LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052319\
Data File : BF114553.D

Aca On : 24 May 2019 4:38

Operator : JU/SJ

Sample : K2647-13 2X

Misc :

ALS Vial : 22 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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF051019.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 5.440 567 570 593 rBY 1851452 2068334 20.19% 3.522%
2 6.457 739 743 756 rBVY 2249356 2259858 22.06% 3.848%
3 6.587 761 765 771 rVV 2439278 2127572 20.77% 3.622%
4 6.810 800 803 811 rBVY 1213578 1081521 10.56% 1.841%
5 6.969 826 830 841 rBVY 1943632 1695737 16.56% 2.887%
6 7.375 896 899 903 rBY 1485228 1280513 12.50% 2.180%
7 8.092 1015 1021 1027 rBVY 1636931 1577817 15.40% 2.686%
8 8.151 1027 1031 1034 rVB3 78849 124894 1.22% 0.213%
9 8.381 1066 1070 1075 rBV6 77659 109596 1.07% 0.187%
10 8.598 1103 1107 1110 rBVv2 143500 134520 1.31% 0.229%

11 8.686 1118 1122 1125 rBV 224064 211087 2.06% 0.359%
12 8.916 1157 1161 1163 rBV3 115003 111034 1.08% 0.189%
13 9.169 1200 1204 1207 rBV 2838523 2304596 22.50% 3.924%
14 9.245 1214 1217 1220 rBV 305623 280659 2.74% 0.478%
15 9.563 1268 1271 1274 rBV2 256549 285604 2.79% 0.486%

16 9.775 1305 1307 1312 rVB 352232 282839 2.76% 0.482%
17 9.851 1316 1320 1323 rVV 1695161 1507500 14.72% 2.567%
18 9.880 1323 1325 1329 rVB 152345 131845 1.29% 0.224%
19 10.098 1359 1362 1366 rBv3 110070 129238 1.26% 0.220%
20 10.275 1389 1392 1395 rVB 413121 309985 3.03% 0.528%

21 10.398 1410 1413 1418 rVB 141492 143337 1.40% 0.244%
22 10.492 1425 1429 1435 rVB 140175 214844 2.10% 0.366%
23 10.639 1451 1454 1465 rVB 1486075 1376752 13.44% 2.344%
24 10.745 1469 1472 1480 rVB 391946 512264 5.00% 0.872%
25 11.198 1545 1549 1551 rBV 332422 301362 2.94% 0.513%

26 11.227 1551 1554 1560 rVB2 205637 262756 2.57% 0.447%
27 11.339 1569 1573 1575 rBV 1524808 1509195 14.73% 2.570%
28 11.363 1575 1577 1581 rVvV 692260 607472 5.93% 1.034%
29 11.416 1583 1586 1589 rVB 221150 207027 2.02% 0.352%
30 11.575 1610 1613 1618 rBV 105105 119864 1.17% 0.204%

31 11.622 1618 1621 1623 rVV 314341 257409 2.51% 0.438%
32 11.645 1623 1625 1627 rVB 162380 112323 1.10% 0.191%
33 11.722 1634 1638 1642 rBV 4315430 3748885 36.60% 6.383%
34 11.839 1655 1658 1660 rBV 114018 114317 1.12% 0.195%

8270-BF051019.M Fri May 24 13:52:30 2019 Page: 1



LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052319\
Data File : BF114553.D

Aca On : 24 May 2019 4:38

Operator : JU/SJ

Sample : K2647-13 2X

Misc :

ALS Vial : 22 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

Z :\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 11.863 1660 1662 1668 rVB2 227063 266608 2.60% 0.454%

36 11.951 1674 1677 1680 rBV 267231 256521 2.50% 0.437%
37 12.027 1687 1690 1695 rVB 260875 262468 2.56% 0.447%
38 12.127 1704 1707 1710 rBV2 122193 122284 1.19% 0.208%
39 12.416 1748 1756 1758 rBV 7654201 10242826 100.00% 17.440%
40 12.439 1758 1760 1765 rVvV2 9181394 8543935 83.41% 14.547%

41 12.480 1765 1767 1770 rVB3 200036 158385 1.55% 0.270%
42 12.516 1770 1773 1776 rVB 1843760 1551278 15.15% 2.641%
43 12.551 1776 1779 1785 rBV 1313638 1403521 13.70% 2.390%
44 12.751 1809 1813 1814 rBV2 248160 263521 2.57% 0.449%
45 12.780 1815 1818 1825 rVB 1141374 1314112 12.83% 2.237%

