LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG062816\
Data File : BG022671.D

Aca On : 28 Jun 2016 11:46

Operator : UM/SJ

Sample : PB91613BL

Misc :

ALS Vial : 4 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:\HPCHEM1\BNA G\METHODS\8270-BG062516.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 3.056 32 37 43 rBV 325228 420828 3.50% 0.733%
2 5.236 401 408 418 rBV 329411 533912 4._.44% 0.930%
3 5.706 480 488 497 rBV 2544796 4118407 34.23% 7.175%
4 7.310 753 761 770 rBVY 2644780 4621520 38.42% 8.052%
5 7.692 818 826 834 rBVY 2525140 4368863 36.32% 7.612%

8.162 899 906 913 rBV2 460074 769607 6.40% 1.341%
8.485 954 961 971 rBV 1785179 3169097 26.34% 5.521%
9.331 1096 1105 1112 rBV 1615235 2856281 23.74% 4_.976%
10.988 1379 1387 1394 rBV 608926 1136306 9.45% 1.980%
13.420 1793 1801 1809 rBV 4285761 6712851 55.80% 11.695%

=
QO ~NO®

11 14.795 2026 2035 2044 rVB2 1051481 1765507 14.68% 3.076%
12 16.287 2280 2289 2300 rBV 4456529 6884119 57.22% 11.994%
13 17.551 2498 2504 2512 rBV 1573141 2463488 20.48% 4.292%
14 20.159 2941 2948 2954 rBV 8521506 12030310 100.00% 20.959%
15 21.851 3229 3236 3242 rBV2 1766959 2950788 24.53% 5.141%

16 25.206 3798 3807 3818 rvB2 860735 2596274 21.58% 4.523%

Sum of corrected areas: 57398158
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG062816\
Data File : BG022671.D

Aca On : 28 Jun 2016 11:46

Operator : UM/SJ

Sample : PB91613BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG062516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BG022671.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG062816\
Data File : BG022671.D

Aca On : 28 Jun 2016 11:46

Operator : UM/SJ

Sample : PB91613BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG062516_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Propane, 2,2-dimethoxy- Concentration Rank 4

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

3.06 10.94 ng 420828 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 56
2 2-Hvdroxv-2-methvlbutvric acid 118 C5H1003 003739-30-8 28
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
4 1-Hexen-4-ol. 1-chloro-3.5-dimet... 162 C8H15CIO 100244-09-5 9
5 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9

Abundance Scan 38 (3.062 min): BG022671.D (-32) (-) m/z 73.10 100.00%
73
5000{ 43

3.00 3.20 3.40

Ol il dr | 119159189218 265 342 AM D03 548 | "m/z 43.10  40.68%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4665: Propane, 2,2-dimethoxy-
73
5000
43 3.00 320  3.40
m/z 89.10 35.83%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
73
— T
3.00 3.20 3.40
5000 43 m/z 45.10 7.13%
103
O T T e T e T e e T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4342: Pentane, 3-methoxy-
73 3.00 3.20 3.40
m/z 41.10 6.47%
5000
45
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R o o e e N BLILLE N m E ERE E
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG062816\
Data File : BG022671.D

Aca On : 28 Jun 2016 11:46

Operator : UM/SJ

Sample : PB91613BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG062516_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown5.24 Concentration Rank 3

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

5.24 13.87 ng 533912 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 1.3-Dioxane. 4.4-dimethvl- 116 C6H1202 000766-15-4 37
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 32
4 Hvdrazine. 1l.1-bis(l-methvlethvl)- 116 C6H16N2 000921-14-2 28
5 Acetic acid, 10,11-dihydroxy-3,7... 298 C17H3004 1000194-28-5 25

Abundance Scan 409 (5.241 min): BG022671.D (-401) (-) m/z 43.05 100.00%
5000
101 e N
5.00 5.20 5.40 5.60
Ol 82, 247 180209 240 AL AN T Tn/z 59.10  78.21%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 rTTTTTTrTT T E T T T T T

5.00 5.20 540 5.60
m/z 101.10 25.77%

101
0 o Ul “7‘ \‘
e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
43
71
R R E e o A RRa
101 5.00 5.20 5.40 5.60
5000 m/z 58.05 18.17%
15
O T T T T e e T T T
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #3950: 2,3-Butanedione, monooxime
3 5.00 5.20 5.40 5.60
m/z 41.10 11.33%
5000
101
15
L) 169
O+ e e
m/z--> 0 50 100 150 200 250 300 350 400 450 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG062816\
Data File : BG022671.D

Aca On : 28 Jun 2016 11:46

Operator : UM/SJ

Sample : PB91613BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG062516_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 3 unknown7.69 Concentration Rank 1

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

7.69 113.54 ng 4368860 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 14
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 14
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 826 (7.692 min): BG022671.D (-818) (-) m/z 131.95 100.00%
132
68
5000
w0 | % 740 7.60 7.80 8.00
ol 159 209 253 304336 401 460 498 533 n/Zz 68.10 57 330%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14027: 2H-Cyclopenta[d]pyridazine, 2-methy!-
132
5000 U R L R R
104 7.40 7.60 7.80 8.00
63 m/z 66.10 38.44%
0 N —
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
132
740 7.60 7.80 8.00
5000 97 m/z 134.00 34.45%
31 6o
O ST B B B I o
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14013: 1H-Benzimidazole, 2-methyl- R A RRRE
132 7.40 7.60 7.80 8.00
m/z 69.10 25.72%
5000
. 28 63‘ 104
iz S 1% 150 200 2% 30 30 4% 480 8% 5% 740 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG062816\
Data File : BG022671.D

Acq On : 28 Jun 2016 11:46

Operator : UM/SJ

Sample : PB91613BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG062516 .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]
Propane, 2,2-dime... 3.06 10.9 ng 420828 1 8.16 769607 20.0
unknown5 .24 5.24 13.9 ng 533912 1 8.16 769607 20.0
unknown? .69 7.69 113.5 ng 4368860 1 8.16 769607 20.0
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