LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012718\
Data File : BF102531.D

Acq On : 28 Jan 2018 00:45

Operator : SJ/JU

Sample - J1325-01

Misc :

ALS Vial : 20 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:\HPCHEM1\BNA_F\METHODS\8270-BF012218_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 4.916 476 481 495 rVB 115046 169478 5.74% 0.591%
2 5.328 547 551 570 rBV 2806008 2942591 99.64% 10.263%
3 6.363 722 727 744 rBV 2807687 2953318 100.00% 10.301%
4 6.487 744 748 751 rBV 3281352 2910214 98.54% 10.151%
5 6.716 783 787 795 rBV 842273 751618 25.45% 2.622%
6 6.869 809 813 817 rBV 2563723 2270649 76.88% 7.920%
7 7.281 879 883 895 rBV 1724995 1774766 60.09% 6.190%
8 7.387 897 901 910 rVvB3 25103 43022 1.46% 0.150%
9 7.998 1001 1005 1016 rBVY 1020049 939877 31.82% 3.278%
10 9.075 1183 1188 1191 rBV 2964323 2781809 94.19% 9.703%
11 9.145 1198 1200 1203 rVB 38156 31589 1.07% 0.110%
12 9.398 1240 1243 1246 rBV3 66421 58592 1.98% 0.204%
13 9.469 1251 1255 1262 rVB 313362 311841 10.56% 1.088%
14 9.675 1287 1290 1294 rBV 112201 93781 3.18% 0.327%
15 9.751 1299 1303 1306 rBVY 879791 814795 27.59% 2.842%
16 10.145 1367 1370 1372 rBV 46186 34912 1.18% 0.122%
17 10.17v5 1372 1375 1378 rVB 134289 100279 3.40% 0.350%
18 10.392 1409 1412 1418 rVB2 31891 40199 1.36% 0.140%

19 10.539 1434 1437 1447 rBV 1281532 1182772 40.05% 4.125%
20 10.645 1452 1455 1463 rVB 104981 132916 4 _50% 0.464%

21 10.845 1484 1489 1492 rBV5 18508 34257 1.16% 0.119%
22 11.098 1528 1532 1534 rBV 59396 58315 1.97% 0.203%
23 11.122 1534 1536 1543 rVB3 34991 51371 1.74% 0.179%

24 11.233 1552 1555 1558 rBV 733700 684395 23.17% 2.387%
25 11.257 1558 1559 1566 rvVv 299415 243392 8.24% 0.849%

26 11.310 1566 1568 1571 rVvV 53205 47970 1.62% 0.167%
27 11.475 1592 1596 1601 rBV 24271 37144 1.26% 0.130%
28 11.522 1601 1604 1607 rVB2 47182 40379 1.37% 0.141%
29 11.739 1637 1641 1643 rBV 40476 38106 1.29% 0.133%
30 11.769 1643 1646 1650 rVB 54683 49183 1.67% 0.172%
31 11.851 1656 1660 1662 rBV2 66419 72229 2.45% 0.252%
32 12.069 1693 1697 1702 rBV5 29025 31727 1.07% 0.111%
33 12.286 1730 1734 1736 rBV 35951 37416 1.27% 0.131%
34 12.322 1736 1740 1746 rVB4 40514 70046 2.37% 0.244%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012718\
Data File : BF102531.D

Acq On : 28 Jan 2018 00:45

Operator : SJ/JU

Sample - J1325-01

Misc :

ALS Vial : 20 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:\HPCHEM1I\BNA_F\METHODS\8270-BF012218_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 12.374 1746 1749 1754 rVB3 29788 33147 1.12% 0.116%

36 12.451 1758 1762 1766 rBV 510236 465628 15.77% 1.624%
37 12.674 1795 1800 1806 rBV 442969 498656 16.88% 1.739%

