LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032117\
Data File : BF093805.D

Aca On : 21 Mar 2017 18:27

Operator : SJ/MA

Sample : 12331-03

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-BF032017.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

2.070 13 16 22 rVB2 72678 98623 2.13% 0.235%
4.996 269 272 277 rBV 505908 652081 14.09% 1.556%
312 rBV 3195593 4183338 90.40% 9.980%
6.459 397 400 403 rBV 3687377 4102538 88.65% 9.788%
6.596 409 412 414 rBV 4036597 4315555 93.25% 10.296%
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6.824 430 432 434 rBV 1517583 1255505 27.13% 2.995%
6.984 443 446 448 rBV 3577106 3221015 69.60% 7.684%
483 rBV 2569633 2470874 53.39% 5.895%
8.116 542 545 547 rBV 1260529 1749824 37.81% 4._.175%
9.190 636 639 641 rBVY 5013151 4627829 100.00% 11.041%
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11 9.579 671 673 675 rBV 366042 288317 6.23% 0.688%
12 9.865 695 698 700 rBV 1995877 1878400 40.59% 4.481%
13 10.311 735 737 738 rVB 84252 69001 1.49% 0.165%
14 10.642 764 766 769 rBv2 2033773 2351527 50.81% 5.610%
15 10.779 776 778 783 rVB 121748 139666 3.02% 0.333%

16 11.225 815 817 819 rBV 94801 83715 1.81% 0.200%
17 11.339 825 827 828 rBV 1991754 1676327 36.22% 3.999%
18 11.362 828 829 831 rvv 255718 186604 4._.03% 0.445%

19 11.408 831 833 835 rvB 50479 57212 1.24% 0.136%
20 11.648 852 854 857 rvB 39714 51083 1.10% 0.122%
21 11.876 872 874 876 rBv2 119975 149254 3.23% 0.356%
22 11.945 879 880 885 rvB 51689 86071 1.86% 0.205%
23 12.139 894 897 902 rVB4 29934 51063 1.10% 0.122%

24 12.539 930 932 935 rBV 259662 311513 6.73% 0.743%
25 12.768 949 952 955 rBvV 297535 314031 6.79% 0.749%

26 12.928 963 966 968 rvB 3402123 3595243 77.69% 8.577%
27 13.099 975 981 983 rBvV2 42435 68762 1.49% 0.164%
28 13.831 1042 1045 1048 rVB2 100749 143502 3.10% 0.342%
29 13.968 1054 1057 1058 rBV 1172782 1324492 28.62% 3.160%
30 13.991 1058 1059 1062 rVB 128095 107923 2.33% 0.257%

31 14.974 1143 1145 1150 rBV 98170 193653 4.18% 0.462%
32 15.077 1151 1154 1157 rVB 63770 89724 1.94% 0.214%
33 15.248 1167 1169 1172 rVB 50426 78170 1.69% 0.186%
34 15.305 1172 1174 1177 rBV 83384 114202 2.47% 0.272%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032117\
Data File : BF093805.D

Aca On : 21 Mar 2017 18:27

Operator : SJ/MA

Sample : 12331-03

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-BF032017.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.374 1177 1180 1184 rBV 923224 1138873 24.61% 2.717%

36 15.843 1218 1221 1223 rBV 40671 69878 1.51% 0.167%
37 15.877 1223 1224 1233 rVV9 31853 91996 1.99% 0.219%
38 16.048 1237 1239 1245 rVB6 22914 65144 1.41% 0.155%
39 16.311 1260 1262 1267 rBvV4 22207 64145 1.39% 0.153%
40 16.723 1295 1298 1307 rVB3 55806 174722 3.78% 0.417%
41 17.123 1330 1333 1336 rVvB 31061 64091 1.38% 0.153%
42 17.294 1345 1348 1355 rVB7 29875 96597 2.09% 0.230%
43 19.203 1513 1515 1524 rVB9 19404 63827 1.38% 0.152%
Sum of corrected areas: 41915910
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF032117\
Data File : BF093805.D

Aca On : 21 Mar 2017 18:27

Operator : SJ/MA

Sample : 12331-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library C:\DATABASENNISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance -
5000000 TIC: BF093805.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF032117\
Data File : BF093805.D

Aca On : 21 Mar 2017 18:27

Operator : SJ/MA

Sample : 12331-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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.

