LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122817\
Data File : BF101810.D

Aca On : 28 Dec 2017 18:46

Operator : SJ/JU

Sample : 16970-11

Misc :

ALS Vial : 17 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 5.004 492 496 520 rBV 263716 499850 16.20% 1.964%
2 5.410 561 565 593 rBY 2084429 3084820 100.00% 12.122%
3 6.428 735 738 756 rBVY 2208922 3062321 99.27% 12.033%
4 6.557 756 760 774 rVB 2829990 2907484 94.25% 11.425%
5 6.781 795 798 808 rBV 841074 829693 26.90% 3.260%
6 6.933 821 824 847 rVB 2115114 2280486 73.93% 8.961%
7 7.351 892 895 918 rBVY 1481060 1890412 61.28% 7.428%
8 8.063 1013 1016 1032 rBV 961296 1061453 34.41% 4.171%
9 9.139 1195 1199 1208 rBvV 2874079 2808940 91.06% 11.038%
10 9.539 1264 1267 1272 rVB 83058 81555 2.64% 0.320%
11 9.733 1297 1300 1304 rVB 68560 54179 1.76% 0.213%
12 9.816 1311 1314 1322 rBV 967288 962938 31.22% 3.784%
13 10.233 1382 1385 1388 rVB 72413 61892 2.01% 0.243%
14 10.616 1446 1450 1462 rBV 1222640 1310195 42.47% 5.148%
15 10.704 1462 1465 1470 rVB 73413 69887 2.27% 0.275%

16 11.310 1565 1568 1578 rBV 799067 820117 26.59% 3.223%
17 12.892 1833 1837 1840 rBV 2069010 1894304 61.41% 7.444%
18 13.774 1983 1987 1993 rBV2 64979 102714 3.33% 0.404%
19 13.962 2015 2019 2028 rBV 804973 826110 26.78% 3.246%
20 15.015 2195 2198 2205 rVB4 31486 46183 1.50% 0.181%

21 15.380 2257 2260 2264 rVB2 32734 36442 1.18% 0.143%
22 15.433 2264 2269 2279 rBV 559741 756899 24 _.54% 2.974%

Sum of corrected areas: 25448874
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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:\HPCHEMIN\BNA F\DATA\BF122817\

BF101810.D

28 Dec 2017 18:46

SJ/JuU

16970-11

17 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF121417 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122817\
Data File : BF101810.D

Aca On : 28 Dec 2017 18:46

Operator : SJ/JU

Sample : 16970-11

Misc :

ALS Vial : 17 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 12.05 ng 499850 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 40
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 495 (4.998 min): BF101810.D (-492) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 AN R LR
| | 83.1 | 4.60 4.80 500 5.20 5.40
O L T L e R R R S m/z 59.00 56.41%
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
59.0 460 4.80 500 5.20 5.40

m/z 101.10 16.75%

15.0 101.0
31.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

o

Abundance
59.0

4.60 4.80 5.00 5.20 5.40

5000 m/z 58.10 14 .42%
41.0
29.0 101.0
0 73.0 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 ERRE BEa S R B
59.0 4.60 4.80 5.00 5.20 5.40

m/z 41.05 8.76%

5000 41.0

W\J L [73.0 126.0 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 5.40

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122817\
Data File : BF101810.D

Aca On : 28 Dec 2017 18:46

Operator : SJ/JU

Sample : 16970-11

Misc :

ALS Vial : 17 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 70.09 ng 2907480 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 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 761 (6.563 min): BF101810.D (-756) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 SRS U R
40.0 540 J 6.20 6.40 6.60 6.80
O‘M.'ﬁﬁo. gm0 o m/z 68.10 37.19%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 SRS R R
6.20 6.40 6.60 6.80
310 510 m/z 134.00 33.72%
0 I'J'mllﬂl'l'y'ﬂl""l""l"" Y SN SN
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 % o ok ok0
5000 9go 1160 m/z 66.00 23.24%
158.0 189.0
L S B L U UL ML WL SR
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl-
132.0 6.20 6.40 6.60 6.80
m/z 69.05 14 .23%
117.0
5000
91.0
S
0 ||‘|||‘|||“N||‘l‘|||“|||=||‘|‘||l‘ |l“| T
m/z--> 20 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 : Z:\HPCHEM1\BNA F\DATA\BF122817\
Data File : BF101810.D

Aca On : 28 Dec 2017 18:46

Operator : SJ/JU

Sample : 16970-11

Misc :

ALS Vial : 17 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 Heptafluorobutyric acid, n-... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.77 2.49 ng 102714 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutvric acid. n-tetra... 410 C18H29F702 007365-36-8 95
2 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 95
3 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 95
4 Pentafluoropropionic acid. tetra... 360 C17H29F502 006222-06-6 94
5 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 94
Abundance Scan 1986 (13.768 min): BF101810.D (-1983) (-) m/z 43.05 100.00%
43.0
83.0
5000
251 1650 2089 303.1 13140 13.60 13.80 14.00
ob——M m/z 57.10 99.62%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215485: Heptafluorobutyric acid, n-tetradecyl ester
57.0
5000 AR R FURLR N UM
1340 13.60 13.80 14.00
1660 m/z 55.05 79.00%
o280l ||| | | 1380 1900 2410 392.0
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
97.0 LN BN U
13.40 13.60 13.80 14.00
5000 m/z 83.05 73.10%
oL 260 139.0 477,210.0 255.0 356.0 whﬂhM%NMMwmuAkvwmvwmmeﬂ
R UL UL UL UL UL LN SRR SR
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecyl ester R e
57.0 1340 13.60 13.80 14.00
97.0 m/z 69.10 72 .26%
h &WwwmmewquNr\“””M”“”W“WW”
169.0
o260 | || ‘u #3*?0 |, 2190 2550 406.0
m/z--> 50 100 150 200 250 300 350 400 13140 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF122817\
Data File : BF101810.D

Acq On : 28 Dec 2017 18:46

Operator : SJ/JU

Sample - 16970-11

Misc :

ALS Vial : 17 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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.00 12.1 ng 499850 1 6.78 829693 20.0
unknown6 .56 6.56 70.1 ng 2907480 1 6.78 829693 20.0
Heptafluorobutyri... 13.77 2.5 ng 102714 5 13.96 826110 20.0
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