38 12.727 1806 1809 1814 rVB2 21718 31540 1.07% 0.110%
39 12.822 1816 1825 1828 rBV 2100546 1955783 66.22% 6.822%
40 12.898 1833 1838 1842 rBV4 30894 53332 1.81% 0.186%
41 12.986 1850 1853 1854 rBV3 28132 36316 1.23% 0.127%
42 13.004 1854 1856 1859 rVB 55279 51808 1.75% 0.181%
43 13.074 1865 1868 1871 rVV 39922 32272 1.09% 0.113%
44 13.110 1871 1874 1881 rVB2 55634 62891 2.13% 0.219%
45 13.516 1941 1943 1947 rVB 45139 41176 1.39% 0.144%
46 13.586 1951 1955 1957 rBV 72983 69854 2.37% 0.244%
47 13.627 1959 1962 1964 rBV 57326 53100 1.80% 0.185%

48 13.716 1973 1977 1988 rVvB4 182959 287488 9.73% 1.003%
49 13.874 1997 2004 2007 rBV2 873005 1068489 36.18% 3.727%
50 13.904 2007 2009 2016 rVB 258796 249244 8.44% 0.869%

51 13.980 2016 2022 2025 rBV3 47254 72475 2.45% 0.253%
52 14.027 2028 2030 2037 rVV6 27745 45330 1.53% 0.158%
53 14.263 2066 2070 2073 rVB2 58473 65868 2.23% 0.230%
54 14.357 2080 2086 2089 rBV6 49228 84394 2.86% 0.294%
55 14.698 2142 2144 2148 rVB 48067 48138 1.63% 0.168%

56 14.898 2174 2178 2181 rBV 210440 307060 10.40% 1.071%
57 14.951 2185 2187 2190 rVB2 54946 46970 1.59% 0.164%
58 15.186 2223 2227 2232 rVB 112264 140684 4.76% 0.491%
59 15.245 2233 2237 2242 rVB 152869 180816 6.12% 0.631%
60 15.304 2242 2247 2251 rBV 499458 628205 21.27% 2.191%

61 15.715 2314 2317 2321 rVB3 64660 82680 2.80% 0.288%
62 16.704 2481 2485 2497 rVB5 60844 142182 4.81% 0.496%

Sum of corrected areas: 28670474
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012718\
Data File : BF102531.D

Acq On : 28 Jan 2018 00:45

Operator : SJ/JU

Sample - J1325-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218._M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF102531.D

3000000 533 6.36

6.87
2500000

2000000
7.28
1500000

1000000 6.72

500000

4.92 730

o e e e A

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF102531.D

3000000 9.07

2500000

12.82
2000000

1500000 10.54

8.00
1000000 9.75
11.23

500000 9.47 11.26

15 94 & 1H)15'10.30/19,5510.85 Mg 108 34152 111248512,07 7

Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF102531.D

13826

Lo——

3000000
2500000
2000000
1500000
1000000 13.87

500000
: 16.70

T T T T T [ [

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012718\
Data File : BF102531.D

Acq On : 28 Jan 2018 00:45

Operator : SJ/JU

Sample - J1325-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218._M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.92 4_.51 ng 169478 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 28
3 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 Dimethadione 129 C5H7NO3 000695-53-4 9

Abundance Scan 482 (4.922 min): BF102531.D (-476) (-) m/z 43.00 100.00%
43
59
5000
101
53 83 | 4.60 4.80 5.00 5.20
N L o SN R m/z 59.00 58.07%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 B AR LR IR AR
59 460 480 500 520
m/z 101.10 20.47%
15 31 101
\ 25 7 37, 53 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
4.60 480 500 520
5000 41 m/z 58.00 15.91%
31
69 a7
15 53 98
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4076: Morpholine, 4-methyl- e B R
43 4.60 4.80 5.00 5.20
m/z 41.05 8.37%
5000
101
15 97 " 71
SN RS 1 P ] TR Bl PR # .-+ AN N—
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012718\
Data File : BF102531.D

Acq On : 28 Jan 2018 00:45

Operator : SJ/JU

Sample - J1325-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218._M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 2 unknown6.49 Concentration Rank 1

