LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF123119\
Data File : BF118416.D

Aca On : 31 Dec 2019 20:19

Operator :© JU

Sample : K6463-01 2X

Misc :

ALS Vial : 19 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-BF122419 .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 5.045 500 503 513 rBV 76353 96555 10.89% 0.824%
2 5.469 572 575 593 rBV 505938 574773 64.85% 4 .906%
3 6.487 745 748 766 rBV 538868 655239 73.93% 5.593%
4 6.622 768 771 778 rBV 791905 726802 82.00% 6.204%
5 6.851 807 810 819 rBV 463274 371290 41.89% 3.169%
6 7.010 833 837 848 rVB 633935 596786 67.33% 5.094%
7 7.416 903 906 920 rBV 399149 445259 50.24% 3.800%
8 8.139 1026 1029 1050 rBV 475044 503104 56.76% 4.294%
9 9.216 1208 1212 1223 rBV 883783 886334 100.00% 7 .565%
10 9.333 1228 1232 1242 rVB3 32305 42285 4.77% 0.361%
11 9.616 1275 1280 1287 rBV 28992 34563 3.90% 0.295%
12 9.763 1301 1305 1310 rBV 18081 20649 2.33% 0.176%
13 9.898 1325 1328 1344 rBV 535529 578089 65.22% 4.934%
14 10.475 1424 1426 1432 rVB2 11865 12130 1.37% 0.104%

15 10.698 1460 1464 1478 rBV 474359 543454 61.31% 4.639%

16 10.810 1478 1483 1486 rVB4 9165 13767 1.55% 0.118%
17 11.398 1579 1583 1585 rBV 554182 552242 62.31% 4.714%
18 11.422 1585 1587 1593 rVV 122215 124536 14.05% 1.063%

19 11.474 1593 1596 1601 rVB 27702 30646 3.46% 0.262%
20 11.627 1618 1622 1623 rBV3 9940 12188 1.38% 0.104%
21 11.916 1664 1671 1673 rBV2 79767 100125 11.30% 0.855%
22 11.980 1680 1682 1685 rBV3 13657 11741 1.32% 0.100%
23 12.016 1685 1688 1691 rVV 32687 38954 4_.39% 0.332%
24 12.039 1691 1692 1697 rVB 18690 14962 1.69% 0.128%
25 12.086 1697 1700 1704 rBV7 8136 9962 1.12% 0.085%
26 12.198 1716 1719 1722 rBV2 14775 19067 2.15% 0.163%
27 12.451 1757 1762 1765 rBV3 59303 110691 12.49% 0.945%
28 12.545 1774 1778 1781 rBV2 18484 21832 2.46% 0.186%
29 12.616 1787 1790 1799 rBV 307587 315983 35.65% 2.697%
30 12.710 1802 1806 1813 rVV5 33873 54463 6.14% 0.465%
31 12.769 1813 1816 1819 rBV2 13970 17938 2.02% 0.153%

32 12.845 1823 1829 1835 rBV 281834 342649 38.66% 2.925%
33 12.986 1846 1853 1856 rBV 902045 881442 99.45% 7.524%
34 13.068 1863 1867 1869 rBV2 28309 44365 5.01% 0.379%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF123119\
Data File : BF118416.D

Aca On : 31 Dec 2019 20:19

Operator :© JU

Sample : K6463-01 2X

Misc :

ALS Vial : 19 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\HPCHEM1\BNA F\METHODS\8270-BF122419._M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 13.121 1873 1876 1878 rVB4 16058 12680 1.43% 0.108%
36 13.174 1878 1885 1888 rBV2 40156 88382 9.97% 0.754%
37 13.204 1888 1890 1895 rVB4 27511 26985 3.04% 0.230%
38 13.245 1895 1897 1899 rBV2 20465 15662 1.77% 0.134%
39 13.280 1900 1903 1907 rVv2 27090 35394 3.99% 0.302%
40 13.374 1916 1919 1921 rBV 22894 24477 2.76% 0.209%
41 13.404 1922 1924 1931 rVV5 20583 28537 3.22% 0.244%
42 13.551 1944 1949 1953 rBV4 45083 73750 8.32% 0.629%
43 13.698 1971 1974 1978 rBV2 31469 32927 3.71% 0.281%
44 13.804 1989 1992 1994 rVB 20647 18568 2.09% 0.158%
45 13.827 1994 1996 1998 rBVY 26016 17249 1.95% 0.147%
46 13.857 1998 2001 2002 rBV 24211 25495 2.88% 0.218%