46 12.916 1837 1841 1844 rBV 2076921 1954788 19.08% 3.328%
47 13.004 1852 1856 1860 rBV2 112180 242464 2.37% 0.413%
48 13.069 1865 1867 1869 rBVY 215944 203737 1.99% 0.347%
49 13.145 1877 1880 1881 rBV 206214 202539 1.98% 0.345%
50 13.233 1893 1895 1899 rVB 231978 228440 2.23% 0.389%

51 13.339 1911 1913 1915 rBV 112043 103732 1.01% 0.177%
52 13.486 1935 1938 1941 rBV 149430 117242 1.14% 0.200%
53 13.816 1991 1994 1996 rBV 156703 142958 1.40% 0.243%
54 13.904 2007 2009 2014 rBV2 194160 181498 1.77% 0.309%
55 13.980 2018 2022 2025 rVV2 1348114 1740117 16.99% 2.963%

56 14.010 2025 2027 2030 rVB 444103 370095 3.61% 0.630%
57 15.027 2197 2200 2203 rBV 366488 451293 4.41% 0.768%
58 15.451 2268 2272 2276 rVB 675357 905890 8.84% 1.542%

Sum of corrected areas: 58732808
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052319\
Data File : BF114553.D

Aca On : 24 May 2019 4:38

Operator : JU/SJ

Sample : K2647-13 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF114553.D

8000000

6000000

4000000

5.44 :
2000000 7.37

O LA s e e e e e B L m e e e e e B e e e e e e LA S b e s s o

T
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: BF114553.D

8000000 12442

6000000

11.72
4000000

9.17

2000000

o .15 8.38 8.
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF114553.D
8000000
6000000
4000000
13.98
2000000 15.03 15.45
.01
13.49 13
O L e e e o L B e e LA s e e o e e I LA B e e e o L s e e e e L L
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052319\
Data File : BF114553.D

Aca On : 24 May 2019 4:38

Operator : JU/SJ

Sample : K2647-13 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown6.59 Concentration Rank 4

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

6.59 39.34 ng 2127570 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 9
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 766 (6.592 min): BF114553.D (-761) (-) m/z 132.00 100.00%
5000 68
40 % J 620 6.40 6.60 6.80 7.00
54 . . . : .
ol grer | peus . m/z 68.10 36.27%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 RN LS IR AL R
6.20 6.40 6.60 6.80 7.00
31 51 78 m/z 134.00 33.13%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
620 6.40 6.60 6.80 7.00
5000 67 m/z 66.10 23.05%
97
‘ o ‘ 117
0....‘,‘..“.‘. s g0 |
m/z--> 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.10 13.47%
5000 98 116
o -‘-“‘. 89 | dor M 18189
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052319\
Data File : BF114553.D

Aca On : 24 May 2019 4:38

Operator : JU/SJ

Sample : K2647-13 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Tridecane Concentration Rank 18

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

8.69 2.68 ng 211087 Naphthalene-d8 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 94
2 Hexadecane 226 C16H34 000544-76-3 64
3 Dodecane. 2-methvl- 184 C13H28 001560-97-0 64
4 Pentadecane 212 C15H32 000629-62-9 53
5 Undecane, 4,8-dimethyl- 184 C13H28 017301-33-6 52

Abundance Scan 1123 (8.692 min): BF114553.D (-1118) (-) m/z 57.10 100.00%
57
43
5000
840 860 880 9.00
o/ S— m/z 43.05 74.66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48831: Tridecane
43 97
5000 il U R S R
8.40 8.60 8.80 9.00
29 m/z 71.10 57 .13%
0 UL 99 113 127 141 155 184
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
43
840 860 8.80 9.00
5000 1 m/z 145.05 51.18%
85
29
o ‘ ‘L L w 99 113 127 141 155 169 183 197 226
m/z--> 20 40 éo 80 100 120 140 160 180 200 220
Abundance #48854: Dodecane, 2-methyl-
43 57 8.40 8.60 8.80 9.00
71 m/z 41.10 38.94%
85
5000
29 99 141
113 169
0--1?.-‘-‘--‘.‘=--‘-‘.--”=-.“i‘---“.---‘-.1-%7-4--155.----15-“-‘--.----.---- e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052319\
Data File : BF114553.D

