LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122917\
Data File : BF101818.D

Aca On : 29 Dec 2017 10:19

Operator : SJ/JU

Sample : 17000-01

Misc :

ALS Vial : 4 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-BF121417.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 5.004 493 496 507 rBV 113848 203792 7.38% 0.732%
2 5.404 561 564 598 rBVY 1744168 2718978 98.47% 9.772%
3 6.428 735 738 756 rBY 1898602 2761156 100.00% 9.923%
4 6.557 756 760 775 rVB 2524259 2624064 95.03% 9.430%
5 6.781 795 798 808 rBV 981927 931522 33.74% 3.348%
6 6.934 821 824 840 rBVY 1833150 1941352 70.31% 6.977%
7 7.351 892 895 914 rBVY 1435927 1712156 62.01% 6.153%
8 8.063 1013 1016 1038 rVvB 1251479 1272630 46.09% 4_.574%
9 9.139 1195 1199 1207 rBV 2420853 2392440 86.65% 8.598%
10 9.204 1207 1210 1214 rVB 65493 53324 1.93% 0.192%

11 9.533 1260 1266 1272 rBV 223240 260784 9.44% 0.937%
12 9.733 1297 1300 1303 rVB 144289 105055 3.80% 0.378%
13 9.822 1311 1315 1318 rBV 1363275 1258342 45.57% 4.522%

14 9.851 1318 1320 1326 rVB 77563 82028 2.97% 0.295%
15 10.033 1347 1351 1353 rBV2 36709 50181 1.82% 0.180%
16 10.233 1382 1385 1388 rVB 146254 110341 4._00% 0.397%
17 10.374 1405 1409 1415 rVB 40230 50103 1.81% 0.180%
18 10.451 1415 1422 1425 rBV3 41478 64859 2.35% 0.233%

19 10.616 1446 1450 1462 rBV 1479950 1565736 56.71% 5.627%
20 10.704 1462 1465 1470 rBvV 109735 110586 4._.01% 0.397%

21 11.151 1536 1541 1547 rBV4 57328 81445 2.95% 0.293%
22 11.316 1565 1569 1571 rBV 1278657 1249217 45.24% 4._.489%
23 11.339 1571 1573 1577 rVV 318299 290952 10.54% 1.046%

24 11.392 1580 1582 1586 rVB 62752 61167 2.22% 0.220%
25 11.563 1608 1611 1616 rBV3 40623 58132 2.11% 0.209%
26 11.821 1651 1655 1658 rBV2 238242 266884 9.67% 0.959%
27 11.927 1670 1673 1676 rBV 49114 55584 2.01% 0.200%
28 12.168 1712 1714 1719 rVB2 23822 28002 1.01% 0.101%
29 12.368 1745 1748 1752 rBV3 29570 38806 1.41% 0.139%
30 12.474 1764 1766 1771 rVB3 22605 30675 1.11% 0.110%

31 12.533 1771 1776 1782 rBV 391765 388578 14.07% 1.396%
32 12.610 1786 1789 1795 rVvV 80999 102254 3.70% 0.367%
33 12.692 1800 1803 1809 rvv4 52449 87292 3.16% 0.314%
34 12.745 1809 1812 1813 rVV 85247 89219 3.23% 0.321%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122917\
Data File : BF101818.D

Aca On : 29 Dec 2017 10:19

Operator : SJ/JU

Sample : 17000-01

Misc :

ALS Vial : 4 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-BF121417.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 12.763 1813 1815 1821 rVB 299432 279339 10.12% 1.004%

36 12.892 1833 1837 1842 rBV 2000449 1748474 63.32% 6.284%
37 12.980 1848 1852 1858 rVB3 23407 42765 1.55% 0.154%
38 13.092 1869 1871 1876 rVB2 47468 55407 2.01% 0.199%
39 13.774 1983 1987 1992 rBV2 114483 153285 5.55% 0.551%
40 13.962 2015 2019 2022 rBV2 929940 983362 35.61% 3.534%

