LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041618\

Data File : BG033822.D

Aca On - 16 Apr 2018 18:44 Instrument :
Operator : SJ/JU ?:II\:gﬁ(t;Sam ol
3?22'6 i J2391-03 04&1&0341906
ALS Vial : 15 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 G\METHODS\8270-BG031918.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 3.467 25 30 41 rVB 51950 97304 2.69% 0.839%
2 6.304 506 513 524 rBV5 34922 133555 3.69% 1.151%
3 8.020 796 805 816 rBV9 17212 88038 2.43% 0.759%
4 8.373 857 865 883 rBV3 122730 437476 12.07% 3.770%
5 8.854 939 947 960 rBV3 42066 145490 4_.01% 1.254%

9.183 994 1003 1026 rBvV2 293037 782924 21.60% 6.748%
10.065 1145 1153 1169 rBVY 157416 567338 15.66% 4 _890%
11.733 1430 1437 1452 rBV2 75152 231673 6.39% 1.997%
14.095 1828 1839 1861 rBVY 833436 1761841 48.62% 15.184%
14.894 1968 1975 1986 rBV 22053 49806 1.37% 0.429%

=
QO ~NO®

11 15.470 2066 2073 2090 rBV2 198424 403836 11.14% 3.480%
12 16.945 2317 2324 2344 rBV 509010 1104875 30.49% 9.522%
13 17.080 2344 2347 2359 rVB7 20256 44120 1.22% 0.380%
14 18.202 2532 2538 2555 rBV 309600 619748 17.10% 5.341%
15 20.723 2959 2967 2985 rBV 2583251 3623954 100.00% 31.233%

16 22.550 3270 3278 3293 rBV 376970 766339 21.15% 6.605%
17 26.316 3907 3919 3933 rBV2 209422 744775 20.55% 6.419%

Sum of corrected areas: 11603092
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041618\

Data File : BG033822.D

Aca On : 16 Apr 2018 18:44

Operator : SJ/JU

ﬁ?ggle i J2391-03 041218-DBRI-F-D-S
ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG031918.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: BG033822.D
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2500000

2000000

1500000

1000000

500000
26.32

e R e e R ERERRRRE R e e e  AEEBSBERBERE

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041618\
Data File : BG033822.D

Aca On : 16 Apr 2018 18:44

Operator : SJ/JU

Sample : J2391-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\Database\NIST11.L
LSCINT.P

TIC Library
TIC Integration Parameters:

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 unknown8.37 Concentration Rank 2

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

8.37 60.14 ng 437476 1,4-Dichlorobenzene-d4 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 22
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 17
4 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 14

Abundance Scan 865 (8.373 min): BG033822.D (-857) (-) m/z 132.00 100.00%
132
5000
96 AR AN AR R
40 I 520 8.00 8.20 8.40 8.60 8.80
0 L ——. m/z 68.00 52.04%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14132: 1,3,4-Thiadiazole-2(3H)-thione, 5-methyl-
56 132
5000 AR AR AR AR
8.00 8.20 8.40 8.60 8.80
m/z 66.00 34.04%
27
OI'J”MJ“ﬁﬁ"JW"'W""""P"'P"'I”"I”"I'”
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
132
8.00 8.20 8.40 8.60 8.80
5000 m/z 134.00 33.52%
og 63 104
S U B I WL B L WL B B S
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132 8.00 8.20 8.40 8.60 8.80
m/z 69.00 21.27%
5000
69
39 Wl 103
OI'”iw”lL“'”'l"”l"” LRI AL SR UL LI BN
mz-> 0 50 100 150 200 250 300 350 400 450 500 8.00 8.20 8.40 8.60 8.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BG041618\

Data File : BG033822.D

Acq On : 16 Apr 2018 18:44

Operator : SJ/JU

ﬁ?ggle i J2391-03 041218-DBRI-F-D-S
ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_G\METHODS\8270-BG031918_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]

unknown8 .37 8.37 60.1 ng 437476 1 8.87 145490 20.0
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