Aca On : 24 May 2019 4:38

Operator : JU/SJ

Sample : K2647-13 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Tetradecane Concentration Rank 10

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

9.25 3.72 ng 280659 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 95
2 Hexadecane 226 C16H34 000544-76-3 91
3 Tridecane 184 C13H28 000629-50-5 90
4 Silane. trichlorooctadecvl- 386 C18H37CI3Si 000112-04-9 90
5 Pentadecane 212 C15H32 000629-62-9 90

Abundance Scan 1218 (9.251 min): BF114553.D (-1214) (-) m/z 57.05 100.00%
a3 3
5000 1
85
99 113 9.00 9.20 9.40 9.60
 — 1 el 128 141155 178 198 nsz 43.10  79.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59882: Tetradecane
43 el
71
5000 IR S AN R
- 9.00 9.20 9.40 9.60
m/z 71.10 48 .92%
0 | - 113 127 141 155 169 157 198
m/z--> ﬁo Jo 60 80 100 120 140 160 180 200 220
Abundance #83024: Hexadecane
43 57
71 9.0 9.20 940 9.60
5000 o m/z 41.10 36.23%
29
. L‘ I 913127 141 155 169 183 226
m/z--> ﬁo Jo éo 85 160 150 140 160 180 200 250
Abundance #48834: Tridecane L L L L LB L B
43 5 9.00 9.20 9.40 9.60
m/z 85.05 32.33%
71
5000 85
29
99
RIEC | | 2 127141 155 169 164
m/z--> ﬁo Jo éo éo 160 150 140 160 180 260 250 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052319\
Data File : BF114553.D

Aca On : 24 May 2019 4:38

Operator : JU/SJ

Sample : K2647-13 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Dodecane, 2-methyl-6-propyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.27 4_.11 ng 309985 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 Cl16H34 000544-76-3 94
2 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 86
3 Octacosane 394 C28H58 000630-02-4 86
4 Eicosane 282 C20H42 000112-95-8 86
5 Tridecane 184 C13H28 000629-50-5 86
Abundance Scan 1391 (10.269 min): BF114553.D (-1389) (-) m/z 57.10 100.00%
57
5000
85
10.00 10.20 10.40 10.60
112
ol M4 y12 13166 06218 N30 83, 45%
m/z--> 50 100 150 200 250 300 350
Abundance #83024: Hexadecane
57
5000 LR BN UL B AR
85 10,00 10,20 1040 10.60
29 m/z 71.10 52.10%
ol L ‘113 141 169 226
m/z--> 50 100 150 200 250 300 350
Abundance #83051: Dodecane, 2-methyl-6-propy!-
57
10,00 10.20 10.40 10.60
5000 85 m/z 41.10 36.10%
140
ol_3 | | | jus 7 182 205226
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane R EEEEE S
57 10.00 10.20 10.40 10.60
m/z 85.10 34.61%
5000 85
29 ] 13 141
olbedd bl 7T 7 199 197 225 253 281 309 337 365 304
m/z--> 50 100 150 200 250 300 350 10,00 10,20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052319\
Data File : BF114553.D

Aca On : 24 May 2019 4:38

Operator : JU/SJ

Sample : K2647-13 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Undecane, 2,5-dimethyl- Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
10.49 2.85 ng 214844 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane. 2.5-dimethvl- 184 C13H28 017301-22-3 76
2 Dodecane. 3-methvl- 184 C13H28 017312-57-1 72
3 Eicosane. 10-methvl- 296 C21H44 054833-23-7 72
4 Heneicosane 296 C21H44 000629-94-7 72
5 Tridecane 184 C13H28 000629-50-5 68