41 13.992 2022 2024 2030 rVB 134688 130233 4.72% 0.468%
42 14.686 2139 2142 2149 rVB3 119086 161781 5.86% 0.581%
43 15.015 2194 2198 2200 rBVY 125859 168235 6.09% 0.605%
44 15.315 2246 2249 2253 rVB 63715 78509 2.84% 0.282%
45 15.380 2257 2260 2264 rVB 113091 122711 4._.44% 0.441%

46 15.433 2265 2269 2275 rBVY 632812 803659 29.11% 2.888%

Sum of corrected areas: 27825396
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122917\
Data File : BF101818.D

Aca On : 29 Dec 2017 10:19

Operator : SJ/JU

Sample : 17000-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_M

Quant Title ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance
2500000
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122917\
Data File : BF101818.D

Aca On : 29 Dec 2017 10:19

Operator : SJ/JU

Sample : 17000-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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.

5.00 4.38 ng 203792 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 Propane. l1l-ethoxv-2-methvl- 102 C6H140 000627-02-1 32
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 Propane, 2-ethoxy-2-methyl- 102 C6H140 000637-92-3 23

Abundance Scan 495 (4.998 min): BF101818.D (-493) (-) m/z 43.00 100.00%
43.0 T
59.0
5000
| 83.0 1?1 460 4.80 5.00 5.20 5.40
R o o o N A e m/z 59.00 53.51%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 a0 2 5o Sk Sk
0
150 a0 1010 m/z 101.10 15.86%
0"'l“t'|“'”H“"N“"|“"|“"|“"Fiq'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
460 480 500 520 5.40
5000 41.0 m/z 58.00 14.62%
31.0
69.0 87.0
15.0 50.0 98.0
e S I S SULIURS SURILL IS IULIULS SULILS UL I A\W
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4489: Propane, 1-ethoxy-2-methyl- P TR
54.0 460 480 500 520 540

m/z 41.00 7.79%

5000
310 41.0

73.0 102.0

15.0 H‘ \‘msoou\ ‘ 87.0 |

m/z--> 10 20 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20 5.40

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122917\
Data File : BF101818.D

Aca On : 29 Dec 2017 10:19

Operator : SJ/JU

Sample : 17000-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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 unknown6.56 Concentration Rank 1

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

6.56 56.34 ng 2624060 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 760 (6.557 min): BF101818.D (-756) (-) m/z 132.00 100.00%
132.0
5000 68.0
01 510 || oo™ s 2h0 ok oko ko
o S MBSO M PO . A S [| m/z 68.05 40.35%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 SRS SR
6.20 6.40 6.60 6.80
2.0 510 m/z 134.00 31.98%
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 6.60 680
5000 67.0 m/z 66.00 25.59%
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 #14491: 5-Aminoindole
132.0 6.20 6.40 6.60 6.80
m/z 69.05 15.87%
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 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122917\
Data File : BF101818.D

Aca On : 29 Dec 2017 10:19

Operator : SJ/JU

Sample : 17000-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.82 4.27 ng 2668384 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 86
4 Tetradecanoic acid 228 C14H2802 000544-63-8 52
5 n-Decanoic acid 172 C10H2002 000334-48-5 49

Abundance Scan 1655 (11.821 min): BF101818.D (-1651) (-) m/z 73.00 100.00%

43.0 73.0 n
5000

227.2 256.2 302.0 11.60 11.80 12.00 12.20

0 m/z 43.05 94 _25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107549: n-Hexadecanoic acid
60.0
5000 1290 LI N B B |

T T T T
11.60 11.80 12.00 12.20

83.0 -
J‘ 1570 1850 2180 2560 m/z 60.00 87.79%
0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
73.0
RRBEEEEE s e
43.0 11.60 11.80 12.00 12.20
5000 129.0 m/z 57.05 80.43%
171.0
970 214.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #95851: Pentadecanoic acid Bl A e B o e
43.0 11.60 11.80 12.00 12.20
m/z 41.05 71.12%
- WL—V
0 15.0
- IIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122917\
Data File : BF101818.D

