LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF121217\
Data File : BF101344.D

Aca On : 12 Dec 2017 21:47

Operator : SJ/JU

Sample : 16822-11 5X

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:\HPCHEM1I\BNA F\METHODS\8270-BF113017.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

5.028 497 500 505 rBvV2 8332 10114 2.58% 0.222%
5.440 567 570 586 rBV 153193 180634 46.14% 3.971%
rBv 166238 188916 48.25% 4._.153%
6.592 762 766 773 rBV 243618 203455 51.97% 4._.473%
6.822 802 805 814 rBB 271584 221509 56.58% 4_870%
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6.975 828 831 842 rBB 188844 158528 40.49% 3.485%
7.386 898 901 913 rBV 114666 111113 28.38% 2.443%
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rvB 5001 4327 1.11% 0.095%

8.081 1015 1019 1020 rBV 5034 4869 1.24% 0.107%

1 8.104 1020 1023 1030 rVvVv 320037 268230 68.51% 5.897%
11 8.386 1064 1071 1075 rVB3 4870 9017 2.30% 0.198%
12 8.445 1075 1081 1085 rBV2 2902 4822 1.23% 0.106%
13 8.516 1090 1093 1095 rBvV 6778 5372 1.37% 0.118%
14 8.633 1111 1113 1115 rBV 3688 3968 1.01% 0.087%
15 8.686 1119 1122 1126 rBV3 4293 4943 1.26% 0.109%
16 8.839 1146 1148 1152 rVB2 5796 5001 1.28% 0.110%
17 9.092 1187 1191 1193 rVvv2 7676 7433 1.90% 0.163%
18 9.116 1193 1195 1199 rVB2 5941 5611 1.43% 0.123%
19 9.175 1202 1205 1211 rVV 252182 206407 52.72% 4 _.538%
20 9.251 1214 1218 1221 rBV2 12286 12762 3.26% 0.281%
21 9.522 1260 1264 1266 rVB2 4130 4247 1.08% 0.093%
22 9.563 1266 1271 1272 rBV 22727 26026 6.65% 0.572%
23 9.616 1278 1280 1287 rVB4 4441 6436 1.64% 0.141%
24 9.722 1294 1298 1300 rBV2 9403 9083 2.32% 0.200%
25 9.763 1303 1305 1307 rBV 13897 11234 2.87% 0.247%
26 9.863 1318 1322 1325 rBV 290261 242995 62.07% 5.342%
27 9.892 1325 1327 1331 rVB2 10489 11547 2.95% 0.254%
28 10.186 1373 1377 1379 rBV3 3774 4759 1.22% 0.105%
29 10.280 1391 1393 1396 rVB 10132 7466 1.91% 0.164%
30 10.410 1410 1415 1421 rVB 5980 6598 1.69% 0.145%
31 10.657 1453 1457 1465 rVB 94199 88207 22.53% 1.939%
32 10.751 1471 1473 1479 rBV2 8387 11432 2.92% 0.251%
33 11.204 1547 1550 1552 rBV 5198 4596 1.17% 0.101%

34 11.351 1572 1575 1578 rBV 272217 250975 64.10% 5.518%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF121217\
Data File : BF101344.D

Aca On : 12 Dec 2017 21:47

Operator : SJ/JU

Sample : 16822-11 5X

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:\HPCHEM1I\BNA F\METHODS\8270-BF113017 .M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 11.374 1578 1579 1583 rVV 87225 65668 16.77% 1.444%
36 11.433 1586 1589 1591 rVB 18069 15096 3.86% 0.332%
37 11.857 1655 1661 1663 rBV 14618 13291 3.39% 0.292%
38 11.886 1663 1666 1669 rVvV 17789 16946 4_.33% 0.373%
39 11.933 1671 1674 1677 rVB 10097 7942 2.03% 0.175%
40 11.969 1677 1680 1682 rBV2 21468 23771 6.07% 0.523%
41 11.986 1682 1683 1687 rVB3 10030 9765 2.49% 0.215%
42 12.151 1705 1711 1716 rBV2 9120 10537 2.69% 0.232%
43 12.192 1716 1718 1721 rVB2 4556 4585 1.17% 0.101%
44 12.404 1751 1754 1757 rBVY 9953 12119 3.10% 0.266%
45 12.504 1766 1771 1774 rBV3 7354 7199 1.84% 0.158%

46 12.569 1779 1782 1786 rBV 177834 162073 41.40% 3.563%
47 12.804 1815 1822 1827 rBV 190928 195281 49.88% 4_.293%

