LSC Area Percent Report

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

Data File : BF096169.D

Aca On : 23 Jun 2017 20:25 Instrument :
Operator : SJ/MA BNA_F

Sample  : 13784-03 Il )
Misc i P.56-B-COMP
ALS Vial : 14 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 59 rvB 1042149 2301338 100.00% 11.161%
2 4.428 496 500 528 rBvV2 73393 258177 11.22% 1.252%
3 5.145 618 622 660 rBV 741104 1748010 75.96% 8.477%
4 6.839 906 910 920 rBV 996948 1591860 69.17% 7.720%
5 6.922 920 924 939 rVB 1194702 2073507 90.10% 10.056%
6 7.257 977 981 994 rBV 266446 384211 16.70% 1.863%
7 7.492 1017 1021 1046 rBV 838435 1196507 51.99% 5.803%
8 8.186 1134 1139 1162 rBV 642558 1053413 45.77% 5.109%
9 9.292 1323 1327 1341 rBV 362669 551646 23.97% 2.675%
10 11.074 1624 1630 1647 rVB 1326239 1712180 74.40% 8.303%

11 11.774 1744 1749 1760 rBV 210716 293451 12.75% 1.423%
12 12.110 1802 1806 1812 rBV2 456344 599235 26.04% 2.906%

13 12.163 1812 1815 1823 rVB2 26480 44528 1.93% 0.216%
14 12.968 1946 1952 1957 rVB 22749 30894 1.34% 0.150%
15 13.021 1957 1961 1969 rBV 16760 28620 1.24% 0.139%

16 13.415 2022 2028 2044 rBV 728852 1142662 49.65% 5.541%
17 13.739 2078 2083 2092 rBv4 22753 39011 1.70% 0.189%
18 14.504 2209 2213 2217 rVV 437073 566252 24.61% 2.746%
19 14.545 2217 2220 2229 rVB 109664 184374 8.01% 0.894%

20 14.651 2234 2238 2245 rBV 23670 35222 1.53% 0.171%
21 15.327 2350 2353 2356 rBV 26584 29850 1.30% 0.145%
22 15.374 2357 2361 2365 rVVv2 21465 28537 1.24% 0.138%
23 15.474 2375 2378 2382 rBvV4 19728 26151 1.14% 0.127%
24 15.539 2385 2389 2395 rVB2 91715 124531 5.41% 0.604%
25 15.986 2461 2465 2471 rVB4 16468 23455 1.02% 0.114%

26 16.345 2518 2526 2532 rBV 169429 240178 10.44% 1.165%
27 16.645 2573 2577 2584 rBV 221979 293150 12.74% 1.422%
28 16.898 2615 2620 2628 rVB 1155798 1358236 59.02% 6.587%

29 16.980 2628 2634 2637 rBV7 14265 27321 1.19% 0.132%
30 17.127 2656 2659 2664 rVB 27667 35432 1.54% 0.172%
31 17.262 2679 2682 2686 rBv4 29061 40322 1.75% 0.196%

32 17.892 2785 2789 2795 rBV2 178147 207855 9.03% 1.008%
33 18.150 2829 2833 2842 rBV 178352 266694 11.59% 1.293%
34 18.245 2842 2849 2854 rBV2 402454 605566 26.31% 2.937%
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LSC Area Percent Report

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

Data File : BF096169.D

Aca On : 23 Jun 2017 20:25 Instrument :
Operator : SJ/MA BNA_F

Sample  : 13784-03 Il )
Misc i P.56-B-COMP
ALS Vial : 14 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
35 18.380 2869 2872 2878 rVB5 15749 29926 1.30% 0.145%
36 18.515 2891 2895 2901 rBVS 23676 33932 1.47% 0.165%
37 18.721 2926 2930 2933 rBV 72655 78257 3.40% 0.380%

38 18.956 2967 2970 2977 rVVv2 96843 150488 6.54% 0.730%
39 19.021 2978 2981 2986 rVB 86525 102656 4._46% 0.498%

