LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120817\
Data File : BF101240.D

Aca On : 8 Dec 2017 17:17

Operator : SJ/JU

Sample : 16680-03 10X

Misc :

ALS Vial : 7 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-BF113017.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 5.434 566 569 582 rBV 68874 70847 20.56% 2.874%
2 6.451 739 742 753 rVB 78343 74316 21.57% 3.014%
3 6.592 763 766 772 rBB 103519 83625 24.27% 3.392%
4 6.822 802 805 810 rBV 308133 243485 70.68% 9.876%
5 6.975 828 831 837 rBB 71824 60883 17.67% 2.469%
6 7.386 898 901 909 rBB 51972 46186 13.41% 1.873%
7 8.104 1020 1023 1027 rBV 421947 324842 94.29% 13.176%
8 9.175 1202 1205 1211 rBB 116980 99907 29.00% 4._.052%
9 9.863 1318 1322 1325 rBV 431980 344509 100.00% 13.973%
10 10.651 1453 1456 1461 rBB 55598 42911 12.46% 1.740%
11 11.351 1571 1575 1578 rBvV 404689 322014 93.47% 13.061%
12 12.933 1840 1844 1847 rVB 91730 76951 22.34% 3.121%
13 13.780 1985 1988 1991 rBV5 4287 5753 1.67% 0.233%
14 13.821 1991 1995 1998 rBV5 5846 7553 2.19% 0.306%
15 13.998 2021 2025 2028 rBvV 296319 269518 78.23% 10.932%
16 14.233 2063 2065 2070 rBvV6 3718 5975 1.73% 0.242%
17 14.310 2076 2078 2079 rBvV2 5330 4216 1.22% 0.171%
18 14.368 2086 2088 2092 rBVvV4 6048 9030 2.62% 0.366%
19 14.445 2099 2101 2103 rBvV3 5453 5252 1.52% 0.213%
20 14.562 2119 2121 2123 rBV3 7069 7110 2.06% 0.288%
21 14.745 2150 2152 2155 rBvV4 11392 9477 2.75% 0.384%
22 14.821 2162 2165 2169 rVB5 8707 10131 2.94% 0.411%
23 14.986 2190 2193 2194 rBV3 6063 5360 1.56% 0.217%
24 15.080 2206 2209 2215 rVBS8 9812 12873 3.74% 0.522%
25 15.462 2269 2274 2280 rBV 207726 260875 75.72% 10.581%
26 15.886 2343 2346 2350 rBV6 7488 12778 3.71% 0.518%
27 16.133 2386 2388 2393 rVB5 8641 11957 3.47% 0.485%
28 16.562 2459 2461 2467 rVB7 8272 12738 3.70% 0.517%
29 16.692 2479 2483 2487 rBV6 5287 7994 2.32% 0.324%
30 18.474 2782 2786 2789 rVB5 4888 6206 1.80% 0.252%
31 18.503 2789 2791 2797 rBV7 3728 5790 1.68% 0.235%
32 18.668 2817 2819 2823 rBV5 3544 4399 1.28% 0.178%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120817\

Data File : BF101240.D

Aca On : 8 Dec 2017 17:17

Operator : SJ/JU

ﬁ?ggle ; 16680-03 10X e g
ALS Vial : 7 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF113017.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 2465461
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120817\

Data File : BF101240.D

Aca On : 8 Dec 2017 17:17

Operator : SJ/JU

ﬁ?ggle ; 16680-03 10X e g
ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF101240.D
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Abundance TIC: BF101240.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120817\

Data File : BF101240.D

Aca On : 8 Dec 2017 17:17

Operator : SJ/JU

ﬁ?ggle ; 16680-03 10X e g
ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 unknown6.59 Concentration Rank 1

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

6.59 6.87 ng 83625 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
4 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 766 (6.592 min): BF101240.D (-763) (-) m/z 132.00 100.00%
32
5000
68
© 455t gl 7 % 104 620 6.40 6.60 6.80 7.00
Ol ettt R bt il m/Z 68.10  35.21%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 o7 AR RS R R L
a1 o7 620 6.40 6.60 6.80 7.00
53 - 117 m/z 134.10 31.71%
0 34 “‘ ‘\ . 61\“\‘ L1 89 [, 103110 124
miz--> T 4 0 8 70 8 9 100 110 130 Do 10
Abundance
132
620 6.40 6.60 6.80 7.00
5000 97 m/z 66.00 23.06%
70
31
. 44 51 60 7 g6 105 116
miz--> 30 40 50 60 70 80 90 100 110 120 130 140 \
Abundance #14144: 5-Fluoro-2-chloropyrimidine R A
132 6.20 6.40 6.60 6.80 7.00
m/z 69.00 13.37%
5000
33 44 0 g7 105
0 51 80 T T e s ‘
m/z--> 30 40 5'0 60 70 80 90 100 110 120 130 140 620 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120817\

Data File : BF101240.D

Acq On : 8 Dec 2017 17:17

Operator : SJ/JU

ﬁ?ggle ; 16680-03 10X e g
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF113017 .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 .59 6.59 6.9 ng 83625 1 6.82 243485 20.0
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