LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011320\
Data File : BF118548.D

Aca On : 13 Jan 2020 23:26

Operator :© JU

Sample : L1107-01 2X

Misc :

ALS Vial : 18 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-BF010820.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 5.004 493 496 505 rBV 147313 164824 12.60% 0.986%
2 5.434 566 569 591 rBV 861187 982899 75.17% 5.877%
3 6.457 740 743 762 rBV 954194 1044903 79.91% 6.248%
4 6.586 762 765 773 rVV 1262133 1163726 89.00% 6.959%
5 6.816 801 804 815 rBV 786448 646022 49.40% 3.863%
6 6.969 827 830 843 rBV 980222 881870 67.44% 5.273%
7 7.381 897 900 912 rBV 704224 626544 47 .91% 3.747%
8 8.104 1019 1023 1036 rBV 976324 899524 68.79% 5.379%
9 9.175 1202 1205 1217 rBV 1510647 1307622 100.00% 7.819%
10 9.575 1270 1273 1283 rBV 90119 75371 5.76% 0.451%
11 9.722 1295 1298 1305 rBV 31887 31262 2.39% 0.187%

12 9.863 1318 1322 1325 rBV 1220703 994966 76.09% 5.950%
13 10.657 1453 1457 1469 rBV 837493 784993 60.03% 4.694%
14 11.357 1572 1576 1578 rBV 1042236 914779 69.96% 5.470%

15 11.380 1578 1580 1583 rVV 94422 83904 6.42% 0.502%
16 11.433 1586 1589 1592 rVB 29042 27584 2.11% 0.165%
17 11.598 1611 1617 1621 rBV2 19265 27166 2.08% 0.162%
18 11.669 1627 1629 1632 rBV 31771 22493 1.72% 0.135%
19 11.851 1656 1660 1662 rBV2 32354 38345 2.93% 0.229%
20 11.874 1662 1664 1670 rVB3 41240 65508 5.01% 0.392%
21 11.933 1671 1674 1677 rBV3 24926 23120 1.77% 0.138%
22 11.968 1677 1680 1683 rBV2 39003 38754 2.96% 0.232%
23 12.086 1696 1700 1701 rBv4 28462 28479 2.18% 0.170%
24 12.151 1708 1711 1714 rVB2 16336 17567 1.34% 0.105%
25 12.186 1714 1717 1720 rBV5 15586 17656 1.35% 0.106%
26 12.333 1739 1742 1744 rVB4 19797 19793 1.51% 0.118%
27 12.410 1752 1755 1757 rVB 33602 28682 2.19% 0.172%
28 12.445 1757 1761 1762 rBV3 16687 19130 1.46% 0.114%
29 12.463 1762 1764 1767 rVB3 26670 23506 1.80% 0.141%
30 12.504 1767 1771 1773 rBV3 20211 26863 2.05% 0.161%
31 12.574 1780 1783 1788 rBV 340387 331885 25.38% 1.985%
32 12.633 1791 1793 1795 rVV3 28860 29935 2.29% 0.179%
33 12.657 1795 1797 1802 rVVv2 84980 99805 7.63% 0.597%
34 12.721 1804 1808 1811 rVvv4 23687 41981 3.21% 0.251%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011320\
Data File : BF118548.D

Aca On : 13 Jan 2020 23:26

Operator :© JU

Sample : L1107-01 2X

Misc :

ALS Vial : 18 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-BF010820.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.757 1811 1814 1816 rVV3 88693 90119 6.89% 0.539%
36 12.780 1816 1818 1819 rVVv 85676 70469 5.39% 0.421%
37 12.804 1819 1822 1828 rVV 335786 319669 24.45% 1.912%
38 12.857 1828 1831 1835 rVB3 29025 41253 3.15% 0.247%
39 12.939 1841 1845 1848 rBV 1607857 1296251 99.13% 7.751%
40 13.021 1855 1859 1864 rBV2 41841 72919 5.58% 0.436%
41 13.133 1872 1878 1881 rBVY 67553 102215 7.82% 0.611%
42 13.198 1886 1889 1892 rVB 40718 34316 2.62% 0.205%
43 13.239 1894 1896 1899 rVB2 38695 31954 2.44% 0.191%
44 13.327 1909 1911 1914 rBV2 35156 36089 2.76% 0.216%
45 13.363 1914 1917 1920 rBV2 44371 50229 3.84% 0.300%
46 13.645 1963 1965 1969 rVB2 57490 63837 4._.88% 0.382%
47 13.757 1982 1984 1986 rBV 47343 38900 2.97% 0.233%

48 13.833 1994 1997 2000 rBV2 108972 129605 9.91% 0.775%
49 14.010 2022 2027 2029 rBV2 1096620 1256162 96.06% 7.511%
50 14.033 2029 2031 2035 rVB 230558 192151 14.69% 1.149%

