17 10.095 1317 1319 1322 rVB 203724 156621 4.23% 0.306%
18 10.266 1344 1348 1351 rVB2 155974 137770 3.72% 0.269%

19 10.377 1363 1367 1370 rBV3 34625 41840 1.13% 0.082%
20 10.472 1378 1383 1389 rVB4 41704 69552 1.88% 0.136%
21 10.613 1404 1407 1412 rVB 296929 250301 6.76% 0.488%
22 10.772 1431 1434 1437 rVB 54048 53016 1.43% 0.103%
23 10.854 1444 1448 1459 rBV 2212603 1971843 53.25% 3.848%
24 11.166 1495 1501 1503 rBV3 61824 83694 2.26% 0.163%
25 11.289 1518 1522 1524 rBV4 35654 44922 1.21% 0.088%
26 11.360 1531 1534 1538 rVB 83194 71588 1.93% 0.140%
27 11.401 1538 1541 1545 rVV 55920 63586 1.72% 0.124%

28 11.460 1548 1551 1554 rVB 112353 103377 2.79% 0.202%
29 11.560 1564 1568 1570 rBV 2239239 2044080 55.20% 3.989%
30 11.583 1570 1572 1576 rVB 1677911 1419387 38.33% 2.770%

31 11.636 1578 1581 1584 rVB 410813 318775 8.61% 0.622%
32 11.789 1602 1607 1612 rBV 152040 162520 4_.39% 0.317%
33 11.895 1622 1625 1629 rVV3 57816 69960 1.89% 0.137%
34 11.930 1629 1631 1636 rVB 131080 119997 3.24% 0.234%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF081018\
Data File : BF108089.D

Acq On : 10 Aug 2018 17:38

Operator : JU/SJ

Sample : J4272-09 2X

Misc :

ALS Vial : 13 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 12.066 1650 1654 1656 rBV 266263 253068 6.83% 0.494%

36 12.089 1656 1658 1663 rVVv2 311387 283942 7.67% 0.554%
37 12.136 1663 1666 1669 rVvVv 91206 94985 2.57% 0.185%
38 12.177 1669 1673 1675 rvv2 330932 364960 9.86% 0.712%
39 12.201 1675 1677 1680 rVB 143841 115710 3.12% 0.226%
40 12.360 1700 1704 1706 rBVY 139291 124765 3.37% 0.243%

41 12.383 1706 1708 1712 rVB2 115002 104687 2.83% 0.204%
42 12.542 1732 1735 1737 rBVY 50949 45520 1.23% 0.089%
43 12.624 1744 1749 1751 rBV2 812154 797047 21.53% 1.555%
44 12.648 1751 1753 1759 rVB2 593639 582061 15.72% 1.136%
45 12.701 1759 1762 1765 rBVY 97193 109666 2.96% 0.214%

46 12.730 1765 1767 1772 rVB2 119930 94870 2.56% 0.185%
47 12.783 1772 1776 1779 rBV 1963630 1662260 44.89% 3.244%
48 12.842 1784 1786 1789 rVB 57220 44649 1.21% 0.087%
49 12.936 1799 1802 1808 rVB 79436 95346 2.58% 0.186%

50 12.995 1808 1812 1813 rBV2 278555 296408 8.01% 0.578%

51 13.013 1813 1815 1820 rVB 1604353 1394699 37.67% 2.722%

52 13.060 1820 1823 1827 rVB2 90748 96404 2.60% 0.188%
53 13.148 1831 1838 1841 rBV 3316585 2903379 78.41% 5.666%
54 13.171 1841 1842 1845 rVB 80348 44246 1.19% 0.086%

55 13.224 1847 1851 1856 rBV3 111616 212097 5.73% 0.414%

56 13.318 1864 1867 1868 rBV2 60064 67091 1.81% 0.131%
57 13.342 1868 1871 1873 rVB 216696 208160 5.62% 0.406%
58 13.407 1879 1882 1885 rVB 176794 142170 3.84% 0.277%
59 13.448 1885 1889 1891 rBV2 157844 174138 4._70% 0.340%

60 13.542 1902 1905 1907 rBV 83759 75521 2.04% 0.147%
61 13.571 1907 1910 1913 rVV 103790 95893 2.59% 0.187%
62 13.848 1954 1957 1961 rVB 133943 136589 3.69% 0.267%
63 13.995 1980 1982 1984 rVB 104204 76079 2.05% 0.148%
64 14.018 1984 1986 1987 rBV 102606 93310 2.52% 0.182%