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

6.49 77.44 ng 2910210 1,4-Dichlorobenzene-d4 6.72
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 9
3 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H3N2 022291-85-6 9
4 4-Chloro-2-Ffluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 749 (6.492 min): BF102531.D (-744) (-) m/z 132.00 100.00%
5000
68
40 54 104 6.20 6.40 6.60 6.80
....,....:-:..“F’,....,‘?Z.I.,....,..5.‘?,..!.,.':..,.1.1.5.,...., M m/z 134.00 33.48Y%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 RS AR L
6.20 6.40 6.60 6.80
/z 68.10 32.64%
31 51 78 m
38
'"Wh'Mlﬁﬁ'M"W"JI'”'I”"P"W'“'I”"P"W‘”' T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 680
5000 m/z 66.00 20.06%
33 44 g7 105
51 60 1078 g 115
mz-> 30 40 50 60 70 80 90 100 110 120 130 140 N
Abundance #14517: 2H-Cyclopenta[d]pyridazine, 2-methyl- R B REmmn e
132 6.20 6.40 6.60 6.80
m/z 96.00 12.74%
5000
6 104
T 1% el
1 | | | I |
m/z--> 30 40 50 60 70 8 90 100 ﬁo 120 130 140 620 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012718\
Data File : BF102531.D

Acq On : 28 Jan 2018 00:45

Operator : SJ/JU

Sample - J1325-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218._M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 4 Hexadecane Concentration Rank 9

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

9.67 2.30 ng 93781 Acenaphthene-d10 9.75
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 Pentadecane 212 C15H32 000629-62-9 78
4 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 72
5 Sulfurous acid, dodecyl 2-propyl... 292 C15H3203S 1000309-12-3 72

Abundance Scan 1289 (9.669 min): BF102531.D (-1287) (-) m/z 57.05 100.00%
57
43
5000 [
85
9 443 9.40 9.60 9.80 10.00
m/z 43.00 77 .95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83024: Hexadecane
43 57
71
5000 LB RS R RN UM
85 9.40 9.60 9.80 1000
29 m/z 71.05  49.90%
\‘ L s 141 155 169 183 226
m/z--> ﬁo Jo éo 8b 160 150 140 160 180 200 250
Abundance
57
43
71 9.40 9.60 9.80 10.00
5000 85 m/z 85.05 28.89Y%
29
15 99 113 197 141 155 169 198
m/z--> ﬁo Jo éo 8b 160 150 140 160 180 260 250
Abundance #71393: Pentadecane
57 9.40 9.60 9.80 10.00
43 m/z 41.00 28.21%
71
5000 85
29 99
15 L I 113127 141 155 169 183 212
m/z--> ﬁo Jo éo éo 160 150 140 160 180 200 250 gho 9%0 980 10.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012718\
Data File : BF102531.D

Acq On : 28 Jan 2018 00:45

Operator : SJ/JU

Sample - J1325-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218._M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 6 Pentadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.65 3.88 ng 132916 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 90
2 Heptadecane 240 C17H36 000629-78-7 86
3 Tridecane, l1l-i1odo- 310 C13H271 035599-77-0 86
4 Decane, 2,4,6-trimethyl- 184 C13H28 062108-27-4 80
5 Eicosane 282 C20H42 000112-95-8 80
Abundance Scan 1456 (10.651 min): BF102531.D (-1452) (-) m/z 57.05 100.00%
57
5000 85
4 ] AN SN
113 10.40 10.60 10.80 11.00
169
el el A S e /2 43.05  70.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #71393: Pentadecane
57
[
5000 L UL BRI B B
4 85 1040 10,60 10.80 11.00
m/z 71.10 65.97%
..1.8.‘.‘..“...l Do ML leo1es 212
m/z--> 25 Jo éo 85 160 150 140 160 180 200 220 240 2éo 280 360
Abundance
57
" 1040 10.60 10.80 11.00
m/ 85.10 39.00%
5000 41 85 z |
113 141 169 196 240
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #152416: Tridecane, 1-iodo- e e e
57 10.40 10.60 10.80 11.00
m/z 41.05 22.54Y%
5000 85
4
L ‘ b o120 195 ?3 310
m/z--> 2'0 4'0 6|0 8|0 1(')0 12'0 14'10 160 180 200 220 240 260 280 3(')0 10'40 10 60 10. 80 11. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012718\
Data File : BF102531.D