40 19.527 3063 3067 3070 rBV 72559 91681 3.98% 0.445%
41 19.703 3091 3097 3101 rvvs 20719 43473 1.89% 0.211%
42 19.815 3113 3116 3122 rBV 51037 60997 2.65% 0.296%
43 19.874 3123 3126 3130 rBV 72034 81133 3.53% 0.393%
44 19.921 3130 3134 3143 rVVv 303347 405907 17.64% 1.968%
45 20.350 3204 3207 3210 rBv4 18636 25408 1.10% 0.123%
46 20.391 3211 3214 3219 rvv4 18150 37235 1.62% 0.181%
47 20.733 3269 3272 3277 rVB2 23935 35034 1.52% 0.170%
48 21.103 3331 3335 3341 rBV5 27350 55632 2.42% 0.270%
49 21.433 3385 3391 3399 rBvV2 54658 102560 4_.46% 0.497%
50 21.609 3415 3421 3430 rVB2 32274 77524 3.37% 0.376%
51 22.797 3617 3623 3635 rVB2 24015 66077 2.87% 0.320%
Sum of corrected areas: 20620296
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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\BF062317\

BF096169.D

23 Jun 2017 20:25

SJ/MA

13784-03

14 Sample Multiplier: 1

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

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

1200000

1.54

1000000

800000

600000

400000

200000

TIC: BF096169.D

5.15

4.43

6.92

6.8

7.49

8.19

0
Time--> 1.50

T T
6.00 6.50

T T
2.00 2.50

T T T
3.00 3.50 4.00

4.50

I
5.00 5.50

T
7.00

7.50

T
8.00 8.50

Abundance

1200000

1000000

800000

600000

400000

200000

0

9.29

TIC: BF096169.D
11.07

13.42

12.11

16 12932 AJL 13.74

14.50

14.54

4/.\65

16
16.34
15.54
7 15.99

Time-->

14.00

12.00 12,50  13.00

9.50 10.00

10.50 11.00 11.50 13.50

14.50

15.50  16.00

16.50

15.00

Abundance

1200000

1000000

800000

600000

400000

200000

0

TIC: BF096169.D

16.90

22039 20.73 21.10 21.98 61
o a ~ A A

22.80

Time-->

17.00

21.50

20.00 20.50 21.00

17.50

18.00 1850 19.00  19.50

22.00

2250 23.00 23,50 24.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062317\
Data File : BF096169.D

Aca On : 23 Jun 2017 20:25

Operator : SJ/MA

Sample : 13784-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown4.43 Concentration Rank 4

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

4.43 13.44 ng 258177 1,4-Dichlorobenzene-d4 7.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
2 3-Hexanol 102 C6H140 000623-37-0 28
3 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 28
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
5 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 25

Abundance Scan 500 (4.428 min): BF096169.D (-496) (-) m/z 43.10 100.00%

43.1
50.1
5000

101.1 L B B B B
83.1 400 420 440 460 4.80

0...,....,....,....',l:.'..,..I'!i....,....,.'...,...:,|....,. m/z 59.10 58.71%

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
57.0
5000

4.00 420 4.40 4.60 4.80
101.0 m/z 101.10 19.33%

29.0 |
0 |15‘0|“|‘||‘||730|830|||
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59.0

4.00 420 4.40 4.60 4.80
5000 310 430 73.0 m/z 58.00 13.25%

o 84.0 101.0
A I o o e B AL I o s e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance :

#8185: 2-Pentanone, 4-hydroxy-4-methyl- I e o
43.0 400 420 440 460 480

m/z 41.00 10.58%

5000 59.0 N
15.0 101.0
31.0
0 ‘ 1 | Ly 83.0 : ‘

m/z--> 10 20 30 40 50 60 70 80 90 100 110 400 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062317\
Data File : BF096169.D

Aca On : 23 Jun 2017 20:25

Operator : SJ/MA

Sample : 13784-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.92 Concentration Rank 2

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

6.92 107.94 ng 2073510 1,4-Dichlorobenzene-d4 7.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 35
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 924 (6.922 min): BF096169.D (-920) (-) m/z 132.00 100.00%
132.0
5000 68.0
96.1 T L T T T
401 540 6.60 6.80 7.00 7.20
Obrr et 880 L 1180 m/z 68.05 37.75%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 " 6.60 6.80 7.00 7.20
10 550 %0 70 m/z 134.00 32.77%
‘ 79.0 '
0 |||||||||||||||||‘||‘||||‘||‘||||‘|‘=l‘|||‘|‘|‘|‘|||||||‘|||||||||||‘|||||||‘ ‘... -
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
9.0 1000 ok 0B 700 750
5000 ' m/z 66.10 21.58%
31.0 51.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole LA L L L N BN |
132.0 6.60 6.80 7.00 7.20
m/z 96.10 14 .32%
5000
104.0
ol 140 270 390 510 000770 g90 || uso
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062317\
Data File : BF096169.D