65 14.218 2015 2020 2022 rBV2 2235960 2666679 72.02% 5.204%

66 14.242 2022 2024 2031 rVB 745251 669859 18.09% 1.307%
67 14.324 2036 2038 2040 rBV 121060 89301 2.41% 0.174%
68 14.736 2106 2108 2110 rBV 86048 75132 2.03% 0.147%
69 15.312 2202 2206 2209 rBV 523396 833068 22.50% 1.626%
70 15.648 2259 2263 2268 rVB 292963 424328 11.46% 0.828%

71 15.712 2270 2274 2280 rVB 436524 599065 16.18% 1.169%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF081018\
Data File : BF108089.D

Acq On : 10 Aug 2018 17:38

Operator : JU/SJ

Sample : J4272-09 2X

Misc :

ALS Vial : 13 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 - 0 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

72 15.789 2282 2287 2290 rBV 1155216 1588397 42.90% 3.100%

Sum of corrected areas: 51242901
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

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

BF108089.D

10 Aug 2018 17:38

JussJ

J4272-09 2X

13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
4000000
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081018\
Data File : BF108089.D

Acq On : 10 Aug 2018 17:38

Operator : JU/SJ

Sample : J4272-09 2X

Misc :

ALS Vial : 13 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.25 7.45 ng 656148 1,4-Dichlorobenzene-d4 7.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
3 3-0Octanol 130 C8H180 000589-98-0 33
4 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 495 (5.248 min): BF108089.D (-491) (-) m/z 43.05 100.00%
a3
5000 %9
101 URRRE USRS UL IS
5.00 520 5.40 5.60
b 30l L 60 8 | w/z 59.10  50.87%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
a3
5000 LN IS LS UL AR
59 500 520 540 5.0
m/z 58.10 15.87%
15 31 101
Tl 1l 50 .| 83 ,
e R R R RS AR AR RS RAREA RANS LA RARRN SARRS AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8346: 2-Hexanol, 2-methyl-
59
500 520 540 560
5000 m/z 101.10 14.97%
a1 101
0 15 \\3\1 \‘H 51\\\‘\ 69 8\3
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13639: 3-Octanol R B R mar
59 5.00 520 5.40 5.60
m/z 41.10 8.24%
5000 29 4 83
101
0 ‘ ‘ \‘Jh 51 69 91 ‘ 112 129
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 500 520 540 560
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081018\
Data File : BF108089.D

Acq On : 10 Aug 2018 17:38

Operator : JU/SJ

Sample : J4272-09 2X

Misc :

ALS Vial : 13 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 2 unknown6.78 Concentration Rank 1

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

6.78 39.35 ng 3467420 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 27
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): BF108089.D (-752) (-) m/z 132.00 100.00%
5000 68
40 54 % J 6.40 6.60 6.80 7.00 7.20
7
ol Qe |asus o n/z 68.05  48.75%
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 32.32%
0 U AR SR U
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 7.20
5000 m/z 134.00 31.99%
33 aa o 105
O+ ""'ﬁq""' F" T |J '%¥5I' LA UL UURL L SR
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R R R b
57 132 6.40 6.60 6.80 7.00 7.20
24 m/z 69.10 19.60%
5000 og M°
o -‘-“‘. ,’{*%,Iqu\,y 18189 S U |
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00 7.20

8270-BF080818.M Mon Aug 13 16:13:24 2018 Page: 6



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081018\
Data File : BF108089.D

Acq On : 10 Aug 2018 17:38

Operator : JU/SJ

Sample : J4272-09 2X

Misc :

ALS Vial : 13 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 Anthracene, 2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.07 2.48 ng 253068 Phenanthrene-d10 11.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene, 2-methyl- 192 C15H12 000613-12-7 95
2 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 95
3 Anthracene, 9-methyl- 192 C15H12 000779-02-2 90
4 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 90
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 86

Abundance Scan 1655 (12.071 min): BF108089.D (-1650) (-) m/z 192.10 100.00%

192

5000

165 ‘
43 57 73 95 113 439 210 299 2 11.80 12.00 12.20 12.40
47 281
01 m/z 191.10 58.96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #54735: Anthracene, 2-methyl-

5000
11.80 12.00 12.20 12.40

m/z 189.05 35.68%

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #54749: Phenanthrene, 2-methyl-
192
11.80 12.00 12.20 12.40
5000 m/z 190.10 17.26%
165
ol 39 63 829 115 139
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 M0
Abundance #54737: Anthracene, 9-methyl- R T,
192 11.80 12.00 12.20 12.40
m/z 193.10 15.72%
5000
96 165
0 39 63 82 115 139
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081018\
Data File : BF108089.D

