LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062317\

Data File : BF096173.D

Aca On : 23 Jun 2017 22:36 Instrument :

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

3?22Ie : 13852-01 e

ALS Vial : 18 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-BF060517.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 1.540 7 9 41 rVB 360296 699523 44.36% 5.471%
2 3.310 306 310 334 rBV2 83565 259565 16.46% 2.030%
3 4.416 490 498 517 rBV 498115 1120693 71.07% 8.764%
4 5.216 631 634 652 rBV2 30277 124091 7.87% 0.970%
5 6.839 907 910 922 rBV 381291 854164 54.17% 6.680%
6 6.928 922 925 943 rVB 344339 768819 48.76% 6.012%
7 7.257 978 981 994 rBV 284100 390703 24.78% 3.055%
8 7.492 1017 1021 1043 rBV 776047 1123879 71.27% 8.789%
9 8.186 1135 1139 1158 rBV 445122 805840 51.11% 6.302%
10 9.292 1323 1327 1342 rBV 359868 539910 34.24% 4.222%
11 9.392 1342 1344 1353 rVB 11707 16346 1.04% 0.128%
12 10.386 1505 1513 1518 rBvV 10767 15910 1.01% 0.124%
13 11.074 1625 1630 1640 rBVY 1243500 1576831 100.00% 12.331%
14 11.298 1663 1668 1674 rVB2 21551 27779 1.76% 0.217%
15 11.774 1744 1749 1754 rBV 200823 273038 17.32% 2.135%
16 11.969 1776 1782 1788 rBV5 6588 15792 1.00% 0.123%
17 12.110 1801 1806 1812 rBV2 433191 554649 35.17% 4.338%
18 12.157 1812 1814 1822 rVB2 40965 56255 3.57% 0.440%
19 12.968 1946 1952 1957 rBvV 43112 54776 3.47% 0.428%
20 13.327 2005 2013 2017 rBV5 17937 33362 2.12% 0.261%
21 13.739 2079 2083 2085 rBV 45537 56669 3.59% 0.443%
22 14.468 2203 2207 2210 rVvVv 33979 41187 2.61% 0.322%
23 14.504 2210 2213 2218 rVV 342243 476565 30.22% 3.727%
24 14.545 2218 2220 2229 rVB 54893 86341 5.48% 0.675%
25 14.768 2251 2258 2265 rBV7 13190 27831 1.76% 0.218%
26 15.157 2320 2324 2327 rBV 26634 33074 2.10% 0.259%
27 15.374 2357 2361 2365 rVvV 14408 17125 1.09% 0.134%
28 15.480 2375 2379 2383 rBV3 12258 20381 1.29% 0.159%
29 15.527 2383 2387 2396 rVB6 16831 37298 2.37% 0.292%
30 15.768 2424 2428 2432 rBV3 29650 39975 2.54% 0.313%
31 15.986 2462 2465 2471 rBVS 10620 20039 1.27% 0.157%
32 16.139 2486 2491 2494 rBV4 18845 32942 2.09% 0.258%
33 16.180 2494 2498 2501 rVB5 15355 22276 1.41% 0.174%
34 16.321 2519 2522 2523 rBV2 29138 28760 1.82% 0.225%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062317\
Data File : BF096173.D

Aca On : 23 Jun 2017 22:36

Operator : SJ/MA

Sample : 13852-01

Misc :

ALS Vial : 18 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-BF060517.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :

35 16.345 2523 2526 2531 rVB 99427 127501 8.09% 0.997%

36 16.645 2573 2577 2585 rBV 127573 171240 10.86% 1.339%

37 16.833 2606 2609 2611 rBV2 23016 25475 1.62% 0.199%
38 16.898 2614 2620 2628 rVB 854017 1077907 68.36% 8.430%
39 17.262 2679 2682 2686 rBv4 25353 36635 2.32% 0.286%
40 17.303 2687 2689 2692 rVB2 27118 26343 1.67% 0.206%
41 17.609 2738 2741 2746 rVB2 64669 69916 4.43% 0.547%
42 17.751 2763 2765 2767 rVB 32506 20915 1.33% 0.164%

43 18.168 2831 2836 2841 rVB2 55531 118010 7.48% 0.923%
44 18.245 2845 2849 2854 rBV2 381924 510806 32.39% 3.995%
45 19.927 3131 3135 3143 rVB 276984 349991 22.20% 2.737%

Sum of corrected areas: 12787127
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method

Quant Titl

TIC Library :

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF062317\

- BF096173.D

- 23 Jun 2017 22:36

- SJ/NA

- 13852-01

- 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

e

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
1200000

1000000

800000

600000

400000

200000

TIC: BF096173.D

4.42

1.54

3.31
5.22

7.49

8.19

6.8%3

o=
Time--> 1.50

T T
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T T
3.00 3.50

T I
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T
6.50

I
7.00 7.50
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800000
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TIC: BF096173.D
11.07

12.11
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X 13.33 N
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14.50

