LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042618\

Data File : BF104849.D

Aca On - 26 Apr 2018 20:40 Instrument :

Operator : JU/SJ E?Afs el
- _ lentosampleld :

3?22'6 : J2161-07 (OR-01-042518-A

ALS Vial : 20 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: 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-BF040618.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 heiaht area % max. total
1 5.010 493 497 504 rBV 70859 88311 4.27% 0.376%
2 5.422 562 567 581 rBY 2111317 2047341 99.08% 8.720%
3 6.445 736 741 758 rBVY 2027835 2003348 96.95% 8.533%
4 6.575 758 763 766 rBVY 2286549 2066302 100.00% 8.801%
5 6.798 798 801 805 rBV 810326 641987 31.07% 2.734%
6 6.957 824 828 831 rBVY 1880631 1630093 78.89% 6.943%
7 7.369 893 898 911 rBVY 1227573 1219979 59.04% 5.196%
8 8.086 1016 1020 1037 rVB 754901 794422 38.45% 3.384%
9 9.157 1198 1202 1212 rBvV 2231533 1954600 94.59% 8.325%
10 9.551 1266 1269 1276 rVB 102775 108528 5.25% 0.462%
11 9.704 1291 1295 1298 rBV 60238 54286 2.63% 0.231%
12 9.763 1302 1305 1309 rVB 54304 46090 2.23% 0.196%
13 9.839 1314 1318 1322 rVV 783855 690954 33.44% 2.943%
14 9.869 1322 1323 1326 rVB 32504 27280 1.32% 0.116%
15 10.045 1350 1353 1356 rvB2 24501 25090 1.21% 0.107%
16 10.080 1356 1359 1363 rvB2 25657 23587 1.14% 0.100%
17 10.263 1387 1390 1393 rVB 68416 57467 2.78% 0.245%
18 10.392 1409 1412 1418 rVB 44394 45422 2.20% 0.193%
19 10.633 1449 1453 1463 rBVY 1152083 1055280 51.07% 4 _.495%
20 10.733 1467 1470 1480 rBV 63847 77933 3.77% 0.332%
21 10.939 1500 1505 1507 rBV3 20932 27478 1.33% 0.117%
22 11.180 1542 1546 1549 rBV2 40244 40014 1.94% 0.170%
23 11.227 1552 1554 1558 rVB 28030 23868 1.16% 0.102%

24 11.333 1568 1572 1574 rBV 699166 689892 33.39% 2.938%
25 11.357 1574 1576 1582 rVB 332267 283422 13.72% 1.207%

26 11.410 1582 1585 1588 rBV 102404 96800 4.68% 0.412%
27 11.568 1608 1612 1616 rBV2 12868 23464 1.14% 0.100%
28 11.610 1616 1619 1625 rVVv2 26219 33069 1.60% 0.141%
29 11.663 1625 1628 1632 rVB2 17722 22656 1.10% 0.096%
30 11.833 1652 1657 1659 rBV 75038 73150 3.54% 0.312%
31 11.863 1659 1662 1667 rVV 99241 88225 4.27% 0.376%
32 11.910 1667 1670 1673 rVV 46440 41151 1.99% 0.175%
33 11.945 1673 1676 1678 rVV 146421 142343 6.89% 0.606%
34 11.968 1678 1680 1686 rVB2 58747 52295 2.53% 0.223%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042618\

Data File : BF104849.D

Aca On - 26 Apr 2018 20:40 Instrument :

Operator : JU/SJ E?Afs el
- _ lentosampleld :