51 15.057 2202 2205 2208 rBV 207798 280376 21.44% 1.677%
52 15.362 2254 2257 2263 rVB 161113 229567 17 .56% 1.373%

53 15.427 2265 2268 2272 rVB 138616 167719 12.83% 1.003%
54 15.486 2274 2278 2282 rBV 558583 688112 52.62% 4.115%

Sum of corrected areas: 16723373
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011320\
Data File : BF118548.D

Aca On : 13 Jan 2020 23:26

Operator :© JU

Sample : L1107-01 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010820.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: BF118548.D

1500000
6.59

1000000 6.46 6.97

5.43
6.82
7.38

500000

5.00

o
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: BF118548.D

1500000

9.86

11.36
1000000 8.10
10.66

500000 12.5712.80

0..,.L.. k 9f79,-32L

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: BF118548.D

1500000
14.01

1000000 15.49

500000 2l

13.83

13.63.
.36

o

R I
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

T
18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011320\
Data File : BF118548.D

Aca On : 13 Jan 2020 23:26

Operator :© JU

Sample : L1107-01 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010820.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 4

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

5.00 5.10 ng 164824 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 Succinic acid. heptvl 2-methoxve... 274 C14H2605 1000325-80-7 33
3 Hvdrazine. 1.1-bis(l-methvlethvl)- 116 C6H16N2 000921-14-2 28
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 23

Abundance Scan 495 (4.998 min): BF118548.D (-493) (-) m/z 43.00 100.00%
43
59
5000
101 e A S
4.60 4.80 500 5.20 5.40
83
0 ,....l,'...!',....,....,....,....,....,....,....,210.7..,....,... m/z 59.00 61.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 SRR SRS SRR
4.60 4.80 500 5.20 5.40
m/z 101.00 24 .69%
. 31.. ‘ 83 101
m/z--> 20 40 60 85 100 120 140 160 180 200 220 240
Abundance #122483: Succinic acid, heptyl 2-methoxyethyl ester
50
460 480 500 520 5.40
5000 AT m/z 58.00 15.73%
b %5 159
177
o ol ek 38038 M5 | T 199 g o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #8273: Hydrazine, 1,1-bis(1-methylethyl)- R B
50 4.60 4.80 500 5.20 5.40
m/z 41.00 10.59%
5000 101
116
0 ””|””|”7|3||””|”” R B R ARRAR AR
m/z--> 60 80 100 120 140 160 180 200 220 240 4.60 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011320\
Data File : BF118548.D

Aca On : 13 Jan 2020 23:26

Operator :© JU

Sample : L1107-01 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010820.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 unknown6.59 Concentration Rank 1

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

6.59 36.03 ng 1163730 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
2 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
3 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 766 (6.592 min): BF118548.D (-762) (-) m/z 132.00 100.00%
132
5000
68
0 % J 620 6.40 6.60 6.80 7.00
40 54 - - : : :
ol a8 aes 27 Tn/z 134.00  32.79%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132

5000

620 6.40 660 6.80 7.00
m/z 68.10 31.12%

o N B o B I B B
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #14395: 1,3,5-Trifluorobenzene
132
R RRAREEAREa
6.20 6.40 6.60 6.80 7.00
5000 m/z 66.00 18.87%
63 81
31 50 | ‘ 101 112
-ttt
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #14509: 1-Methylpyrrolo[1,2-a]pyrazine
132 6.20 6.40 6.60 6.80 7.00
m/z 96.00 13.19%
5000
104
39 51 78
o....‘,..“l.,‘l”...‘“,..9.1.,.‘..1.17.. S — S |
m/z--> 40 60 80 100 120 140 160 180 200 620 6.40 660 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011320\
Data File : BF118548.D

Aca On : 13 Jan 2020 23:26

Operator :© JU

Sample : L1107-01 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010820.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 unknownl2.66 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.66 2.18 ng 99805 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Piperidinecarbodithioic acid. ... 408 C12H10CI3F3N2S2 1000305-31-5 43
2 4-(6-Bromo-benzoll.31dioxol-5-vI... 373 C18H16BrNO3 1000296-27-0 22
3 2-(4-Bromo-phenvl)-6-methvl-4-ph... 373 C22H16BrN 071858-09-8 17
4 Benzol4.5T1imidazoll.2-clauinazol... 373 C20H12BrN3 077123-53-6 17
5 6-(4-Bromophenyl)-benzo[4,5]imid... 373 C20H12BrN3 313233-59-9 17
Abundance Scan 1798 (12.663 min): BF118548.D (-1795) (-) m/z 374.80 100.00%

202
5000

12.40 12.60 12.80 13.00
m/z 372.75 < 97.31%

43 73 101

131 162

04
m/z--> 50 100 150 200 250 300 350 400
Abundance #214789: 1-Piperidinecarbodithioic acid, 2,3,6-trichloro-5...