Acq On : 10 Aug 2018 17:38

Operator : JU/SJ

Sample : J4272-09 2X

Misc :

ALS Vial : 13 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 Phenanthrene, 2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.09 2.78 ng 283942 Phenanthrene-d10 11.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 98
2 Anthracene, 2-methyl- 192 C15H12 000613-12-7 96
3 Anthracene, 1-methyl- 192 C15H12 000610-48-0 95
4 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 94
5 BH-Dibenzo[a,d]cycloheptene 192 C15H12 000256-81-5 94
Abundance Scan 1658 (12.089 min): BF108089.D (-1656) (-) m/z 192.10 100.00%
1
5000
11.80 12.00 12.20 12.40
0 221239 289 826 38%0 | Tn777191.10 58.59%
m/z--> 50 100 150 200 250 300 350
Abundance #54750: Phenanthrene, 2-methyl-
192
5000
11.80 12.00 12.20 12.40
165 m/z 189.05 29.01%
94
o396 | us130 | |
m/z--> 50 100 150 200 250 300 350
Abundance #54735: Anthracene, 2-methyl-
192
11.80 12.00 12.20 12.40
5000 m/z 193.05 15.05%
165
oL1s 30 63 % 115 130
m/z--> 50 100 150 200 250 300 350
Abundance #54740: Anthracene, 1-methyl-
192 11.80 12.00 12.20 12.40
m/z 190.10 13.82%
5000
82 165
18 39 63 | | 115 139 |
m/z--> 50 100 150 200 250 300 350 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081018\
Data File : BF108089.D

Acq On : 10 Aug 2018 17:38

Operator : JU/SJ

Sample : J4272-09 2X

Misc :

ALS Vial : 13 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 4H-Cyclopenta[def]phenanthrene Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
12.18 3.57 ng 364960 Phenanthrene-d10 11.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 70
2 Thiophene-3-carboxaldehyde, 5-ch... 190 C5H4BCI103S 036155-87-0 50
3 6H-Cyclobuta[ jk]phenanthrene 190 C15H10 083469-43-6 45
4 2,2"-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 42
5 2,6-Dichlorobenzaldoxime 189 C7H5CI2NO 025185-95-9 25
Abundance Scan 1673 (12.177 min): BF108089.D (-1669) (-) m/z 189.10 100.00%
149

5000

11.80 12.00 12.20 12.40
113 139
| o 30 "m/z 190.05  99.59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #53203: 4H-Cyclopenta[def]phenanthrene

190

163

5000
11.80 12.00 12.20 12.40

m/z 192_.10 40.59%

o 111 137 163

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #53266: Thiophene-3-carboxaldehyde, 5-chloro-2-dihydroxyboryl

11.80 12.00 12.20 12.40
m/z 191.10 36.95%

5000

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #53202: 6H-Cyclobuta[jk]phenanthrene
189 11.80 12.00 12.20 12.40
m/z 94.60 22 _47%
5000
94
163
O T e e e T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081018\
Data File : BF108089.D

Acq On : 10 Aug 2018 17:38

Operator : JU/SJ

Sample : J4272-09 2X

Misc :

ALS Vial : 13 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 9,12-Octadecadienoic acid, ... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.62 7.80 ng 797047 Phenanthrene-d10 11.56
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 Methyl 9-cis,ll-trans-octadecadi... 294 C19H3402 1000336-44-0 99
4 10,13-Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 99
5 9,12-0Octadecadienoic acid (Z,2)-... 294 C19H3402 000112-63-0 99
Abundance Scan 1748 (12.619 min): BF108089.D (-1744) (-) m/z 67.05 100.00%
206
5000
R e R
263 12.40 12.60 12.80 13.00
o 237 S8l 3% /L sz 206.10 92.63%
m/z--> 50 100 150 200 250 300 350
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
41 @y
5000 95
12.40 12.60 12.80 13.00
m/z 81.10 84 .14%
123
o d mlﬁgl.}?8, o2 24
m/z--> 50 100 150 200 250 300 350
Abundance #139708: 9,12-Octadecadienoic acid, methyl ester
67
41 N N B e L L
95 12.40 12.60 12.80 13.00
5000 m/z 55.10 76.67%
123 150
o ull “ Ly 1B 223 203 ,Zﬁf S
m/z--> 50 100 150 200 250 300 350
Abundance #139701: Methyl 9-cis, 11-trans-octadecadienoate B B B e EE e
67 12.40 12.60 12.80 13.00
m/z 41.10 66.11%
5000 %
294
o I‘M.\l L \“ i u. iHPos 220 242 | e M
m/z--> 50 100 150 200 250 300 350 1240 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081018\
Data File : BF108089.D