16.3416

Pl 7y 151003575 U2 )

Time-->
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14.00
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14.50  15.00 16.00  16.50
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800000

600000

400000

200000

0~

12.00
TIC: BF096173.D

16.90
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Time-->
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062317\
Data File : BF096173.D

Aca On : 23 Jun 2017 22:36

Operator : SJ/MA

Sample - 13852-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 3-Penten-2-one, 4-methyl- Concentration Rank 5

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

3.31 13.29 ng 259565 1,4-Dichlorobenzene-d4 7.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 90
4 2-Pentene. 2.4-dimethvl- 98 C7H14 000625-65-0 87
5 2-Pentene, 3,4-dimethyl-, (2)- 98 C7H14 004914-91-4 86

Abundance Scan 310 (3.310 min): BF096173.D (-306) (-) m/z 83.10 100.00%

55.1 83.1
5000
43.1 98.1

67.0 300 320 340 3.60
o} Ao | Y ST RN [ S [ N m/z 55.10 83.92%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3246: 3-Penten-2-one, 4-methyl-
55.0 83.0

5000 M ST
43.0 98.0 300 320 3.40 3.60

29.0 m/z 98.10  35.04%

“ ‘\\ M‘ 670750 |
0...,....,....,....,....,....,....,....,....,....,....
m/z--> 10 20 40 50 60 70 80 90 100
Abundance
83.0

430 550 3.00 3.20 3.40 3.60
5000 m/z 43.10 34.81%
29.0 98.0
15.0
o} NS ¥ S S ST L PR RS ANSMN M.
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3404: 2-Pentene, 3,4-dimethyl-, (E)-

55.0 83.0 3.00 3.20 3.40 3.60

m/z 39.00 24 .15%

41.0
5000 270 8.0
15.0 69.0
0 |

m/z--> 10 20 30 40 50 60 70 80 90 100 3.00 3.20 3. 40 3.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062317\
Data File : BF096173.D

Aca On : 23 Jun 2017 22:36

Operator : SJ/MA

Sample - 13852-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

442 57.37ng 1120690  1,4-Dichlorobenzene-d4 7.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

"1 2-Pentanone. 4-hvdroxv-d-methyl- 116 CGH1202 000123-42-2 56

2 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 17
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
Abundance Scan 499 (4.422 min): BF096173.D (-490) (-) m/z 43.10 100.00%

43.1
59.1
5000
101.1

4.00 420 4.40 4.60 4.80

83.0

0...,....,....,....','::..,..!.l,....,....,.-...,....-,....,....,....,....,...., m/z 59.10 62.40%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 [Trrr[rrrr[rrrr[rrrrrro—
59.0 4.00 420 4.40 4.60 4.80

m/z 101.10 23.18%

15.0 101.0
31.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0

4.00 420 4.40 4.60 4.80

o

5000 410 m/z 58.10 15.25%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4035: 2,3-Butanedione, monooxime
43.0 4.00 4.20 4.40 4.60 4.80

m/z 41.10 9.40%

5000
101.0
15.0 58.0
| 280 I " 69.0 840 ‘

o

10 20 30 40 50 60 70 80 90 100 110 120 130 140

4.00 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062317\
Data File : BF096173.D

Aca On : 23 Jun 2017 22:36

Operator : SJ/MA

Sample - 13852-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 unknown6.93 Concentration Rank 3

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

6.93 39.36 ng 768819 1,4-Dichlorobenzene-d4 7.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (EY)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 25
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
3 Amphetaminil 250 C17H18N2 017590-01-1 12
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 12
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 925 (6.928 min): BF096173.D (-922) (-) m/z 132.00 100.00%
13%.0
5000 68.0
w0 | %l-l '6.60 6.80 7.00 7.0
O o B B L o S o o VT m/z 68.05 37.10%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 i T
41.0 970 m/z 134.00  30.74%
o) — .“.“. f““l‘.‘.“l‘. ...luel:.[d.'louu.|....|....|....|....|...
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
132.0
B0 o 55 obo 760 750
5000 ' m/z 66.00 21.20%
31.0 510
e L S AL L LI B WL B B B
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #102556: Amphetaminil  EEAmEE e e RAREa
132.0 6.60 6.80 7.00 7.20
m/z 69.05 14 .48%
5000
105.0
oL B0  TIO | | | 15001780  206.02220
m/z--> 4'0 6|0 8|0 1(')0 150 14'10 1('30 1é0 200 22'0 6.%0 6.|8O 7.'00 7.'20 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062317\
Data File : BF096173.D

Aca On : 23 Jun 2017 22:36

Operator : SJ/MA

Sample - 13852-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 Docosane Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
13.74 2.38 ng 56669 Phenanthrene-d10 14.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane 310 C22H46 000629-97-0 90
2 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 90
3 Octadecane 254 C18H38 000593-45-3 90
4 Tetracosane 338 C24H50 000646-31-1 83
5 Undecane, 2,10-dimethyl- 184 C13H28 017301-27-8 78
Abundance Scan 2083 (13.739 min): BF096173.D (-2079) (-) m/z 57.05 100.00%

