LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081817\
Data File : BF097854.D

Aca On : 19 Aug 2017 1:18

Operator : SJ/JU

Sample : 14649-04 5X

Misc :

ALS Vial : 18 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 4.945 483 486 492 rBV 28860 30435 2.61% 0.315%
2 5.363 553 557 567 rBV 486098 429577 36.84% 4._.444%
3 6.392 728 732 739 rBV 543779 478275 41.02% 4.948%
4 6.534 752 756 759 rBV 558875 459383 39.40% 4_.753%
5 6.769 793 796 800 rBY 1026534 830197 71.20% 8.589%
6 6.922 819 822 826 rBV 351875 305093 26.17% 3.156%
7 7.328 887 891 898 rBV 330967 262038 22.47% 2.711%
8 8.051 1011 1014 1018 rBV 1175987 1078907 92.54% 11.162%
9 9.127 1193 1197 1205 rBV 560484 431971 37.05% 4._.469%
10 9.522 1261 1264 1269 rVB 100257 77295 6.63% 0.800%

11 9.810 1308 1313 1316 rBV 1170843 1136646 97.49% 11.760%
12 10.586 1442 1445 1452 rBV 310421 273562 23.46% 2.830%

13 10.716 1465 1467 1473 rBV 13167 13541 1.16% 0.140%
14 11.286 1560 1564 1567 rBV 1220615 1165938 100.00% 12.063%
15 11.310 1567 1568 1571 rVB 60143 36144 3.10% 0.374%
16 11.898 1664 1668 1671 rBV2 17439 21515 1.85% 0.223%
17 12.339 1741 1743 1745 rBV2 14824 13493 1.16% 0.140%
18 12.498 1766 1770 1773 rBV 89478 76981 6.60% 0.796%
19 12.651 1793 1796 1798 rBvV4 9835 13301 1.14% 0.138%
20 12.704 1802 1805 1806 rVv2 22853 20945 1.80% 0.217%
21 12.721 1806 1808 1813 rVB 68356 70185 6.02% 0.726%
22 12.874 1830 1834 1837 rBV 432951 402752 34.54% 4.167%
23 13.057 1862 1865 1867 rVB4 25974 20898 1.79% 0.216%
24 13.157 1879 1882 1884 rBV4 23553 26752 2.29% 0.277%
25 13.280 1901 1903 1904 rBV2 18266 13595 1.17% 0.141%
26 13.321 1907 1910 1912 rVV3 21453 23490 2.01% 0.243%
27 13.774 1985 1987 1993 rVB7 35340 48710 4.18% 0.504%

28 13.921 2008 2012 2015 rBV 979196 973968 83.54% 10.077%
29 15.356 2251 2256 2260 rBV 655079 784075 67.25% 8.112%
30 16.039 2369 2372 2381 rVB4 84526 146052 12.53% 1.511%

Sum of corrected areas: 9665714
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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\BF081817\

BF097854.D

19 Aug 2017 1:18

SJ/Ju

14649-04 5X

18 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\BF081817\
Data File : BF097854.D

Aca On 19 Aug 2017 1:18

Operator : SJ/JU

Sample : 14649-04 5X

Misc :

ALS Vial : 18 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 unknown6.53 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.53 11.07 ng 459383 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 22
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Xenon 132 Xe 007440-63-3 9
Abundance Scan 755 (6.528 min): BF097854.D (-752) (-) m/z 132.00 100.00%
132.0
68.0
5000

6.20 6.40 6.60 6.80

01 m/z 68.00 52.85%
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 N
5000 LA L L L L L L L L BB LI |
6.20 6.40 6.60 6.80
0
a0 5.0 m/z 66.00 35.78%
0 ‘ 1 ‘ N !
R B AN B o s e s s a e s R a e o
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
B R o S R
6.20 6.40 6.60 6.80
5000 m/z 134.00 31.36%
104.0

66.0 77.0

14.0 27.0 39.0 °10 89.0 115.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine A e
132.0 6.20 6.40 6.60 6.80
m/z 69.10 21.20%
5000
33.0 44.0 0.0 105.0
50, 90 w0 | | ‘
] NRNEESNSNSNY SN B2 IS M e SN N BNNBSUNS{ M SRMBNNES | SN L
m/z--> 10 20 30 40 50 60 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\BF081817\
Data File : BF097854.D

Aca On 19 Aug 2017 1:18

Operator : SJ/JU

Sample : 14649-04 5X

Misc :

ALS Vial : 18 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 3 unknownl6.04 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.04 3.73 ng 146052 Perylene-d12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Buten-1-one. 1-(2.6.6-trimethv... 192 C13H200 035044-68-9 35
2 Benzene. 1.1°-T1l.2-cvclohexanedi... 300 C18H20S2 1000362-19-6 30
3 Anthracene. 9-cvclohexvltetradec... 274 C20H34 055255-70-4 27
4 photocitral B 152 C10H160 006040-45-5 22
5 5-Fluoro-2-trifluoromethylbenzoi... 318 C14H7CIF402 1000357-63-1 18
Abundance Scan 2372 (16.039 min): BF097854.D (-2369) (-) m/z 191.15 100.00%
194.2
81.0
5000 1231
41.0 IR BN AR A DA
61.0 247.1277.1 3181 383.3 15.80 16.00 16.20 16.40
0! b | ',".".' Ly 'I‘:"". L '.”f-“ Uyl m/z 81.05 71.50%
m/z--> 50 100 150 200 250 300 350
Abundance #54649: 2-Buten-1-one, 1-(2,6,6-trimethyl-1-cyclohexen-1-yl)-
177.0
69.0
5000 123.0 R AR Em s
15.80 16.00 16.20 16.40
39l0 m/z 95.05 59.94%
0< N““‘:“i\‘uhu‘uu“luuu||||||||||||||||
m/z--> 50 100 150 200 250 300 350
Abundance
81.0 191.0
" 15.80 16.00 16.20 16.40
5000 123.0 m/z 177.10 59.28%
300.0
0= ﬁ%.? UL SR }?410" U ALY SN UL SR
m/z--> 50 100 150 200 250 300 350
Abundance #122980: Anthracene, 9-cyclohexyltetradecahydro- b RREmE EE e
95.0 191.0 15.80 16.00 16.20 16.40
41.0 m/z 69.10 50.58%
5000
0 B A X
m/z--> 50 100 150 200 250 300 350 15.80 16.00 16,20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081817\
Data File : BF097854.D

Acq On : 19 Aug 2017 1:18

Operator : SJ/JU

Sample : 14649-04 5X

Misc :

ALS Vial : 18 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]
unknown6 .53 6.53 11.1 ng 459383 1 6.77 830197 20.0
unknownl16 .04 16.04 3.7 ng 146052 6 15.36 784075 20.0
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