48 12.851 1827 1830 1834 rVB3 11282 11749 3.00% 0.258%
49 12.933 1839 1844 1848 rBVY 205030 185643 47.42% 4._.081%
50 12.968 1848 1850 1852 rVB2 6222 4448 1.14% 0.098%
51 13.016 1855 1858 1862 rBV3 11904 18893 4.83% 0.415%
52 13.074 1865 1868 1870 rBV2 4480 4078 1.04% 0.090%
53 13.133 1870 1878 1880 rVV 26389 37420 9.56% 0.823%
54 13.198 1886 1889 1891 rBV 19011 17373 4.44% 0.382%
55 13.233 1891 1895 1898 rVVv2 20449 24777 6.33% 0.545%
56 13.286 1902 1904 1908 rVB5 4730 6516 1.66% 0.143%
57 13.327 1908 1911 1914 rBV 13147 16207 4.14% 0.356%
58 13.363 1914 1917 1921 rBV2 11873 14998 3.83% 0.330%
59 13.392 1921 1922 1925 rVB2 5642 4096 1.05% 0.090%
60 13.433 1925 1929 1930 rBV3 4432 5863 1.50% 0.129%
61 13.451 1930 1932 1935 rVB3 5494 5465 1.40% 0.120%
62 13.510 1935 1942 1944 rBV4 6574 11776 3.01% 0.259%
63 13.551 1948 1949 1952 rVB 5131 4503 1.15% 0.099%
64 13.616 1957 1960 1962 rBV3 8922 8887 2.27% 0.195%
65 13.645 1962 1965 1969 rVB 15605 16314 4_.17% 0.359%
66 13.757 1979 1984 1986 rBV2 17251 22124 5.65% 0.486%
67 13.780 1986 1988 1991 rVV 16853 16415 4._.19% 0.361%
68 13.810 1991 1993 1994 rVV 17270 16741 4.28% 0.368%
69 13.827 1994 1996 1999 rVv2 24664 27210 6.95% 0.598%
70 13.857 1999 2001 2003 rVB 15831 12766 3.26% 0.281%
71 13.921 2010 2012 2014 rBV3 6763 6801 1.74% 0.150%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF121217\
Data File : BF101344.D

Aca On : 12 Dec 2017 21:47

Operator : SJ/JU

Sample : 16822-11 5X

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:\HPCHEM1I\BNA F\METHODS\8270-BF113017.M

Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

72 14.004 2021 2026 2029 rBvV2 347639 391516 100.00% 8.608%
73 14.033 2029 2031 2034 rVB 90017 70292 17.95% 1.545%
74 14.110 2042 2044 2047 rBV2 21156 21651 5.53% 0.476%
75 14.351 2083 2085 2088 rBV3 8760 11390 2.91% 0.250%
76 14.392 2088 2092 2095 rvVv 24059 28011 7.15% 0.616%
77 14.427 2096 2098 2100 rVB 9332 6220 1.59% 0.137%
78 14.468 2103 2105 2106 rBV2 7824 4283 1.09% 0.094%
79 14.515 2111 2113 2115 rBV3 12370 10190 2.60% 0.224%
80 14.580 2122 2124 2127 rBv4 10585 11589 2.96% 0.255%
81 14.892 2175 2177 2181 rVB4 17411 22597 5.77% 0.497%
82 15.051 2200 2204 2207 rBV 74032 98023 25.04% 2.155%
83 15.162 2220 2223 2228 rBV2 20837 27018 6.90% 0.594%
84 15.357 2253 2256 2262 rVB 45177 61953 15.82% 1.362%
85 15.421 2262 2267 2271 rBV 70561 95349 24.35% 2.096%
86 15.480 2271 2277 2281 rBV 155395 217814 55.63% 4_.789%
87 16.962 2523 2529 2535 rBV3 31706 75745 19.35% 1.665%
88 17.256 2577 2579 2580 rVB2 7515 4101 1.05% 0.090%
89 17.421 2603 2607 2613 rVB3 20587 38324 9.79% 0.843%
90 18.250 2746 2748 2751 rBvV4 4470 4397 1.12% 0.097%

Sum of corrected areas: 4548431
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF121217\

BF101344.D

12 Dec 2017 21:47

SJ/Ju

16822-11 5X

19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121217\
Data File : BF101344.D

Aca On : 12 Dec 2017 21:47

Operator : SJ/JU

Sample : 16822-11 5X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 unknown6.59 Concentration Rank 1

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

6.59 18.37 ng 203455 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
3 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 9

Abundance Scan 766 (6.592 min): BF101344.D (-762) (-) m/z 132.00 100.00%
32
5000
68
96 SRS AR NS S
40 4554 g 75 g | 104 6.20 6.40 6.60 6.80 7.00
”.W.H.M.”,H.w.”.“.”,”.w.”.“w”,”.w.”.,h”,” m/z 68.10 34 .05%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 R
5000 SRR SRS S S
6.20 6.40 6.60 6.80 7.00
78 m/z 134.00 31.82%
Twa
mz-> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 6.40 6.60 6.80 7.00
5000 m/z 66.00 21.75%
33 44 g7 105
51 60 10 78 g4 115
mz-> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal S EEam - PP
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 14 .88%
5000 67
41 97
‘ 53 2 117
sall] | eyl P8 108110 | 104 )
m/z--> 30 4'0 5 60 70 8|0 9'0 100 110 12'0 130 140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121217\
Data File : BF101344.D

