LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112017\
Data File : BF100747.D

Aca On : 20 Nov 2017 23:01

Operator : SJ/JU

Sample : 16304-18 5X

Misc :

ALS Vial : 15 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-BF110817.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 5.081 506 509 517 rVB 27360 26409 3.41% 0.272%
2 5.475 573 576 580 rBV 485780 443786 57.36% 4_.571%
3 6.487 744 748 758 rBV 576195 459535 59.40% 4.733%
4 6.634 769 773 777 rBV 566860 478457 61.84% 4.928%
5 6.869 810 813 817 rBV 681133 604834 78.18% 6.229%
6 7.028 836 840 843 rBV 426066 364716 47 .14% 3.756%
7 7.428 904 908 911 rBV 354030 269933 34.89% 2.780%
8 8.151 1027 1031 1035 rBV 926452 765949 99.00% 7.889%
9 9.222 1210 1213 1217 rBV 613398 521262 67.38% 5.369%
10 9.563 1267 1271 1274 rBV 162669 122522 15.84% 1.262%
11 9.616 1274 1280 1287 rVB 39907 44041 5.69% 0.454%
12 9.769 1300 1306 1309 rBV 42397 35555 4 .60% 0.366%
13 9.833 1311 1317 1320 rVB2 17930 20799 2.69% 0.214%
14 9.910 1326 1330 1333 rBV 873536 759068 98.11% 7.818%
15 10.022 1344 1349 1353 rVB 16170 13673 1.77% 0.141%
16 10.327 1399 1401 1404 rVB 18527 16023 2.07% 0.165%
17 10.451 1420 1422 1430 rVB 11985 11967 1.55% 0.123%
18 10.692 1457 1463 1467 rBvV 279155 236912 30.62% 2.440%
19 10.804 1479 1482 1483 rBvV 12616 9733 1.26% 0.100%
20 11.392 1578 1582 1585 rBV 737211 625726 80.88% 6.445%
21 11.416 1585 1586 1589 rVvVv 88485 48300 6.24% 0.497%
22 11.469 1592 1595 1598 rVB 20437 16112 2.08% 0.166%
23 11.892 1663 1667 1670 rBV 20598 23466 3.03% 0.242%
24 11.921 1670 1672 1675 rVB 24228 18951 2.45% 0.195%
25 12.004 1683 1686 1688 rBV2 30225 29813 3.85% 0.307%
26 12.027 1688 1690 1693 rVB 16990 14131 1.83% 0.146%
27 12.186 1713 1717 1720 rBV 10381 11273 1.46% 0.116%
28 12.439 1757 1760 1763 rBV 20162 21299 2.75% 0.219%
29 12.480 1763 1767 1769 rVV3 10866 15128 1.96% 0.156%
30 12.527 1772 1775 1779 rBV3 11094 13241 1.71% 0.136%
31 12.604 1785 1788 1791 rBV 142324 111045 14.35% 1.144%
32 12.698 1801 1804 1808 rVB 18985 16529 2.14% 0.170%
33 12.757 1812 1814 1816 rBV 7398 9204 1.19% 0.095%

34 12.833 1821 1827 1832 rBV 182538 170968 22.10% 1.761%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112017\
Data File : BF100747.D

Aca On : 20 Nov 2017 23:01

Operator : SJ/JU

Sample : 16304-18 5X

Misc :

ALS Vial : 15 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:\HPCHEM1I\BNA F\METHODS\8270-BF110817.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 12.974 1847 1851 1858 rVB 378438 341995 44 _.20% 3.522%