I}
LI N L D L B e e

12.40 12.60 12.80 13.00
m/z 202.05 61.67%

5000

128

160 187210 245 283 317341

04
m/z--> 50 100 150 200 250 300 350 400
Abundance #198603: 4-(6-Bromo-benzo[1,3]dioxol-5-yl)-6,7-dimethyl-3,...
373
252 12.40 12.60 12.80 13.00
5000 m/z 376.80 54 _.66%
174 279
130
104 ~7 152 | 194 }
| 255 Ao bl gz |1
m/z--> 50 100 150 200 250 300 350 400
Abundance #198758: 2-(4-Bromo-phenyl)-6-methyl-4-phenyl-quinoline R nma
3713 12.40 12.60 12.80 13.00
m/z 370.80 43.00%
5000
217
o 63 89 115 || 16520 1" 65| |
R B o e e o A B e e R E
m/z--> 50 100 150 200 250 300 350 400 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011320\
Data File : BF118548.D

Aca On : 13 Jan 2020 23:26

Operator :© JU

Sample : L1107-01 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010820.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 Pentafluoropropionic acid, ... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.83 2.06 ng 129605 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 93
2 Nonadecvl heptafluorobutvrate 480 C23H39F702 1000351-83-9 91
3 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 91
4 Dichloroacetic acid. heptadecvl ... 366 C19H36C1202 1000282-98-2 90
5 n-Nonadecanol-1 284 C19H400 001454-84-8 90
Abundance Scan 1996 (13.827 min): BF118548.D (-1994) (-) m/z 57.05 100.00%
97 83 229
5000
273 304 336 366 398 - Ilééol I:|.£38I0I I:I.;l()l()I I:I.I42I0I I
Ol m/z 83.10 84 .17%
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #199127: Pentafluoropropionic acid, pentadecy! ester
57
83
5000 LI BN SULIL ML B
1 13.60 13.80 14.00 14.20
29 m/z 97.00 83.11%
oL 1] j][3e 182210 555 356
m/z-> 0 5 100 150 260 250 300 350 400 450
Abundance #232520: Nonadecy! heptafluorobutyrate
57 97
' 13.60 13.80 14.00 14.20
5000 m/z 229.10 82.13%
125
0 219\ | ‘ n \ I Jl i J 196 238 2?6 311 462
m/z-> 0 5 100 150 200 2éo 360 350 400 4éo
Abundance #220103: Heptafluorobutyric acid, pentadecyl ester
57 13.60 13.80 14.00 14.20
83 m/z 55.10 81.01%
5000 111
0 2\9\ | |139 69\ 2]\-0 255 406
m/z-> 0 50 160 150 200 250 300 350 400 450 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011320\
Data File : BF118548.D

Aca On : 13 Jan 2020 23:26

Operator :© JU

Sample : L1107-01 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010820.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 Benzo[e]pyrene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.36 6.67 ng 229567 Perylene-di12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 99
2 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 96
3 Pervlene 252 C20H12 000198-55-0 95
4 Benzolil1fluoranthene 252 C20H12 000205-82-3 95
5 Benzo[a]pyrene 252 C20H12 000050-32-8 93
Abundance Scan 2257 (15.362 min): BF118548.D (-2254) (-) m/z 252.05 100.00%
252
5000
s 73 99 126 108 226 278 302 343365 293 15.00 15.20 15.40 15.60
ol 45 78 99, 0 104 198 < 4| 278302 343365 898 | n/7 250.00  26.96%
m/z--> 50 100 150 200 250 300 350 400
Abundance #104217: Benzo[e]pyrene
252
5000 LN PR B BN

15,00 15.20 15.40 15.60
m/z 253.05  22.40%

125
50 74 99 , | 146 174 200 224

ottt
m/z--> 50 100 150 200 250 300 350 400
Abundance #104227: Benz[e]acephenanthrylene
252
 REREEEEE SRR EREE RS
15.00 15.20 15.40 15.60
5000 m/z 125.90 12_.76%
126
0,39 74 100, 150 174 200 224
T e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #104216: Perylene S o RS
252 15.00 15.20 15.40 15.60
m/z 125.00 11.75%
5000
126
ol 43 73 100, | 149169 200 224 \
m/z--> 50 100 150 200 250 300 350 400 15. 00 15 20 15. 40 15.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF011320\
Data File : BF118548.D

Acq On : 13 Jan 2020 23:26

Operator : JU

Sample : L1107-01 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF010820.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... 5.00 5.1 ng 164824 1 6.82 646022 20.0
unknown6 .59 6.59 36.0 ng 1163730 1 6.82 646022 20.0
unknownl2 .66 12.66 2.2 ng 99805 4 11.36 914779 20.0
Pentafluoropropio... 13.83 2.1 ng 129605 5 14.01 1256160 20.0
Benzo[e]pyrene 15.36 6.7 ng 229567 6 15.49 688112 20.0
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