LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031218\

Data File : BF103582.D

Aca On - 12 Mar 2018 15:20 Instrument :
Operator : SJ/JU ?:'l\:gﬁ't:Sam ol
3?22Ie ; J1876-04 SB&l@LO;
ALS Vial : 13 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-BF022218.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 5.075 505 508 529 rBV 240846 407958 14.68% 1.708%
2 5.498 576 580 613 rBV 389267 1261815 45.40% 5.282%
3 6.504 747 751 769 rBVY 1484076 2779043 100.00% 11.633%
4 6.634 769 773 790 rVB 1720403 2349397 84.54% 9.835%
5 6.857 808 811 832 rVB 611214 853934 30.73% 3.575%
6 7.010 833 837 862 rVB 1856916 2141019 77 .04% 8.962%
7 7.428 904 908 928 rBVY 1189439 1864134 67.08% 7.803%
8 7.581 931 934 939 rVB 29571 35212 1.27% 0.147%
9 8.139 1026 1029 1050 rBV 823948 1165205 41.93% 4.878%
10 9.210 1208 1211 1220 rBv 2516001 2737137 98.49% 11.458%
11 9.275 1220 1222 1228 rVV 60440 88777 3.19% 0.372%
12 9.322 1228 1230 1238 rVB3 19515 31590 1.14% 0.132%
13 9.610 1273 1279 1285 rBV 178065 213743 7.69% 0.895%
14 9.810 1310 1313 1317 rBV 102008 86439 3.11% 0.362%
15 9.898 1324 1328 1340 rBvV 1112129 1130715 40.69% 4.733%
16 10.127 1364 1367 1372 rBVvV4 22472 28747 1.03% 0.120%
17 10.310 1395 1398 1401 rVB 98102 82195 2.96% 0.344%
18 10.527 1429 1435 1438 rBvV 34145 45424 1.63% 0.190%
19 10.704 1461 1465 1470 rBVvV4 71703 99542 3.58% 0.417%
20 10.780 1475 1478 1487 rVB 109359 127182 4 _.58% 0.532%
21 11.233 1551 1555 1557 rBV 68966 63903 2.30% 0.267%
22 11.392 1579 1582 1586 rBV 801733 927565 33.38% 3.883%
23 11.480 1594 1597 1605 rVB 28335 42304 1.52% 0.177%
24 11.657 1624 1627 1630 rBV 49326 37920 1.36% 0.159%
25 11.904 1665 1669 1672 rBV4 43215 56643 2.04% 0.237%
26 11.933 1672 1674 1677 rVB2 36906 34909 1.26% 0.146%
27 12.010 1684 1687 1690 rBV2 35568 40597 1.46% 0.170%
28 12.198 1715 1719 1725 rBv4 18644 30484 1.10% 0.128%
29 12.451 1759 1762 1765 rBV2 44956 50612 1.82% 0.212%

30 12.616 1786 1790 1798 rBV 283883 314210 11.31% 1.315%

31 12.851 1823 1830 1835 rBV 283627 386022 13.89% 1.616%
32 12.980 1847 1852 1859 rBV 1702961 1766624 63.57% 7.395%
33 13.063 1863 1866 1873 rVB5 20289 38709 1.39% 0.162%
34 13.180 1878 1886 1890 rBvV4 44985 88107 3.17% 0.369%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031218\
Data File : BF103582.D

Aca On : 12 Mar 2018 15:20

Operator : SJ/JU

Sample : J1876-04

Misc :

ALS Vial : 13 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-BF022218_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 13.286 1900 1904 1906 rBV2 26301 31595 1.14% 0.132%

36 13.857 1998 2001 2008 rVB2 237274 259503 9.34% 1.086%
37 14.051 2029 2034 2037 rBV2 651856 804959 28.97% 3.370%
38 14.080 2037 2039 2045 rVB 145641 160257 5.77% 0.671%
39 14.163 2051 2053 2060 rVB5 26840 34090 1.23% 0.143%
40 14.486 2105 2108 2111 rBV4 27961 37061 1.33% 0.155%

41 15.121 2212 2216 2225 rBVY 133207 307131 11.05% 1.286%
42 15.433 2266 2269 2273 rBVY 74742 93422 3.36% 0.391%

43 15.504 2277 2281 2286 rVV 106246 157033 5.65% 0.657%
44 15.562 2286 2291 2303 rVB 372732 596300 21.46% 2.496%