Aca On : 12 Dec 2017 21:47

Operator : SJ/JU

Sample : 16822-11 5X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown9.56 Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
9.56 2.14 ng 26026 Acenaphthene-d10 9.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. octahvdro-2.2.4.4.7.7... 208 C15H28 054832-83-6 40
2 Il.2.41Triazololl.5-alpvrimidin-. .. 193 C8H11N50 1000351-50-1 35
3 Methvl _.alpha.-d-alucoheptuloside 224 C8H1607 1000126-85-3 16
4 2-(1-Butvl-2-nitroallvDcvclohex... 239 C13H21NO3 1000192-05-9 14
5 3,4-Diethoxy-N-(4,5,6,7-tetrahyd... 346 C18H22N203S 1000311-37-1 12
Abundance Scan 1271 (9.563 min): BF101344.D (-1266) (-) m/z 193.20 100.00%
193
5000 57 69 g3 125
95 109 137 163
| I | | | 9.20 9.40 9.60 9.80
'Wu- A m/z 69.10 43.25%
m/z--> 20 40 100 120 140 160 180 200 220
Abundance #67971. lH Indene, octahydro-2,2,4,4,7,7-hexamethyl-, trans-
193
69
83 123 147
5000 i 109
55 % 9.20 9.40 9.60 9.80
29 m/z 83.00 38.51%
: .‘.‘. -‘.“- L ‘:“. .“,‘l " HI W T "‘l 152 |1§|5|1|7|9| 1208 _—
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
193
54 9.20 9.40 9.60 9.80
5000 4 165 m/z 57.00 37.18%
69 97 137
110
83 123 | 150 178
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #81406: Methyl .alpha.-d-glucoheptuloside
193 9.20 9.40 9.60 9.80
m/z 123.10 34 .36%
5000 g1
139
115 157
MH m\ H\M ‘ hostSur | 19T s | gy
m/z--> 20 100 120 140 160 180 200 220 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121217\
Data File : BF101344.D

Aca On : 12 Dec 2017 21:47

Operator : SJ/JU

Sample : 16822-11 5X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 unknownl14.89 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.89 2.07 ng 22597 Perylene-di12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9H-Fluorene. 9-(phenvimethvlene)- 254 C20H14 001836-87-9 30
2 1H-Pvrrolol2.3-flauinolin-9-ol. ... 254 C16H18N20 1000303-71-9 27
3 7.12-Dihvdrobenzolkl1fluoranthene 254 C20H14 1000080-17-7 27
4 2-(4-Hvdroxv-benzvlidene)-benzol... 254 C15H1002S 1000297-32-7 27
5 4,6"-Biazulenyl 254 C20H14 094154-49-1 27
Abundance Scan 2177 (14.892 min): BF101344.D (-2175) (-) m/z 253.10 100.00%
253

5000

14.60 14.80 15.00 15.20
m/z 254.05 57.12%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #105932: 9H-Fluorene, 9-(phenylmethylene)-
253

5000

126 14.60 14.80 15.00 15.20

m/z 43.10 45 _.30%
150 174 200 226

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
253
R N REEE S R
14.60 14.80 15.00 15.20
5000 m/z 150.10 38.04%
39 127

55 77 105 144 167 193209 237
Wmmmmﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #105931: 7,12-Dihydrobenzo[K]fluoranthene
252 14.60 14.80 15.00 15.20
m/z 138.10 33.08%
5000 196
101 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121217\
Data File : BF101344.D

Aca On : 12 Dec 2017 21:47

Operator : SJ/JU

Sample : 16822-11 5X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 5.69 ng 61953 Perylene-di12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 94
2 Benzolklfluoranthene 252 C20H12 000207-08-9 94
3 Pervlene 252 C20H12 000198-55-0 89
4 Benzolalpvrene 252 C20H12 000050-32-8 81
5 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 81

Abundance Scan 2257 (15.362 min): BF101344.D (-2253) (-) m/z 252.10 100.00%

252

5000

125

15.00 15.20 15.40 15.60
m/z 250.05  27.94%

226

142159 193

270 291 350

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #104217: Benzo[e]pyrene
252
5000
15.00 15.20 15.40 15.60
125 m/z 253.10 26.88%
50 74 99 , | 146 174 200 224 |
[ T e I PR e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
252
15.00 15.20 15.40 15.60
5000 m/z 125.10 13.74%
126
74 99 200 224
vwm‘wﬁmm‘wﬁmﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #104215: Perylene R AR maEE
252 15.00 15.20 15.40 15.60
m/z 251.10 13.68%
5000
126

27 50 74 99 150 174 198 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 15.00 15.20 15.40 15.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121217\
Data File : BF101344.D

Acq On : 12 Dec 2017 21:47

Operator : SJ/JU

Sample : 16822-11 5X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF113017 .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]
unknown6 .59 6.59 18.4 ng 203455 1 6.82 221509 20.0
unknown9 .56 9.56 2.1 ng 26026 3 9.86 242995 20.0
unknown14 .89 14.89 2.1 ng 22597 6 15.49 217814 20.0
Benzo[e]pyrene 15.36 5.7 ng 61953 6 15.49 217814 20.0
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