Acq On : 28 Jan 2018 00:45

Operator : SJ/JU

Sample - J1325-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218._M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 7 4H-Cyclopenta[def]phenanthrene Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
11.85 2.11 ng 72229 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 83
2 6H-Cyclobuta[ jk]phenanthrene 190 C15H10 083469-43-6 72
3 Methyl diselenide 190 C2H6Se2 007101-31-7 55
4 Benzimidazol-2(3H)-one, 5-formyl... 190 C10H10N202 055241-49-1 33
5 Pyrimidine, 2-chloro-5-phenyl- 190 C10H7CIN2 022536-62-5 25
Abundance Scan 1660 (11.851 min): BF102531.D (-1656) (-) m/z 190.10 100.00%
190

5000

163

207 243 11.60 11.80 12.00 12.20

63 81
39 o1 m/z 189.10  95.69%

115 133145

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
Q

5000
11.60 11.80 12.00 12.20

m/z 192 .05 37 .09%

94

27 30 51 63 81 | 110122 137150163 178 |

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

Abundance
189
L R am B
11.60 11.80 12.00 12.20
m/z 191.10 34.27%
5000
94
81 163
[ T T T [
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #53209: Methyl diselenide
9 190 11.60 11.80 12.00 12.20
m/z 94.50 23.84%
175
5000
, ..u\\ | R ' A I fcocstisduintn i
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012718\
Data File : BF102531.D

Acq On : 28 Jan 2018 00:45

Operator : SJ/JU

Sample - J1325-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218._M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 8 unknownl2.32 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.32 2.05 ng 70046 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pyrene, 4,5,9,10-tetrahydro- 206 C16H14 000781-17-9 20
2 1H-Cycloprop[e]azulene, l1la,2,3,4... 204 C15H24 000489-40-7 11
3 4-(2,6,6-Trimethyl-cyclohexa-1,3... 204 C14H200 1000192-39-9 11
4 Naphthalene, 2-phenyl- 204 C16H12 000612-94-2 11
5 BH-Thiazolo[2,3-b]Jquinazolin-5-0... 204 C10H8N20S 016024-88-7 10
Abundance Scan 1740 (12.322 min): BF102531.D (-1736) (-) m/z 57.00 100.00%

5000

12.00 12.20 12.40 12.60
m/z 71.00 71.65%

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

Abundance #66272: Pyrene, 4,5,9,10-tetrahydro-
206
5000 AU BARARIAREE
12.00 12.20 12.40 12.60
0
891m' 165 178 190 m/z 189.05 65.82%
27 39 51 63 76 | ¢‘ 115126 139152 | | ||
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance
161 204
189
41 105 12.00 12.20 12.40 12.60
5000 01 119 m/z 43.05 65.65%
55 133 147
29 6 79
175

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

Abundance #64224: 4-(2,6,6-Trimethyl-cyclohexa-1,3-dienyl)-pent-3-en... B e A EEEEmmmam

43 12.00 12.20 12.40 12.60

m/z 204.10 62.19%
5000
161
o1 189 204
77 105 119 147 ‘
, .2.7. o .‘5‘.5,(?(?. e i el .‘1‘?:.3, T .]1.7?, e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.00 12.20 12.40 12.60

8270-BF012218 .M Mon Jan 29 13:50:53 2018

Page: 9



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012718\
Data File : BF102531.D

Acq On : 28 Jan 2018 00:45

Operator : SJ/JU

Sample - J1325-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218._M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 9 Dichloroacetic acid, heptad... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.72 5.38 ng 287488 Chrysene-di2 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dichloroacetic acid, heptadecyl ... 366 C19H36CI1202 1000282-98-2 94
2 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 94
3 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
4 1-Pentadecanethiol 244 C15H32S 025276-70-4 93
5 1-Heneicosanol 312 C21H440 015594-90-8 93

Abundance Scan 1978 (13.721 min): BF102531.D (-1973) (-) m/z 57.10 100.00%

g7 230

83

5000

-

13.40 13.60 13.80 14.00
m/z 55.00 98.08%

m/z--> 50 100 150 200 250 300 350
Abundance #194133: Dichloroacetic acid, heptadecy! ester
57 83
5000 111 LA L L L L L B LB L |
13.40 13.60 13.80 14.00
29 m/z 230.10 96.73%
139
e oz
m/z--> 50 100 150 200 250 300 350
Abundance
57
83
13.40 13.60 13.80 14.00
5000 11 m/z 43.05 93.30%
29 169
196
140 215 241 392
A e T T e
m/z--> 50 100 150 200 250 300 350
Abundance #227401: Heptadecy! heptafluorobutyrate R B B
57 13.40 13.60 13.80 14.00
83 m/z 83.05 79.71%
5000
111
29 ‘ ‘
139 169 238
R N o e - T T e
m/z--> 50 100 150 200 250 300 350 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012718\
Data File : BF102531.D

