LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060515\
Data File : BG017484.D

Acq On : 5 Jun 2015 21:27

Operator : TP/1Z

Sample - PB83803BL

Misc :

ALS Vial : 13 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-BG060315.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

4.723 338 346 354 rBV 43998 66351 4._.32% 0.976%
5.229 425 432 443 rBvY 323248 494295 32.18% 7.267%
rBv 304853 513194 33.42% 7.545%
7.167 755 762 771 rBV 332542 532323 34.66% 7.826%
7.620 833 839 846 rVB 76231 121856 7.93% 1.792%
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7.943 886 894 903 rVB 260563 412280 26.84% 6.061%
8.783 1028 1037 1046 rBvV 191442 324097 21.10% 4._.765%
10.422 1306 1316 1327 rBV 83080 152417 9.92% 2.241%
12.908 1731 1739 1748 rBVY 472713 691960 45.06% 10.173%
14.294 1968 1975 1983 rBV2 126081 201257 13.10% 2.959%

=
QO ~NO®

11 15.793 2224 2230 2242 rBV 459658 691950 45.05% 10.173%
12 17.044 2437 2443 2450 rBV 197743 288314 18.77% 4_.239%
13 19.688 2887 2893 2899 rBV 1292077 1535799 100.00% 22.580%
14 21.239 3152 3157 3165 rBV 324107 402634 26.22% 5.920%
15 23.478 3532 3538 3546 rVB 208771 372971 24.29%% 5.483%

Sum of corrected areas: 6801698
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO060515\
Data File : BG017484.D

Acq On 5 Jun 2015 21:27

Operator : TP/1Z

Sample - PB83803BL

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_G\METHODS\8270-BG060315.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG017484.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060515\
Data File : BG017484.D

Acq On : 5 Jun 2015 21:27

Operator : TP/1Z

Sample - PB83803BL

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060315_M
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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.72 10.89 ng 66351 1,4-Dichlorobenzene-d4 7.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 38
3 Diacetamide 101 C4H7NO2 000625-77-4 36
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 27
5 Thiocyanic acid, propyl ester 101 C4H7NS 004251-16-5 9

Abundance Scan 345 (4.717 min): BG017484.D (-338) (-) m/z 43.00 100.00%
a3
5000 %9
i 40 460 40 800
..-.4',....f‘?...]....,....,....,....,....,210.7.. m/z 59.00 51.34%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L R L AL U
59 440 460 480 500
m/z 101.00 20.45%
15 101
31 ‘ 83
"”I'N”T“'”I"”I"”¢"”I"”I"”I"”I"”I"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
- 440 460 480 500
5000 m/z 41.00 11.64%
29 101
15 73 85
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #3942: Diacetamide
43 4.40 4.60 4.80 5.00
m/z 58.00 10.25%
5000 59
73
101
28 | 86 |
m/z--> 20 40 60 80 100 120 140 160 180 200 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060515\
Data File : BG017484.D

Acq On : 5 Jun 2015 21:27

Operator : TP/1Z

Sample - PB83803BL

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060315_M
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 unknown7.17 Concentration Rank 1

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

7.17 87.37 ng 532323 1,4-Dichlorobenzene-d4 7.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI102 014203-19-1 32
2 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 27
3 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
4 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 16
5 3H-1,2-Dithiol-3-one, 5-methyl- 132 C4H40S2 003620-08-4 12

Abundance Scan 762 (7.167 min): BG017484.D (-755) (-) m/z 132.00 100.00%
32
5000 68
© 5 o % ok 7o 750 T4 760
m/z 68.10 41._.08%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13740: 1,3-Cyclopentanedione, 2-chloro-
132
5000 S SRR RARAS SRR RARRE
69 6.80 7.00 7.20 7.40 7.60
39 57 76 m/z 66.00 32.95%
a | ‘ 89 103 ‘
“W'”W”'W””mﬂ“%u”Pm'Pm“'”“””WM“'yﬁP'“l”'P”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
56 132
6.80 7.00 7.20 7.40 7.60
5000 m/z 134.00 30.22%
64
15 2 ®2 76 91 99
wmmﬁmﬁmmwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine R e B
132 6.80 7.00 7.20 7.40 7.60
m/z 69.00 21.51%
97
5000
70
31
4451 60 | 77 g5 | 105 116 ‘
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40 7.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060515\
Data File : BG017484.D

Acq On : 5 Jun 2015 21:27

Operator : TP/1Z

Sample - PB83803BL

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060315_M
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]
2-Pentanone, 4-hy... 4.72 10.9 ng 66351 1 7.62 121856 20.0
unknown7 .17 7.17 87.4 ng 532323 1 7.62 121856 20.0
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