LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BFO070517\

Data File : BF096492.D

Aca On 5 Jul 2017 19:00 Instrument :

Operator : SJ/MA E?Afs el
- _ lentosampleld :

3?22'6 : 14052-04 5X HR-03-070317-B

ALS Vial : 22 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-BF070117.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 4.881 472 475 484 rVB 85828 91534 9.48% 0.872%
2 5.316 545 549 556 rBV 683023 646892 66.98% 6.166%
3 6.339 719 723 730 rBV 835440 650086 67.31% 6.196%
4 6.475 742 746 750 rBV 798585 662143 68.56% 6.311%
5 6.710 782 786 790 rBV 902158 713405 73.87% 6.800%
6 6.863 809 812 816 rBV 536747 491632 50.91% 4 .686%
7 7.263 877 880 884 rBV 424991 375929 38.93% 3.583%
8 7.992 1000 1004 1007 rBVY 1203744 965773 100.00% 9.205%
9 8.704 1123 1125 1128 rVB 19440 16118 1.67% 0.154%
10 8.804 1139 1142 1147 rVB 18575 15175 1.57% 0.145%
11 9.069 1183 1187 1190 rBV 923138 702813 72.77% 6.699%
12 9.463 1251 1254 1257 rBV 62579 46904 4 .86% 0.447%
13 9.604 1275 1278 1281 rBV 23188 18326 1.90% 0.175%
14 9.651 1281 1286 1291 rVvVv5 6217 12518 1.30% 0.119%
15 9.745 1298 1302 1306 rBVv2 1081862 929396 96.23% 8.858%
16 9.774 1306 1307 1313 rVB 25191 18509 1.92% 0.176%
17 9.951 1335 1337 1341 rVB 17333 13195 1.37% 0.126%
18 10.192 1375 1378 1383 rvVvB2 21821 17158 1.78% 0.164%
19 10.292 1392 1395 1399 rVB 29808 25149 2.60% 0.240%
20 10.410 1408 1415 1419 rBV5 8269 12624 1.31% 0.120%
21 10.527 1432 1435 1441 rBV 324508 274085 28.38% 2.612%
22 10.663 1454 1458 1467 rBV 27067 33797 3.50% 0.322%
23 11.116 1531 1535 1538 rBV2 25091 28784 2.98% 0.274%

24 11.227 1550 1554 1556 rBV 823693 722157 T74.78% 6.883%
25 11.251 1556 1558 1561 rVB 153962 122854 12.72% 1.171%

26 11.298 1564 1566 1570 rVB 40539 33017 3.42% 0.315%
27 11.451 1589 1592 1597 rVB2 12762 16243 1.68% 0.155%
28 11.539 1602 1607 1609 rBV 22531 22059 2.28% 0.210%
29 11.633 1618 1623 1629 rVB2 41808 39283 4_.07% 0.374%
30 11.727 1636 1639 1641 rBV 32737 26004 2.69% 0.248%
31 11.757 1641 1644 1649 rVB 39843 35317 3.66% 0.337%
32 11.804 1649 1652 1655 rBV2 13370 12049 1.25% 0.115%
33 11.839 1655 1658 1660 rVv2 39393 41880 4._.34% 0.399%
34 11.857 1660 1661 1667 rVB 20209 18141 1.88% 0.173%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BFO070517\

Data File : BF096492.D

Aca On 5 Jul 2017 19:00 Instrument :

Operator : SJ/MA E?Afs el
- _ lentosampleld :

3?22'6 : 14052-04 5X HR-03-070317-B

ALS Vial : 22 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-BF070117 .M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 11.945 1672 1676 1681 rVB2 15090 15183 1.57% 0.145%
36 12.280 1730 1733 1736 rBV2 22458 23743 2.46% 0.226%
37 12.316 1736 1739 1741 rBV2 147364 129957 13.46% 1.239%
38 12.339 1741 1743 1746 rVB 83489 65729 6.81% 0.626%

39 12.433 1755 1759 1763 rVB 139213 124062 12.85% 1.182%
40 12.663 1792 1798 1800 rBV 120919 128430 13.30% 1.224%

