LSC Area Percent Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF082117\

Data File : BF097900.D

Aca On : 21 Aug 2017 12:18

Operator : SJ/JU

3?22'6 : 14869-01 SASP2P-TP-106-A(0-5)COMP
ALS Vial : 6 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-BF081517.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 3.134 175 178 188 rBvV 50890 101539 2.47% 0.267%
2 4.951 483 487 496 rVB 294665 457701 11.14% 1.202%
3 5.363 551 557 560 rBY 3388900 3804737 92.63% 9.994%
4 6.387 725 731 734 rBVY 3304323 4107665 100.00% 10.789%
5 6.522 748 754 757 rBVY 3408399 3749597 91.28% 9.849%
6 6.745 789 792 796 rBV 985123 803573 19.56% 2.111%
7 6.904 815 819 822 rBVY 3053841 2770553 67 .45% 7.277%
8 7.316 883 889 891 rBVY 2239967 2543312 61.92% 6.680%
9 8.028 1006 1010 1014 rBV 1248915 1048172 25.52% 2.753%
10 9.110 1188 1194 1197 rBV 3614445 3553017 86.50% 9.333%

11 9.498 1256 1260 1263 rBV 520517 404216 9.84% 1.062%
12 9.781 1301 1308 1311 rBV2 1228412 1064452 25.91% 2.796%
13 10.222 1379 1383 1386 rVB 50818 47782 1.16% 0.126%
14 10.322 1398 1400 1407 rvVB2 44585 45290 1.10% 0.119%
15 10.569 1436 1442 1445 rBV 2198239 2146458 52.25% 5.638%

16 10.692 1456 1463 1470 rBV3 87046 124650 3.03% 0.327%
17 11.263 1556 1560 1562 rBV 1010356 956426 23.28% 2.512%
18 11.286 1562 1564 1567 rVV 468354 371304 9.04% 0.975%
19 11.333 1567 1572 1575 rVB 182593 160057 3.90% 0.420%

20 11.763 1641 1645 1647 rBV 89967 84191 2.05% 0.221%
21 11.786 1647 1649 1653 rVB 140953 122357 2.98% 0.321%
22 11.833 1653 1657 1660 rBV 75092 64983 1.58% 0.171%
23 11.869 1660 1663 1666 rVvV 148564 164414 4._00% 0.432%
24 11.892 1666 1667 1673 rVB 67833 45384 1.10% 0.119%
25 12.057 1692 1695 1697 rBV 65621 56120 1.37% 0.147%
26 12.310 1734 1738 1741 rBV 72052 79566 1.94% 0.209%
27 12.345 1741 1744 1749 rVvVv4 43470 74751 1.82% 0.196%
28 12.392 1749 1752 1756 rVB 56339 64453 1.57% 0.169%

29 12.469 1761 1765 1769 rVvVv 893813 730605 17.79% 1.919%
30 12.698 1798 1804 1807 rBV2 666674 749115 18.24% 1.968%

31 12.745 1809 1812 1817 rVB2 44933 63655 1.55% 0.167%
32 12.816 1820 1824 1825 rBV 59039 47099 1.15% 0.124%
33 12.845 1825 1829 1833 rVV 2415273 2314147 56.34% 6.078%
34 12.916 1836 1841 1844 rBV3 64874 102439 2.49% 0.269%
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LSC Area Percent Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF082117\

Data File : BF097900.D

Aca On : 21 Aug 2017 12:18

Operator : SJ/JU

3?22'6 : 14869-01 SASP2P-TP-106-A(0-5)COMP
ALS Vial : 6 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-BF081517 .M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.998 1852 1855 1857 rBV3 49700 56234 1.37% 0.148%
36 13.021 1857 1859 1863 rVB 117607 106329 2.59% 0.279%
37 13.092 1868 1871 1873 rBV 78352 72761 1.77% 0.191%
38 13.127 1873 1877 1880 rBV2 100092 96837 2.36% 0.254%
39 13.251 1895 1898 1901 rBV2 45134 49338 1.20% 0.130%
40 13.421 1921 1927 1930 rBV7 29673 56809 1.38% 0.149%
41 13.527 1938 1945 1950 rBV 73179 117440 2.86% 0.308%
42 13.639 1960 1964 1967 rBV2 66742 90472 2.20% 0.238%
43 13.669 1967 1969 1971 rVV 74454 65377 1.59% 0.172%
44 13.692 1971 1973 1977 rVVv2 49811 76478 1.86% 0.201%