3?22'6 : J2161-07 (OR-01-042518-A

ALS Vial : 20 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: 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-BF040618_M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.021 1686 1689 1691 rBV2 28366 29605 1.43% 0.126%
36 12.127 1705 1707 1710 rBV 58943 52793 2.55% 0.225%
37 12.163 1710 1713 1717 rVB4 30414 33109 1.60% 0.141%
38 12.380 1747 1750 1753 rBV 66517 75351 3.65% 0.321%
39 12.410 1753 1755 1759 rVV3 51130 70458 3.41% 0.300%
40 12.474 1762 1766 1770 rVV3 48505 59645 2.89% 0.254%
41 12.551 1775 1779 1782 rBVY 770901 714914 34 .60% 3.045%
42 12.645 1792 1795 1798 rBVY 36612 30486 1.48% 0.130%
43 12.698 1801 1804 1806 rBV2 38859 38178 1.85% 0.163%
44 12.780 1811 1818 1824 rBVY 746251 838287 40.57% 3.570%
45 12.833 1824 1827 1830 rVB2 44377 53666 2.60% 0.229%

46 12.915 1835 1841 1845 rBV 1704741 1805490 87.38% 7.690%
47 12.992 1850 1854 1859 rBV2 58436 104556 5.06% 0.445%
48 13.104 1871 1873 1877 rVB 108792 106977 5.18% 0.456%

49 13.139 1877 1879 1882 rBV3 30511 28800 1.39% 0.123%
50 13.174 1882 1885 1887 rBV2 81569 67082 3.25% 0.286%
51 13.210 1887 1891 1896 rBV2 85610 107359 5.20% 0.457%
52 13.304 1904 1907 1910 rBV 53485 51535 2.49% 0.220%
53 13.333 1910 1912 1914 rBV 49746 45729 2.21% 0.195%
54 13.480 1935 1937 1940 rBV3 32467 28549 1.38% 0.122%
55 13.621 1958 1961 1964 rVB 50396 51188 2.48% 0.218%
56 13.727 1977 1979 1981 rBV 51658 39422 1.91% 0.168%
57 13.757 1982 1984 1985 rVV 49615 32769 1.59% 0.140%

58 13.804 1989 1992 1999 rVB4 294391 351931 17.03% 1.499%
59 13.980 2017 2022 2025 rBV2 818672 1036677 50.17% 4._.415%
60 14.004 2025 2026 2034 rVB 310162 258698 12.52% 1.102%

61 14.127 2045 2047 2054 rVB7 64528 86203 4_.17% 0.367%
62 15.027 2196 2200 2203 rBV 180279 282197 13.66% 1.202%

63 15.392 2258 2262 2267 rBV 155545 209359 10.13% 0.892%
64 15.451 2268 2272 2276 rBV2 388109 491155 23.77% 2.092%

Sum of corrected areas: 23478295
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method

Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA F\DATA\BF042618\
BF104849.D

26 Apr 2018 20:40

Ju/sJ

J2161-07

20 Sample Multiplier: 1

= ASP BNA STANDARDS FOR 5 POINT

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

: Z:\HPCHEM1\BNA F\METHODS\8270-

BF040618_.M
CALIBRATION
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042618\
Data File : BF104849.D

Aca On : 26 Apr 2018 20:40

Operator : JU/SJ

Sample : J2161-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040618._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 unknown5.01 Concentration Rank 5

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

5.01 2.75 ng 88311 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 40
2 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 23
3 Acetic acid. cvano-. 1.l1-dimethv... 141 C7H11NO2 001116-98-9 17
4 Acetone 58 C3H60 000067-64-1 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 497 (5.010 min): BF104849.D (-493) (-) m/z 43.00 100.00%
48
59
5000
101
| 83 460 4.80 5.00 5.20 5.40
0“W”“P“W”“m”w”LP”W””P”W“”P”W“”P“'”“P”W”“P”' m/z 59.00 66.21%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 S UL SRR
59 460 4.80 5.00 520 5.40
m/z 101.00 23.92%
15 4 101
0 | N 51 . 83
R B L AR R AL N SRR A AR RSN LA LARAN RN LSRN AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
59
460 480 500 520 5.40
5000 m/z 58.00 18.03%
43
o 69 8 g 123 141 159
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester R A REEEE R
59 460 4.80 5.00 5.20 5.40
m/z 41.00 10.42%
5000 41
68
0 H \‘ \‘ 1y 1?6 142
m/z--> 1'0 2'0 3'0 4'0 50 6|O 7'0 8|0 9'0 1(')0 11'0 150 13'0 140 1&1,0 1('30 4. 60 4. 230 5.00 5. I20 5. I40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042618\
Data File : BF104849.D

