LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120517\
Data File : BF101151.D

Aca On : 6 Dec 2017 4:14

Operator : SJ/JU

Sample : 16702-10

Misc :

ALS Vial : 38 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
1 5.087 506 510 521 rBV 56249 82038 5.62% 0.688%
2 5.475 571 576 579 rBY 1206904 1187425 81.38% 9.954%
3 6.481 742 747 750 rBVY 1100257 1227106 84.10% 10.287%
4 6.622 766 771 774 rBV 1281465 1274417 87.34% 10.683%
5 6.845 806 809 813 rBV 407059 318231 21.81% 2.668%
6 7.004 832 836 839 rBVY 1222235 1009795 69.20% 8.465%
7 7.416 900 906 909 rBV 744375 761792 52.21% 6.386%
8 8.128 1023 1027 1036 rBV 489643 402431 27.58% 3.373%
9 9.204 1205 1210 1213 rBvV 1733029 1459136 100.00% 12.232%
10 9.275 1219 1222 1225 rVB 21985 18259 1.25% 0.153%
11 9.592 1271 1276 1284 rBV 87370 90656 6.21% 0.760%
12 9.804 1308 1312 1315 rBV 46984 35994 2.47% 0.302%
13 9.886 1321 1326 1333 rBV 450127 428711 29.38% 3.594%
14 10.304 1394 1397 1400 rVB 47010 36612 2.51% 0.307%
15 10.675 1456 1460 1471 rBV 842074 766641 52.54% 6.427%
16 10.775 1474 1477 1481 rBvV 31543 28156 1.93% 0.236%
17 11.375 1575 1579 1581 rBvV 461970 406155 27.84% 3.405%
18 11.392 1581 1582 1589 rVB 26989 23412 1.60% 0.196%
19 12.586 1781 1785 1789 rBvV 117299 92433 6.33% 0.775%

20 12.816 1818 1824 1827 rBV 108250 101565 6.96% 0.851%

21 12.957 1844 1848 1851 rBV 1278165 1092040 74.84% 9.154%

22 13.145 1873 1880 1883 rBV 14639 21917 1.50% 0.184%
23 13.839 1995 1998 2009 rVvB4 47983 62440 4.28% 0.523%
24 14.016 2023 2028 2031 rBv2 351690 361412 24.77% 3.030%
25 14.039 2031 2032 2039 rVB 64107 45571 3.12% 0.382%
26 15.057 2200 2205 2209 rBV 59966 100154 6.86% 0.840%
27 15.362 2252 2257 2261 rBV 39205 45094 3.09% 0.378%
28 15.427 2263 2268 2273 rBV 53574 67013 4 _.59% 0.562%
29 15.492 2273 2279 2283 rBV 239523 302251 20.71% 2.534%
30 16.974 2523 2531 2540 rBV 21243 48183 3.30% 0.404%
31 17.415 2601 2606 2615 rVB3 14831 32231 2.21% 0.270%
Sum of corrected areas: 11929271
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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\BF120517\

BF101151.D

6 Dec 2017 4:14

SJ/Ju

16702-10

38 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 TIC: BF101151.D
1500000
6.62
5.47 7.00
6.48
1000000
7.42
500000 6.85
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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: BF101151.D
9|20
1500000
12.96
1000000
10.67
500000, 813 9.89 11.37
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T AR o L e e e S R -
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Abundance TIC: BF101151.D
1500000
1000000
500000
14.02
15.49
13.8414.04 15.06 1%%
b e e A WAL e i ——————
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8270-BF113017.M Wed Dec 06 13:00:25 2017 Page: 2




Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120517\
Data File : BF101151.D

Aca On : 6 Dec 2017 4:14

Operator : SJ/JU

Sample : 16702-10

Misc :

ALS Vial : 38 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.09 5.16 ng 82038 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
4 Ethanone. 1-(2-methvlcvclopropvl)- 98 C6H100 000930-56-3 9
5 4-Hydroxy-3-hexanone 116 C6H1202 004984-85-4 9

Abundance Scan 511 (5.093 min): BF101151.D (-506) (-) m/z 43.00 100.00%
43
59
5000
101 IIl|llll|llll|llll|l’\lll
| a3 | 4.80 5.00 5.20 5.40
e L .- m/z 59.10 53.41%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 480 5.00 520 540
m/z 101.00 21.85%
15 31 101
| 25 7 37 53 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
- 480 5.00 520 540
5000 m/z 58.00 15.25%
29 101
15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- R
59 480 5.00 520 5.40
m/z 41.00 9.33%
5000 41
31
| LT
"'I'}é'l"'hl "'Jiﬁ"'l??uk"' "i""l""l'"g?l""l' R A U S IR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120517\
Data File : BF101151.D