41 12.810 1819 1823 1826 rVB 485640 408118 42.26% 3.890%

42 12.880 1832 1835 1838 rBV2 13328 17361 1.80% 0.165%
43 12.968 1847 1850 1851 rBV3 10770 12055 1.25% 0.115%
44 12.992 1851 1854 1856 rVB 26840 26743 2.77% 0.255%
45 13.057 1863 1865 1868 rBV 28560 23597 2.44% 0.225%
46 13.092 1868 1871 1874 rVB 22389 21084 2.18% 0.201%
47 13.186 1885 1887 1890 rVB 18113 14374 1.49% 0.137%
48 13.215 1890 1892 1896 rVB 19718 16085 1.67% 0.153%
49 13.398 1921 1923 1929 rVB5 12256 14319 1.48% 0.136%
50 13.604 1954 1958 1962 rBV4 15957 30115 3.12% 0.287%
51 13.721 1973 1978 1983 rBV5 24664 39508 4._.09% 0.377%
52 13.857 1996 2001 2004 rBV 712156 671852 69.57% 6.404%
53 13.880 2004 2005 2008 rVB 49595 29229 3.03% 0.279%
54 14.245 2064 2067 2069 rVB 21664 19039 1.97% 0.181%
55 14.351 2081 2085 2090 rBV5 27505 50377 5.22% 0.480%
56 14.645 2133 2135 2140 rVB4 13865 17941 1.86% 0.171%
57 14.780 2156 2158 2162 rVB4 27007 24359 2.52% 0.232%
58 14.868 2169 2173 2175 rBV3 39168 54097 5.60% 0.516%
59 14.968 2187 2190 2191 rBV3 20427 25026 2.59% 0.239%
60 15.145 2217 2220 2224 rVB 23578 29265 3.03% 0.279%
61 15.209 2227 2231 2233 rBV 29816 33682 3.49% 0.321%
62 15.268 2236 2241 2245 rBV 459719 530554 54.94% 5.057%
63 15.727 2315 2319 2323 rBV4 26023 44759 4.63% 0.427%
Sum of corrected areas: 10491592
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070517\
Data File : BF096492.D

Aca On 5 Jul 2017 19:00

Operator : SJ/MA

Sample : 14052-04 5X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF070117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance : .
1200000 TIC: BF096492.D

1000000

800000
5.32

600000 6.86
7.26
400000

200000

4.88 L

-

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance : .
12000001 7|gg TIC: BF096492.D

1000000
9.07

11.23
800000

600000

12.81

400000 1053

200000 11.25

8.780 JL j‘l%@gﬁ;\??gkgs 10128 41| 10,66 1.1 -391%%94 1248

A
LI B

Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50

Abundance : .
1200000 TIC: BF096492.D

1000000
800000 13 g6

600000

15.27

400000

200000

e e

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070517\
Data File : BF096492.D

Aca On 5 Jul 2017 19:00

Operator : SJ/MA

Sample : 14052-04 5X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF070117_.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.

4.88 2.57 ng 91534 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
3 Diacetamide 101 C4H7NO2 000625-77-4 9
4 2-Propvn-1-ol. acetate 98 C5H602 000627-09-8 9
5 4-Pentene-2-o0l, 2-methyl 100 C6H120 000624-97-5 9

Abundance Scan 475 (4.881 min): BF096492.D (-472) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 PSSP SARRE SRS R
4.60 4.80 5.00 5.20
il 800880 | “m/z 59.00 54.96%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 UL S R R
4.60 4.80 5.00 5.20
59.0 1010 m/z 58.00 14.65%
21.0 350, | 510 ‘ 67.0 83.0 91.0 |
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59.0
460 480 500 520
5000 41.0 m/z 101.00 14.16%
31.0
69.0 87.0
15.0 51.0 98.0
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4023: Diacetamide B B L
43.0 4.60 4.80 5.00 5.20
m/z 41.00 8.68%
5000 59.0
73.0
101.0
28.0 |l 51.0 | 86.0 \
m/z--> 0 20 30 40 50 60 70 8 9 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070517\
Data File : BF096492.D

Aca On 5 Jul 2017 19:00

Operator : SJ/MA

Sample : 14052-04 5X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF070117_.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 unknown6.47 Concentration Rank 1