Sum of corrected areas: 23889168
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031218\
Data File : BF103582.D

Aca On : 12 Mar 2018 15:20

Operator : SJ/JU

Sample : J1876-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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: BF103582.D
2500000

2000000 701
6.63

1500000 6.50

7.43
1000000

6.86

500000 5.50
5.07

7.58
I T N R R R

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: BF103582.D
2500000 9l21

2000000
12.98

1500000

9.90

1000000
8.14 11.39

500000
12.6212.8§

9.61
J%z 98H 1013910530908 11234 491,66 1mBARL2 20 12,45 13081829
I |

O e e e A e e A e

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 TIC: BF103582.D
2500000

2000000

1500000

1000000

14.05

500000

O M

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\BF031218\
Data File : BF103582.D

Aca On : 12 Mar 2018 15:20

Operator : SJ/JU

Sample : J1876-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 3

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

5.07 9.55 ng 407958 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 28
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 Butane 58 C4H10 000106-97-8 9

Abundance Scan 507 (5.069 min): BF103582.D (-505) (-) m/z 43.00 100.00%

43
59
5000

101 480 500 520 540

e Sl S 8 | h/7 59.00  56.62%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 R L UL IS L
4.80 5.00 5.20 5.40

m/z 101.00 15.25%

15 101
" 5.3 | s 83 |
I o T I o o B S B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59

4.80 5.00 5.20 5.40

5000 m/z 57.95 14.62%
41
29 101
53 73 86

e AL LA

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- R R s o o

59 480 500 520 540

m/z 41.00 8.55%

5000 41
31
‘ © g
15 M‘ Ll s3], ‘ \ 98

m/z--> 10 20 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031218\
Data File : BF103582.D

Aca On : 12 Mar 2018 15:20

Operator : SJ/JU

Sample : J1876-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 unknown6.63 Concentration Rank 1

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

6.63 55.03 ng 2349400 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Amphetaminil 250 C17H18N2 017590-01-1 10
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10

Abundance Scan 772 (6.628 min): BF103582.D (-769) (-) m/z 132.00 100.00%
32
5000 68 !
6
75 104 6.20 6.40 6.60 6.80 7.00
..,....,....,...'.!'!.‘.‘7:,!!..61"'|....,..5??,....,.':..,.1.1.5.,....,'...,.. m/z 67.95 46.09%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
6.20 6.40 6.60 6.80 7.00
78 m/z 65.95 31.52%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 6.80 7.00
5000 67 m/z 134.00 31.35%
41 97
53 2 117
34 60 89 105 124
wwmmwwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132 6.20 6.40 6.60 6.80 7.00
m/z 69.00 17.77%
5000
104
66
14 27 37445158 P 7T g9 97 || 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.0 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031218\
Data File : BF103582.D

Aca On : 12 Mar 2018 15:20

Operator : SJ/JU

Sample : J1876-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Hexadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.78 2.74 ng 127182 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Tetradecane 198 C14H30 000629-59-4 90
3 Pentadecane 212 C15H32 000629-62-9 86
4 Dodecane. 1-i1odo- 296 C12H251 004292-19-7 80
5 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 80
Abundance Scan 1478 (10.780 min): BF103582.D (-1475) (-) m/z 57.00 100.00%
57
43 =
5000
113 10.40 10.60 10.80 11.00
177140 155 181 m/z 43.00  65.03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
43
5000 n AR UL UL UL R
g5 10,40 10.60 10.80 11.00
29 m/z 71.00 57 .45%
| L L w 99 113 127 141 155 169 183 lo7 226
m/z--> 20 Jo éo 80 100 150 140 160 180 200 220
Abundance
57
43 NSRRI AU SUNIE R
71 10.40 10.60 10.80 11.00
5000 85 m/z 85.00 39.08%
29
15 9 113 127 141 155 169 198
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71393: Pentadecane T T
57 10.40 10.60 10.80 11.00
43 m/z 41.00 31.79%
71
5000 85
29 99
15 L I 113127 141 155 169 183 212
m/z--> 20 Jo éo éo 100 150 140 160 180 200 220 1040 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031218\
Data File : BF103582.D