Aca On : 6 Dec 2017 4:14

Operator : SJ/JU

Sample : 16702-10

Misc :

ALS Vial : 38 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 2 unknown6.62 Concentration Rank 1

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

6.62 80.09 ng 1274420 1,4-Dichlorobenzene-d4 6.85
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 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 16
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
5 Amphetaminil 250 C17H18N2 017590-01-1 12

Abundance Scan 771 (6.622 min): BF101151.D (-766) (-) m/z 132.00 100.00%
32
5000 68
96 RS RAREE AN AN
40 _ s 75 104 6.20 6.40 6.60 6.80 7.00
S I il N AR M | N m/z 68.10 37.07%
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 N
5000 SR R UL R
6.20 6.40 6.60 6.80 7.00
78 m/z 134.00 33.54%
| 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 66.10 23.32%
41 97
53 2 117
34 60 89 105 124
wwmmﬁwmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole T REaan o )
132 6.20 6.40 6.60 6.80 7.00

m/z 69.10 14 _.76%

5000
104

66
14 27 37445168 P 77 g9 97 | 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 620 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120517\
Data File : BF101151.D

Aca On : 6 Dec 2017 4:14

Operator : SJ/JU

Sample : 16702-10

Misc :

ALS Vial : 38 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 Trifluoroacetoxy hexadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.84 3.46 ng 62440 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxvy hexadecane 338 C18H33F302 006222-03-3 91
2 Heptafluorobutvric acid. hexadec... 438 C20H33F702 006385-15-5 91
3 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 91
4 1-Heneicosanol 312 C21H440 015594-90-8 90
5 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 90
Abundance Scan 1998 (13.839 min): BF101151.D (-1995) (-) m/z 57.10 100.00%
57
97
5000
125
l 153 207 234 13.60 13.80 14.00 14.20
- | J..!,... A || M/Z  43.05  85.34%
m/z--> 50 100 150 200 250 300 350 400
Abundance #175127: Trifluoroacetoxy hexadecane
57
5000
13.60 13.80 14.00 14.20
29 125 m/z 55.00 76 .83%
e \H \u L2 HI %224 269 s
m/z--> 50 200 250 300 350 400
Abundance
57
97 13.60 13.80 14.00 14.20
5000 m/z 97.10 75.74%
147 196 224 269 420
m/z--> 50 100 15 200 250 300 350 400
Abundance #185169: Heptadecy! trifluoroacetate
57 13.60 13.80 14.00 14.20
97 m/z 83.10 75.63%
5000
29 125
[ | ‘ J\ J\1$4 182 210 238 283 334
m/z--> 50 100 150 200 250 300 350 400 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120517\
Data File : BF101151.D

Aca On : 6 Dec 2017 4:14

Operator : SJ/JU

Sample : 16702-10

Misc :

ALS Vial : 38 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 5 Benzo[e]pyrene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.36 2.98 ng 45094 Perylene-di12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 95
2 Benzolklfluoranthene 252 C20H12 000207-08-9 93
3 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 90
4 Pervlene 252 C20H12 000198-55-0 86
5 Benzo[a]pyrene 252 C20H12 000050-32-8 81
Abundance Scan 2257 (15.362 min): BF101151.D (-2252) (-) m/z 252.10 100.00%
252
5000
Mo 8l 11312% 101 207 224 15.00 15.20 15.40 15.60
e o L S m/z 250.10 25.88%
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #104217: Benzo[e]pyrene
252
5000
15.00 15.20 15.40 15.60
m/z 253.10 23.41%
50 63 83 99 1}3 M 146158 174187 200212224237 J
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance
252
15.00 15.20 15.40 15.60
5000 m/z 125.00 13.45%
113126
74 87 99 1 200 224
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #104227: Benz[e]acephenanthrylene
252 15.00 15.20 15.40 15.60
m/z 251.10 10.94%
5000
126
39 6274 8710018 | 150 174187 200212224 257 JJ
m/z--> 40 60 80 100 120 140 160 180 200 220 240 15.00 15.20 15.40 15.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF120517\
Data File : BF101151.D

Acq On : 6 Dec 2017 4:14

Operator : SJ/JU

Sample - 16702-10

Misc :

ALS Vial : 38 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]
2-Pentanone, 4-hy... 5.09 5.2 ng 82038 1 6.85 318231 20.0
unknown6 .62 6.62 80.1 ng 1274420 1 6.85 318231 20.0
Trifluoroacetoxy ... 13.84 3.5 ng 62440 5 14.02 361412 20.0
Benzo[e]pyrene 15.36 3.0 ng 45094 6 15.49 302251 20.0

8270-BF113017.M Wed Dec 06 13:00:27 2017 Page: 7



