LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG061515\
Data File : BG017697.D

Acq On 15 Jun 2015 19:32

Operator : TP/1Z

Sample - PB84004BL

Misc :

ALS Vial : 14 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_G\METHODS\8270-BG061215_.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 height area % max. total
1 4.616 321 328 340 rBvY 69517 108509 4_10% 1.132%
2 5.110 405 412 423 rBV 418450 598297 22.60% 6.243%
3 6.731 681 688 698 rBVY 421623 623337 23.54% 6.504%
4 7.060 738 744 753 rBV 449944 686330 25.92% 7.162%
5 7.524 816 823 829 rBvV2 83240 132227 4_99% 1.380%

7.842 870 877 884 rBV 340239 536488 20.26% 5.598%
8.688 1015 1021 1029 rBV 245575 395180 14.93% 4.124%
81702 161634 6.10% 1.687%
12.818 1717 1724 1735 rBVY 683069 1003524 37.90% 10.471%
14.205 1955 1960 1969 rBV3 142811 226081 8.54% 2.359%
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11 15.703 2209 2215 2230 rBV 689008 1075939 40.64% 11.227%
12 16.960 2421 2429 2442 rBV2 226805 363082 13.71% 3.789%
13 19.604 2873 2879 2890 rBV 2208465 2647771 100.00% 27.629%
14 21.161 3139 3144 3152 rBV 380008 525990 19.87% 5.489%
15 23.359 3511 3518 3527 rBV2 252241 499001 18.85% 5.207%

Sum of corrected areas: 9583390
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG061515\
Data File : BG017697.D

Acq On : 15 Jun 2015 19:32

Operator : TP/1Z

Sample - PB84004BL

Misc :

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG061215.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG017697.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG061515\
Data File : BG017697.D

Acq On : 15 Jun 2015 19:32

Operator : TP/1Z

Sample - PB84004BL

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG061215.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknown4.62 Concentration Rank 3

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

4.62 16.41 ng 108509 1,4-Dichlorobenzene-d4 7.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 46
2 Butanoic acid, 4-(2,4,5-trichlor... 296 C11H11Cl1303 025333-21-5 42
3 Butanoic acid, 4-iodo-, methyl e... 228 C5H9102 014273-85-9 38
4 1,3-Dioxolane, 2,2,4-trimethyl- 116 C6H1202 001193-11-9 38
5 Methyl 4-(p-nitrophenoxy)butyrate 239 C11H13NO5 028341-53-9 36

Abundance Scan 329 (4.622 min): BG017697.D (-321) (-) m/z 43.00 100.00%
48
5000 101
420 4.40 4.60 4.80 5.00
Ol M7 154 207 278306 390 446 4% "z 59.00 60.72%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #3950: 2,3-Butanedione, monooxime
43
5000 SRR L SRR
101 420 4.40 4.60 4.80 5.00
15 m/z 101.00 42 .98%
OljﬂlI@%'f'”'l'”'I'”'I'”'I'”'I'”'I'”'I'”'I'”
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
59
101 SR RN UL SRR
420 4.40 4.60 4.80 5.00
5000 m/z 58.00 15.70%
o 132 167196 267 296
m/z--> 6 55 160 1%0 260 2éo 360 3%0 460 4éo 560
Abundance #75300: Butanoic acid, 4-iodo-, methy! ester
59 420 4.40 4.60 4.80 5.00
m/z 39.00 14 .79%
101
5000
197
0 ‘ 127 ‘1(‘39 228
mz-> 0 50 100 150 200 250 300 350 400 450 500 | | 4.20 440 460 4.80 500
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG061515\
Data File : BG017697.D

Acq On : 15 Jun 2015 19:32

Operator : TP/1Z

Sample - PB84004BL

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG061215.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknown7.06 Concentration Rank 1

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

7.06 103.81 ng 686330 1,4-Dichlorobenzene-d4 7.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 14
2 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 14
3 3H-1,2-Dithiol-3-one, 5-methyl- 132 C4H40S2 003620-08-4 12
4 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 11
5 1H-Tetrazaborole, 5-chloro-4,5-d... 132 C2H6BCIN4 021960-49-6 10

Abundance Scan 744 (7.060 min): BG017697.D (-738) (-) m/z 132.00 100.00%
132
68
5000
40 | 90 680 7.00 7.20 7.40
o l..l,ll...,....,....,.?7.8.,....,....,..4.3?,...?,0? m/z 68.00 52.99%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
5000 o "{\I R A A
6.80 7.00 7.20 7.40
3 10 m/z 66.00 44 _58%
Ol"wauh“H'“'|'"'w'"|"'w""|'“'|""|“"|'
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
56 132
680 7.00 7.20 7.40
5000 m/z 134.00 30.82%
27 o1
L L L L UL UL IS WL UL W
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #13684. 3H-1,2-Dithiol-3-one, 5—methy|— LI L L L L LB B
132 6.80 7.00 7.20 7.40
m/z 69.00 28.98%
5000 67
| 103
R s B s L e S AR R s U R UL UL I
mz-> 0 50 100 150 200 250 300 350 400 450 500 6.80 7.00 7.20 7.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG061515\
Data File : BG017697.D

Acq On 15 Jun 2015 19:32

Operator : TP/1Z

Sample - PB84004BL

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG061215.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown4 .62 4.62 16.4 ng 108509 1 7.52 132227 20.0
unknown? .06 7.06 103.8 ng 686330 1 7.52 132227 20.0
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