Aca On : 12 Mar 2018 15:20

Operator : SJ/JU

Sample : J1876-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 11H-Benzo[b]fluorene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.18 2.19 ng 88107 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Benzolbl1fluorene 216 C17H12 000243-17-4 90
2 11H-Benzolalfluorene 216 C17H12 000238-84-6 90
3 Pvrene. l-methvl- 216 C17H12 002381-21-7 87
4 Pvrene. 2-methvl- 216 C17H12 003442-78-2 87
5 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 76

Abundance Scan 1886 (13.180 min): BF103582.D (-1878) (-) m/z 216.10 100.00%

6

5000

107
12.80 13.00 13.20 13.40

m/z 215.00 73 .83%

139 161 187

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #74418: 11H-Benzo[b]fluorene
216

5000
12.80 13.00 13.20 13.40

m/z 57.00 35.84%

10

7
122139 163 189

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
216
R o EEEE e e R
12.80 13.00 13.20 13.40
5000 m/z 71.00 25.61%

107
27 44 63 81 122139 163 189

wwmwrwmmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #74416: Pyrene, 1-methyl- A B b
216 12.80 13.00 13.20 13.40
m/z 213.00 22_.41%

5000

108 189
137 163

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031218\
Data File : BF103582.D

Aca On : 12 Mar 2018 15:20

Operator : SJ/JU

Sample : J1876-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Cyclohexadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

13.86 6.45 ng 259503 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 98
2 1-Heneicosanol 312 C21H440 015594-90-8 93
3 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 91
4 Trichloroacetic acid. pentadecvl... 372 C17H31C1302 074339-53-0 91
5 Pentafluoropropionic acid, tetra... 360 C17H29F502 006222-06-6 91

Abundance Scan 2002 (13.863 min): BF103582.D (-1998) (-) m/z 55.00 100.00%

5 83

5000

-

13.60 13.80 14.00 14.20
m/z 57.00 95.86%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #81246: Cyclohexadecane

55 83

%

13.60 13.80 14.00 14.20
m/z 43.00 89.32%

5000

126 153155 196 224

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55 83
R S REEmE s
13.60 13.80 14.00 14.20
5000 111 m/z 83.00 87.37%
29

139154 182 210 238 266 294
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

8

Abundance #227401: Heptadecy! heptafluorobutyrate L L e
57 13.60 13.80 14.00 14.20

83 m/z 69.00 78.31%

..WHHJLJ L A as E e S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13. 60 13. 80 14. 00 14. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031218\
Data File : BF103582.D

Aca On : 12 Mar 2018 15:20

Operator : SJ/JU

Sample : J1876-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 7 Benzo[e]pyrene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.43 3.13 ng 93422 Perylene-di12 15.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 95
2 Pervlene 252 C20H12 000198-55-0 94
3 Benzolalpvrene 252 C20H12 000050-32-8 93
4 Benzolil1fluoranthene 252 C20H12 000205-82-3 91
5 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 90
Abundance Scan 2268 (15.427 min): BF103582.D (-2266) (-) m/z 252.05 100.00%
252
5000
125
112 15.20 15.40 15.60 15.80
209 226 278
42 5 8398 198 A 190 m/z 250.00 31.06%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104217: Benzo[e]pyrene
252
5000
15.20 15.40 15.60 15.80
m/z 125.00 21.83%
125
50 63 83 991127 " 146 174187200 224237 m
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
252
' 15.20 15.40 15.60 15.80
5000 m/z 253.00 19.90%
126
39 63 84 99112 150 174187200 224237
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104218: Benzo[a]pyrene LI L B NN B B
252 15.20 15.40 15.60 15.80
m/z 126.00 19.86%
5000
126
39 57 74 87100113 | 149 174187200 224237 |
m/z--> 40 60 80 100 150 140 160 180 200 220 240 260 280 15.20 15.40 15.60 15.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031218\
Data File : BF103582.D

Acq On : 12 Mar 2018 15:20

Operator : SJ/JU

Sample - J1876-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF022218_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... 5.07 9.6 ng 407958 1 6.86 853934 20.0
unknown6.63 6.63 55.0 ng 2349400 1 6.86 853934 20.0
Hexadecane 10.78 2.7 ng 127182 4 11.39 927565 20.0
11H-Benzo[b]fluorene 13.18 2.2 ng 88107 5 14.05 804959 20.0
Cyclohexadecane 13.86 6.5 ng 259503 5 14.05 804959 20.0
Benzo[e]pyrene 15.43 3.1 ng 93422 6 15.56 596300 20.0
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