36 13.051 1860 1864 1868 rBv4 17136 25004 3.23% 0.258%
37 13.133 1876 1878 1879 rBV2 13242 10775 1.39% 0.111%
38 13.157 1879 1882 1886 rVB 25507 30954 4._00% 0.319%
39 13.227 1891 1894 1897 rBV2 15810 12644 1.63% 0.130%
40 13.263 1897 1900 1903 rVB2 26073 22330 2.89% 0.230%
41 13.327 1908 1911 1914 rBV3 6784 10625 1.37% 0.109%
42 13.357 1914 1916 1919 rVB 21113 16346 2.11% 0.168%
43 13.386 1919 1921 1924 rBV2 17920 20371 2.63% 0.210%
44 13.663 1966 1968 1973 rVB 17122 20262 2.62% 0.209%
45 13.757 1982 1984 1986 rBVY 31261 27419 3.54% 0.282%
46 13.780 1986 1988 1990 rVB 17398 15485 2.00% 0.159%
47 13.810 1990 1993 1994 rBV 10759 8836 1.14% 0.091%
48 13.827 1994 1996 1999 rVvVv 9723 10278 1.33% 0.106%
49 13.862 1999 2002 2006 rVVv3 24777 32153 4.16% 0.331%
50 13.945 2014 2016 2019 rVB3 8535 8939 1.16% 0.092%
51 13.998 2019 2025 2026 rBV6 10486 15806 2.04% 0.163%
52 14.033 2026 2031 2033 rVV2 684816 773661 100.00% 7.968%
53 14.057 2033 2035 2041 rVB 100347 92266 11.93% 0.950%
54 14.133 2043 2048 2051 rBV3 21066 32382 4._.19% 0.334%
55 14.174 2051 2055 2057 rBV2 22549 26297 3.40% 0.271%
56 14.239 2064 2066 2068 rBV2 10929 11527 1.49% 0.119%
57 14.286 2071 2074 2077 rVB5 10688 11340 1.47% 0.117%
58 14.415 2093 2096 2099 rVB 27760 27027 3.49% 0.278%
59 14.451 2099 2102 2106 rBVZ2 16700 19513 2.52% 0.201%
60 14.509 2106 2112 2114 rBV5 21623 43833 5.67% 0.451%
61 14.539 2114 2117 2119 rVV3 25983 26977 3.49% 0.278%
62 14.562 2119 2121 2124 rVB2 18995 16635 2.15% 0.171%
63 14.751 2151 2153 2157 rBV3 10053 9937 1.28% 0.102%
64 14.974 2189 2191 2195 rVB5 12068 13260 1.71% 0.137%
65 15.068 2202 2207 2210 rBV 147265 212974 27 .53% 2.194%
66 15.133 2215 2218 2222 rVV4 24090 37369 4._.83% 0.385%
67 15.180 2223 2226 2229 rVB 40986 47283 6.11% 0.487%

68 15.374 2255 2259 2264 rVB 81347 105892 13.69% 1.091%
69 15.439 2265 2270 2275 rBV 127221 157097 20.31% 1.618%
70 15.504 2276 2281 2293 rVV 536261 746437 96.48% 7.688%
71 15.821 2333 2335 2338 rVB4 9890 9373 1.21% 0.097%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112017\

Data File : BF100747.D

Aca On - 20 Nov 2017 23:01

Operator : SJ/JU

a?ggle i 16304-18 5X CL-01-111617-D
ALS Vial : 15 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-BF110817 .M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

72 15.951 2352 2357 2361 rBV6 22305 40493 5.23% 0.417%
73 16.062 2374 2376 2383 rVBS8 17287 28146 3.64% 0.290%
74 16.204 2397 2400 2402 rBvV4 10037 14686 1.90% 0.151%
75 16.462 2440 2444 2448 rBV6 10489 18891 2.44% 0.195%
76 16.974 2526 2531 2538 rVB2 46331 85813 11.09% 0.884%
77 17.056 2541 2545 2547 rBV3 13061 19070 2.46% 0.196%
78 17.209 2569 2571 2577 rBV6 8961 15206 1.97% 0.157%
79 17.421 2601 2607 2613 rBV 32190 71255 9.21% 0.734%
80 18.021 2704 2709 2713 rBV6 6219 14022 1.81% 0.144%

Sum of corrected areas: 9709244
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112017\
Data File : BF100747.D

Aca On : 20 Nov 2017 23:01

Operator : SJ/JU

Sample : 16304-18 5X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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: BF100747.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112017\
Data File : BF100747.D

Aca On : 20 Nov 2017 23:01

Operator : SJ/JU

Sample : 16304-18 5X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 unknown6.63 Concentration Rank 1

