LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103119\
Data File : BF117660.D

Aca On : 31 Oct 2019 16:11

Operator :© JU

Sample : K5541-03

Misc :

ALS Vial : 10 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-BF101819.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 5.357 553 556 577 rBV 361855 648399 79.64% 7.974%
2 6.387 728 731 747 rBV 517344 779477 95.74% 9.587%
3 6.504 747 751 767 rVB 794485 814197 100.00% 10.014%
4 6.728 786 789 799 rVB 202980 188936 23.21% 2.324%
5 6.881 812 815 827 rBV 519771 494210 60.70% 6.078%
6 7.298 882 886 901 rBV 282375 438731 53.89% 5.396%
7 8.010 1004 1007 1035 rBV 142403 245715 30.18% 3.022%
8 9.081 1186 1189 1208 rBV 503594 583732 71.69% 7.179%
9 9.486 1255 1258 1273 rBB 53015 65254 8.01% 0.803%
10 9.763 1301 1305 1320 rBV 263744 293197 36.01% 3.606%

11 10.557 1437 1440 1456 rBV 348727 437629 53.75% 5.382%
12 11.251 1554 1558 1561 rBV 269985 273767 33.62% 3.367%

13 11.275 1561 1562 1568 rVV 83540 78973 9.70% 0.971%
14 11.339 1570 1573 1581 rVB 12151 17070 2.10% 0.210%
15 11.757 1642 1644 1645 rBV 11792 9642 1.18% 0.119%
16 11.775 1645 1647 1655 rVB3 31263 50424 6.19% 0.620%
17 11.869 1660 1663 1666 rBV 21633 23057 2.83% 0.284%
18 12.304 1734 1737 1739 rBV2 11383 9809 1.20% 0.121%
19 12.410 1749 1755 1761 rVB4 6152 10442 1.28% 0.128%

20 12.469 1761 1765 1774 rBV 238978 258864 31.79% 3.184%

21 12.698 1796 1804 1811 rBV 222422 283398 34.81% 3.485%

22 12.751 1811 1813 1818 rVB 8759 9687 1.19% 0.119%
23 12.827 1822 1826 1832 rBV 590708 499332 61.33% 6.141%
24 12.916 1838 1841 1848 rVB2 13377 20559 2.53% 0.253%
25 13.010 1852 1857 1858 rBV3 7735 11284 1.39% 0.139%
26 13.027 1858 1860 1868 rVB3 21387 31249 3.84% 0.384%
27 13.092 1868 1871 1875 rBV 15866 17839 2.19% 0.219%
28 13.133 1875 1878 1882 rVvv4 14053 19934 2.45% 0.245%
29 13.227 1891 1894 1897 rBV 10412 10010 1.23% 0.123%
30 13.257 1897 1899 1905 rVV3 12570 14595 1.79% 0.179%
31 13.557 1946 1950 1955 rVB3 7684 10114 1.24% 0.124%
32 13.669 1963 1969 1972 rBV4 17789 25809 3.17% 0.317%
33 13.704 1972 1975 1976 rVvV 12837 11588 1.42% 0.143%

34 13.727 1976 1979 1990 rVB5 69802 133659 16.42% 1.644%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103119\
Data File : BF117660.D

Aca On : 31 Oct 2019 16:11

Operator :© JU

Sample : K5541-03

Misc :

ALS Vial : 10 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\HPCHEM1I\BNA F\METHODS\8270-BF101819.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 13.898 2002 2008 2011 rBV2 240453 340378 41.81% 4.186%

36 13.921 2011 2012 2020 rVB 84472 81298 9.99% 1.000%
37 14.004 2023 2026 2029 rBV 18295 15058 1.85% 0.185%
38 14.145 2048 2050 2057 rVB6 5432 8448 1.04% 0.104%
39 14.292 2070 2075 2079 rBV2 17279 22638 2.78% 0.278%
40 14.339 2079 2083 2085 rVv3 13341 15389 1.89% 0.189%
41 14.368 2085 2088 2094 rVB6 16322 27728 3.41% 0.341%
42 14.639 2130 2134 2137 rVB3 18602 19869 2.44% 0.244%
43 14.704 2142 2145 2149 rVB 13204 13140 1.61% 0.162%
44 14.927 2179 2183 2186 rBVY 81357 115535 14.19% 1.421%
45 14.951 2186 2187 2193 rVB2 60193 57599 7.07% 0.708%
46 15.033 2198 2201 2205 rVB 18708 24544 3.01% 0.302%
47 15.215 2228 2232 2239 rVB 45812 51821 6.36% 0.637%

48 15.280 2239 2243 2249 rBVY 68300 102395 12.58% 1.259%
49 15.333 2249 2252 2264 rVB2 135563 204462 25.11% 2.515%