Acq On : 10 Aug 2018 17:38

Operator : JU/SJ

Sample : J4272-09 2X

Misc :

ALS Vial : 13 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 13-Octadecenoic acid, methy... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.65 5.70 ng 582061 Phenanthrene-d10 11.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 95
2 11-Octadecenoic acid, methyl est... 296 C19H3602 001937-63-9 90
3 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 90
4 9-Octadecenoic acid, methyl este... 296 C19H3602 001937-62-8 90
5 cis-13-0ctadecenoic acid, methyl... 296 C19H3602 1000333-58-3 90
Abundance Scan 1753 (12.648 min): BF108089.D (-1751) (-) m/z 55.10 100.00%

5000

:

064 L R AR
12.40 12.60 12.80 13.00
235
o S W R oy oS B T R W
m/z--> 50 100 150 200 250 300 350
Abundance #141292: 13-Octadecenoic acid, methyl ester

-

5000 L e B B
12. 40 12. 60 12. 80 1300

m/z 69.10 59.17%

123 152 180,04 222 546

04
m/z--> 50 100 150 200 250 300 350
Abundance #141313: 11-Octadecenoic acid, methyl ester, (2)-
56
L e R B
4 12.40 12.60 12.80 13.00
5000 o7 m/z 74.00 45 . 75%
29 264
123 222
o .“. ‘I.Im ’IMI M J|M “I \Iu ".'. l 199 .'{. ?46|{| ; ??GI ——
m/z--> 50 100 150 200 250 300 350
Abundance #141291: 11-Octadecenoic acid, methyl ester
55 12.40 12.60 12.80 13.00
m/z 87.00 45 _.35%
5000 4 97
264
29 } I’ 123 15, 180 222
ol k,J”-NM‘. \HNJL s, | 199 | ?4?.M.. ?QF. —
m/z--> 50 100 150 200 250 300 350 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081018\
Data File : BF108089.D

Acq On : 10 Aug 2018 17:38

Operator : JU/SJ

Sample : J4272-09 2X

Misc :

ALS Vial : 13 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 Benzo[e]pyrene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.65 5.34 ng 424328 Perylene-d12 15.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 98
2 Benzo[a]pyrene 252 C20H12 000050-32-8 94
3 Perylene 252 C20H12 000198-55-0 91
4 Benzo[k]fluoranthene 252 C20H12 000207-08-9 91
5 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 90
Abundance Scan 2263 (15.648 min): BF108089.D (-2259) (-) m/z 252.10 100.00%
242
5000
41 69 99 1o 152174 200 224 291 326 354 383 1240 1560 15,80 16.00
ol AL 69 99, | 152174 20057 | 201 326 354 383 | sz 250.10  28.98%
m/z--> 50 100 150 200 250 300 350 400
Abundance #104217: Benzo[e]pyrene
2%2
5000

15.40 15.60 15.80 16.00
m/z 253.10 20.46%

125
50 74 99 | | 146 174 200 224

O A e e o e o e LA o B e B e e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #104218: Benzo[a]pyrene
252
AN REE L s S
15.40 15.60 15.80 16.00
5000 m/z 125.00 11.56%
126
0 50 74 100, | 149 174 200 224
— T e e e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #104214: Perylene R B e R
252 15.40 15.60 15.80 16.00
m/z 251.05 9.35%
5000
125
ol17. 39 74 99 | ” 150 174 200 224 M
T T T T T e T R EEE S p
m/z--> 50 100 150 200 250 300 350 400 15.40 15.60 15.80 16.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF081018\
Data File : BF108089.D

Acq On : 10 Aug 2018 17:38

Operator : JU/SJ

Sample : J4272-09 2X

Misc :

ALS Vial : 13 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]
2-Pentanone, 4-hy... 5.25 7.5 ng 656148 1 7.02 1762350 20.0
unknown6.78 6.78 39.4 ng 3467420 1 7.02 1762350 20.0
Anthracene, 2-met... 12.07 2.5 ng 253068 4 11.56 2044080 20.0
Phenanthrene, 2-m... 12.09 2.8 ng 283942 4 11.56 2044080 20.0
4H-Cyclopenta[def... 12.18 3.6 ng 364960 4 11.56 2044080 20.0
9,12-Octadecadien... 12.62 7.8 ng 797047 4 11.56 2044080 20.0
13-Octadecenoic a... 12.65 5.7 ng 582061 4 11.56 2044080 20.0
Benzo[e]pyrene 15.65 5.3 ng 424328 6 15.79 1588400 20.0
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