Abundance Scan 1429 (10.492 min): BF114553.D (-1425) (-) m/z 57.10 100.00%
57
5000
4r 85 VAN o] N o)
113 10.20 10.40 10.60 10.80
169
0,,|' etk oo 20 e || M/Z 43.10  48.40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #48872: Undecane, 2,5-dimethyl-
57
5000 LI S UL UL B
10,20 10.40 10,60 10.80
4 m/z 71.05 41 .50%
| 85 112
0"'w'§'”ﬁ"||'“'|J"w""v"%?%" %§%1§?"""""l“"l"“l""
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #48848: Dodecane, 3-methyl-
57
10,20 10.40 10.60 10.80
5000 m/z 41.05 25.11%
4 85
0 2& 1l ‘ | 113 1?5
m/z--> 20 40 60 80 100 150 140 160 180 200 220 240 260 280 300
Abundance #141431: Eicosane, 10-methyl- T
57 10.20 10.40 10.60 10.80
m/z 85.10 22 .96%
5000 4 85
0 e 391?41?9 197 224239 266281296
m/z--> 20 46 60 85 100 120 140 160 180 200 220 240 260 280 300 10,20 10.40 10,60 10.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052319\
Data File : BF114553.D

Aca On : 24 May 2019 4:38

Operator : JU/SJ

Sample : K2647-13 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Heptadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.75 6.79 ng 512264 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 94
2 Hexadecane 226 C16H34 000544-76-3 91
3 Eicosane 282 C20H42 000112-95-8 91
4 Nonane. 5-butvl- 184 C13H28 017312-63-9 90
5 Tridecane 184 C13H28 000629-50-5 90

Abundance Scan 1473 (10.751 min): BF114553.D (-1469) (-) m/z 57.10 100.00%

g7
43

5000

10.40 10.60 10.80 11.00
m/z 43.10 74.05%

99
o 113127141155169183198 214 240

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #94345: Heptadecane
57

43

10.40 10.60 10.80 11.00
m/z 71.10 58.52%

5000

99

113127141155169183197211 240

04
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83025: Hexadecane
43 %7
asa el ok et
10.40 10.60 10.80 11.00
5000 n m/z 85.10 35.12%
85
29
o L w 99 113127141155169183197 226
-
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129492: Eicosane Ll Rk e
3 5 10.40 10.60 10.80 11.00
4 m/z 41.10 32.53%
71
5000

99
h Lo 1}3127141155169183197211225239253 282

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10 40 10. 60 10 80 11. 00

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052319\
Data File : BF114553.D

Aca On : 24 May 2019 4:38

Operator : JU/SJ

Sample : K2647-13 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Octadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.20 3.99 ng 301362 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 94
2 Hexadecane 226 C16H34 000544-76-3 90
3 Heptacosane 380 C27H56 000593-49-7 87
4 Eicosane 282 C20H42 000112-95-8 87
5 Pentadecane 212 C15H32 000629-62-9 87
Abundance Scan 1549 (11.198 min): BF114553.D (-1545) (-) m/z 57.10 100.00%
57
5000 g5 ]
113 182 10.80 11.00 11.20 11.40 11.60
ol b [T M0 002 214 2 Tm/z 43.10  71.38%
m/z--> 50 100 150 200 250 300 350
Abundance #105886: Octadecane
57
5000 85 AR BRI SURBURE IS
10.80 11.00 11.20 11.40 11.60
- s m/z 71.10 56.19%
ol b e a0 os 224
m/z--> 50 100 150 200 250 300 350
Abundance #83025: Hexadecane
57
10.80 11.00 11.20 11.40 11.60
5000 m/z 85.05 36.31%
85
29
o | w L J 113 141 169 197 226
m/z--> 50 160 150 200 250 300 350
Abundance #202662: Heptacosane LB e L e
57 10.80 11.00 11.20 11.40 11.60
m/z 41.10 30.25%
5000
85
o 297 | 13 141 169 197 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350 10.80 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052319\
Data File : BF114553.D

Aca On : 24 May 2019 4:38

Operator : JU/SJ

Sample : K2647-13 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Hexadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

11.23 3.48 ng 262756 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 62
2 Hexadecane 226 C16H34 000544-76-3 58
3 Octadecane 254 C18H38 000593-45-3 58
4 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 58
5 Eicosane 282 C20H42 000112-95-8 53

Abundance Scan 1554 (11.227 min): BF114553.D (-1551) (-) m/z 57.05 100.00%

g7
71

5000

11.00 11.20 11.40 11.60
m/z 71.05 72.09%

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #94346: Heptadecane
57
43 71

11,00 11.20 1140 11.60
99 m/z 43.10 50.02%

5000

29 113
o 127141155169183197211 240
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83028: Hexadecane
57
71
11.00 11.20 11.40 11.60
5000 43 85 m/z 184.00 42.13%
99
oo L b P60 1ms007 220
e e e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #105884: Octadecane
43 57 11.00 11.20 11.40 11.60
m/z 85.10 41 .23%
71
5000 85
29 99
o | MP127141155160183107 211205 254
L e A T e e o e S e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.00 11.20 11.40 11.60

