LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022616\
Data File : BG021095.D

Aca On : 27 Feb 2016 2:03

Operator : UM/SJ

Sample : H1558-08

Misc :

ALS Vial : 23 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-BG022616.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 2.943 12 18 34 rvVB 34353 98680 12.15% 3.090%
2 3.096 38 44 61 rvB 503604 811923 100.00% 25.424%
3 3.231 61 67 78 rBv2 30577 71433 8.80% 2.237%
4 5.264 407 413 421 rBB 20553 30135 3.71% 0.944%
5 5.722 485 491 500 rBB 96040 147975 18.23% 4.634%
6 7.314 755 762 769 rBB 99447 165806 20.42% 5.192%
7 7.696 821 827 836 rBB 97589 164099 20.21% 5.138%
8 8.172 902 908 913 rBB 18350 28854 3.55% 0.904%
9 8.495 957 963 970 rBB 71082 119948 14.77% 3.756%
10 9.335 1099 1106 1113 rBB 60628 105001 12.93% 3.288%
11 10.981 1380 1386 1393 rBB 25659 42828 5.27% 1.341%
12 13.407 1792 1799 1805 rBB 169835 252121 31.05% 7 .895%
13 14.224 1932 1938 1943 rBB 19874 26654 3.28% 0.835%
14 14.776 2026 2032 2038 rBB2 41059 61593 7 .59% 1.929%
15 16.257 2277 2284 2290 rBB2 147809 215755 26.57% 6.756%
16 16.462 2314 2319 2329 rBB2 5820 9950 1.23% 0.312%
17 17.514 2492 2498 2504 rVB 58865 85801 10.57% 2.687%
18 20.105 2933 2939 2945 rBvV 426418 522364 64.34% 16.357%
19 21.404 3156 3160 3165 rvB4 8556 11321 1.39% 0.354%

20 21.774 3217 3223 3230 rVB 73261 118175 14.55% 3.700%

21 25.064 3774 3783 3794 rVB2 38494 103158 12.71% 3.230%

Sum of corrected areas: 3193574
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022616\
Data File : BG021095.D

Aca On - 27 Feb 2016 2:03

Operator : UM/SJ

Sample : H1558-08

Misc :

ALS Vial :© 23 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG022616.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG021095.D
5000001 3|10

400000

300000

200000

100000 5.72 7.31 7.70
8.50 0.34

p-943.23 5.26 8.17 10.98

L b

Time--> 3.00 350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 9.50 10.00 10.50 11.00 1150 1200 1250

Abundance TIC: BG021095.D
500000

20.11
400000

300000

200000 13.41

16.26

100000 21.77
17.51

14.78 J\
14.22 16.46 21".40

Time-->  13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

Abundance TIC: BG021095.D
500000

400000
300000
200000

100000
25.06

A

O T T T T T T T T T T e o T T T e e e e o e e e e e e

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\BG022616\
Data File : BG021095.D

Aca On : 27 Feb 2016 2:03

Operator : UM/SJ

Sample - H1558-08

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022616_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 Cyclopentane, methyl- Concentration Rank 4

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

2.94 68.40 ng 98680 1,4-Dichlorobenzene-d4 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. methvl- 84 C6H12 000096-37-7 90
2 Cvclobutane. ethvl- 84 C6H12 004806-61-5 72
3 Cvclobutane 56 C4H8 000287-23-0 52
4 2H-Pvran-2.6(3H)-dione. dihvdro-... 142 C7H1003 004160-82-1 50
5 Cyclopropane, 1l-ethyl-2-methyl-,... 84 C6H12 019781-68-1 43

Abundance Scan 17 (2.937 min): BG021095.D (-12) (-) m/z 56.00 100.00%
56.0
41.0
5000 69.0
‘ | 50.0 ‘ 84.0 2.90 3.00 3.10 3.20 3.30 3.40
Olerrrrrrrrrrrrrrprrrr e e et e m/z 41.00 54.85%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1471: Cyclopentane, methyl-
56.0
41.0
5000 69.0
2.90 3.00 3.10 3.20 3.30 3.40
28.0 84.0 m/z 69.00 46.99%
15.0 ‘ mqw‘mo 77.0
0m“mvmvmvmvmvmvmvmvmvmvmﬂmlmvmvmvmvmvmvmvm
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
56.0
41.0
2.90 3.00 3.10 3.20 3.30 3.40
5000 m/z 39.00 30.97%
28.0 69.0
o 15.0 50.0 63.0 84.0
ALLALRL) LA LR AALA LA BRI KARS) ML) KALAAN LARA) L) RARS) NAR) LA RRALE LARLA MARL AL AR
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #170: Cyclobutane
280  41.0 2.90 3.00 3.10 3.20 3.30 3.40
m/z 55.00 28.18%
56.0
5000
0 1.0 15.0 | 500
s G B b i B B 3 o A S e B B T T B B B | | 250 300 310 350 350 5.0
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022616\
Data File : BG021095.D