47 13.880 2002 2005 2008 rBV3 95090 108892 12.29% 0.929%
48 14.051 2030 2034 2037 rBV2 637643 750605 84.69% 6.407%
49 14.080 2037 2039 2043 rVB 152932 134859 15.22% 1.151%

50 14.163 2051 2053 2055 rVvVv 24358 17508 1.98% 0.149%
51 14.198 2057 2059 2060 rVB 40627 26613 3.00% 0.227%
52 14.439 2098 2100 2104 rVB 50115 45812 5.17% 0.391%
53 14.480 2105 2107 2109 rBV2 32870 31771 3.58% 0.271%
54 14.810 2161 2163 2166 rVB 39559 38278 4._.32% 0.327%

55 15.110 2211 2214 2217 rBV 123567 177669 20.05% 1.516%

56 15.421 2264 2267 2273 rVB 93048 100883 11.38% 0.861%
57 15.486 2275 2278 2282 rVB 169189 211315 23.84% 1.804%
58 15.551 2284 2289 2293 rBV 396271 552108 62.29% 4.712%
59 17.527 2623 2625 2634 rVB2 48227 108839 12.28% 0.929%
60 17.809 2666 2673 2681 rBV2 39396 134872 15.22% 1.151%

61 18.051 2712 2714 2715 rBV2 19432 17955 2.03% 0.153%

62 18.739 2830 2831 2832 rBV 28629 16386 1.85% 0.140%

63 18.780 2836 2838 2840 rBV3 17388 20468 2.31% 0.175%

64 18.898 2856 2858 2860 rBV3 13254 16038 1.81% 0.137%
Sum of corrected areas: 11715842
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF123119\
Data File : BF118416.D

Aca On : 31 Dec 2019 20:19

Operator :© JU

Sample : K6463-01 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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: BF118416.D

800000 6.62

7.01
600000

6.49
5.47
6.85

400000 .42

200000
5.05

Ot e e .
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: BF118416.D

800000

600000
9.90 11.40

8.14 10.70

400000

200000

9.33  9.63 76 10.47 [\0.81

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: BF118416.D

800000 14.05

15.55
600000

400000 15
15.11 15.

13.88
200000

R 55,

05— T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF123119\
Data File : BF118416.D

Aca On : 31 Dec 2019 20:19

Operator :© JU

Sample : K6463-01 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.05 5.20 ng 96555 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Butane 58 C4H10 000106-97-8 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 504 (5.051 min): BF118416.D (-500) (-) m/z 43.00 100.00%
43
59
5000
101
480 5.00 520 5.40
83
ol e e el 2l e m/Z 59.10 58.57%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 IR U A R
480 5.00 520 5.40
59 m/z 101.00 27.06%
0 21 37 53,|| 67 778 a1
miz--> 0 10 20 30 40 50 60 70 80 90 100 110
Abundance #4035: 2,3-Butanedione, monooxime
43
480 5.00 520 5.40
5000 m/z 58.00 12.09%
101
15 58
0 \ 28 37|l 51 | 69 84 ‘
miz--> 0 10 20 30 40 50 60 70 80 90 100 110
Abundance #233: Butane e e R B
43 480 5.00 520 5.40
m/z 41.00 9.67%
5000 29
58
1 L5l s7] s1
e R RS UL SR IS LR RN IS RIS IS RRRRS IR UL L R I
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF123119\
Data File : BF118416.D