57.0
5000 85.1

113.1 141.1 13.40 13.60 13.80 14.00
o] m/z 43.05 66.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #153222: Docosane
57.0
5000 LA L L L L L L |
85.0 13.40 13.60 13.80 14.00
m/z 71.05 60.28%
29.0
o 11301410 169.0 197.0 2250 253.0 281.0 3100
e e T e e e T T T T T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
13.40 13.60 13.80 14.00
5000 85.0 m/z 85.10 44 . 75%
113.0
o 141.0  183.0 211.0 239.0 267.0 296.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #105884: Octadecane
57.0 13.40 13.60 13.80 14.00
m/z 41.10 31.76%
5000 85.0
29.0
ol ‘ L) M0 1a0 1690 1070 2250 254.0

13. 40 13. 60 13 80 14. 00

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

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062317\
Data File : BF096173.D

Aca On : 23 Jun 2017 22:36

Operator : SJ/MA

Sample - 13852-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 9-Octadecenamide, (Z)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.61 2.74 ng 69916 Chrysene-di12 18.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO0 000301-02-0 68
2 Tetradecanamide 227 C14H29NO 000638-58-4 64
3 Octanamide 143 C8H17NO 000629-01-6 59
4 Dodecanamide 199 C12H25N0 001120-16-7 59
5 Pentadecanamide, 15-bromo- 319 C15H30BrNO 1000163-86-1 53
Abundance Scan 2741 (17.609 min): BF096173.D (-2738) (-) m/z 59.00 100.00%
5d.0
5000
m ‘ | BL1 1140 15411780 2112350 2682 17:20 17.40 17.60 17.80 18.00
bt Ml ol i ' S Tm/z 72.00 69 29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #128445: 9-Octadecenamide, (2)-
59.0
5000
17.20 17.40 17.60 17.80 18.00
29.0 m/z 55.05 36.44%
: 26.0
0 1260 1540 184.0 2100 2380 2810
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
59.0
17.20 17.40 17.60 17.80 18.00
5000 m/z 41.05 26 .85%
29.0

86.0 1701280 1560 1840 2270

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #20317: Octanamide A B o
59.0 17.20 17.40 17.60 17.80 18.00

m/z 43.05 17.27%
5000
200 86‘0 114.0 143.0

oS e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17. 20 17. 40 17. 60 17. 80 18 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062317\
Data File : BF096173.D

Aca On : 23 Jun 2017 22:36

Operator : SJ/MA

Sample - 13852-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 8 Ethanol, 2-(hexadecyloxy)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.17 4.62 ng 118010 Chrysene-di12 18.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(hexadecvloxv)- 286 C18H3802 002136-71-2 72
2 Sulfurous acid. octadecvl 2-prop... 376 C21H4403S 1000309-12-7 64
3 Hexadecane. l1-chloro- 260 C16H33ClI 004860-03-1 62
4 Ethanol. 2-(dodecvloxv)- 230 C14H3002 004536-30-5 53
5 1-Decanol, 2-octyl- 270 C18H380 045235-48-1 53
Abundance Scan 2836 (18.168 min): BF096173.D (-2831) (-) m/z 57.10 100.00%
51.1
5000

111.1 T
141'0163.1 194.1 232.1 260.1 295.1 17.80 18.00 18.20 18.40

01 m/z 43.10 62.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #133067: Ethanol, 2-(hexadecyloxy)-
57.0
5000 LA L L L L LB L
17.80 18.00 18.20 18.40
31.0 111.0 m/z 71.10 62.22%
o 141.0 169.0 196.0 224.0 255.0 551 o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0
R e S
7.0 17.80 18.00 18.20 18.40
5000 m/z 85.05 42 _.43%
97.0
125.0
o 155.0 183.0 2240 2530
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #110907: Hexadecane, 1-chloro- L B o e
57.0 17.80 18.00 18.20 18.40
m/z 83.10 41.96%
5000
29.0 91.0
0 119.0 147.0 175.0 203.0224.0 2000
1 IIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.80 18.00 18.20 18.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062317\
Data File : BF096173.D

Acq On : 23 Jun 2017 22:36

Operator : SJ/MA

Sample - 13852-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517 .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]
3-Penten-2-one, 4... 3.31 13.3 ng 259565 1 7.26 390703 20.0
2-Pentanone, 4-hy... 4.42 57.4 ng 1120690 1 7.26 390703 20.0
unknown6 .93 6.93 39.4 ng 768819 1 7.26 390703 20.0
Docosane 13.74 2.4 ng 56669 4 14.50 476565 20.0
9-Octadecenamide, ... 17.61 2.7 ng 69916 5 18.24 510806 20.0
Ethanol, 2-(hexad... 18.17 4.6 ng 118010 5 18.24 510806 20.0
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