5.00 10.39 ng 652081 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 32
3 1-Propen-2-o0l. acetate 100 C5H802 000108-22-5 10
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 272 (4.996 min): BF093805.D (-269) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.1 IS N R IR
| 83.1 | 4.60 4.80 5.00 5.20 5.40
Obrrr el e e m/z 59.10 53.69%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 SR R IR I
59.0 460 480 500 520 540
0
150 4, 1010 m/z 101.10 17.65%
: 83.0
0 1 N . .
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
460 480 500 520 5.40
5000 410 m/z 58.10 16.16%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3602: 1-Propen-2-ol, acetate e
43.0 4.60 4.80 5.00 5.20 5.40
m/z 41.10 9.15%
5000
58.0
0 15‘.0 27\.0 | ‘\ L 72‘.0 109.0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 | | 4.60 4.80 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF032117\
Data File : BF093805.D

Aca On : 21 Mar 2017 18:27

Operator : SJ/MA

Sample : 12331-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown6.60 Concentration Rank 1

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

6.60 68.75 ng 4315560 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 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 412 (6.596 min): BF093805.D (-409) (-) m/z 132.10 100.00%
13R.1
5000 68.1
96.1 T T L T T
401 540 6.20 6.40 6.60 6.80 7.00
Oyt 849 L3070 L m/z 68.10 37.83%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 R R I R
6.20 6.40 6.60 6.80 7.00
2.0 510 m/z 134.00 33.48%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 640 6.60 6.80 7.00
5000 67.0 m/z 66.10 23.21%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole AR e A RE
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 14 .74%
5000
104.0
ol 140 270 390 510 00770 g90 || 150 ||
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140 6.20 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF032117\
Data File : BF093805.D

Aca On : 21 Mar 2017 18:27

Operator : SJ/MA

Sample : 12331-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 2- Chloropropionic acid, oc... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.83 2.17 ng 143502 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2- Chloropropionic acid. octadec... 360 C21H41CI02 088104-31-8 94
2 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 91
3 1-Nonadecene 266 C19H38 018435-45-5 90
4 1-Octadecanol 270 C18H380 000112-92-5 87
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 87
Abundance Scan 1045 (13.831 min): BF093805.D (-1042) (-) m/z 57.10 100.00%
125.1 e e A
215.1 245 2 13.60 13.80 14.00 14.20
0 281.1 m/z 83.10 99.02%
m/z--> 50 100 150 200 250 300 350
Abundance #144923: 2- Chloropropionic acid, octadecy! ester
510
97.0
5000 LI S SRR B B
13.60 13.80 14.00 14.20
125.0 m/z 97.10 89.31%
290 ‘ ‘ 154.0 250.0 5979
oLl H\H Al g “,“‘,182,0 2220777 2970 300
m/z--> 50 200 250 300 350
Abundance
43.0
83.0 RIS SR SUNILN BN B
13.60 13.80 14.00 14.20
5000 m/z 55.10 87 .25%
111.0
o 139.0167.0196.0224.0
m/z--> 50 100 150 200 250 300 350
Abundance #98171: 1-Nonadecene R AR RRRES T
43.0 97.0 13.60 13.80 14.00 14.20
m/z 43.10 86.60%
5000 1.0
125.0
5150/ | “J“‘J \“ [154.0182.0210,0238.0266.0
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF032117\
Data File : BF093805.D

Aca On : 21 Mar 2017 18:27

Operator : SJ/MA

Sample : 12331-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 4
R.T. EstConc Area Relative to ISTD R.T.
14.97 3.40 ng 193653 Perylene-di12 15.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 98
2 Pervlene 252 C20H12 000198-55-0 96
3 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 96
4 Benzolklfluoranthene 252 C20H12 000207-08-9 95
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 95
Abundance Scan 1145 (14.974 min): BF093805.D (-1143) (-) m/z 252.10 100.00%
259.1
5000
126.1
2241 14.60 14.80 15.00 15.20
o 54.1 75.0 99.0 152.0173.1 200.1 /7 250 10 55 6204
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #89816: Benzo[e]pyrene
252.0
5000

14.60 14.80 15.00 15.20
m/z 253.10 22.60%

50.0 74.0 %od Ml%o 174.0 200.0 224.0 m

O T e e e e e T )
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
252.0
14.60 14.80 15.00 15.20
5000 m/z 126.05 15.33%
126.0
0l27.0 500 740 99.0 150.0 174.0 198.0 224.0
T T T T T T T T T e T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #89826: Benz[e]acephenanthrylene
252.0 14.60 14.80 15.00 15.20
m/z 125.10 15.12%
5000
126.0
oL 390 740 1000, | 1500 1740 2000 2240 H
R R e o o ARANEEERSERE S mEE sl R R e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 14.60 14.80 15.00 15.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF032117\
Data File : BF093805.D

Acq On : 21 Mar 2017 18:27

Operator : SJ/MA

Sample - 12331-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.00 10.4 ng 652081 1 6.82 1255510 20.0
unknown6 .60 6.60 68.8 ng 4315560 1 6.82 1255510 20.0
2- Chloropropioni... 13.83 2.2 ng 143502 5 13.97 1324490 20.0
Benzo[e]pyrene 14.97 3.4 ng 193653 6 15.37 1138870 20.0
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