Aca On : 31 Dec 2019 20:19

Operator :© JU

Sample : K6463-01 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 unknown6.62 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.62 39.15 ng 726802 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 (6-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 10
Abundance Scan 771 (6.622 min): BF118416.D (-768) (-) m/z 132.00 100.00%
5000 68

_rf

40 54 75 % o4 6.20 6.40 6.60 6.80 7.00
47
0 61 &7 15 m/z 68.00 38.56%
miz--—> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
97

5000
6.20 6.40 6.60 6.80 7.00

m/z 134.00 32.18%

31
105 116

04
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132
BRI s e e
6.20 6.40 6.60 6.80 7.00
5000 m/z 66.00 29.10%
J 15 28 3 = 6 77 90 104
B R O LN A I o B o b R RS SRR S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132 6.20 6.40 6.60 6.80 7.00
69 m/z 69.10 19.51%
104
5000
78
31 4 51
SN S S NOUDY NN | S M
m/z--> 10 20 30 40 50 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:\SVOASRV\HPCHEMI\BNA F\DATA\BF123119\
Data File : BF118416.D

Aca On : 31 Dec 2019 20:19

Operator :© JU

Sample : K6463-01 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 Tridecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.92 3.63 ng 100125 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 91
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
3 Decanoic acid. silver(l+) salt 278 C10H19Aa02 013126-67-5 47
4 Sulfurous acid. 2-propvl tetrade... 320 C17H3603S 1000309-12-5 18
5 Sulfurous acid, pentadecyl 2-pro... 334 C18H3803S 1000309-12-6 14
Abundance Scan 1672 (11.922 min): BF118416.D (-1664) (-) m/z 73.00 100.00%
5000
213
| 256 11.60 11.80 12.00 12.20
o e m/z 43.00 63.22%
m/z--> 50 100 150 200 250 300 350
Abundance #72646: Tridecanoic acid
7
43
5000 U DR SRS SR BN
11.60 11.80 12.00 12.20
120 . 21 m/z 60.00 62.66%
97
0 -‘P-l-l '}?% 1 '49?' RN UL SN UL
m/z--> 50 100 150 200 250 300 350
Abundance #107549: n-Hexadecanoic acid
60
4 11.60 11.80 12.00 12.20
5000 129 m/z 55.00 53.60%
‘83
157 185 213 256
ob— I\IJ J‘I IMJJEZ,IMLHI "I‘ { {. ‘I .‘.‘. ; I“' T
m/z--> 50 100 150 200 250 300 350
Abundance #125286: Decanoic acid, silver(1+) salt R B e
78 11.60 11.80 12.00 12.20
m/z 57.05 51.39%
43 155
5000 129
} 98
ol 4 4 ,ﬁ”,xll‘ oy d o atr 279 330 387 ettt
m/z--> 50 100 150 200 250 300 350 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF123119\
Data File : BF118416.D

Aca On : 31 Dec 2019 20:19

Operator :© JU

Sample : K6463-01 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 Phenanthrene, 2,5-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.45 4.01 ng 110691 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2.5-dimethvl- 206 Cl16H14 003674-66-6 90
2 9.10-Dimethvlanthracene 206 C16H14 000781-43-1 90
3 Naphthalene. 1.2-dihvdro-4-phenvl- 206 C16H14 007469-40-1 55
4 Anthracene. 1.4-dimethvl- 206 C16H14 000781-92-0 55
5 Phenanthrene, 4,5-dimethyl- 206 Cl6H14 003674-69-9 55

Abundance Scan 1762 (12.451 min): BF118416.D (-1757) (-) m/z 206.10 100.00%

43 83
5000 %5 69

111

125 137 152 165 178

12.20 12.40 12.60 12.80

0 m/z 83.05 56.00%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #66257: Phenanthrene, 2,5-dimethyl-
206
5000 191 LA L B L L L LB
12.20 12.40 12.60 12.80
g0 101 m/z 43.05 55.22%
oL 27 30 51 63 76 |, h 115 127 130 152 165 178
R e e e e B LR I o o o e o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #66248: 9,10-Dimethylanthracene
206
R o e BEmasmm
12.20 12.40 12.60 12.80
5000 101 m/z 191.10 53.98%
9 101
o 2830 51 63 76 %10 5127139150 165178 | )
L e e T B o o o o o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #66282: Naphthalene, 1,2-dihydro-4-phenyl-