Aca On : 26 Apr 2018 20:40

Operator : JU/SJ

Sample : J2161-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040618._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 unknown6.57 Concentration Rank 1

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

6.57 64 .37 ng 2066300 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 762 (6.569 min): BF104849.D (-758) (-) m/z 132.00 100.00%
32
5000 68
6 e
40 54 | 75 104 6.20 6.40 6.60 6.80 7.00
0 ..,....,....,...:,".'..?,::..??...' SR -7 A N . [ N m/z 68.10  40.98%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 SRR RN AR SRR
6.20 6.40 6.60 6.80 7.00
2 78 m/z 134.00 32.16%
38 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 6.80 7.00
5000 67 m/z 66.00 25.77%
41 97
53 117
79
ol 34 60 89 | 105 124
wwmmﬁwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole L LN L L L N DL B
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 16.70%
5000
104
o 14 27 37 4451 58 % T 8597 | 115 |
m/z--> 10 20 30 40 55 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042618\
Data File : BF104849.D

Aca On : 26 Apr 2018 20:40

Operator : JU/SJ

Sample : J2161-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040618._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 Octacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.73 2.26 ng 77933 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heptadecane 240 C17H36 000629-78-7 91
3 Hexadecane 226 C16H34 000544-76-3 90
4 Tetradecane 198 C14H30 000629-59-4 90
5 Nonadecane 268 C19H40 000629-92-5 87
Abundance Scan 1469 (10.727 min): BF104849.D (-1467) (-) m/z 57.05 100.00%
57
5000 85
13 149 10,40 10.60 10.80 11.00
o e m/z 43.00  75.83%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
5000 85 RN R SR UGS
10.40 10.60 10.80 11.00
29 m/z 71.00 68.01%
oL h | 112 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 1éo 260 2éo 360 3éo '
Abundance
57
10,40 10.60 10.80 11.00
5000 g5 m/z 85.05 44 .05%
29
o 113 141 169 1096 240
m/z--> 55 160 1éo 260 2éo 360 3éo '
Abundance #83023: Hexadecane
57 10.40 10.60 10.80 11.00
m/z 41.00 29.16%
5000 85
29
m/z--> 55 160 1éo 260 2éo 360 3éo ' 10h0 10%0 1&80 1150 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042618\
Data File : BF104849.D

Aca On : 26 Apr 2018 20:40

Operator : JU/SJ

Sample : J2161-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040618._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 5 Phenanthrene, 2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

11.83 2.12 ng 73150 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 93
2 Anthracene. 1-methvl- 192 C15H12 000610-48-0 93
3 Anthracene. 9-methvl- 192 C15H12 000779-02-2 93
4 Phenanthrene. l-methvl- 192 C15H12 000832-69-9 93
5 Anthracene, 2-methyl- 192 C15H12 000613-12-7 93

Abundance Scan 1656 (11.827 min): BF104849.D (-1652) (-) m/z 192.10 100.00%

5000

a

o
LI e I B I B B I

11.60 11.80 12.00 12.20

0 m/z 191.10 65.11%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54750: Phenanthrene, 2-methyl-
192
5000

11.60 11.80 12.00 12.20
m/z 189.00  31.50%

g 94 165
i e R, o o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
192
11.60 11.80 12.00 12.20
5000 m/z 190.00 21.12%
165
ol 27 39 51 63 74 86 9% 115126 139 152 178
i e e e L B o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54737: Anthracene, 9-methyl- Y ,M. Y
192 11.60 11.80 12.00 12.20

m/z 193.10 19.09%

5000

96 165
28 39 51 63 7383 | 115126 189 152 " 176 ||

T
m/z--> 20 40 60 80 100 120 140 160 180 200 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042618\
Data File : BF104849.D