Aca On : 23 Jun 2017 20:25

Operator : SJ/MA

Sample : 13784-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.54 4.40 ng 124531 Phenanthrene-d10 14.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 87
3 Pentadecanoic acid 242 C15H3002 001002-84-2 80
4 Tridecanoic acid 214 C13H2602 000638-53-9 72
5 Dodecanoic acid 200 C12H2402 000143-07-7 64
Abundance Scan 2389 (15.539 min): BF096169.D (-2385) (-) m/z 73.10 100.00%
43.0 | 791
5000 129.1 K
JM 97.0 1571 1851 2132 .. 1520 1540 1560 15:80
0 m/z 60.00 93.54Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 L SR U DU R SRS
83.0 15.20 1540 1560 15.80
Ji 1570 1geo 2130 260 | M/Z 43.05  86.68%
A
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
73.0
43.0 L DN BN SR SRR
15.20 15.40 15.60 15.80
5000 129.0 m/z 57.05 74.53%
185.0
97.0 228.0
0L15:0 157.0 2090
m/z--> 25 Jo eb éo 160 150 150 160 180 200 220 210 2éo
Abundance #95851: Pentadecanoic acid AL mamEE B
43.0 |, 73.0 15.20 15.40 15.60 15.80
m/z 41.05 71.47%
5000 129.0 wﬁmwNHMMLAPWWFj\ﬂhkﬂdwwvﬂhJﬂp
0l15.0 Lﬂ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 15'20 15. 40 15 60 15. 80 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062317\
Data File : BF096169.D

Aca On : 23 Jun 2017 20:25

Operator : SJ/MA

Sample : 13784-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Oxirane, hexadecyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.89 6.86 ng 207855 Chrysene-di12 18.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. hexadecvl- 268 C18H360 007390-81-0 93
2 Octadecanal 268 C18H360 000638-66-4 91
3 Oxirane. tetradecvl- 240 C16H320 007320-37-8 91
4 Hexadecanal 240 C16H320 000629-80-1 91
5 Heptadecanal 254 C17H340 1000376-70-0 91
Abundance Scan 2789 (17.892 min): BF096169.D (-2785) (-) m/z 57.10 100.00%
. .0

5000

17.60 17.80 18.00 18.20
m/z 82.05 90.73%

178.2

o 217.2 247.0 278.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117617: Oxirane, hexadecyl-
43.0 82.0

5000
17.60 17.80 18.00 18.20
m/z 43.10 88.47%
0 166.0 208.0228.0 250.0570.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0 82.0
R REREEEEEEE RS
17.60 17.80 18.00 18.20
5000 m/z 55.05 69.73%
109.0

137.0 1660 194.0 2220 250.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #94324: Oxirane, tetradecy!- I AEEREE TS
4110 82.0 17.60 17.80 18.00 18.20

m/z 96.05 63.63%

5000

182.0 208.0 240.0
P T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.60 17.80 18.00 18.20

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062317\
Data File : BF096169.D

Aca On : 23 Jun 2017 20:25

Operator : SJ/MA

Sample : 13784-03

Misc :

ALS Vial : 14 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 Heptafluorobutyric acid, pe... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
18.15 8.81 ng 266694 Chrysene-di12 18.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 95
2 l1-Heneicosanol 312 C21H440 015594-90-8 95
3 n-Nonadecanol-1 284 C19H400 001454-84-8 95
4 n-Tetracosanol-1 354 C24H500 000506-51-4 95
5 Behenic alcohol 326 C22H460 000661-19-8 95

Abundance Scan 2833 (18.150 min): BF096169.D (-2829) (-) m/z 83.05 100.00%
43.0/ 83.0
5000
251 rrrrrryrrrryrrryrrTT T
167.1 234.1 17.80 18.00 18.20 18.40
O pli ey m/z 57.10 95 .56%
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester
57.0
97.0
5000 DAL SRR SR AR I
17.80 18.00 18.20 18.40
m/z 43.05 93.40%
‘ 1690 5100
0 IZIG\LIO\I‘I\ : “:‘ I‘ "H‘i ‘l‘\ |*f|3?.0|‘| ‘: I\ — lll : |25|5|0| T |4?6|0|
m/z--> 50 100 150 200 250 300 350 400
Abundance
5.0 4.4
17.I80 18.00 18.|20 18.|40 '
5000 m/z 55.05 92 .93%
0L19.0 1390 4899 224.0 266.0
m/z--> §0 160 1%0 260 2%0 360 3%0 460
Abundance #131391: n-Nonadecanol-1 L B T o
83.0 17.80 18.00 18.20 18.40
43.0 m/z 69.10 86.38%
5000
25.0
0 I } | L , 168.0 238.0
m/z--> §0 160 1%0 260 2éo 360 3%0 460 1fso 18b0 1850 1540 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062317\
Data File : BF096169.D