50 15.710 2311 2316 2320 rVB2 23767 33672 4.14% 0.414%
51 15.786 2322 2329 2331 rBV3 10048 18342 2.25% 0.226%
52 16.174 2390 2395 2399 rBVv4 11730 19540 2.40% 0.240%
53 16.574 2458 2463 2466 rBV5 6342 9985 1.23% 0.123%
54 16.727 2481 2489 2491 rBV6 6731 16420 2.02% 0.202%
55 16.768 2491 2496 2504 rVB3 26278 54097 6.64% 0.665%
56 17.198 2564 2569 2579 rBvV2 21379 48005 5.90% 0.590%
57 17.462 2608 2614 2616 rBV5 7258 10024 1.23% 0.123%
Sum of corrected areas: 8130969
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103119\
Data File : BF117660.D

Aca On : 31 Oct 2019 16:11

Operator :© JU

Sample : K5541-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF117660.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103119\
Data File : BF117660.D

Aca On : 31 Oct 2019 16:11

Operator :© JU

Sample : K5541-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 1 unknown6.50 Concentration Rank 1

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

6.50 86.19 ng 814197 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 1.2.4-Trifluorobenzene 132 C6H3F3 000367-23-7 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 750 (6.498 min): BF117660.D (-747) (-) m/z 132.00 100.00%
132
5000 68 N
96 rrrrrTrTTrTT T T T T T T T
40 54 - | 106 J 6.20 6.40 6.60 6.80
0 DA N - | A m/z 68.10 48.27%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
6.20 6.40 6.60 6.80
31 51 m/z 134.00 30.45%
01 2
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
74 620 6.40 6.60 6.80
5000 og 116 m/z 66.00 29.51%
) AN | VIR A N fMM.‘ﬁ,. 198 ..,.1§?.
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132 6.20 6.40 6.60 6.80
m/z 69.05 19.44%
5000
104
ol 14 27 39 1 77 g | us ‘
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103119\
Data File : BF117660.D

Aca On : 31 Oct 2019 16:11

Operator :© JU

Sample : K5541-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819.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 3 Undecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.77 3.68 ng 50424 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecanoic acid 186 C11H2202 000112-37-8 50
2 Dodecanoic acid 200 C12H2402 000143-07-7 50
3 Trehalose 342 C12H22011 000099-20-7 47
4 Lactose 342 C12H22011 000063-42-3 43
5 n-Decanoic acid 172 C10H2002 000334-48-5 38
Abundance Scan 1646 (11.769 min): BF117660.D (-1645) (-) m/z 73.00 100.00%
78
41 57
5000
85
%8 129 A DARAN RARAN RS RARRS S
| 11.40 11.60 11.80 12.00
r--rrr—-—-tt—tr-rr e m/z 41.00 70.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #50051: Undecanoic acid
60 78
5000 43 ﬁl""l"b'l' ---ﬁ----.-
11.40 11.60 11.80 12.00
29 85 129 143 m/z 57.00 67 .85%
| | | 97 115 | | . 186
I T P Y N L A
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #61117: Dodecanoic acid
60 78
I
43 R DAL SR DU B I
11.40 11.60 11.80 12.00
5000 m/z 60.00 67 .05%
29 129
1011 157 200
143 171
ok — \h“ H\ ] 'H‘"""‘I'""]]8'3'"l"'"I""I'
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #177856: Trehalose s e N R
78 11.40 11.60 11.80 12.00
- m/z 69.00 56.48%
5000
85
97
146
0 18 \H W - .“‘.“. -Mﬂ”- i 1%?: ol .]l-?3. MM |2|3|5| .
m/z--> 80 100 120 140 160 180 200 220 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103119\
Data File : BF117660.D

Aca On : 31 Oct 2019 16:11

Operator :© JU

Sample : K5541-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819.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 Dichloroacetic acid, heptad... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.73 7.85 ng 133659 Chrysene-di12 13.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dichloroacetic acid. heptadecvl ... 366 C19H36C1202 1000282-98-2 81
2 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 81
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 81
4 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 81
5 n-Nonadecanol-1 284 C19H400 001454-84-8 81
Abundance Scan 1979 (13.727 min): BF117660.D (-1976) (-) m/z 83.05 100.00%

5000

13.40 13.60 13.80 14.00
m/z 97.10 95.39%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #194133: Dichloroacetic acid, heptadecy! ester
7

5000
13.40 13.60 13.80 14.00
m/z 57.05 88.89%
ol 2 139 168 191210 238 266 295
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #205392: Trichloroacetic acid, hexadecy! ester

69

13.40 13.60 13.80 14.00
m/z 69.00 85.78%

5000

125

o 153169 196 224

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #175127: Trifluoroacetoxy hexadecane
57 13.40 13.60 13.80 14.00

o7 m/z 43.00 81.13%

5000

125

154 180196 224 9251 269
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103119\
Data File : BF117660.D