Aca On : 26 Apr 2018 20:40

Operator : JU/SJ

Sample : J2161-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040618._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 Anthracene, 1l-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.86 2.56 ng 88225 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 1-methvl- 192 C15H12 000610-48-0 91
2 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 90
3 1H-Cvclopropal llphenanthrene.la.... 192 C15H12 000949-41-7 90
4 1H-Indene. 2-phenvl- 192 C15H12 004505-48-0 87
5 Naphtho[2,3-b]norbornadiene 192 C15H12 107426-38-0 87
Abundance Scan 1662 (11.863 min): BF104849.D (-1659) (-) m/z 192.10 100.00%
192
5000
g2 9 165 ¢ 11,60 11.80 12.00 12.20
ol 39 21 68 L AL 18 127139190 | el 27 Tn/z 191.05  57.53%
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #54739: Anthracene, 1-methyl-
192
5000

11.60 11.80 12.00 12.20
165 m/z 189.00 26.67%
H‘

44 63 74 86 96 115126 139 152 ‘w 176 ||

-
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
192
11.60 11.80 12.00 12.20
5000 m/z 190.05 14 .36%
94 165
ol 27 39 51 63 82 115126 139 152 | 176
L L o s e e Mmoo
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54763: 1H-Cyclopropa[lJphenanthrene, 1a,9b-dihydro- e ,M. Y e
192 11.60 11.80 12.00 12.20

m/z 193.10 14.21%

5000

165
27 39 51 63 73 83 96 115126 139 152 | 176 M\

LMt S A Kb M e Mk A |

m/z--> 20 40 60 80 100 120 140 160 180 200 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042618\
Data File : BF104849.D

Aca On : 26 Apr 2018 20:40

Operator : JU/SJ

Sample : J2161-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040618._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 4

R.T. EstConc Area Relative to ISTD R.T.
11.94 4.13 ng 142343 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 93
2 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 40
3 2.6-Dichlorobenzaldoxime 189 C7H5CI2NO 025185-95-9 30
4 2.2"-Bis(4.5-dimethvlimidazole) 190 C10H14N4 069286-06-2 25
5 1-(Phenylethynyl)-1H-1,2,3-benzo... 219 C14H9N3 209912-23-2 25
Abundance Scan 1675 (11.939 min): BF104849.D (-1673) (-) m/z 192.10 100.00%
2

5000
115 139151 11.60 11.80 12.00 12.20
0 m/z 189.10 84 _22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
920
5000

o4 11.60 11.80 12.00 12.20
m/z 190.05  84.15%

27 39 51 63 81 | 110122 137150163 178 ||

O I B o o o T I o o o o e I e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
189
o  REALNG
11.60 11.80 12.00 12.20
5000 m/z 191.10 73.10%
94
81 163
O e o L o LB B i e e o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #52566: 2,6-Dichlorobenzaldoxime

11.60 11.80 12.00 12.20
m/z 94.50 36.13%

5000

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

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042618\
Data File : BF104849.D

Aca On : 26 Apr 2018 20:40

Operator : JU/SJ

Sample : J2161-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040618._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 di-p-Tolylacetylene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.38 2.18 ng 75351 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 di-p-Tolvlacetvlene 206 Cl16H14 002789-88-0 94
2 9.10-Dimethvlanthracene 206 C16H14 000781-43-1 93
3 Phenanthrene. 2.5-dimethvl- 206 C16H14 003674-66-6 90
4 Anthracene. 1.4-dimethvl- 206 C16H14 000781-92-0 90
5 1,3-Diphenyl-3-methylcyclopropene 206 Cl6H14 086544-79-8 90
Abundance Scan 1750 (12.380 min): BF104849.D (-1747) (-) m/z 206.10 100.00%
206
5000
63 76 89101 149 165178 12.00 12.20 12.40 12.60
ol 89 ol 115128 m/z 191.10 49.56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #66238: di-p-Tolylacetylene
206
5000 NSRS BSREN SUNERE R
12.00 12.20 12.40 12.60
m/z 189.05 29 .59%
0 27 39 51 63 76 89 102115127139152165178 M ““
m/z--> 20 40 60 80 160 120 140 1éo 1éo 200 220
Abundance
206
191 12.00 12.20 12.40 12.60
5000 m/z 205.10 28.87%
89
14 27 39 51 63 76 101115127139152165178
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #66257: Phenanthrene, 2,5-dimethyl- A mmma e
206 12.00 12.20 12.40 12.60
m/z 207.10 18.08%
5000 191
g9 101
oL 27395163 76 | M 115127139 152165178 h‘ h“ i
m/z--> 20 40 60 80 100 120 140 1é0 180 200 220 12.00 12.20 1240 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042618\
Data File : BF104849.D