Aca On : 23 Jun 2017 20:25

Operator : SJ/MA

Sample : 13784-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Pentadecanal- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
18.72 2.58 ng 78257 Chrysene-di12 18.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanal- 226 C15H300 002765-11-9 81
2 Hexadecanal 240 C16H320 000629-80-1 80
3 Tetradecanal 212 C14H280 000124-25-4 80
4 1.19-Eicosadiene 278 C20H38 014811-95-1 74
5 1,16-Hexadecanediol 258 C16H3402 007735-42-4 62
Abundance Scan 2930 (18.721 min): BF096169.D (-2926) (-) m/z 57.05 100.00%
5000
. 19911000 1700 zren 291 | 1840 1060 1680 1900
(o} m/z 82.10 97 .65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #82955:; Pentadecanal-
57.0 82.0
5000 UL BN BN BN SRR
mmmmmmmm
109.0 m/z 43.10 89.95%
o \\ I \‘ \ Wb Lo
m/z--> 20 80 100 120 140 160 180 200 220 240
Abundance
43.0
18.40 18.60 18.80 19.00
5000 82.0 m/z 55.05 76.34%
o 25.0 62.0 1090 437, 166.0 196 0 222.0240.0
m/z--> 25 45 eb 85 160 150 150 1éo 180 200 220 250
Abundance #71299: Tetradecanal e  EaRmEamSTT
57.0 18.40 18.60 18.80 19.00
82.0 m/z 96.05 64 .76%
5000{ 29.0
110.0
138.0 168.0
Ol'h"‘i"' ‘\\ H\\ Hulw\ i “.l.l.g.4.'0.25|'.2.0|....|.... e
m/z--> 20 40 100 120 140 160 180 200 220 240 1840 1860 1880 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062317\
Data File : BF096169.D

Aca On : 23 Jun 2017 20:25

Operator : SJ/MA

Sample : 13784-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 9 Octadecyl trifluoroacetate Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.96 4.97 ng 150488 Chrysene-di12 18.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 91
2 Trifluoroacetoxv hexadecane 338 C18H33F302 006222-03-3 91
3 Octacosanol 410 C28H580 000557-61-9 90
4 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 90
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 90
Abundance Scan 2971 (18.962 min): BF096169.D (-2967) (-) m/z 43.10 100.00%
431 83.1
5000
Sl1s1ss 2611 1550 1850 10,60 1020
ol m/z 83.10 99.04%
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester
57.0
5000 UL LR LA SRR B
18.60 18.80 19.00 19.20
m/z 55.05 93.01%
‘ 1690 5100
0 ZG\LOM I “‘ ‘ \H‘\ ‘\‘\ *3§0‘ ‘ | \. 2550 4060
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
97.0 18.60 18.80 19.00 19.20
5000 m/z 57.05 89.13%
0 26.0 139.0 196.0 269.0 3200
m/z--> 50 100 150 200 250 300 350 400
Abundance #215904: Octacosanol L Ba e
57.0 18.60 18.80 19.00 19.20
91.0 m/z 97.05 84.89%
5000 M 1
L2610 ‘ ‘ A ,3?'({ 181 0 222. 0253 0_292. o 3340 3920
m/z--> 50 100 150 200 250 300 350 400 18.60 18.80 19.00 19.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062317\
Data File : BF096169.D

Aca On : 23 Jun 2017 20:25

Operator : SJ/MA

Sample : 13784-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 10 2-Heptadecanone Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
19.02 3.39 ng 102656 Chrysene-di12 18.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Heptadecanone 254 C17H340 002922-51-2 95
2 2-Nonadecanone 282 C19H380 000629-66-3 64
3 2-Tetradecanone 212 C14H280 002345-27-9 53
4 Oxirane. tetramethvl- 100 C6H120 005076-20-0 50
5 2-Pentadecanone 226 C15H300 002345-28-0 47

