LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG102516\
Data File : BG024507.D
Aca On : 25 Oct 2016 21:25 Instrument :
Operator : UM/SJ ?:II\!A_?S el

- _ lentosampleld :
3?22'6 : H5384-02 20161021-DS-AMBIENT-M
ALS Vial : 7 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-BG102516.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

5.332 419 424 430 rBvV 158275 261738 2.51% 0.636%
5.802 494 504 511 rBV 763954 1309778 12.56% 3.185%
rBv 540889 951021 9.12% 2.312%
7.794 836 843 850 rBV 1276807 2236458 21.44% 5.438%
8.270 916 924 933 rVB 441307 773090 7.41% 1.880%
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8.599 972 980 989 rBV 1683594 3142009 30.12% 7.640%
9.445 1116 1124 1131 rBV 1554883 2788943 26.74% 6.781%
11.096 1395 1405 1415 rBV 521543 1008437 9.67% 2.452%
13.511 1808 1816 1824 rBVY 3725199 5840041 55.99% 14.200%
14.322 1947 1954 1960 rVB 107276 151728 1.45% 0.369%

=
QO ~NO®

11 14.886 2040 2050 2056 rBV 861342 1391836 13.34% 3.384%
12 16.366 2295 2302 2312 rVB 2249668 3432185 32.90% 8.345%
13 17.624 2510 2516 2524 rVB2 1114467 1808778 17.34% 4 _.398%
14 18.470 2655 2660 2666 rBVv3 111907 175158 1.68% 0.426%
15 19.727 2870 2874 2880 rBV5 120055 159543 1.53% 0.388%

16 20.209 2950 2956 2962 rBV 7596946 10431163 100.00% 25.363%
17 21.925 3241 3248 3257 rVB 1492416 2651037 25.41% 6.446%
18 25.362 3821 3833 3843 rVB 822958 2614862 25.07% 6.358%

Sum of corrected areas: 41127805
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA G\DATA\BG102516\

BG024507.D

25 Oct 2016 21:25

UM/SsJ

H5384-02

7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L
LSCINT.P

20161021-DS-AMBIENT-M

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BG024507.D

8.60 9.45

7.79

5.80 740 807

533

11.10

N
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Time-->

3.00 350 4.00 450 5.00 5.50 600 650 7.00 7.50 8.00 850 9.00 9.50 1000 10.50 11.00 11.50 12.00 1250

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BG024507.D

13.51

16.37

14.89 1r.62

19.73

A
T 1T

14.32 18.47

20.21

21.92

O
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
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Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BG024507.D

25.36

I

0

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\BG102516\

Data File : BG024507.D

Aca On : 25 Oct 2016 21:25

Operator : UM/SJ

ﬁ?ggle i H5384-02 20161021-DS-AMBIENT-M
ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.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 unknown5.33 Concentration Rank 3

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

5.33 6.77 ng 261738 1,4-Dichlorobenzene-d4 8.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. l-ethoxv-2-methvl- 102 C6H140 000627-02-1 47
2 .alpha.-Hvdroxvisobutvric acid. ... 146 C6H1004 1000374-31-3 42
3 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 42
4 Dimethadione 129 C5H7NO3 000695-53-4 38
5 Silane, trimethyl- 74 C3H10Si 000993-07-7 38

Abundance Scan 424 (5.332 min): BG024507.D (-419) (-) m/z 43.10 100.00%
48
5000
101 5.00 5.20 5.40 5.60
ol 4o | 130 177205 265295 337 403420 474504 75T Eg 15 53.00%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4489: Propane, 1-ethoxy-2-methyl-
59
5000 A RS R L

5.00 5.20 5.40 5.60

31 m/z 101.00 16.02%
‘ 102
o AL ]
T T e T T T e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43
5.00 5.20 5.40 5.60
5000 m/z 58.10 15.43%
101
15 70 129
O L o e L s e o I e o
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43 5.00 5.20 5.40 5.60
m/z 41.10 11.52%
5000
15 101
0,.HM,n...\”..,...w....,.”.,....,”..,...w....,.
m/z--> 0 50 100 150 200 250 300 350 400 450 500 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG102516\

Data File : BG024507.D

Aca On : 25 Oct 2016 21:25

Operator : UM/SJ

ﬁ?ggle i H5384-02 20161021-DS-AMBIENT-M
ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.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 2 unknown7.79 Concentration Rank 2

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

7.79 57.86 ng 2236460 1,4-Dichlorobenzene-d4 8.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI102 014203-19-1 16
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 14
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 14
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 14
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10

Abundance Scan 842 (7.788 min): BG024507.D (-836) (-) m/z 132.00 100.00%
132
68
5000
a0 | %P 7.40 7.60 7.80 8.00 8.20
0 ), .l,l. A 186199 244 281307 378 LS o0l m/z 68.10 56.26%
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132
5000 RS RN RSN L
7.40 7.60 7.80 8.00 8.20
39 m/z 66.10 39.12%
‘“ 103
Ol M\\\‘\‘\I\‘\I‘I\\Imll B e B m e
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
132
L\
69 I RARRE RN AR L
104 7.40 7.60 7.80 8.00 8.20
5000 m/z 134.00 30.94%
31
O L S L B S B B LI S I
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14503: 1H-Benzimidazole, 2-methyl- A AR mamm
132 7.40 7.60 7.80 8.00 8.20
m/z 69.10 26 .36%
5000
o2, 0 1
miz-> 0 50 100 150 200 250 300 350 400 450 500 740 7.60 7.80 8.00 8.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BG102516\

Data File : BG024507.D

Acq On : 25 Oct 2016 21:25

Operator : UM/SJ

ﬁ?ggle - H5384-02 20161021-DS-AMBIENT-M
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG102516 .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]
unknown5.33 5.33 6.8 ng 261738 1 8.27 773090 20.0
unknown7 .79 7.79 57.9 ng 2236460 1 8.27 773090 20.0
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