Aca On : 26 Apr 2018 20:40

Operator : JU/SJ

Sample : J2161-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040618._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 Hexadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.41 2.04 ng 70458 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 66
2 di-p-Tolvlacetvlene 206 Cl16H14 002789-88-0 46
3 Phenanthrene. 2.7-dimethvl- 206 Cl16H14 001576-69-8 46
4 Anthracene. 1.4-dimethvl- 206 C16H14 000781-92-0 38
5 Phenanthrene, 3,6-dimethyl- 206 Cl6H14 001576-67-6 38
Abundance Scan 1755 (12.410 min): BF104849.D (-1753) (-) m/z 206.10 100.00%
57 206
43 71 g5
5000
113
126 141184 o) 12.00 12.20 12.40 12.60 12.80
0! m/z 57.05 83.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
57
43
5000 & AR B U

8 12. OO 12. 20 12. 40 12. 60 12. 80
> m/z 43.05 65.81%

29
0 | ‘ L ‘ 99 113 127 141 155 169 183 197 226
SRR M | NS SN Ml R S R -
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
206
SN
12.00 12.20 12.40 12.60 12.80
5000 m/z 71.05 65.69%
191
o 39 51 63 76 89 102115 158139 152 165178
NS M i ' | N1
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #66262: Phenanthrene, 2,7-dimethyl- A EEE T
206 12.00 12.20 12.40 12.60 12.80
m/z 85.00 62.38%
5000
g 102 191
0 39 5162 P | | 115127139152 165178 H A
R Gk dsthal it N1 A A .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.00 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042618\
Data File : BF104849.D

Aca On : 26 Apr 2018 20:40

Operator : JU/SJ

Sample : J2161-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040618._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 Pyrene, 2-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.99 2.02 ng 104556 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrene. 2-methvl- 216 C17H12 003442-78-2 81
2 Pvrene. 1l-methvl- 216 C17H12 002381-21-7 74
3 11H-Benzolblfluorene 216 C17H12 000243-17-4 68
4 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 58
5 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 53
Abundance Scan 1854 (12.992 min): BF104849.D (-1850) (-) m/z 216.05 100.00%
2
5000
39 51 63 80 V7 1 138150 174 12.60 12.80 13.00 13.20 13.40
o} m/z 215.10 82 .65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #74413: Pyrene, 2-methyl-
216
5000 95
108 12.60 12.80 13.00 13.20 13.40
189 m/z 213.10 21.54%
o 5365 81 | | 122 10163 . |
m/z--> 20 40 60 85 160 120 140 160 180 200 220 240
Abundance
216
12.60 12.80 13.00 13.20 13.40
5000 m/z 218.05 21.31%
95 108 189
ol 14 27 50 63 82 122135 150163175 202
AN A AR S N N N N N Ve s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #74418: 11H-Benzo[b]fluorene
216 12.60 12.80 13.00 13.20 13.40
m/z 94.40 17.62%
5000
107
0 28 50 63 81 947 122 139 163176189 \
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.60 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042618\
Data File : BF104849.D