8270-BF051019.M Fri May 24 13:52:34 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052319\
Data File : BF114553.D

Aca On : 24 May 2019 4:38

Operator : JU/SJ

Sample : K2647-13 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Eicosane, 10-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.62 3.41 ng 257409 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 10-methvl- 296 C21H44 054833-23-7 86
2 Hexadecane 226 C16H34 000544-76-3 86
3 Heneicosane 296 C21H44 000629-94-7 86
4 Tetradecane 198 C14H30 000629-59-4 76
5 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1000309-12-5 72
Abundance Scan 1621 (11.622 min): BF114553.D (-1618) (-) m/z 57.10 100.00%
g7
5000 85

| 113 11.40 11.60 11.80 12.00
141 204
el b b e b SOOL8S T 228246 | m/z 43.10 72.09%

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141431: Eicosane, 10-methyl-
57
5000

11.40 11.60 11.80 12.00
m/z 71.10 55.47%

113 154169

139 197 224239 266281296

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83025: Hexadecane
57
S e B
11.40 11.60 11.80 12.00
5000 m/z 85.05 41 _51%
85
o 26 ‘ (113 141 160184 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane O AL B S e T
57 11.40 11.60 11.80 12.00
m/z 41.10 28.16%
85
5000
4
113
. | | [ e e 225 253268 29
IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII LI LR LR IR IR B _'_'_'_'—I_'_'_'_'—I_'_'_'_'—I_'_'_'_'—I_'_h
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.40 11.60 11.80 12.00

8270-BF051019.M Fri May 24 13:52:34 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052319\
Data File : BF114553.D

Aca On : 24 May 2019 4:38

Operator : JU/SJ

Sample : K2647-13 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.72 49.68 ng 3748890 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 90
3 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 87
4 Methvl tetradecanoate 242 C15H3002 000124-10-7 86
5 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 86
Abundance Scan 1638 (11.722 min): BF114553.D (-1634) (-) m/z 74.00 100.00%
!
87
5000 43
T 143 227 11.40 11,60 11.80 12,00
101 129 171185 199 . . . .
0 ,....,....||,.... W oig 11577 | 187171109199213° ) 241256270 | 17, 86.95  72.34%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methyl ester
74
87
5000 S B UL RN B
43 11,40 11.60 11.80 12.00
143 m/z 43.10 42 .90%
. h 1]yl 191115129 | 157171185199913227541 270
s 3 o 60 B b0 136 140 165 1o 200 330 346 3
Abundance #107596: Pentadecanoic acid, methyl ester
74
L A
—v—n—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—r
87 11.40 11.60 11.80 12.00
5000 m/z 55.10 32.35%
43
29
. w 1| 101135120 157171185199213227 256
m/z--> 2'0 40 6|0 80 100 120 140 160 180 200 220 240 260
Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester \ T
74 11.40 11.60 11.80 12.00
m/z 41.10 31.13%
87
5000 43
29 | 37 143
0 d \‘hw 1011151297/ 7157171185199213227241 270 L A
|||||||||||||||||||||||||||||||||||||||||||||||||||| —v—n—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—r
mz-> 20 Jo 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00

8270-BF051019.M Fri May 24 13:52:35 2019 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052319\
Data File : BF114553.D

Aca On : 24 May 2019 4:38

Operator : JU/SJ

Sample : K2647-13 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Phenanthrene, 2-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.86 3.53 ng 266608 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 93
2 Anthracene. 2-methvl- 192 C15H12 000613-12-7 92
3 Anthracene. 9-methvl- 192 C15H12 000779-02-2 92
4 Anthracene. l-methvl- 192 C15H12 000610-48-0 91
5 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 91

Abundance Scan 1662 (11.863 min): BF114553.D (-1660) (-) m/z 192.10 100.00%

192

5000

11.60 11.80 12.00 12.20

O m/z 191.10 57.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54750: Phenanthrene, 2-methyl-
192
5000
11.60 11.80 12.00 12.20
165 m/z 189.00 29.83%
94
o 27 50 63 76 115 139152 | 178
A IIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54735: Anthracene, 2-methyl-
192
11.60 11.80 12.00 12.20
5000 m/z 73.00 25.97%
165
L1530 63 %% 115 130150 M\
T T R e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54738: Anthracene, 9-methyl-
192 11.60 11.80 12.00 12.20
m/z 60.00 25.06%
5000
o 39 63 819 115 130152165178 ||
T T e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20