Acq On : 28 Jan 2018 00:45

Operator : SJ/JU

Sample - J1325-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218._M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 10 Perylene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.19 4.48 ng 140684 Perylene-d12 15.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Perylene 252 C20H12 000198-55-0 98
2 Benzo[k]fluoranthene 252 C20H12 000207-08-9 97
3 Benzo[e]pyrene 252 C20H12 000192-97-2 96
4 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 95
5 Benzo[a]pyrene 252 C20H12 000050-32-8 93
Abundance Scan 2228 (15.192 min): BF102531.D (-2223) (-) m/z 252.10 100.00%
252
5000
257 81 100, | 149165 184198 22osg il o1 14.80 15.00 15.20 15.40 15.60
0 105 m/z 250.05 31.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104214: Perylene
252
5000
14.80 15.00 15.20 15.40 15.60
125 m/z 253.10 20.07%
17 39 62 83 99 150 174 200 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
252
14.80 15.00 15.20 15.40 15.60
5000 m/z 125.05 13.66%
126
g7 112 200 224

mwwmmmw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104221: Benzo[e]pyrene L B B
2 14.80 15.00 15.20 15.40 15.60

m/z 125.95 12.82%

5000

112

41 63 77 91 150 174 200 224538
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.80 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012718\
Data File : BF102531.D

Acq On : 28 Jan 2018 00:45

Operator : SJ/JU

Sample - J1325-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218._M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 11 Nonadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.72 2.63 ng 82680 Perylene-d12 15.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 95
2 Heptadecane 240 C17H36 000629-78-7 90
3 Eicosane 282 C20H42 000112-95-8 89
4 Hexadecane 226 C16H34 000544-76-3 81
5 Dodecane, l1l-iodo- 296 C12H25l1 004292-19-7 74

Abundance Scan 2318 (15.721 min): BF102531.D (-2314) (-) m/z 57.10 100.00%

g7

5000

266

15.40 15.60 15.80 16.00
m/z 71.10 72.68%

113
33149166182 199 219 239

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

Abundance #117638: Nonadecane
57
5000 85 |||||||||||||||||||
15.40 15.60 15.80 16.00
m/z 85.10 46 .66%
‘ h L i 1}3 (141 169 197 225 268
””P”qnupuqunpn.uu.”.””.”..”.””.”.””.uq””
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57
R RRRRE R R e E Ry
15.40 15.60 15.80 16.00
m/z 43.00 33.40%
5000 41 85
113 141 169 196 240
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129490: Eicosane e AREEEEEaSEE
57 15.40 15.60 15.80 16.00
m/z 41.00 26.33%
85
5000
4
113
141
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 15. 40 15 60 15. 80 16. 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012718\
Data File : BF102531.D

Acq On : 28 Jan 2018 00:45

Operator : SJ/JU

Sample - J1325-01

Misc :

ALS Vial =: 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218._M
Quant Title : 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... 4.92 4.5 ng 169478 1 6.72 751618 20.0
unknown6 .49 6.49 77.4 ng 2910210 1 6.72 751618 20.0
Hexadecane 9.67 2.3 ng 93781 3 9.75 814795 20.0
Pentadecane 10.65 3.9 ng 132916 4 11.23 684395 20.0
4H-Cyclopenta[def... 11.85 2.1 ng 72229 4 11.23 684395 20.0
unknownl12 .32 12.32 2.0 ng 70046 4 11.23 684395 20.0
Dichloroacetic ac... 13.72 5.4 ng 287488 5 13.87 1068490 20.0
Perylene 15.19 4.5 ng 140684 6 15.30 628205 20.0
Nonadecane 15.72 2.6 ng 82680 6 15.30 628205 20.0
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