45 13.745 1977 1982 1987 rVB2 136503 208945 5.09% 0.549%

46 13.892 1999 2007 2009 rBV2 911644 1248935 30.40% 3.281%
47 13.916 2009 2011 2018 rVB 350428 324326 7.90% 0.852%

48 14.068 2035 2037 2041 rVB2 37463 43860 1.07% 0.115%
49 14.274 2068 2072 2075 rBV 94245 84754 2.06% 0.223%
50 14.310 2075 2078 2082 rVB 55471 50089 1.22% 0.132%
51 14.368 2085 2088 2091 rBV3 42689 41199 1.00% 0.108%
52 14.739 2148 2151 2157 rBV3 66572 88661 2.16% 0.233%

53 14.904 2174 2179 2182 rBV 291665 441730 10.75% 1.160%
54 15.004 2193 2196 2202 rVB 84120 107562 2.62% 0.283%
55 15.186 2224 2227 2233 rVB 169020 210989 5.14% 0.554%

56 15.245 2233 2237 2243 rVB 272360 318575 7.76% 0.837%
57 15.310 2243 2248 2251 rBV 570553 705390 17.17% 1.853%
58 15.762 2322 2325 2329 rBV4 31372 45183 1.10% 0.119%
59 16.674 2475 2480 2488 rVB2 85961 167004 4_.07% 0.439%
60 17.086 2544 2550 2561 rBV 71636 172303 4._.19% 0.453%

Sum of corrected areas: 38071360
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

U:\HPCHEM1I\BNA F\DATA\BF082117\
BF097900.D

21 Aug 2017 12:18

SJ/JU

14869-01

6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\DATABASE\NIST11.L
ion Parameters: LSCINT.P
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3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF097900.D
5.36

4.95

I\

3.13

6.3&'

52
6.90

7.32

6.75

o=
Time-->

6.00

1
2.50

3.00

3.50

4.00

4.50

5.00

5.50

Abundance
3500000

3000000
2500000
2000000
1500000
8.03
1000000

500000

0!

Time--> 8.00

TIC: BF097900.D
9|11

10.57

9.78

8.50 9.00 11.00 11.50

T
12.00

12.85

13.50

13.00

12.50

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF097900.D

14.50 15.00 15.50 16.00 16.50 17.00

17.50

18.00

18.50 19.00

8270-BF081517.

M Tue Aug 22 17:06:52 2017

Page: 3




Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF082117\
Data File : BF097900.D

Aca On : 21 Aug 2017 12:18

Operator : SJ/JU

Sample - 14869-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 unknown3.13 Concentration Rank 10

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

3.13 2.53 ng 101539 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopropvl Alcohol 60 C3H80 000067-63-0 9
2 (S)-(+)-1.2-Propanediol 76 C3H802 004254-15-3 9
3 L-Lactic acid 90 C3H603 000079-33-4 9
4 R-(-)-1.2-propanediol 76 C3H802 004254-14-2 9
5 Propylene Glycol 76 C3H802 000057-55-6 9

Abundance Scan 177 (3.128 min): BF097900.D (-175) (-) m/z 45.00 100.00%
45.0
5000 p\\\“~_
| 61.0 280 300 320 3.40
S 1 PSS U SSS———- N — m/z 43.00 20.30%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #294: 1sopropy! Alcohol
45.0
5000 SRR SRR AR
280 3.00 3.0 3.40
100 270 m/z 61.00 6.94%
--.-J-ﬁ---kw-?73“L--|--§%q---|-~-.----w---.
m/z--> 10 20 30 40 50 60 70 80 90
Abundance
45.0
280 300 320 340
5000 m/z 44.00 5.05%
190 310 530 610 75.0
miz--> 0 20 3 40 50 6 70 8 90
Abundance #2252: L-Lactic acid A T AR RRRE
45.0 2.80 3.00 3.20 3.40
m/z 42.00 4.84%
5000
29.0
“ 36.0 | 55.0 63.0  75.0 90.0 A M
m/z--> 10 20 30 4'0 50 60 70 80 90 ' 280 3.00 320 340
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Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF082117\
Data File : BF097900.D