206 12.20 12.40 12.60 12.80

m/z 55.05 51.60%

5000

165 178

27 39 51 63 77

139 152
R o e BEmasmm
m/z--> 20 40 60 80 100 120 140 160 180 200 12.20 12.40 12. 60 12. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF123119\
Data File : BF118416.D

Aca On : 31 Dec 2019 20:19

Operator :© JU

Sample : K6463-01 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 Pyrene, 1-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.17 2.35 ng 88382 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrene. l-methvl- 216 C17H12 002381-21-7 94
2 11H-Benzolbl1fluorene 216 C17H12 000243-17-4 90
3 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 87
4 Pvrene. 2-methvl- 216 C17H12 003442-78-2 87
5 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 76

Abundance Scan 1884 (13.168 min): BF118416.D (-1878) (-) m/z 216.10 100.00%

216

5000

108

123139 155171 187502 Hl 231 253 273 12.80 13.00 13.20 13.40

m/z 215.05 93.57%

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 217.10 28.67%

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #74422: 11H-Benzo[b]fluorene
216
12.80 13.00 13.20 13.40
5000 m/z 213.00 28.24%
108
o 57 94 139 163 189
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #74424: Fluoranthene, 2-methyl-
216 12.80 13.00 13.20 13.40
m/z 107 .80 19.27%
5000
108
o 49 63 77 9 | 120139 163 189
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:\SVOASRV\HPCHEMI\BNA F\DATA\BF123119\
Data File : BF118416.D

Aca On : 31 Dec 2019 20:19

Operator :© JU

Sample : K6463-01 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

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

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Nonadecyl pentafluoropropio... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

13.88 2.90ng 108892  Chrysene-d12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Nonadecvl pentafluoropropionate
2 Cvclopentadecane

3 Tetracosvl heptafluorobutvrate
4 Heptadecvl heptafluorobutvrate
5 Trifluoroacetoxy hexadecane

430 C22H39F502
210 C15H30

550 C28H49F702
452 C21H35F702
338 C18H33F302

1000351-88-8 91
000295-48-7 91
1000351-83-7 90
959085-66-6 90
006222-03-3 90

Abundance Scan 2005 (13.880 min): BF118416.D (-2002) (-) m/z 57.10 100.00%
57
83
5000
111
234
J 139 185 13.60 13.80 14.00 14.20
Ol it e Lt m/z 43.05 94_11%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #222139: Nonadecy! pentafluoropropionate
57 97
5000 LA L L L L L L LB
195 13 60 13. 80 14. OO 14 20
m/z 83.10 74.18%
0” d@mmmm3n 412
LA e e T L e e B
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #69584: Cyclopentadecane
55
83 IIIIIIIIIIIIIIIIIIIIIII
13.60 13.80 14.00 14.20
5000 m/z 97.10 73.69%
29 111
‘ 139 182210
o
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #239098: Tetracosy! heptafluorobutyrate N B EE
57 13.60 13.80 14.00 14.20
m/z 69.10 69.22%
97
5000
125
29
0 l | 169196222 250278 308336 381 532
L s B B N B EE
m/z--> 50 100 150 200 250 300 350 400 450 500 13 60 13. 80 14. OO 14 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF123119\
Data File : BF118416.D

