LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082417\
Data File : BF098008.D

Aca On : 24 Aug 2017 18:09

Operator : SJ/JU

Sample = 14925-01

Misc :

ALS Vial : 9 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-BF081517.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 3.734 274 280 286 rVB 49846 72727 2.01% 0.251%
2 4.940 477 485 496 rVB 210631 320357 8.84% 1.104%
3 5.351 549 555 558 rBY 3058889 3402878 93.89% 11.722%
4 6.375 723 729 732 rBVY 3088567 3624282 100.00% 12.485%
5 6.510 746 752 755 rBVY 3122817 3310932 91.35% 11.406%
6 6.739 787 791 794 rBV 830385 747829 20.63% 2.576%
7 6.892 813 817 821 rBVY 2602570 2397305 66.15% 8.258%
8 7.304 881 887 890 rBVY 2120302 2125641 58.65% 7.323%
9 8.022 1004 1009 1012 rBV 1082027 963275 26.58% 3.318%
10 9.098 1186 1192 1195 rBvV 3168360 2954122 81.51% 10.177%

11 9.492 1254 1259 1264 rBV 497062 440390 12.15% 1.517%
12 9.769 1301 1306 1310 rBV 1032372 996306 27.49% 3.432%
13 10.557 1434 1440 1444 rBV 1842387 1946428 53.71% 6.705%

14 10.680 1458 1461 1470 rVB2 51119 70944 1.96% 0.244%
15 11.127 1530 1537 1540 rBV 36576 37164 1.03% 0.128%
16 11.251 1554 1558 1561 rBV 1183253 1032176 28.48% 3.556%
17 12.457 1760 1763 1767 rBV 81733 77206 2.13% 0.266%
18 12.668 1795 1799 1800 rBV2 65199 57066 1.57% 0.197%
19 12.686 1800 1802 1806 rVB 74735 58843 1.62% 0.203%

20 12.839 1823 1828 1831 rBV 2632867 2452714 67.67% 8.449%

21 13.733 1977 1980 1987 rVvv4 80001 111168 3.07% 0.383%
22 13.880 2000 2005 2009 rBV 877053 959116 26.46% 3.304%

23 14.733 2147 2150 2154 rVB 40481 41598 1.15% 0.143%

24 14.892 2174 2177 2187 rVB 33026 66831 1.84% 0.230%

25 14.986 2189 2193 2197 rVVv2 30511 38202 1.05% 0.132%

26 15.298 2241 2246 2251 rBV2 561984 679777 18.76% 2.342%

27 15.751 2319 2323 2328 rBV3 30559 43455 1.20% 0.150%
Sum of corrected areas: 29028732
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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\BF082417\

BF098008.D

24 Aug 2017 18:09

SJ/Ju

14925-01

9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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:\HPCHEM1\BNA F\DATA\BF082417\
Data File : BF098008.D

Aca On : 24 Aug 2017 18:09

Operator : SJ/JU

Sample : 14925-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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.

4.94 8.57 ng 320357 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 Butane 58 C4H10 000106-97-8 9
5 Propane, l-ethoxy-2-methyl- 102 C6H140 000627-02-1 9

Abundance Scan 485 (4.940 min): BF098008.D (-477) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 BB SARDE SRR NN R
| 83.0 | 4.60 4.80 5.00 5.20
Obrrrprrrr el e e m/z 59.00 53.87%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 B SEDE SRR NN SRR
4.60 4.80 5.00 5.20
59.0 m/z 101.00 19.53%
270 ‘ oo 830 1010
e AR ARARA AR RARS AL RARLE ARARA RERLA AR SRS BAAA SARRSRARRE RARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
460 480 500 520
5000 m/z 58.00 16.82%
101.0
| 150 310 580 690  86.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester R Rmma AR
59.0 4.60 4.80 5.00 5.20
m/z 41.00 9.02%
5000 41.0
0 I 730 1260 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082417\
Data File : BF098008.D

Aca On : 24 Aug 2017 18:09

Operator : SJ/JU

Sample : 14925-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 unknown6.51 Concentration Rank 1

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

6.51 88.55 ng 3310930 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
3 Xenon 132 Xe 007440-63-3 9
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 752 (6.510 min): BF098008.D (-746) (-) m/z 132.00 100.00%
132.
5000 68.1
400 | 9.0 Tol0 640 650 680
54.0 . . . .
o....,....:'!...,::..,...'.|,..7.5.‘,0....,..1.,?1??.?.1.1.7.?.... M m/z 68.10 45.79%
m/z--> 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 A
5000 IRSENRARE SRR RSN SRR
6.20 6.40 6.60 6.80
310 510 m/z 134.00 33.08%
0'“'J“Jhwl'WH'“l'“llh?ﬁq'“l'“'l“"w"w"“ T
m/z--> 30 40 60 70 8 90 100 110 120 130 140
Abundance
132.0
620 640 6.60 6.80
5000 m/z 66.00 28.71%
63.0 81.0
mz-> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14560: Xenon L L L L L LB LB B
132.0 6.20 6.40 6.60 6.80
m/z 69.10 18.39%
5000
66.0
I L s I A R LA R LA AR R ISR SRS RSN SRR
m/z--> 30 40 50 70 80 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\BF082417\
Data File : BF098008.D

Aca On : 24 Aug 2017 18:09

Operator : SJ/JU

Sample : 14925-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 Bromoacetic acid, octadecyl... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

13.73  2.32ng 111168  Chrysene-d12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Bromoacetic acid. octadecvl ester 390 C20H39Bro02 018992-03-5 91
2 1-Nonadecene 266 C19H38 018435-45-5 90
3 Heptafluorobutvric acid. n-tetra... 410 C18H29F702 007365-36-8 87
4 Pentafluoropropionic acid. tetra... 360 C17H29F502 006222-06-6 87

5 1-Eicosanol 298 C20H420 000629-96-9 74
Abundance Scan 1979 (13.727 min): BF098008.D (-1977) (-) m/z 83.00 100.00%
43.0 .
5000
150.0 TT TT T T[T TrTT TTTT TT T T
200.0 301.1 13.40 13.60 13.80 14.00
ok m/z 57.10 94 .26%
m/z--> 50 100 150 200 250 300 350
Abundance #207396: Bromoacetic acid, octadecy! ester
43.0
83.0
5000 TT LR B TTT T T
13. 40 13. 60 13. 80 14.00
‘ 210 m/z 43.05 84.93%
250.0
oL i u\ s 0 2m0 20 a0
m/z--> 50 O 200 250 300 350
Abundance
43.0 97.0
AR am e
13.40 13.60 13.80 14.00
5000 m/z 69.05 80.37%
126.0
o 168.0 210.0 266.0 K/VJ\’WJW
A e e e
m/z--> 50 100 150 200 250 300 350
Abundance #215485: Heptafluorobutyric acid, n-tetradecyl ester T
57.0 13. 40 13. 60 13. 80 14. OO
97.0 m/z 97.10 70.96%
N WLJK’\’JMW
169.0
2
oL 2100 1| ‘ ! fl F ‘\ 199.0 241.0 392.0
. e i e AR am e
m/z--> 50 200 250 300 350 13. 40 13. 60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082417\
Data File : BF098008.D

Acq On : 24 Aug 2017 18:09

Operator : SJ/JU

Sample : 14925-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081517 .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... 4.94 8.6 ng 320357 1 6.74 747829 20.0
unknown6 .51 6.51 88.5 ng 3310930 1 6.74 747829 20.0
Bromoacetic acid,... 13.73 2.3 ng 111168 5 13.89 959116 20.0
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