Aca On : 21 Aug 2017 12:18

Operator : SJ/JU

Sample - 14869-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.95 11.39 ng 457701 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 37
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 487 (4.951 min): BF097900.D (-483) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 AR A RS S
| 83.0 | 4.60 4.80 5.00 5.20
S 1 YA M S m/z 59.00 54.62%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L I L I L
59.0 460 480 500 520
0
150 4, 1010 m/z 101.10 19.01%
"W”tl””ﬂ'WM“'P“W'”W”'E%QI”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
460 4.80 500 520
5000 410 m/z 58.00 16.00%
73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4030: 2,3-Butanedione, monooxime e B
43.0 4.60 4.80 5.00 5.20
m/z 41.00 8.44%
5000
101.0
150 310 | BPg90 860
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF082117\
Data File : BF097900.D

Aca On : 21 Aug 2017 12:18

Operator : SJ/JU

Sample - 14869-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 unknown6.52 Concentration Rank 1

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

6.52 93.32 ng 3749600 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
4 Xenon 132 Xe 007440-63-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 754 (6.522 min): BF097900.D (-748) (-) m/z 132.10 100.00%
132.
5000 68.1
400 | %1 %0 640 650 6k
. 54.0 . . . .
....,...:|l!...,::..,::~.'.|,..7:??',0....,..I.,ﬁ??:?.l.l.?-?....,-'...,... m/z 68.10 44.65%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 IBENRERE RS SRR AR
6.20 6.40 6.60 6.80
310 510 m/z 134.00 33.82%
'”'ﬂ'M\J'WH”'P'JI”7%9”'P'”I”'W'”'P'“I"W'”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
6.20 640 6.60 6.80
5000 m/z 66.00 29.08%
33.0 44.0 00 105.0
60.0 7 g0.0 115.0
miz--> 30 40 50 60 70 8 90 100 110 120 130 140
Abundance #14395: 1,3,5-Trifluorobenzene A R b e
132.0 6.20 6.40 6.60 6.80
m/z 69.10 18.45%
5000
63.0 81.0
31\0 SQO Ll | | | 10:\L0‘ 11%0 |
mz-> 30 40 50 60 70 80 90 100 110 120 130 140 6.20 640 6.60 6.80
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Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF082117\
Data File : BF097900.D

Aca On : 21 Aug 2017 12:18

Operator : SJ/JU

Sample - 14869-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 5 Tridecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.69 2.61 ng 124650 Phenanthrene-d10 11.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 81
2 9-methvlheptadecane 254 C18H38 026741-18-4 72
3 Heneicosane 296 C21H44 000629-94-7 68
4 Hexadecane. 7.9-dimethvl- 254 C18H38 021164-95-4 64
5 Hexadecane 226 C16H34 000544-76-3 64
Abundance Scan 1463 (10.692 min): BF097900.D (-1456) (-) m/z 57.05 100.00%
5%.0
1130 1400 1601 10440 10160 1050 11,00
y m/z 71.05 76.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #48832: Tridecane
57.0
5000 R B LI RO B
290 85.0 10. 40 10 60 10. 80 11. oo
’ m/z 43.05 71.84%
m/z--> 25 4b eb éo 160 150 150 1éo 180 200 220 240 260 2§0 300
Abundance
57.0
85.0 110,40 10,60 10.80 11.00
5000 m/z 85.05 46 .87%
140.0
29.0
111.0 168.0 196.0  239.0
m@mﬁwﬁwﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141425: Heneicosane R AR
57.0 10.40 10.60 10.80 11.00
m/z 41.00 31.92%
5000 85.0
29.0
‘ Lo 301410 1690 1970 2250 2530 2960

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10. 40 10 60 10. 80 11. 00
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Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF082117\
Data File : BF097900.D