Aca On : 26 Apr 2018 20:40

Operator : JU/SJ

Sample : J2161-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040618._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 Pyrene, 1-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.10 2.06 ng 106977 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrene. l-methvl- 216 C17H12 002381-21-7 87
2 11H-Benzolbl1fluorene 216 C17H12 000243-17-4 87
3 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 80
4 11H-Benzolalfluorene 216 C17H12 000238-84-6 76
5 Benzoic acid, 3-(3,5-dimethyl-1-._. 216 C12H12N202 312531-88-7 53

Abundance Scan 1872 (13.098 min): BF104849.D (-1871) (-) m/z 216.10 100.00%

216

5000

12.80 13.00 13.20 13.40
m/z 215.10 82.42%

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #74411: Pyrene, 1-methyl-

5000
12.80 13.00 13.20 13.40

m/z 94.40 54 .31%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
216
12.80 13.00 13.20 13.40
5000 m/z 106.30 33.79%
108
o 57 94 139 163 189
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #74425: Fluoranthene, 2-methyl-
216 12.80 13.00 13.20 13.40
m/z 217.10 28.38%
5000
o 39 74 94 \ ® 120 130 163 18l A
T T T R R R e e e e e e e BRI B e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042618\
Data File : BF104849.D

Aca On : 26 Apr 2018 20:40

Operator : JU/SJ

Sample : J2161-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040618._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 13 Heptafluorobutyric acid, pe... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.80 6.79 ng 351931 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
2 Heptafluorobutvric acid. n-tetra... 410 C18H29F702 007365-36-8 94
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 91
5 Bromoacetic acid, octadecyl ester 390 C20H39Bro02 018992-03-5 91
Abundance Scan 1991 (13.798 min): BF104849.D (-1989) (-) m/z 57.05 100.00%
’ 229
5000
LRI AN DAL SN B
250276 314 340 13.40 13.60 13.80 14.00 14.20
0 ..,J»J. m/z 55.05 93.55%
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester
57
83
5000 111 LRI AN SRR SN B
13.40 13.60 13.80 14.00 14.20
s - m/z 83.05 92.26%
o .“. ‘.‘l‘.“.‘ .‘ I\H\i ‘l‘\lwhfl?lg‘l ‘. L ZJI-OI ; |25|5| T —— .‘:’0.6.
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
8 LRI AN DAL SN B
13.40 13.60 13.80 14.00 14.20
5000 111 m/z 43.10 89.63%
29 169
140 1% 54 392 ﬂ/wJﬁAVWJWMFM,Axmf~vaw~/L«J"
O e e T e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #155046: 1-Heneicosanol e o
55 83 13.40 13.60 13.80 14.00 14.20
m/z 69.10 79.61%
” | WLA
29
m/z--> 50 100 150 200 250 300 350 400 13140 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF042618\
Data File : BF104849.D

Acq On : 26 Apr 2018 20:40

Operator : JU/SJ

Sample - J2161-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618_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]
unknown5.01 5.01 2.8 ng 88311 1 6.80 641987 20.0
unknown6 .57 6.57 64.4 ng 2066300 1 6.80 641987 20.0
Octacosane 10.73 2.3 ng 77933 4 11.33 689892 20.0
Phenanthrene, 2-m... 11.83 2.1 ng 73150 4 11.33 689892 20.0
Anthracene, 1-met... 11.86 2.6 ng 88225 4 11.33 689892 20.0
4H-Cyclopenta[def... 11.94 4.1 ng 142343 4 11.33 689892 20.0
di-p-Tolylacetylene 12.38 2.2 ng 75351 4 11.33 689892 20.0
Hexadecane 12.41 2.0 ng 70458 4 11.33 689892 20.0
Pyrene, 2-methyl- 12.99 2.0 ng 104556 5 13.98 1036680 20.0
Pyrene, l-methyl- 13.10 2.1 ng 106977 5 13.98 1036680 20.0
Heptafluorobutyri... 13.80 6.8 ng 351931 5 13.98 1036680 20.0

8270-BF040618.M Fri Apr 27 16:48:17 2018 Page: 15