Aca On : 29 Dec 2017 10:19

Operator : SJ/JU

Sample : 17000-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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 2- Chloropropionic acid, oc... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.77 3.12 ng 153285 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2- Chloropropionic acid. octadec... 360 C21H41CIl102 088104-31-8 81
2 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 81
3 Pentafluoropropionic acid. octad... 416 C21H37F502 959261-25-7 81
4 Heptafluorobutvric acid. hexadec... 438 C20H33F702 006385-15-5 81
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 81
Abundance Scan 1986 (13.768 min): BF101818.D (-1983) (-) m/z 57.05 100.00%
571.0
97.0 226.1
5000
13.40 13.60 13.80 14.00
o P m/z 43.10 84 _56%
m/z--> 50 100 150 200 250 300 350 400
Abundance #190678: 2- Chloropropionic acid, octadecyl ester
57.0
97.0
5000 LN BRI U
13.40 13.60 13.80 14.00
m/z 83.10 71.16%
27,0 39.0 250.0
0 I\[\\I\II\I‘ .ﬁ: d\l\ |‘”‘.“‘:!-8.2..0| —t— |y — |2|97|q — .36.0'(.). T
m/z--> 50 100 150 200 250 300 350 400
Abundance
570 470
13.40 13.60 13.80 14.00
5000 m/z 55.10 71.08%
. 270 139.0 1000 222.0 266.0 311.0 412.0 W
m/z--> 50 100 150 200 250 300 350 400
Abundance #217811: Pentafluoropropionic acid, octadecy! ester B e e o N EEmes
57.0 13.40 13.60 13.80 14.00
9.0 m/z 97.05 67.67%
- WJJMM
270) | | ‘ L0 se0 220 aero 398.0
m/z--> 50 100 150 200 250 300 350 400 1340 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122917\
Data File : BF101818.D

Aca On : 29 Dec 2017 10:19

Operator : SJ/JU

Sample : 17000-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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 9-Octadecenamide, (Z)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.69 3.29 ng 161781 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO0 000301-02-0 86
2 Octadecanamide 283 C18H37NO 000124-26-5 47
3 cis-11-Eicosenamide 309 C20H39NO 010436-08-5 46
4 7-Octen-2-ol. 2.6-dimethvl- 156 C10H200 018479-58-8 35
5 trans-11-lcosenamide 309 C20H39NO 010586-57-9 35

Abundance Scan 2143 (14.692 min): BF101818.D (-2139) (-) m/z 57.00 100.00%

.0

5000
2581 LI I B
: 294.2 3341 14.40 14.60 14.80 15.00
0 m/z 59.00 80.22%
m/z--> 50 100 150 200 250 300 350
Abundance #128445: 9-Octadecenamide, (2)-
59.0
5000 LA L L L L L
14.40 14.60 14.80 15.00
m/z 43.10 71.55%
29.0 60 126.0
0 ‘\L‘ HH. iy i \\\. ‘15‘4'0 184.0210.0238.0 281.0
- T T T I T T T T I T T T T I T T T T I T T T T T T T T I
m/z--> 50 100 150 200 250 300 350
Abundance
59.0
s o A A
14.40 14.60 14.80 15.00
5000 m/z 55.00 61.78%
. 29.0 86.0 1280565 0184.0212.0240.0 2830
T T T T [ T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #152182: cis-11-Eicosenamide AR EEREE L
59.0 14.40 14.60 14.80 15.00
m/z 72.00 56.17%
5000
290 152.0178.0 212.0 248.0
04
m/z--> 50 100 150 200 250 300 350 14.40 14.60 14.80 15.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF122917\
Data File : BF101818.D

Acq On : 29 Dec 2017 10:19

Operator : SJ/JU

Sample - 17000-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .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... 5.00 4.4 ng 203792 1 6.78 931522 20.0
unknown6 .56 6.56 56.3 ng 2624060 1 6.78 931522 20.0
n-Hexadecanoic acid 11.82 4.3 ng 266884 4 11.32 1249220 20.0
2- Chloropropioni... 13.77 3.1 ng 153285 5 13.96 983362 20.0
9-Octadecenamide, ... 14.69 3.3 ng 161781 5 13.96 983362 20.0
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