8270-BF051019.M Fri May 24 13:52:35 2019 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052319\
Data File : BF114553.D

Aca On : 24 May 2019 4:38

Operator : JU/SJ

Sample : K2647-13 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 14 A4H-Cyclopenta[def]phenanthrene Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
11.95 3.40 ng 256521 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 94
2 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 59
3 2.2"-Bis(4.5-dimethvlimidazole) 190 C10H14N4 069286-06-2 42
4 1.4-Naphthalenedione. 2.5-dihvdr... 190 C10H604 004923-55-1 17
5 2,3,5,6-Tetramethylterephthalald... 190 C12H1402 007072-01-7 12
Abundance Scan 1677 (11.951 min): BF114553.D (-1674) (-) m/z 189.05 100.00%
149

5000

94

11.60 11.80 12.00 12.20

204 218

122 137150 165 243

(o} m/z 190.10 99.92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190

5000
11.60 11.80 12.00 12.20

m/z 192.05 37 .65%

110123 137150163

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #53202: 6H-Cyclobuta[jk]phenanthrene
189
11.60 11.80 12.00 12.20
5000 m/z 191.05 35.59%
94
81 163 |
o L] |
R B I B o e  ARARAREE L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #52771: 2,2'-Bis(4,5-dimethylimidazole
42 190 11.60 11.80 12.00 12.20
m/z 94.50 23.04%
5000 122
9 162
4 148 | 175
M\ il il Bl
b s ‘. A wp..wu i S S UV
m/z--> 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:\SVOASRV\HPCHEMI\BNA F\DATA\BF052319\
Data File : BF114553.D

Aca On : 24 May 2019 4:38

Operator : JU/SJ

Sample : K2647-13 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 15 Heneicosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.03 3.48 ng 262468 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Heneicosane 296 C21H44 000629-94-7 90
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 90
4 Heptadecane 240 C17H36 000629-78-7 90
5 Undecane, 2,10-dimethyl- 184 C13H28 017301-27-8 86
Abundance Scan 1690 (12.027 min): BF114553.D (-1687) (-) m/z 57.05 100.00%
57
5000 85
4
113 181 11.80 12.00 12.20 12.40
0 ...,....~,|'...|,.."..,'....-l,..='.,...?‘,‘.1.1.“?6.... 296212021 S e m/Z  43.10  72.85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83025: Hexadecane
57
5000
a5 11.80 12.00 12.20 12.40
4 m/z 71.10 60.28%
o 24 |l 1 | M3 141 160184 226
m/z--> 25 Jo éo éo 160 150 150 160 180 200 220 240 260 2éo 300
Abundance #141426: Heneicosane
57
o "' 11180 12.00 12:20 12.40
5000 m/z 85.05 43.03%
4
113
0 ‘ L [ e 160 197 225 253268 296
m/z--> 25 Jo éo éo 160 150 150 1éo 1éo 200 220 240 260 2éo 300
Abundance #100330: 2-Bromo dodecane RS S S
57 11.80 12.00 12.20 12.40
m/z 41.05 27.18%
5000 a5
‘ ‘ 169
0 L \ 128 149 | 248
IIII""I""I""I""IIIII I S B B B B A B UL DU BULURE L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052319\
Data File : BF114553.D

Aca On : 24 May 2019 4:38

Operator : JU/SJ

Sample : K2647-13 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 16 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.42 135.74 ng 10242800 Phenanthrene-d10 11.34
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. methv... 294 C19H3402 002462-85-3 99
3 10.13-Octadecadienoic acid. meth... 294 C19H3402 056554-62-2 99
4 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 99
5 Methyl 9-cis,ll-trans-octadecadi... 294 C19H3402 1000336-44-0 99
Abundance Scan 1757 (12.422 min): BF114553.D (-1748) (-) m/z 67.05 100.00%
87 g1
41
5000
A e
135150 263 12.20 12.40 12.60 12.80
178192206220 294
- 192 238 m/z 55.10 82.60%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
41 a7