Aca On : 27 Feb 2016 2:03

Operator : UM/SJ

Sample - H1558-08

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022616_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 unknown3.10 Concentration Rank 1

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

3.10 562.78 ng 811923 1,4-Dichlorobenzene-d4 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 38
2 N-EthvIlformamide 73 C3H7NO 000627-45-2 9
3 Propane. 2-methoxy-2-methvl- 88 C5H120 001634-04-4 9
4 2-Hvdroxv-2-methvlbutyric acid 118 C5H1003 003739-30-8 9
5 1,3-Dioxolane, 2-(3-bromo-5,5,5-... 352 C10H16BrCI1302 1000115-31-4 9

Abundance Scan 45 (3.102 min): BG021095.D (-38) (-) m/z 73.00 100.00%
73.0
5000 43.0 A\
89.0
5.0 300 320 340
O S B L B o S I m/z 42.95 47 .56%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #4670: Propane, 2,2-dimethoxy-
73.0
5000 43.0 U L N AL
3.00 320 3.40
89.0 m/z 89.00 33.13%

31.0
D0 s0 |
0 Ll Il
...,....,....,....,....,....,....,....,....,....,
m/z--> 10 20 60 70 80 90
Abundance
30.0 73.0

3.00 320 3.40

5000 m/z 41.00 8.24%
58.0
44.0
15.0
O T T T T T T T T T T T
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2103: Propane, 2-methoxy-2-methyl-
73.0 3.00 320 3.40

m/z 45.00 7.17%

5000
57.0
41.0
29.0
0 15.0 \‘ M 49.0 m ! 87.0

m/z--> 10 20 30 40 50 60 70 80 90 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022616\
Data File : BG021095.D

Aca On : 27 Feb 2016 2:03

Operator : UM/SJ

Sample - H1558-08

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022616_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 4 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

5.26 20.89 ng 30135 1,4-Dichlorobenzene-d4 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 17
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Propvlamine 59 C3HON 000107-10-8 9
5 2-Propanone, 1-(1-methylethoxy)- 116 C6H1202 042781-12-4 9

Abundance Scan 412 (5.258 min): BG021095.D (-407) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 UL L R SR
| 829 5.00 520 5.40 5.60
o et e e e e e e ey m/z 59.00 57.86%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L RN UL I
59.0 500 520 540 5.60
m/z 101.00 22.73%
31.0 830 g30 1010
O e e e e
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance
59.0
410 500 520 540 560
5000 m/z 58.00 13.95%
86.0
51.0 69.0 101.0
G R U S S SIS SURILIL IR IS UL AL
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3098: 5-Hexen-2-one R A mmam p
43.0 5.00 520 5.40 5.60
m/z 41.00 9.36%
5000
55.0
150 270
ob 1l | es0710 80 980
mz-> 10 20 30 40 50 60 70 8 90 100 500 520 540 560
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022616\
Data File : BG021095.D

Aca On : 27 Feb 2016 2:03

Operator : UM/SJ

Sample - H1558-08

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022616_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 5 unknown7.70 Concentration Rank 2

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

7.70 113.74 ng 164099 1,4-Dichlorobenzene-d4 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 25
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 12

Abundance Scan 828 (7.702 min): BG021095.D (-821) (-) m/z 131.90 100.00%
131.9
5000 68.0
00 sao || .o %O "7 Tho 7k 8k
Ol it el IS0 L W60 M Tm/z 68.00 47.70%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132.0
5000 970 A
7.40 7.60 7.80 8.00
310 70.0 m/z 133.90 34.62%
0 ‘ 44\.0 I, 60‘\0 ! | 860 | 116.0 !
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
9.0 1000 Tk ko 780 abo
5000 m/z 66.00 33.40%
31.0 51.0
79.0
e R R RS RS RS LR AR SRR RS RS AR R
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13740: 1,3-Cyclopentanedione, 2-chloro- R R e e
132.0 7.40 7.60 7.80 8.00
m/z 69.00 22 .98%
5000
69.0
390 o ‘ %o 103.0
0% "'l""‘HH'”"““ |"'”| '”??lq' T |J”"|%%§ 9|""| T R L R L SRR
m/z--> 30 80 90 100 110 120 130 140 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG022616\
Data File : BG021095.D

Acq On : 27 Feb 2016 2:03

Operator : UM/SJ

Sample - H1558-08

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG022616 .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]
Cyclopentane, met... 2.94 68.4 ng 98680 1 8.17 28854 20.0
unknown3.10 3.10 562.8 ng 811923 1 8.17 28854 20.0
2-Pentanone, 4-hy... 5.26 20.9 ng 30135 1 8.17 28854 20.0
unknown7 .70 7.70 113.7 ng 164099 1 8.17 28854 20.0
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