LSC Area Percent Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF082217\
Data File : BF097973.D

Aca On : 23 Aug 2017 00:23

Operator : SJ/JU

Sample : 14910-01

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-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 3.145 179 180 193 rBvV3 28160 60828 1.82% 0.217%
2 4.951 483 487 497 rVB 274604 383428 11.46% 1.371%
3 5.363 552 557 560 rBY 2943132 3110157 92.98% 11.118%
4 6.386 725 731 734 rBVY 2845357 3344917 100.00% 11.957%
5 6.522 749 754 757 rBV 2969237 3069229 91.76% 10.972%
6 6.745 789 792 796 rBVY 1002056 862742 25.79% 3.084%
7 6.904 815 819 822 rBVY 2722370 2439150 72.92% 8.720%
8 7.310 883 888 892 rBVY 1886417 2065083 61.74% 7.382%
9 8.033 1006 1011 1014 rBV 1148145 1123551 33.59% 4.016%
10 9.110 1188 1194 1197 rBvV 3515641 3344041 99.97% 11.954%

11 9.498 1257 1260 1264 rBV 455897 413549 12.36% 1.478%
12 9.780 1302 1308 1312 rBV 1136151 1132571 33.86% 4.049%

13 10.216 1380 1382 1386 rVB 40676 35604 1.06% 0.127%
14 10.439 1414 1420 1423 rBV 31566 47768 1.43% 0.171%
15 10.569 1438 1442 1445 rBV 1388213 1250485 37.38% 4._.470%
16 10.692 1460 1463 1464 rBV 73509 63332 1.89% 0.226%
17 11.139 1536 1539 1541 rBV 46572 38118 1.14% 0.136%
18 11.168 1541 1544 1548 rVB 65729 60450 1.81% 0.216%

19 11.263 1556 1560 1564 rBV 1123606 991526 29.64% 3.545%
20 12.851 1825 1830 1833 rBV 2528402 2376476 71.05% 8.495%

21 13.751 1979 1983 1990 rVB 84554 96689 2.89% 0.346%
22 13.898 2004 2008 2011 rBV 871467 814484 24 _.35% 2.912%
23 15.315 2244 2249 2254 rBV 589347 719633 21.51% 2.573%

24 15.356 2254 2256 2262 rVB4 29813 39923 1.19% 0.143%

25 15.774 2324 2327 2333 rVB 29933 33870 1.01% 0.121%

26 16.245 2405 2407 2414 rVB5 33615 55832 1.67% 0.200%
Sum of corrected areas: 27973436
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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

U:\HPCHEM1I\BNA F\DATA\BF082217\

BF097973.D

23 Aug 2017 00:23

SJ/Ju

14910-01

17 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 : U:\HPCHEM1\BNA F\DATA\BF082217\
Data File : BF097973.D

Aca On : 23 Aug 2017 00:23

Operator : SJ/JU

Sample : 14910-01

Misc :

ALS Vial : 17 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.

4.95 8.89 ng 383428 1,4-Dichlorobenzene-d4 6.75
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. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Guanidine 59 CH5N3 000113-00-8 9

Abundance Scan 487 (4.951 min): BF097973.D (-483) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1
| 83.1 | 460 4.80 5.00 5.20
O e e e e e e e m/z 59.00 56.33%
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 L LN UL I B
59.0 460 480 500 520
0
150 4, 1010 m/z 101.10 20.68%
"W”tl””ﬂ'WM“'P“W'”W”'E%QI”“”'”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
5000 41.0 m/z 58.00 17.80%
73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4076: Morpholine, 4—methy|— LA L L L L L B L I
43.0 460 4.80 5.00 5.20
m/z 41.00 8.52%
5000
101.0
15.0
27.0 56.0 71.0 ‘
"W”'W”mw””ﬂl”PJlP”W'”Wﬁqﬂ””ﬁ””P'”P”'P”W'“W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF082217\
Data File : BF097973.D

Aca On : 23 Aug 2017 00:23

Operator : SJ/JU

Sample : 14910-01

Misc :

ALS Vial : 17 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 unknown6.52 Concentration Rank 1

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

6.52 71.15 ng 3069230 1,4-Dichlorobenzene-d4 6.75
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 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
4 Xenon 132 Xe 007440-63-3 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 754 (6.522 min): BF097973.D (-749) (-) m/z 132.00 100.00%
13R.0
5000 68.1
96.0 IBENRESE RS SRR AR
40.0 2070 2810 6.20 6.40 6.60 6.80
ol - L m/z 68.10 45.30%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 A
5000 NSRS SRR AR
6.20 6.40 6.60 6.80
m/z 134.00 33.76%
31.0 ‘
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0 132.0
6.20 640 6.60 6.80
5000 98.0 m/z 66.00 28.78%
77.0
1580 1890
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14395: 1,3,5-Trifluorobenzene e e e A
132.0 6.20 6.40 6.60 6.80
m/z 69.05 18.22%
5000
81.0
31 0 57 q [ [ \11% 0 |
mz> | 40 60 80 100 130 140 160 180 200 230 230 2% 250 6.20 640 6.60 6.80
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF082217\
Data File : BF097973.D

Aca On : 23 Aug 2017 00:23

Operator : SJ/JU

Sample : 14910-01

Misc :

ALS Vial : 17 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 Heptafluorobutyric acid, n-... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

13.75 2.37ng 96689  Chrysene-d12 13.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Heptafluorobutvric acid. n-tetra... 410 C18H29F702 007365-36-8 95
2 Pentafluoropropionic acid. tetra... 360 C17H29F502 006222-06-6 95
3 1-Heneicosanol 312 C21H440 015594-90-8 91
4 Trichloroacetic acid. tetradecvl... 358 C16H29CI1302 074339-52-9 91
5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 91

Abundance Scan 1983 (13.751 min): BF097973.D (-1979) (-) m/z 57.05 100.00%

5000

%

13.40 13.60 13.80 14.00
83.10 95.99%

F1|16702080
II||I||I LI L L L N B B N B B B R m/Z

m/z--> 50 100 150 200 250 300 350
Abundance #215485: Heptafluorobutyric acid, n-tetradecyl ester
57.0
97.0
5000 LA L L L L L B
13.40 13.60 13.80 14.00
1660 m/z 69.05 87.54%
ol I ISR ME—
m/z--> 50 200 250 300 350
Abundance
57.0
97'0 IIIIIIIIIIIIIIIIIIIIIII
13.40 13.60 13.80 14.00
5000 m/z 97.05 82.56%
126.0
o na 0196 - e M\MﬂW[M
T T T T T T T T T e T
m/z--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol R B .
55,0 97.0 13.40 13.60 13.80 14.00
' m/z 55.00 81.00%
- VwrwmﬂqdbwwwhﬂvmmwndAwAhMNu
199 | | I‘ ‘ | | 1390 1620 2240 2660
B I o i o i o U LI e e e e e e | R e e N REERE
m/z--> 50 100 150 200 250 300 350 13.40 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : U:\HPCHEMI1\BNA_F\DATA\BF082217\
Data File : BF097973.D

Acq On : 23 Aug 2017 00:23

Operator : SJ/JU

Sample : 14910-01

Misc :

ALS Vial : 17 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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.95 8.9 ng 383428 1 6.75 862742 20.0
unknown6 .52 6.52 71.2 ng 3069230 1 6.75 862742 20.0
Heptafluorobutyri... 13.75 2.4 ng 96689 5 13.90 814484 20.0
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