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

6.47 18.56 ng 662143 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 17
3 Amphetaminil 250 C17H18N2 017590-01-1 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 745 (6.469 min): BF096492.D (-742) (-) m/z 132.00 100.00%
132.0
5000 68.1
wo | % | Tk 640 6k0 650
ettt e e Al e e || M7z 68.10  41.69%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 U RS L U A
6.20 6.40 6.60 6.80
310 5L0 ‘ ‘ m/z 134.00 31.38%
‘ L1 H | 1
m/z--> 40 60 8 100 120 140 160 180 200 220
Abundance
132.0
620 640 6.60 6.80
5000 67.0 m/z 66.00 28.27%
41.0 97.0
115.0
m/z--> 40 60 8 100 120 140 160 180 200 220
Abundance #102556: Amphetaminil R e R R
132.0 6.20 6.40 6.60 6.80
m/z 69.10 17.50%
5000
105.0
510 770 ;| | 1500 178.0  206.0222.0
m/z--> 40 60 8 100 120 140 160 180 200 220 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070517\
Data File : BF096492.D

Aca On 5 Jul 2017 19:00

Operator : SJ/MA

Sample : 14052-04 5X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF070117_.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 11,14-Eicosadienoic acid, m... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.32 3.60 ng 129957 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11.14-Eicosadienoic acid. methvl... 322 C21H3802 002463-02-7 93
2 2-Chloroethvl linoleate 342 C20H35CI102 025525-76-2 91
3 9.12-Octadecadienoic acid. methv... 294 C19H3402 002566-97-4 76
4 Bicvclol2.2.2Toctane. 2-methvl- 124 C9H16 000766-53-0 76
5 3,4-Octadiene, 7-methyl- 124 C9H16 037050-05-8 68

Abundance Scan 1740 (12.321 min): BF096492.D (-1736) (-) m/z 67.00 100.00%

5000

12.00 12.20 12.40 12.60
m/z 81.05 87.18%

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

Abundance #162983: 11,14-Eicosadienoic acid, methyl ester
41.0 670
5000
12.00 12.20 12.40 12.60
m/z 55.00 76.79%
291.0 322.0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
67.0
e
12.00 12.20 12.40 12.60
5000 9.0 m/z 95.10 74.70%
41.0
123.0 1500 263.0 342.0
Wﬂ'mmwmmmmm
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
41.0 67.0 12.00 12.20 12.40 12.60
m/z 41.00 65.61%
5000

(T

123.0149.0 1759 262.0 294.0
N A N

T I T T
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070517\
Data File : BF096492.D

Aca On 5 Jul 2017 19:00

Operator : SJ/MA

Sample : 14052-04 5X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF070117_.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 Benzo[e]pyrene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.87 2.04 ng 54097 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 94
2 Benzolklfluoranthene 252 C20H12 000207-08-9 93
3 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 93
4 Benzolalovrene 252 C20H12 000050-32-8 87
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 81
Abundance Scan 2173 (14.868 min): BF096492.D (-2169) (-) m/z 252.10 100.00%
25p.1
5000
125.9 14.60 14.80 15.00 15.20
751 99.9 , 187.0  224.0 - - - -
440 23 28211 "w/z 250.10 28.21%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104217: Benzo[e]pyrene
252.0
5000
14.60 14.80 15.00 15.20
m/z 253.05 21.74%
50.0 74.0 %O”M M601M02m02M0 m
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
252.0
14.60 14.80 15.00 15.20
5000 m/z 125.90 15.88%
126.0
74.0 99.0 2000 2240
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104227: Benz[e]acephenanthrylene
252.0 14.60 14.80 15.00 15.20
m/z 125.05 11.76%
5000
126.0
300 740 1000, | 150.0 174.0 200.0 2240 I
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 14,60 14.80 15.00 15.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070517\
Data File : BF096492.D

Acq On 5 Jul 2017 19:00

Operator : SJ/MA

Sample - 14052-04 5X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .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... 4.88 2.6 ng 91534 1 6.71 713405 20.0
unknown6 .47 6.47 18.6 ng 662143 1 6.71 713405 20.0
11,14-Eicosadieno... 12.32 3.6 ng 129957 4 11.23 722157 20.0
Benzo[e]pyrene 14 .87 2.0 ng 54097 6 15.27 530554 20.0
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