Aca On : 21 Aug 2017 12:18

Operator : SJ/JU

Sample - 14869-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 Anthracene, 2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.79 2.56 ng 122357 Phenanthrene-d10 11.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 2-methvl- 192 C15H12 000613-12-7 96
2 Phenanthrene. 1-methvl- 192 C15H12 000832-69-9 96
3 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 96
4 1H-Cvclopropalllphenanthrene.la.... 192 C15H12 000949-41-7 96
5 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 96
Abundance Scan 1650 (11.792 min): BF097900.D (-1647) (-) m/z 192.10 100.00%
199.1
5000
94.6 165.1 1140 1180 1180 12,00 12.20
57.0 72.9 . X ) X . .
41,0 1150 189.0 m/z 191.10  57.64%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54735: Anthracene, 2-methyl-
192.0
5000
11.40 11.60 11.80 12.00 12.20
m/z 189.00 32.82%
83.0 165.0
150 39.0 630 °7" 930 1150 139.0 1l
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
192.0
11.40 11.60 11.80 12.00 12.20
5000 m/z 193.05 17 .35%
165.0
39.0 63.0 g10 96.0 1150 139.0
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #54750: Phenanthrene, 2-methyl-
192.0 11.40 11.60 11.80 12.00 12.20
m/z 190.05 13.99%
5000
94.0 165.0
390 630789 | 1150 1390 | || A
m/z--> 2'0 4'0 6|O 8|0 1c')0 150 14'10 1('30 1é0 2(')0 11.40 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF082117\
Data File : BF097900.D

Aca On : 21 Aug 2017 12:18

Operator : SJ/JU

Sample - 14869-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 4H-Cyclopenta[def]phenanthrene Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
11.87 3.44ng 164414  Phenanthrene-d10 11.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 64

2 Benzaldehvde. 3.5-dichloro-2-hvd... 190 C7H4Cl1202 000090-60-8 47
3 Methvl diselenide 190 C2H6Se?2 007101-31-7 38
4 Phenanthrene. 4-methvl- 192 C15H12 000832-64-4 20
5 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 18
Abundance Scan 1663 (11.869 min): BF097900.D (-1660) (-) m/z 189.05 100.00%
1
5000
165.1 11.60 11.80 12.00 12.20
63.0
39.0 72 1151 1390 m/z 190.10  97.97%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190.0
5000
94.0 11.60 11.80 12.00 12.20
‘ m/z 192.10 58.61%
390 630 700 || 1100 1370 1630
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
190.0
11,60 11.80 12.00 12.20
5000 m/z 191.10 46 .35%
63.0
133.0 172.0
99.0
120 290 480 83.0 148.0
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #53209: Methyl diselenide
93.0 190.0 11.60 11.80 12.00 12.20
m/z 94.50 27 .55%
175.0
5000
109.0 160.0 ‘
||||||||||||||||||* H‘H H“ IIIIII\‘\H H‘ |||| L A e
m/z--> 20 40 60 80 100 120 1 200 11.60 11.80 12. 00 12.20
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Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF082117\
Data File : BF097900.D

Aca On : 21 Aug 2017 12:18

Operator : SJ/JU

Sample - 14869-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 Trichloroacetic acid, penta... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.75 3.35 ng 208945 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 90
2 Cvclotetradecane 196 C14H28 000295-17-0 90
3 n-Nonadecanol-1 284 C19H400 001454-84-8 87
4 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 87
5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 87
Abundance Scan 1983 (13.751 min): BF097900.D (-1977) (-) m/z 57.05 100.00%
57.0 83.
5000 JVAM
1991 1670 100 0218 12010 13140 13160 1380 1400 "
e : m/z 83.10 89.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #197885: Trichloroacetic acid, pentadecyl ester
43.0
83.0
5000 R R SRR S S B
13,40 13.60 13.80 14.00
m/z 43.10 77.73%
139.0  182.0 210.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55.0
R e RAEEE R
83.0 13.40 13.60 13.80 14.00
5000 m/z 69.00 73.50%
20.0 111.0
1390 168.0 196.0
WWWWWTWTWWTWTW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131391: n-Nonadecanol-1 B B .
55.0 13.40 13.60 13.80 14.00
m/z 97.05 73.49%
- J/w“/
29.0
L 1390 168.0 1060  238.0 266.0
e AR ERRE B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13 40 13. 60 13.80 14.00
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Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF082117\
Data File : BF097900.D

Aca On : 21 Aug 2017 12:18

Operator : SJ/JU

Sample - 14869-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 7,11-Dimethyldodeca-2,6,10-... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