Aca On : 31 Dec 2019 20:19

Operator :© JU

Sample : K6463-01 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 Benzo[e]pyrene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.42 3.65 ng 100883 Perylene-di12 15.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 97
2 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 93
3 Benzolalpvrene 252 C20H12 000050-32-8 93
4 Benzolklfluoranthene 252 C20H12 000207-08-9 93
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 90
Abundance Scan 2267 (15.421 min): BF118416.D (-2264) (-) m/z 252.10 100.00%
252
5000
41 62 81 100 115143163 186204 224 278 310 347366385 15.20 15.40 15.60 15.80
O e T e [ L e MG m/z 250.10 25.99%
m/z--> 50 100 150 200 250 300 350
Abundance #104217: Benzo[e]pyrene
252
5000

15.20 15.40 15.60 15.80
m/z 253.10 22.02%

125
50 74 99 , | 146 174 200 224

O e L i e e e e e e e L s o e e e L B .
m/z--> 50 100 150 200 250 300 350
Abundance #104229: Benz[e]acephenanthrylene
252
R R EEEREEE
15.20 15.40 15.60 15.80
5000 m/z 125.00 11.93%
126
oL 51 74 100, ﬂ 150 174 200 224 H
— T T A e
m/z--> 50 100 150 200 250 300 350
Abundance #104218: Benzo[a]pyrene  EREE e e
252 15.20 15.40 15.60 15.80
m/z 126.00 11.33%
5000
126
oL 20 74 100, | 149 174 200 224 {
m/z--> 50 100 150 200 250 300 350 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF123119\
Data File : BF118416.D

Aca On : 31 Dec 2019 20:19

Operator :© JU

Sample : K6463-01 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 unknownl7.81 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

17.81 4.89 ng 134872 Perylene-di12 15.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. 1.1"-T(1-methvl-1.2-... 581 C39H8002 035545-51-8 10
2 Spirolfluorene-9.2"-oxetan1-4"-1... 331 C23H25N0O 015183-47-8 9
3 1-Bromo-11-iodoundecane 360 C11H22Brl 139123-69-6 9
4 Silane. trichlorooctadecvl- 386 C18H37CI3Si 000112-04-9 9
5 1,5-Di(neopentyloxycarbonyloxy)p... 332 C17H3206 1000331-44-0 6

Abundance Scan 2673 (17.809 min): BF118416.D (-2666) (-) m/z 57.00 100.00%

57
5000

17.40 17.60 17.80 18.00 18.20

Oh - m/z 69.05 68.27%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #240466: Octadecane, 1,1'-[(1-methyl-1,2-ethanediyl)bis(ox...
57
5000 17.40 17.60 17.80 18.00 18.20
253 297
99 ul m/z 71.10 64 .82%
2
o B I || 183216 \ 307 364 408436 539 580
B L e e ARA A
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #170185: Spiro[fluorene-9,2'-oxetan]-4'-imine, N-cyclohexy...
69
s N ma e e
17.40 17.60 17.80 18.00 18.20
5000 191 m/z 81.00 52.78%
N J )] 281 331
DU 11 AT S 1 A
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #190167: 1-Bromo-11-iodoundecane A B o
69 97 17.40 17.60 17.80 18.00 18.20
m/z 43.10 45 _40%
5000
29 135 177
H I u 233 281
ol T2 N
m/z--> 50 100 150 200 250 300 350 400 450 500 550 17. 40 17. 60 17. 80 18. 00 18 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF123119\
Data File : BF118416.D

Acq On : 31 Dec 2019 20:19

Operator : JU

Sample : K6463-01 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF122419_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.05 5.2 ng 96555 1 6.85 371290 20.0
unknown6 .62 6.62 39.1 ng 726802 1 6.85 371290 20.0
Tridecanoic acid 11.92 3.6 ng 100125 4 11.40 552242 20.0
Phenanthrene, 2,5... 12.45 4.0 ng 110691 4 11.40 552242 20.0
Pyrene, 1l-methyl- 13.17 2.4 ng 88382 5 14.05 750605 20.0
Nonadecyl pentafl... 13.88 2.9 ng 108892 5 14.05 750605 20.0
Benzo[e]pyrene 15.42 3.6 ng 100883 6 15.55 552108 20.0
unknownl17.81 17.81 4.9 ng 134872 6 15.55 552108 20.0
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