LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\Data\BG032517\
Data File : BG026416.D

Aca On : 24 Mar 2017 15:54

Operator : SJ/MA

Sample : PB97805BL

Misc :

ALS Vial : 3 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:\HPCHEM1I\BNA G\METHODS\8270-BG032017.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

5.144 344 350 360 rBV 193024 296678 3.17% 0.647%
5.620 424 431 446 rBV 2203826 3505291 37.41% 7.650%
rBvV 1980698 3387160 36.15% 7.392%
7.576 757 764 778 rBV 2122808 3753551 40.06% 8.192%
8.046 834 844 853 rBV 440252 760579 8.12% 1.660%
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8.369 891 899 909 rBV 1774998 3075273 32.82% 6.712%
9.198 1033 1040 1055 rBV 1153884 2104609 22.46% 4 _.593%
10.843 1311 1320 1333 rBVY 590953 1085277 11.58% 2.369%
13.275 1727 1734 1753 rBV 3623320 5789480 61.79% 12.635%
14.650 1961 1968 1977 rBV2 936106 1455866 15.54% 3.177%
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11 16.131 2213 2220 2236 rBV 2717041 4215061 44.99% 9.199%
12 17.382 2426 2433 2447 rBV2 1148632 1833673 19.57% 4.002%
13 19.979 2869 2875 2891 rBV 7097046 9369522 100.00% 20.448%
14 21.624 3148 3155 3169 rBV 1565976 2599173 27.74% 5.673%
15 24.803 3686 3696 3710 rvB2 900730 2589104 27.63% 5.651%

Sum of corrected areas: 45820297
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\Data\BG032517\
Data File : BG026416.D

Aca On : 24 Mar 2017 15:54

Operator : SJ/MA

Sample : PB97805BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG032017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG026416.D
7000000

6000000
5000000
4000000

3000000

5.62 7.58
2000000 721 8.37

1000000 10.84
5.14

Time--> 350 400 450 500 550 6.00 650 7.00 750 8.00 850 9.00 9.50 10.00 10.50 11.00 1150 1200 1250

Abundance TIC: BG026416.D
7000000 19,98

6000000
5000000

4000000 13.28

3000000 16.13

2000000 21.62

1000000 14.65 17.38
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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: BG026416.D
7000000
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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\BG032517\
Data File : BG026416.D

Aca On : 24 Mar 2017 15:54

Operator : SJ/MA

Sample : PB97805BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG032017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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.

5.14 7.80 ng 296678 1,4-Dichlorobenzene-d4 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Guanidine 59 CH5N3 000113-00-8 47
3 4-Ethvl-3-octanol 158 C10H220 019781-26-1 33
4 Succinic acid. heptvl 2-methoxve... 274 C14H2605 1000325-80-7 33
5 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 28

Abundance Scan 349 (5.138 min): BG026416.D (-344) (-) m/z 43.10 100.00%
a3 59
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101
e M i
83 4.80 500 5.20 5.40
rrrprerprerr Ao e e || m/z 59.10  86.39%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 BN UL AR LR IR
59 480 500 520 540
m/z 101.10 30.23%
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m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43 59
4.80 500 520 540
5000 18 m/z 58.10 26.24%
28
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m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #29613: 4-Ethyl-3-octanol N B e e
59 4.80 5.00 5.20 5.40
m/z 41.10 8.17%
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\Data\BG032517\
Data File : BG026416.D

Aca On : 24 Mar 2017 15:54

Operator : SJ/MA

Sample : PB97805BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG032017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown7.58 Concentration Rank 1

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

7.58 98.70 ng 3753550 1,4-Dichlorobenzene-d4 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 765 (7.582 min): BG026416.D (-757) (-) m/z 132.05 100.00%
32
5000
68
96 o0 70 7 Ra 7 RN
40 54 7.20 7.40 7.60 7.80 8.00
{8 %6 288 207 Tns77134.10  34.13%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 IR UL UL L
7.20 7.40 7.60 7.80 8.00
m/z 68.10 33.80%
31
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m/z--> 40 60 80 100 120 140 160 180 200
Abundance
132
720 7.40 7.60 7.80 8.00
5000 67 m/z 66.10 21.53%
41 97
53
79 117
107
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #52379: Tranylcypromine-propionyl I e
57 132 7.20 7.40 7.60 7.80 8.00
24 m/z 96.10 12.97%
5000 og 116
o ,...‘n,u‘..JM - .MM -Mu M 158 ..,.1??., o SN & SN
m/z--> 40 60 100 120 140 160 180 200 7.20 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\Data\BG032517\
Data File : BG026416.D

Acq On : 24 Mar 2017 15:54

Operator : SJ/MA

Sample : PB97805BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG032017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.14 7.8 ng 296678 1 8.04 760579 20.0
unknown7 .58 7.58 98.7 ng 3753550 1 8.04 760579 20.0
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