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

6.63 15.82 ng 478457 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 772 (6.628 min): BF100747.D (-769) (-) m/z 132.00 100.00%
132.0
5000 68.1
40.0 540 | | 9.0 J 620 640 6.60 6.80 7.00
e e L o S m/z 68.10 45_.68%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 A IR BN IR
6.20 6.40 6.60 6.80 7.00
310 510 m/z 134.00 30.32%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
132.0
620 640 6.60 6.80 7.00
5000 67.0 m/z 66.00 26.00%
41.0 97.0
117.0
54,0 81.0
mz-> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl e RERmE DT
57.0 132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 16.25%
74.0
5000 98.0 116.0
SN | ST ﬂ“,. A rm‘--‘jw i 1980 %8?|0l SN | G | N
m/z--> 40 60 80 100 120 140 160 180 6.0 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112017\
Data File : BF100747.D

Aca On : 20 Nov 2017 23:01

Operator : SJ/JU

Sample : 16304-18 5X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Caryophyllene Concentration Rank 3

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

9.56 3.23 ng 122522 Acenaphthene-d10 9.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Carvophvllene 204 C15H24 000087-44-5 94
2 Bicvclol7.2.0lundec-4-ene. 4.11.... 204 C15H24 000118-65-0 91
3 Bicvclol5.2.01nonane. 2-methvlen... 204 C15H24 242794-76-9 91
4 Bicvclol7.2.0Tundec-4-ene. 4.11.... 204 C15H24 013877-93-5 86
5 _alpha.-Farnesene 204 C15H24 000502-61-4 46

Abundance Scan 1271 (9.563 min): BF100747.D (-1267) (-) m/z 41.10 100.00%

41.1 69.1 93.1

133.1

5000

9.20 9.40 9.60 9.80
m/z 93.10 96.20%

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #64275: Caryophyllene
69.0 93.0 133.0
41.0
5000
161.0 9.20 9.40 9.60 9.80
109.0 0
L R
MNP N L T N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
41.0 69.0 93.0
133.0 9.20 9.40 9.60 9.80
5000 m/z 91.00 85.95%
109.0 161.0 189.0
26.0 -0204.0
e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64421: Bicyclo[5.2.0]nonane, 2-methylene-4,8,8-trimethyl-...
93.0 9.20 9.40 9.60 9.80
133.0 m/z 133.10 81.82%
5000 4.0 690
161.0
189.0
108.0 H ‘
.,2§Hp..h*..‘jhl JL‘.J&“.. L “ . H‘ .M. R ...2??59. e o g
m/z--> 20 40 60 80 100 160 180 200 9. 20 940 9.60 9.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112017\
Data File : BF100747.D

Aca On : 20 Nov 2017 23:01

Operator : SJ/JU

Sample : 16304-18 5X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Benzo[e]pyrene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.37 2.84 ng 105892 Perylene-di12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 94
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 91
Abundance Scan 2258 (15.368 min): BF100747.D (-2255) (-) m/z 252.10 100.00%
25p.1
5000
125.1 15.00 15.20 15.40 15.60
55.9 99.1 155.1 200.0 225.0 2811 316.1 7> 520 10 30 18%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #104217: Benzo[e]pyrene
252.0
5000
15.00 15.20 15.40 15.60
m/z 253.10 22 .55%
mo7u)%odﬂlm0ﬂummoﬂﬂ)$
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
252.0
15.00 15.20 15.40 15.60
5000 m/z 125.05 16.97%
126.0
39.0 74.0 100.0 150.0174.0 200.0224.0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #104220: Benzo[a]pyrene L LI L L BN B
252.0 15.00 15.20 15.40 15.60
m/z 126.00 13.80%
5000
126.0
51.0 740 100.0, | 150.0174.0 198,0 224.0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 15.00 15.20 15.40 15.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF112017\
Data File : BF100747.D

Acq On : 20 Nov 2017 23:01

Operator : SJ/JU

Sample : 16304-18 5X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown6.63 6.63 15.8 ng 478457 1 6.87 604834 20.0
Caryophyllene 9.56 3.2 ng 122522 3 9.91 759068 20.0
Benzo[e]pyrene 15.37 2.8 ng 105892 6 15.50 746437 20.0
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