LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110117\
Data File : BF100055.D

Aca On : 1 Nov 2017 20:21

Operator : SJ/JU

Sample : 16233-05

Misc :

ALS Vial : 13 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-BF102317.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 4.998 492 495 510 rBV 171604 294319 12.46% 1.601%
2 5.404 560 564 597 rBY 1675868 1898917 80.39% 10.328%
3 6.428 734 738 756 rBVY 1680018 1890725 80.04% 10.283%
4 6.551 756 759 765 rVB 1952398 1963208 83.11% 10.677%
5 6.781 794 798 807 rVB 449883 440576 18.65% 2.396%
6 6.934 820 824 843 rBVY 1762403 1606155 67.99% 8.735%
7 7.351 891 895 912 rBVY 1188256 1188534 50.31% 6.464%
8 8.063 1013 1016 1032 rBV 726116 608464 25.76% 3.309%
9 9.139 1195 1199 1202 rBV 2484561 2362255 100.00% 12.848%
10 9.539 1263 1267 1278 rBB 347239 300075 12.70% 1.632%
11 9.822 1311 1315 1324 rVB2 779223 655328 27.74% 3.564%
12 10.239 1383 1386 1389 rVB 69458 52975 2.24% 0.288%
13 10.621 1448 1451 1462 rBV 1140627 1156181 48.94% 6.288%
14 10.721 1465 1468 1473 rVB 22067 24275 1.03% 0.132%
15 11.345 1570 1574 1577 rBV 628016 581652 24.62% 3.163%
16 11.368 1577 1578 1583 rVB 29797 25275 1.07% 0.137%
17 11.910 1664 1670 1680 rBvV3 50436 70677 2.99% 0.384%
18 12.710 1803 1806 1812 rBvV 65506 65353 2.77% 0.355%
19 12.986 1851 1853 1858 rVB 50436 55431 2.35% 0.301%
20 13.163 1878 1883 1887 rBVY 1651075 1849878 78.31% 10.061%
21 14.398 2087 2093 2100 rBV5 33525 72283 3.06% 0.393%
22 14.598 2118 2127 2131 rBV 413172 512741 21.71% 2.789%
23 14.639 2131 2134 2139 rVB2 26300 38165 1.62% 0.208%
24 15.821 2330 2335 2339 rBV7Y 13485 27698 1.17% 0.151%
25 16.186 2393 2397 2401 rBV 32280 51565 2.18% 0.280%
26 16.362 2423 2427 2431 rVB3 16788 24523 1.04% 0.133%
27 16.598 2464 2467 2473 rVB2 19024 24613 1.04% 0.134%
28 16.680 2478 2481 2487 rBV 26832 36520 1.55% 0.199%
29 16.750 2488 2493 2506 rBv2 286009 466327 19.74% 2.536%
30 18.462 2777 2784 2789 rVB3 17299 41943 1.78% 0.228%

Sum of corrected areas: 18386631
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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

\\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF110117\

BF100055.D
1 Nov 2017 20:21
SJ/Ju
16233-05
13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF110117\
Data File : BF100055.D

Aca On : 1 Nov 2017 20:21

Operator : SJ/JU

Sample : 16233-05

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 13.36 ng 294319 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 56
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 17
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 495 (4.998 min): BF100055.D (-492) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 e S
| 83.0 460 480 500 520 540
o BT P At A S m/z 59.10 62.37%
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 L UL UL L I
59.0 460 480 500 520 5.40
0
150 4, 1010 m/z 101.10 24 .57%
0'”IJ”P'“ﬂ'”ﬂ“'P”W'”W”'EiQI”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
460 480 500 520 540
5000 41.0 m/z 58.00 16.09%
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 R B
43.0 460 480 500 520 540

m/z 41.10 9.36%

5000
101.0
15.0 58.0
| 280 I " 69.0 840

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20 5.40

o
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF110117\
Data File : BF100055.D

Aca On : 1 Nov 2017 20:21

Operator : SJ/JU

Sample : 16233-05

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 unknown6.55 Concentration Rank 1

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

6.55 89.12 ng 1963210 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 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 35
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
5 1-Aminoindan 133 C9H11N 034698-41-4 9