14.74 2.51 ng 88661 Perylene-di12 15.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 58
2 Farnesol isomer a 222 C15H260 1000108-92-4 58
3 2.6.10-Dodecatrien-1-ol. 3.7.11-... 222 C15H260 004602-84-0 52
4 2.6-Octadiene. 2.6-dimethvl- 138 C10H18 002792-39-4 50
5 Trideca-1,3,7,11-tetraene-1,1-di... 268 C18H24N2 1000159-88-9 47
Abundance Scan 2151 (14.739 min): BF097900.D (-2148) (-) m/z 69.05 100.00%

69.0
5000 VAprﬁﬂﬂMwmwﬂwmhwahmehw
254.1

41.0 95.0 LB BRI B SN

l | 123.1 1491 191.1 224.0 283.1 14.40 14.60 14.80 15.00
e el b e el WSS Tz 81.00 47.70%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #67857: 7,11-Dimethyldodeca-2,6,10-trien-1-ol
69.0

5000 L e

41.0 14. 40 14. 60 14. 80 15. 00
‘ 95.0 m/z 254.10 35.35%
137.0
e M 10 030
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
69.0
14.40 14.60 14.80 15.00
5000 41.0 m/z 41.00 15.82%
93.0

1210 1610 191.0 2220
WWWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #79431: 2,6,10-Dodecatrien-1-ol, 3,7,11-trimethyl- R A REER R

69.0 14.40 14.60 14.80 15.00

m/z 95.00 13.72%
5000 42.0
93.0
123.0
.%ﬁ?.”,.”.,”..“.l,.J”,.”...%?%9”,.”?0ﬁ9...” e e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.40 14.60 14.80 15. 00
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Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF082117\
Data File : BF097900.D

Aca On : 21 Aug 2017 12:18

Operator : SJ/JU

Sample - 14869-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 Benzo[e]pyrene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.19 5.98 ng 210989 Perylene-di12 15.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 97
2 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 94
3 Pervlene 252 C20H12 000198-55-0 94
4 Benzolklfluoranthene 252 C20H12 000207-08-9 90
5 Benzo[a]pyrene 252 C20H12 000050-32-8 90
Abundance Scan 2228 (15.192 min): BF097900.D (-2224) (-) m/z 252.10 100.00%
259.1
5000
50 998 200 0 0174.0 200.0224.1 2800 316 14.80 15.00 15.20 15.40 15.60
ol : : AL TE L 40 31810 "m/z 250.10  30.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #104217: Benzo[e]pyrene
252.0
5000
14.80 15.00 15.20 15.40 15.60
1250 m/z 253.10 23.22%
50.0 74.0 99.0 | | 150.0174.0 200.0224.0
IRRR AR AR REERA R SR SR B S SR S SR DA B B A

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
252.0
14.80 15.00 15.20 15.40 15.60
5000 m/z 125.95 13.48%
126.0
74.0 100.0 150.0174.0 200.0224.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #104214: Perylene
252.0 14.80 15.00 15.20 15.40 15.60
m/z 125.00 13.44%
5000
125.0

17.0 50.0 74.0 99.0 150.0174.0 200.0224.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1480 15.00 15.20 15.40 15.60
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Tentatively ldentified Compound (LSC) summary

Data Path : U:\HPCHEM1\BNA_F\DATA\BF082117\
Data File : BF097900.D

Acq On : 21 Aug 2017 12:18

Operator : SJ/JU

Sample - 14869-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081517 .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]
unknown3.13 3.13 2.5 ng 101539 1 6.75 803573 20.0
2-Pentanone, 4-hy... 4 _95 11.4 ng 457701 1 6.75 803573 20.0
unknown6 .52 6.52 93.3 ng 3749600 1 6.75 803573 20.0
Tridecane 10.69 2.6 ng 124650 4 11.26 956426 20.0
Anthracene, 2-met... 11.79 2.6 ng 122357 4 11.26 956426 20.0
4H-Cyclopenta[def... 11.87 3.4 ng 164414 4 11.26 956426 20.0
Trichloroacetic a... 13.75 3.4 ng 208945 5 13.89 1248940 20.0
7,11-Dimethyldode... 14.74 2.5 ng 88661 6 15.31 705390 20.0
Benzo[e]pyrene 15.19 6.0 ng 210989 6 15.31 705390 20.0
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