LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052815\
Data File : BG017341.D

Acq On : 29 May 2015 3:00

Operator : TP/1Z

Sample - G2386-22

Misc :

ALS Vial : 19 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-BG051315.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

2.730 4 7 14 rvVB2 9126 17945 1.76% 0.284%
4.763 348 353 360 rBvV 109450 148169 14.50% 2.344%
rvB 202020 296292 29.00% 4.687%
6.855 703 709 721 rBV 375754 568010 55.59% 8.986%
7.196 761 767 779 rVB 302405 453320 44.37% 7.171%
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6 7.654 839 845 852 rVB 95504 143237 14.02% 2.266%
7 7.971 892 899 909 rBvV 247908 381019 37.29% 6.027%
8 8.817 1036 1043 1053 rBvV 222121 375294 36.73% 5.937%
9 10.445 1313 1320 1328 rBV 115015 191032 18.70% 3.022%
10 12.930 1736 1743 1749 rBV 500187 721551 70.62% 11.414%
11 13.776 1880 1887 1896 rBV 38563 56227 5.50% 0.889%

12 14.311 1972 1978 1989 rVB2 175284 261365 25.58% 4_.135%
13 15.809 2227 2233 2244 rBV 229113 340653 33.34% 5.389%
14 17.061 2440 2446 2455 rBV 251472 338607 33.14% 5.357%

15 17.965 2597 2600 2606 rVB2 16324 21408 2.10% 0.339%
16 19.693 2889 2894 2899 rBV 897029 1021735 100.00% 16.163%
17 20.956 3105 3109 3118 rBV2 40172 62594 6.13% 0.990%
18 21.162 3141 3144 3149 rBv4 7852 10829 1.06% 0.171%

19 21.244 3153 3158 3165 rVvVv 366912 463101 45.32% 7.326%
20 23.488 3532 3540 3547 rBV 236346 448981 43.94% 7.103%

Sum of corrected areas: 6321369
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052815\
Data File : BG017341.D

Acqg On 1 29 May 2015 3:00

Operator : TP/1Z

Sample - G2386-22

Misc :

ALS Vvial : 19 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG017341.D
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4.76 7.65 10.44
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Time--> 300 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00
Abundance TIC: BG017341.D

o

19.69
800000

600000
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L R e T e = R

Time--> 12.00 12.50 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
Abundance TIC: BG017341.D

800000
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400000 21.24
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Time--> 21.00 21.50 22.00 2250 23.00 2350 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052815\
Data File : BG017341.D

Acq On : 29 May 2015 3:00

Operator : TP/1Z

Sample - G2386-22

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.76 20.69 ng 148169 1,4-Dichlorobenzene-d4 7.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 45
2 5-Hexen-2-one 98 C6H100 000109-49-9 9
3 tert-Butyl Hydroperoxide 90 C4H1002 000075-91-2 9
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 Butane 58 C4H10 000106-97-8 9

Abundance Scan 352 (4.757 min): BG017341.D (-348) (-) m/z 43.00 100.00%
43
5000 59
1 440 460 480 500
...,....,....,....',':...,??.-!,....,....,??..,.?“?.,|....,. m/z 59.00 51.18%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LA AN UL IR B
59 440 460 480 500
m/z 101.00 18.11%
15 31 101
\ 25 7 37 53 83 ‘
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
440 460 480 500
5000 m/z 58.00 10.40%
55
27
15
37 | 49 63 71 77 83 98
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #2274: tert-Butyl Hydroperoxide  REaEE e L e e o
43 4.40 4.60 4.80 5.00
59 m/z 41.10 9.02%
18
5000
31
12»\ 25HM 37\M‘ 53, 67 15 90
m/z--> 10 20 30 40 50 60 70 8 90 100 110 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052815\
Data File : BG017341.D

Acq On : 29 May 2015 3:00

Operator : TP/1Z

Sample - G2386-22

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315_.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 3 unknown7.20 Concentration Rank 1

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

7.20 63.30 ng 453320 1,4-Dichlorobenzene-d4 7.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI102 014203-19-1 32
2 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
3 5-Aminoindole 132 C8H8N2 005192-03-0 22
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 22
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22

Abundance Scan 768 (7.202 min): BG017341.D (-761) (-) m/z 131.95 100.00%
132
5000 68
40 5 6 |75 o 9|6103 6.80 7.00 7.0 7.40 7.60
rerrrrrpreerpree e S e 87l Tm/z 68.00 41.97%
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 |A7"|""|""|""|"
69 6.80 7.00 7.20 7.40 7.60
57 76 m/z 66.00 35.69%
‘ ‘ 89 103
”I“”I“'W'“MW”Wﬁw“I”“I”““'”“'““PW”Iyﬁl”'W"'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.80 7.00 7.20 7.40 7.60
5000 97 m/z 134.00 33.86%
70
31
4451 60 | 77 gg 105 116

wwwwmwwwmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #14006: 5-Aminoindole e e
132 6.80 7.00 7.20 7.40 7.60
m/z 69.10 21.47%
5000
104
51 66 77
14 27 37 44 5! 58 | 5. 89 97 || 115
R L I B E e et
m/z--> 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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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052815\
Data File : BG017341.D

Acq On : 29 May 2015 3:00

Operator : TP/1Z

Sample - G2386-22

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315_.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 5 Bromoacetic acid, hexadecyl... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.96 2.70 ng 62594 Chrysene-di12 21.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bromoacetic acid, hexadecyl ester 362 C18H35Bro02 005454-48-8 83
2 1-Docosene 308 C22H44 001599-67-3 80
3 13-Tetradecen-1-ol acetate 254 C16H3002 056221-91-1 80
4 10-Heneicosene (c,t) 294 C21H42 095008-11-0 80
5 1-Nonadecene 266 C19H38 018435-45-5 74
Abundance Scan 3110 (20.962 min): BG017341.D (-3105) (-) m/z 43.10 100.00%
43 83
5000
111
l ll39 182 209 282 355 20.60 20.80 21.00 21.20
) TS T 240 T R /7 57.00  93.48%
m/z--> 50 100 150 200 250 300 350
Abundance #145521: Bromoacetic acid, hexadecy! ester
43
69
97
5000
20.60 20.80 21.00 21.20
‘ 123 m/z 55.10 92.07%
141
[ 4k, \“ H‘\ \‘\ H‘ f ‘166 196 222 269

m/z--> 50 200 250 300 350

Abundance
55
97 20.60 20.80 21.00 21.20
5000 m/z 83.10 89.26%
29
125
79 153 181 308
—— T T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #90869: 13-Tetradecen-1-ol acetate
43 20.60 20.80 21.00 21.20
a3 m/z 69.00 73.26%
5000
111
} ‘ | L ‘lelfg 167 194 224 254

T
m/z--> 50 100 150 200 250 300 350 20.60 20.80 21.00 21.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052815\
Data File : BG017341.D

Acq On : 29 May 2015 3:00

Operator : TP/1Z

Sample - G2386-22

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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... 4.76 20.7 ng 148169 1 7.65 143237 20.0
unknown?7 .20 7.20 63.3 ng 453320 1 7.65 143237 20.0
Bromoacetic acid,... 20.96 2.7 ng 62594 5 21.24 463101 20.0
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