Aca On : 31 Oct 2019 16:11

Operator :© JU

Sample : K5541-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 5 Benzo[e]pyrene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.03 2.40 ng 24544 Perylene-di12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolklfluoranthene 252 C20H12 000207-08-9 87
2 Benzolelpvrene 252 C20H12 000192-97-2 80
3 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 80
4 Pervlene 252 C20H12 000198-55-0 74
5 Benzo[a]pyrene 252 C20H12 000050-32-8 74
Abundance Scan 2200 (15.027 min): BF117660.D (-2198) (-) m/z 252.10 100.00%
252
5000
58 113126
43 85 208
71 281 14.80 15.00 15.20 15.40
o e e m/z 250.00 31.79%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104224: Benzo[k]fluoranthene
252
5000
14.80 15.00 15.20 15.40
126 m/z 58.00 31.26%
o 74 9913 | 200 224
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104217: Benzo[e]pyrene
252
' 14:80 15.00 15.20 15.40
5000 m/z 113.10 28.78%
ol 5063 &3 99112 H 146 174187200 224237 L
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104227: Benz[e]acephenanthrylene
252 14.80 15.00 15.20 15.40
m/z 59.00 28.70%
5000
126
0l 39 74 87100113 ‘M 150 174187200 224937 ||
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103119\
Data File : BF117660.D

Aca On : 31 Oct 2019 16:11

Operator :© JU

Sample : K5541-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 6 Perylene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.22 5.07 ng 51821 Perylene-d12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pervlene 252 C20H12 000198-55-0 98
2 Benzolklfluoranthene 252 C20H12 000207-08-9 97
3 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 96
4 Benzolelpvrene 252 C20H12 000192-97-2 96
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 94
Abundance Scan 2233 (15.221 min): BF117660.D (-2228) (-) m/z 252.10 100.00%
242
5000
125 15.00 15.20 15.40 15.60
224 : - : :
ol 57 71 85 10, 147 193 209 281 m/Z 250.10 57 01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104214: Perylene
242
5000
15.00 15.20 15.40 15.60
125 m/z 253.10 22 .24%
oll7 39 62 83 99 150 174 200 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104224: Benzo[k]fluoranthene
252
15.00 15.20 15.40 15.60
5000 m/z 125.00 15.90%
126
m/z--> 20 40 60 80 160 150 140 160 180 200 220 240 260 280
Abundance #104227: Benz[e]acephenanthrylene
252 15.00 15.20 15.40 15.60
m/z 251.10 11.05%
5000
126
o 39 63 87 121 150 174 200 224238ﬂ
m/z--> 20 40 60 80 100 150 140 160 180 200 220 240 260 280 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103119\
Data File : BF117660.D

Aca On : 31 Oct 2019 16:11

Operator :© JU

Sample : K5541-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 7 Sulfurous acid, 2-propyl tr... Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
15.71 3.29 ng 33672 Perylene-di12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. 2-propvl tridecv... 306 C16H3403S 1000309-12-4 83
2 10-MethvIlnonadecane 282 C20H42 056862-62-5 80
3 Heptacosane 380 C27H56 000593-49-7 78
4 Hexatriacontane 507 C36H74 000630-06-8 78
5 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1000309-12-5 72

Abundance Scan 2316 (15.710 min): BF117660.D (-2311) (-) m/z 57.05 100.00%
57 | a5
5000
113 LS BRI SO UL B
147 208 15.40 15.60 15.80 16.00
0k o T e S m/z 71.10 93.54%
m/z--> 50 100 150 200 250 300 350
Abundance #149373: Sulfurous acid, 2-propyl tridecyl ester
43
5000 71
15.40 15.60 15.80 16.00
‘ o m/z 85.00 83.26%
o d L B e e
m/z--> 50 100 150 200 250 300 350
Abundance #129494: 10-Methylnonadecane
57
P 15.40 15.60 15.80 16.00
5000 m/z 43.05 57 .80%
154
29
1
Oouuul’u'luu‘ "HI |‘\||||||||||?6|7||||||||||||
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane T
57 15.40 15.60 15.80 16.00
m/z 41.00 32.27%
5000 85
29 } 113 141 169
oL d AT 160 107 225 253 261 300 g7 a0 | M| ]
m/z--> 50 100 150 200 250 300 350 1540 15.60 15.80 16.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF103119\
Data File : BF117660.D

Acq On : 31 Oct 2019 16:11

Operator : JU

Sample - K5541-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101819.M
Quant Title : 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 .50 6.50 86.2 ng 814197 1 6.73 188936 20.0
Undecanoic acid 11.77 3.7 ng 50424 4 11.25 273767 20.0
Dichloroacetic ac... 13.73 7.8 ng 133659 5 13.90 340378 20.0
Benzo[e]pyrene 15.03 2.4 ng 24544 6 15.33 204462 20.0
Perylene 15.22 5.1 ng 51821 6 15.33 204462 20.0
Sulfurous acid, 2... 15.71 3.3 ng 33672 6 15.33 204462 20.0
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