LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG123016\
Data File : BG025414.D

Aca On : 30 Dec 2016 15:20

Operator : UM/SJ

Sample - PB95693BL

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:\HPCHEM1\BNA G\METHODS\8270-BG122116.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

5.264 403 413 423 rBvV 377667 624410 11.88% 2.641%
5.746 488 495 505 rBvV 914714 1581562 30.09% 6.689%
rBv 943843 1742337 33.15% 7.369%
7.738 825 834 846 rBV 901240 1655751 31.51% 7.003%
8.208 908 914 923 rBV 198590 342850 6.52% 1.450%
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8.531 962 969 979 rVB 654321 1230173 23.41% 5.203%
9.395 1108 1116 1126 rBV2 551133 1079252 20.54% 4 _565%
11.040 1388 1396 1407 rBV2 223900 465398 8.86% 1.968%
13.454 1799 1807 1817 rBV 1569910 2527734 48.10% 10.691%
14.835 2035 2042 2054 rBV2 414423 704985 13.41% 2.982%
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11 16.328 2287 2296 2309 rBV 1428620 2488035 47.34% 10.523%
12 17.585 2501 2510 2520 rBV 556913 951366 18.10% 4.024%
13 20.164 2943 2949 2958 rBV 3874556 5255477 100.00% 22.229%
14 21.874 3234 3240 3250 rBV 784116 1458933 27.76% 6.171%
15 23.032 3433 3437 3443 rVB9 34430 66055 1.26% 0.279%

16 25.288 3810 3821 3835 rBV2 476701 1468528 27.94% 6.211%

Sum of corrected areas: 23642846
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG123016\
Data File : BG025414.D

Aca On : 30 Dec 2016 15:20

Operator : UM/SJ

Sample - PB95693BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG122116.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: BG025414.D
3500000
3000000
2500000
2000000
1500000

1000000 5.75 7.37 7.74

8.53 9.39

8.21 11.04

500000 5.26
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Time--> 3.00 350 4.00 450 500 550 6.00 650 7.00 750 8.00 850 9.00 9.50 10.00 10.50 11.00 1150 1200 1250
Abundance TIC: BG025414.D

20.16
3500000

3000000
2500000
2000000
1500000 13,45 16.33
1000000 21.87

17.58
500000 14.84
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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: BG025414.D
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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\BG123016\
Data File : BG025414.D

Aca On : 30 Dec 2016 15:20

Operator : UM/SJ

Sample - PB95693BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG122116.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.

5.26 36.42 ng 624410 1,4-Dichlorobenzene-d4 8.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 33
3 Silane. trimethvl- 74 C3H10Si 000993-07-7 25
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 412 (5.258 min): BG025414.D (-403) (-) m/z 43.10 100.00%
a3
5000
101 U R R L
5.00 5.20 5.40 5.60
N ,I a4 203 255291 85 AL A8 599 m/z 59.10 57.95%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 rrrTrTTTTT Tt T T T T T T
5.00 5.20 5.40 5.60
m/z 101.10 16.39%

1‘5 ‘ 101
a4

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance

59

500 5.20 5.40 5.60
5000 m/z 58.10 14 .36%

o9 | 101

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #799: Silane, trimethyl-
59 5.00 5.20 5.40 5.60
m/z 41.10 7.91%
5000
29
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG123016\
Data File : BG025414.D

Aca On : 30 Dec 2016 15:20

Operator : UM/SJ

Sample - PB95693BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG122116.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 unknown7.74 Concentration Rank 1

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

7.74 96.59 ng 1655750 1,4-Dichlorobenzene-d4 8.21

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 16
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 14
3 1H-Indazole. 4-methvl- 132 C8H8N2 1000316-00-9 11
4 Cvclopropanamine. 1-phenvl- 133 C9H11N 1000351-26-2 10

5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 10

Abundance Scan 834 (7.738 min): BG025414.D (-825) (-) m/z 132.00 100.00%
132
68
5000
0 96 R R A REREsmE
\ l 216 271 309 341 449 740 750 750 8.0
SH V| B R R T L T m/z 68.10 59.98%
m/iz—-> 0 50 100 150 200 250 300 350 400 450
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132
5000 l/l\lllllllllllllllllllll
7.40 7.60 7.80 8.00
39 m/z 66.10 42 _.23%
L
m/iz—-> 0 100 150 200 250 300 350 400 450
Abundance
132
O N N REmEsmmEae
7.40 7.60 7.80 8.00
5000 m/z 134.10 36.00%
15 39 63 104
L B o e o o B B N o BRI i e o
m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #14498: 1H-Indazole, 4-methyl- A e e
132 7.40 7.60 7.80 8.00
m/z 69.10 30.87%
5000
77 104
m/z—-> 0 100 150 200 250 300 350 400 450 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG123016\
Data File : BG025414.D

Acq On : 30 Dec 2016 15:20

Operator : UM/SJ

Sample - PB95693BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG122116 .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... 5.26 36.4 ng 624410 1 8.21 342850 20.0
unknown?7 .74 7.74 96.6 ng 1655750 1 8.21 342850 20.0
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