81

—

6 12.I20 12.I4O 12.I60 12.I80
m/z 81.05 81.79%

5000

U0 135149,64175

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139708: 9,12-Octadecadienoic acid, methyl ester
67
41 81 LB B e )

12.20 12.40 12.60 12.80
m/z 41.10 67.04%

5000

. 124 150164178 993

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139716: 10,13-Octadecadienoic acid, methyl ester REE S e e S REEE S
6 12.20 12.40 12.60 12.80

m/z 95.10 59.65%

|

5000
294

263

—

124
190164178197 220234048

N
LN I B I I B |

1 T T I
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

8270-BF051019.M Fri May 24 13:52:36 2019 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052319\
Data File : BF114553.D

Aca On : 24 May 2019 4:38

Operator : JU/SJ

Sample : K2647-13 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 17 11-Octadecenoic acid, methy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.44 113.23 ng 8543940 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11-Octadecenoic acid. methvl ester 296 C19H3602 052380-33-3 99
2 9-Octadecenoic acid (2)-. methvl._.. 296 C19H3602 000112-62-9 99
3 6-Octadecenoic acid. methvl ester 296 C19H3602 052355-31-4 99
4 8-Octadecenoic acid. methvl ester 296 C19H3602 002345-29-1 99
5 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 99

Abundance Scan 1760 (12.439 min): BF114553.D (-1758) (-) m/z 55.10 100.00%

69
5000

‘;;::§;==>

12.20 12.40 12.60 12.80
m/z 41.10 64.56%

222 264

296
o 278

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141290: 11-Octadecenoic acid, methyl ester

;E::§§;=_

5000 LI INL L B L B B L L BRLL
12.20 12.40 12.60 12.80
123 m/z 69.10 59.54%
) 2 138 165180 y7g 296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141302: 9-Octadecenoic acid (2)-, methyl ester
41 5
74 R e R
12.20 12.40 12.60 12.80
5000 97 m/z 74.05 51.63%
2 123
137 180
o T Il 152166 207222 246 %% 281296
M
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141277: 6-Octadecenoic acid, methyl ester R RRRA R Emma T
41 55 74 12.20 12.40 12.60 12.80
m/z 83.10 46.35%
5000
i
ol

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\HPCHEMI\BNA F\DATA\BF052319\
Data File : BF114553.D

Aca On : 24 May 2019 4:38

Operator : JU/SJ

Sample : K2647-13 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 18 11H-Benzo[b]fluorene Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

13.00 2.79 ng 242464 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Benzolblfluorene 216 C17H12 000243-17-4 91
2 11H-Benzolalfluorene 216 C17H12 000238-84-6 90
3 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 90
4 Pvrene. l-methvl- 216 C17H12 002381-21-7 70
5 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 68

Abundance Scan 1855 (12.998 min): BF114553.D (-1852) (-) m/z 216.10 100.00%

216
5000

232 12.60 12.80 13.00 13.20 13.40
121135 152 172 254 276290 313
o m/z 215.10 86.29%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #74422: 11H-Benzo[b]fluorene
216
5000
12.60 12.80 13.00 13.20 13.40
108 m/z 218.10 36.15%
0 57 139 163 189
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #74421: 11H-Benzo[a]fluorene
216
12.60 12.80 13.00 13.20 13.40
5000 m/z 213.10 26.95%
108
49 63 77 93 | 120137 163 189 |
T T e T P
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #74424: Fluoranthene, 2-methyl- R e
216 12.60 12.80 13.00 13.20 13.40
m/z 94.40 19.47%
5000
108
| 4963 81 122139 163 189
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.60 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052319\
Data File : BF114553.D