Abundance Scan 2981 (19.021 min): BF096169.D (-2978) (-) m/z 59.05 100.00%

54.0

5000
127.1 152.2 189.1 217.0 254.1 18.80 19.00 19.20 19.40
0 m/z 58.05 92.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105858: 2-Heptadecanone
58.0

5000
18.80 19.00 19.20 19.40

m/z 43.05 84.21%

29.0

127.0 152.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
58.0
R R EaEEE s
18.80 19.00 19.20 19.40
5000 m/z 71.10 58.01%

29.0 850
o ' 111.0 138.0 180.0 222.0 282.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #71306: 2-Tetradecanone N B B e !
18.80 19.00 19.20 19.40

m/z 57.05 26.78%

5000

29.0
127.0 154.0 212.0

I T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.80 19.00 19.20 19.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062317\
Data File : BF096169.D

Aca On : 23 Jun 2017 20:25

Operator : SJ/MA

Sample : 13784-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 11 Cyclopentane, 1,1,3-trimethyl- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
19.70 2.14 ng 43473 Perylene-di12 19.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. 1.1.3-trimethvl- 112 C8H16 004516-69-2 53
2 2-Pentene. 3-ethvl-4.4-dimethvl- 126 C9H18 053907-59-8 43
3 1-Nonadecene 266 C19H38 018435-45-5 38
4 1-Docosene 308 C22H44 001599-67-3 38
5 Cyclohexanone, 3-ethyl- 126 C8H140 022461-89-8 38
Abundance Scan 3096 (19.697 min): BF096169.D (-3091) (-) m/z 97.10 100.00%
1

5000

139.1 193.2

169.1 215.0 p391 2681

19.40 19.60 19.80 20.00

0 m/z 69.10 97.52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #6791: Cyclopentane, 1,1,3-trimethyl-
55.0
83.0
5000 IR B SN SN S
270 19.40 19.60 19.80 20.00
m/z 43.10 87.27%
112.0
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
69.0 97.0
410 IR BN SN SN SV
19.40 19.60 19.80 20.00
5000 m/z 83.10 86.30%
126.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #115905: 1-Nonadecene A Emma s e
41,0 19.40 19.60 19.80 20.00

m/z 57.10 86 .00%

5000

o

T I T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 19.40 19.60 19.80 20.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062317\
Data File : BF096169.D

Aca On : 23 Jun 2017 20:25

Operator : SJ/MA

Sample : 13784-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 12 Benzo[j]fluoranthene Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
19.82 3.01 ng 60997 Perylene-di12 19.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolilfluoranthene 252 C20H12 000205-82-3 95
2 Benzolelpvrene 252 C20H12 000192-97-2 94
3 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 94
4 Pervlene 252 C20H12 000198-55-0 93
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 93

Abundance Scan 3117 (19.821 min): BF096169.D (-3113) (-) m/z 252.10 100.00%
25p.1
5000
420 831 10 1260 16011911 2241 19.60 19.80 20.00 20.20
0 : 2 i m/z 250.10 26.11%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #104223: Benzo[j]fluoranthene
252.0
5000
19.60 19.80 20.00 20.20
126.0 m/z 253.05 19.73%
0l29.0 510 74.0 100.0 150.0 174.0 200.0 224.0
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
252.0
19.60 19.80 20.00 20.20
5000 m/z 126.00 13.84%
126.0
ol 410 63.0 100.0 150.0 174.0 2000 2240
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #104227: Benz[e]acephenanthrylene
252.0 19.60 19.80 20.00 20.20
m/z 125.00 13.07%
5000
126.0
o 390 740 1000, | 1500 1740 200.0 2240 H
R R L UL R BN RS SR SR I LS IR S rrrryrTTTTTTT T T T T T

m/z--> 20 40

60 80 100 120 140 160 180 200 220 240 260

19. 60 19. 80 20 00 20. 20

8270-BF060517.M Wed Jun 28 18:23:14 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062317\
Data File : BF096169.D

Aca On : 23 Jun 2017 20:25

Operator : SJ/MA

Sample : 13784-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 13 2H-Cyclopentacyclooctene, 4... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

21.61 3.82 ng 77524 Perylene-di12 19.92

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 2H-Cvclopentacvclooctene., 4.5.6.... 204 C15H24 1000221-85-8 55
2 2.5.5.8a-Tetramethvl-6.7.8.8a-te... 204 C14H200 124957-09-1 46

