LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072418\
Data File : BF107642.D

Aca On 25 Jul 2018 3:32

Operator : JU/SJ

Sample : J4120-03

Misc :

ALS Vial : 29 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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF072018 .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 5.213 485 489 503 rBV 565315 841355 15.85% 1.760%
2 5.607 551 556 577 rBVY 3734775 5059445 95.33% 10.584%
3 6.607 721 726 744 rBVY 3419195 5166567 97.35% 10.808%
4 6.742 744 749 772 rVB 4454505 5307096 100.00% 11.102%
5 6.966 784 787 809 rVB 1295067 1614051 30.41% 3.377%
6 7.125 809 814 837 rBVY 3705501 4126411 77.75% 8.632%
7 7.531 879 883 907 rBVY 2556147 3313082 62.43% 6.931%
8 8.248 1001 1005 1028 rBvV 1829171 2035699 38.36% 4 ._.259%
9 9.325 1182 1188 1203 rBvY 5250345 5256363 99.04% 10.996%
10 9.713 1251 1254 1260 rBV 220744 204570 3.85% 0.428%

11 10.007 1300 1304 1317 rBV2 1837090 1884972 35.52% 3.943%
12 10.801 1435 1439 1452 rBV 2404314 2641367 49.77% 5.526%
13 10.895 1452 1455 1466 rVB 47886 86081 1.62% 0.180%
14 11.501 1554 1558 1567 rBV 1557687 1693731 31.91% 3.543%
15 12.007 1641 1644 1648 rBV 127804 131094 2.47% 0.274%

16 12.719 1762 1765 1771 rBV 88296 93712 1.77% 0.196%
17 12.954 1798 1805 1810 rBV2 80803 155170 2.92% 0.325%
18 13.089 1823 1828 1839 rBV 4110801 3997343 75.32% 8.362%
19 13.295 1858 1863 1868 rvVB2 68512 72480 1.37% 0.152%
20 13.636 1917 1921 1924 rBV2 89589 88500 1.67% 0.185%

21 13.971 1974 1978 1989 rBV 482160 636959 12.00% 1.332%
22 14.154 2004 2009 2019 rBV 1317693 1475541 27.80% 3.087%
23 14.283 2028 2031 2034 rBV 113858 93440 1.76% 0.195%
24 14.589 2080 2083 2086 rBV 119221 120796 2.28% 0.253%
25 14.913 2134 2138 2142 rBV 115893 129827 2.45% 0.272%

26 14.989 2149 2151 2154 rBV 61010 60990 1.15% 0.128%
27 15.265 2195 2198 2203 rVB 88844 100308 1.89% 0.210%
28 15.683 2263 2269 2278 rBV 769655 1237769 23.32% 2.589%

29 16.130 2342 2345 2351 rVB3 63716 86021 1.62% 0.180%
30 16.671 2433 2437 2441 rBV3 51723 91152 1.72% 0.191%
Sum of corrected areas: 47801892
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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:\SVOASRV\HPCHEMI\BNA F\DATA\BF072418\

BF107642.D

25 Jul 2018 3:32

JussJ

J4120-03

29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072418\
Data File : BF107642.D

Aca On : 25 Jul 2018 3:32

Operator : JU/SJ

Sample : J4120-03

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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.

5.21 10.43 ng 841355 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 488 (5.207 min): BF107642.D (-485) (-) m/z 43.00 100.00%
43.0
59.0
5000
toud 480 500 520 540 560
o...,....,....,....',':...,..!'l,..??-,g....f‘?:o..,....,|....,. m/z 58.95 64.38%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R R LIS JULI
59.0 480 500 5.20 540 560
0
150 a0 1010 m/z 101.10 17.56%
83.0
Ot e e e
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
o 450 500 520 540 580
5000 m/z 57.95 15.55%
20.0 101.0
0 180 | 1. 730 830
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- R AR RARE R
59.0 480 500 5.20 540 5.60
m/z 40.95 9.16%
5000 41.0
31.0
69.0 870
m/z--> 10 20 40 50 60 70 80 90 100 110 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072418\
Data File : BF107642.D

Aca On : 25 Jul 2018 3:32

Operator : JU/SJ

Sample : J4120-03

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 unknown6.74 Concentration Rank 1

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

6.74 65.76 ng 5307100 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 749 (6.742 min): BF107642.D (-744) (-) m/z 132.00 100.00%
132.0
5000 68.0
40.0 540 || %0970 20 ‘ 6.40 6.60 6.80 7.00
o TSN 1 .- B £ IR | N m/z 68.00 39.58%
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
2000 o 6.40 6.60 6.80 7.00
4o o m/z 134.00  33.90%
‘ 79.0 :
0'W'”'P'”I”'WJ“'w'”fmhh'muﬁ'”l”hl”'ﬂ'””P'”I"W”
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 6.40 6.60 6.80 7.00
5000 ' m/z 66.00 26.68%
31.0 51.0
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“'W”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132.0 6.40 6.60 6.80 7.00
m/z 69.10 15.63%
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 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072418\
Data File : BF107642.D

Aca On : 25 Jul 2018 3:32

Operator : JU/SJ

Sample : J4120-03

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 Heptadecyl heptafluorobutyrate Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.97 8.63 ng 636959 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
2 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 91
3 Carbonic acid. heptadecvl isobut... 356 C22H4403 1000314-61-4 91
4 Eicosvl heptafluorobutvrate 494 C24H41F702 1000351-83-5 91
5 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 90
Abundance Scan 1978 (13.971 min): BF107642.D (-1974) (-) m/z 57.00 100.00%
57.0
T V/\\ij\/\
5000
NN U B
392 13.60 13.80 14.00 14.20
oL LA Li J IR% 1802 22012670 sss1 0 hgoT 4300 73.67%
m/z--> 50 100 150 200 250 300 350 400
Abundance #227400: Heptadecy! heptafluorobutyrate
57.0
97.0
5000 AR RS B
13.60 13.80 14.00 14.20
m/z 55.00 71.56%
169.0
0] 1370 238.0 283.0 434.0
m/z--> 5 100 150 200 2%0 300 350 400
Abundance #212865: Pentafluoropropionic acid, heptadecy! ester
57.0
970 13.60 13.80 14.00 14.20
5000 m/z 83.10 57.91%
oL ‘ ‘ ‘}390 1820 2380 2830 384.0
m/z--> 5 100 150 200 2%0 300 350 400
Abundance #188249: Carbonic acid, heptadecy! isobuty! ester =T T T R
57.0 13.60 13.80 14.00 14.20
m/z 97.10 52.96%
5000
97.0
0|I{I‘NIHIJ[IJ||JI}I3?.|O|]:8|2.IO|||2|3?.Ollll|llll|||||||||| —v-|—v—v—v—v—|—v—v—v—v-|—v—v—v—v—|—v—v—v—v—|—v—
m/z--> 50 100 150 200 250 300 350 400 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072418\
Data File : BF107642.D

Acq On 25 Jul 2018 3:32

Operator : JU/SJ

Sample - J4120-03

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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... 5.21 10.4 ng 841355 1 6.97 1614050 20.0
unknown6 .74 6.74 65.8 ng 5307100 1 6.97 1614050 20.0
Heptadecyl heptaf... 13.97 8.6 ng 636959 5 14.15 1475540 20.0
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