Aca On : 24 May 2019 4:38

Operator : JU/SJ

Sample : K2647-13 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 19 Cis-8-methyl-exo-tricyclo[5... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
13.07 2.34 ng 203737 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cis-8-methvl-exo-tricvclol5.2.1._... 150 C11H18 1000215-29-3 86
2 1.6-Cvclodecadiene 136 C10H16 007049-13-0 86
3 1.5-Cvclododecadiene. (E.Z2)- 164 C12H20 019428-99-0 83
4 9.12.15-Octadecatrienoic acid. (... 278 C18H3002 000463-40-1 83
5 1-Propyl 6,9,12-hexadecatrienoate 292 C19H3202 1000336-78-1 80
Abundance Scan 1867 (13.069 min): BF114553.D (-1865) (-) m/z 67.10 100.00%
5000
1501 6185 215233249267 290 326 1280 13.00 13:20 13.40
o} m/z 81.05 69.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #23978: Cis-8-methyl-exo-tricyclo[5.2.1.0(2.6)]decane
7
a1 109
5000 9 LI BN SULRULN BRI B
135 12.80 13.00 13.20 13.40
m/z 79.00 67 .29%
o 151
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #15713: 1,6-Cyclodecadiene
67
41 SR UL SUNRIA BN SRR
12.80 13.00 13.20 13.40
5000 95 m/z 41.10 58.70%
136
oh2 1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #33757: 1,5-Cyclododecadiene, (E,2)- AR EEEEEEEEE
67 12.80 13.00 13.20 13.40
m/z 55.05 54 _.72%
41
5000 121
93
m/z--> ‘20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 '12:80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052319\
Data File : BF114553.D

Aca On : 24 May 2019 4:38

Operator : JU/SJ

Sample : K2647-13 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 20 Eicosanoic acid, methyl ester Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
13.23  2.63ng 228440  Chrysene-d12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Eicosanoic acid. methvl ester 326 C21H4202 001120-28-1 93

006929-04-0 89
001731-92-6 87

2 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602
3 Heptadecanoic acid. methvl ester 284 C18H3602
4 Methvl 18-methvlnonadecanoate 326 C21H4202

1000352-20-6 87

5 Methyl stearate 298 C19H3802 000112-61-8 80
Abundance Scan 1894 (13.227 min): BF114553.D (-1893) (-) m/z 74.00 100.00%
5000
13.00 13.20 13.40 13.60
o} m/z 87.00 85.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #166218: Eicosanoic acid, methyl ester
4
43
5000 LA L L L L L LB
13.00 13.20 13. 40 13 60
143 26 m/z 41.05 42 _.58%
o 15 171 199 227 255 283
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131319: Hexadecanoic acid, 15-methyl-, methyl ester
74
LA e
13.00 13.20 13.40 13.60
5000 m/z 55.00 40.69%
43
143 284
O 2o b b B850 L 2O 213 | e L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131300: Heptadecanoic acid, methyl ester L e
74 13.00 13.20 13.40 13.60
m/z 43.10 39.50%
5000
43
143 284
N0 O P N oS B S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13. OO 13. 20 13. 40 13 60

8270-BF051019.M Fri May 24 13:52:38 2019

Page: 21



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF052319\
Data File : BF114553.D

Acq On : 24 May 2019 4:38

Operator : JU/SJ

Sample : K2647-13 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019_.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 .59 6.59 39.3 ng 2127570 1 6.81 1081520 20.0
Tridecane 8.69 2.7 ng 211087 2 8.09 1577820 20.0
Tetradecane 9.25 3.7 ng 280659 3 9.85 1507500 20.0
Dodecane, 2-methy... 10.27 4.1 ng 309985 3 9.85 1507500 20.0
Undecane, 2,5-dim... 10.49 2.9 ng 214844 3 9.85 1507500 20.0
Heptadecane 10.75 6.8 ng 512264 4 11.34 1509200 20.0
Octadecane 11.20 4.0 ng 301362 4 11.34 1509200 20.0
Hexadecane 11.23 3.5 ng 262756 4 11.34 1509200 20.0
Eicosane, 10-methyl- 11.62 3.4 ng 257409 4 11.34 1509200 20.0
Hexadecanoic acid... 11.72 49.7 ng 3748890 4 11.34 1509200 20.0
Phenanthrene, 2-m... 11.86 3.5 ng 266608 4 11.34 1509200 20.0
4H-Cyclopenta[def... 11.95 3.4 ng 256521 4 11.34 1509200 20.0
Heneicosane 12.03 3.5 ng 262468 4 11.34 1509200 20.0
9,12-Octadecadien... 12.42 135.7 ng 10242800 4 11.34 1509200 20.0
11-Octadecenoic a... 12.44 113.2 ng 8543940 4 11.34 1509200 20.0
11H-Benzo[b]fluorene 13.00 2.8 ng 242464 5 13.98 1740120 20.0
Cis-8-methyl-exo-... 13.07 2.3 ng 203737 5 13.98 1740120 20.0
Eicosanoic acid, ... 13.23 2.6 ng 228440 5 13.98 1740120 20.0
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