3 Aromandendrene 204 C15H24 000489-39-4 46
4 1.1.4a-Trimethvl-5.6-dimethvlene... 204 C15H24 1000193-60-8 45

5 1H-Cycloprop[e]azulene, decahydr... 204 C15H24 072747-25-2 38
Abundance Scan 3421 (21.609 min): BF096169.D (-3415) (-) m/z 204.10 100.00%

204.1
55.0 1091 1350
5000
175.1 2872
7.0

21.20 21.40 21.60 21.80 22.00

01 m/z 55.00 71.78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #64452: 2H-Cyclopentacyclooctene, 4,5,6,7,8,9-hexahydro-1,...
133.0 204.0
5000 | BN LI L L L LB L
21.20 21.40 21.60 21.80 22.00
m/z 135.00 71.39%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
135.0 204.0
S AmEE ARRREEEEE L
161.0 21.20 21.40 21.60 21.80 22.00
5000{ 410 690910 m/z 109.05 65.67%
113.0

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

Abundance #64285: Aromandendrene B BEE e e
161.0 21.20 21.40 21.60 21.80 22.00
m/z 133.05 61.44%

5000

ol
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 21.20 21.40 21.60 21.80 22.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062317\
Data File : BF096169.D

Aca On : 23 Jun 2017 20:25

Operator : SJ/MA

Sample : 13784-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 14 unknown22.80 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

22.80 3.26 ng 66077 Perylene-di12 19.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2-(1.1-dimethvlethy... 208 C15H28 054934-96-2 25
2 7.9-Dimethvl-8-nitrobicvclol4.3.... 225 C12H19N0O3 129967-66-4 22
3 Anthracene. 9-cvclohexvltetradec... 274 C20H34 055255-70-4 22
4 1-Cvclohexvl-1-(4-methvlcvclohex... 208 C15H28 002027-12-5 15
5 7-Heptadecyne, 17-chloro- 270 C17H31CI 056554-75-7 14
Abundance Scan 3623 (22.797 min): BF096169.D (-3617) (-) m/z 95.05 100.00%

95.0
69.1 123.1
5000
43.1
22.40 22.60 22.80 23.00 23.20

0! m/z 123.05 79.59%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #67972: Naphthalene, 2-(1,1-dimethylethyl)decahydro-4a-methyl

95.0
41.0
137.0
5000 | NI LI L L L L LB L
67.0 22.40 22.60 22.80 23.00 23.20
m/z 69.10 72.46%
‘ 208.0
L o A A
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
41.0 95.0
e
69.0 22.40 22.60 22.80 23.00 23.20
5000 1240 m/z 109.10 72.00%

163.0

o 225.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #122980: Anthracene, 9-cyclohexyltetradecahydro- A EEE TS
22.40 22.60 22.80 23.00 23.20

m/z 81.10 57 .59%

5000

274.0

217.0 243.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 22. 40 22. 60 22. 80 23. 00 23 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062317\
Data File : BF096169.D

Acq On : 23 Jun 2017 20:25

Operator : SJ/MA

Sample - 13784-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517 .M
Quant Title : 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]
unknown4 .43 4.43 13.4 ng 258177 1 7.26 384211 20.0
unknown6 .92 6.92 107.9 ng 2073510 1 7.26 384211 20.0
n-Hexadecanoic acid 15.54 4.4 ng 124531 4 14.50 566252 20.0
Oxirane, hexadecyl- 17.89 6.9 ng 207855 5 18.24 605566 20.0
Heptafluorobutyri... 18.15 8.8 ng 266694 5 18.24 605566 20.0
Pentadecanal - 18.72 2.6 ng 78257 5 18.24 605566 20.0
Octadecyl trifluo... 18.96 5.0 ng 150488 5 18.24 605566 20.0
2-Heptadecanone 19.02 3.4 ng 102656 5 18.24 605566 20.0
Cyclopentane, 1,1... 19.70 2.1 ng 43473 6 19.92 405907 20.0
Benzo[j]fluoranthene 19.82 3.0 ng 60997 6 19.92 405907 20.0
2H-Cyclopentacycl ... 21.61 3.8 ng 77524 6 19.92 405907 20.0
unknown22 .80 22.80 3.3 ng 66077 6 19.92 405907 20.0
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