Abundance Scan 759 (6.551 min): BF100055.D (-756) (-) m/z 132.00 100.00%
132.0
5000 681
e
400 500 || a10 00 o J 6.20 6.40 6.60 6.80
O o . A m/z 68.10 35.70%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 R
5000 BN S SRR
6.20 6.40 6.60 6.80
310 5L0 m/z 134.00 32 .54%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
6.20 640 6.60 680
5000 67.0 m/z 66.05 21.34%
41.0 97.0
117.0
54,0 81.0
L B S L W W S W
m/z--> 40 60 80 100 120 140 160 180 1
Abundance #52379: Tranylcypromine-propiony! Sl SRR
57.0 132.0 6.20 6.40 6.60 6.80
m/z 96.00 14 .20%
74.0
5000 9go 1160
0 T II‘I\I\I\I ""Ml ||“| : |‘H“||‘|“| : I‘MI —— ?-5|80| —— |]|-8|9.|0| R e RARREEEE
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF110117\
Data File : BF100055.D

Aca On : 1 Nov 2017 20:21

Operator : SJ/JU

Sample : 16233-05

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 5

R.T. EstConc Area Relative to ISTD R.T.
11.91 2.43 ng 70677 Phenanthrene-d10 11.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tridecanoic acid 214 C13H2602 000638-53-9 72
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 59

Abundance Scan 1670 (11.910 min): BF100055.D (-1664) (-) m/z 73.00 100.00%
73.0
43.0
5000 129.0
97.1 213.2 L L L
it 92.1 256.2 11.60 11.80 12.00 12.20
o} m/z 60.00 87.70%
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 R A AR SR SRR
83.0 11. 60 11. 80 12. oo 12.20
‘ 1570 1geo 2130 2560 | M/Z 57.10  80.66%
A
o m .‘l‘k‘.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 | 73.0
11.60 11.80 12.00 12.20
5000 129.0 m/z 43.05 76.50%
97.0 199.0
1570 242.0
ob220 A Ml Ul g L TR0 L 2230 L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72648: Tridecanoic acid
73.0 11.60 11.80 12.00 12.20
m/z 41.10 53.01%
43.0
5000
129.0
‘ 710 2140
ol 18?\,\”“””,”\ H“ h‘\ HM A l4|9|9”‘” T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF110117\
Data File : BF100055.D

Aca On : 1 Nov 2017 20:21

Operator : SJ/JU

Sample : 16233-05

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.M
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 Nonadecyl pentafluoropropio... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.40 2.82 ng 72283 Chrysene-di12 14 .60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
2 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 90
3 Pentafluoropropionic acid. hexad... 388 C19H33F502 006222-07-7 90
4 1-Heptacosanol 396 C27H560 002004-39-9 90
5 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 90
Abundance . Scan 2093 (14.398 min): BF100055.D (-2087) (-) m/z 57.05 100.00%
510 971
5000
207.0 U R DA A B
39.0 175.0 14.00 14.20 14.40 14.60 14.80
. e — m/z 83.10 83.63%
m/z--> 50 100 150 200 250 300 350 400
Abundance #222139: Nonadecy! pentafluoropropionate
570 970
5000 U DAL BRI R I
14.00 14.20 14.40 14.60 14.80
m/z 97.10 81.13%
m/z--> 50 100 150 260 2éo 300 350 460
Abundance
57.0
970 14:00 14.20 14.40 14.60 14.80
5000 m/z 43.05 67.69%
0L, 26.0 1390 1gy o 252.0 297 0 348 0
m/z--> 50 100 150 200 250 300 350 400
Abundance #206447: Pentafluoropropionic acid, hexadecy! ester B e e e
57.0 14.00 14.20 14.40 14.60 14.80
m/z 55.00 63.38%
5000
oL 26l0] | ‘ ‘ _3?9 1820 2240 269.0 370.0
m/z--> 50 150 200 250 300 350 400 14.00 14.20 14.40 14.60 14.80
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF110117\
Data File : BF100055.D

Acq On : 1 Nov 2017 20:21

Operator : SJ/JU

Sample - 16233-05

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317 .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 13.4 ng 294319 1 6.78 440576 20.0
unknown6 .55 6.55 89.1 ng 1963210 1 6.78 440576 20.0
n-Hexadecanoic acid 11.91 2.4 ng 70677 4 11.35 581652 20.0
Nonadecyl pentafl... 14.40 2.8 ng 72283 5 14.60 512741 20.0
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