LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF©52115\
Data File : BF@79410.D

Acq On : 21 May 2015 18:39
Operator : TP/IZ

Sample 1 G2325-02

Misc

ALS vial : 10 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 : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M

Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BFO79410.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 1.335 10 13 24 rVB 292290 711925 7.65% 2.644%
2 1.495 24 27 30 rVB 752893 981958 10.55% 3.647%
3 1.610 36 37 45 rVW 550838 970232 10.42% 3.604%
4 1.724 45 47 89 rVB 4294319 9310010 100.00% 34.579%
5 5.347 362 364 372 rBV 688712 748385 8.04% 2.780%

6 6.650 475 478 487 rBV 301487 461971 4.96%
7 6.776 487 489 492 rBV 1307590 1488319 15.99%
8 7.073 512 515 517 rBV 333231 355579  3.82%
9 7.256 528 531 533 rBV 1650963 1498214 16.09%

7.770 573 576 578 rBV 1068037 1174072 12.61%

AU VR
w
N
=
B

11 8.650 651 653 655 rBV 452334 480552 5.16%
12 9.999 768 771 773 rBV 2101248 2357861 25.33%
13 10.811 840 842 845 rVB 422854 528622 5.68%

N U oo R
O
()]
w
R

14 11.793 926 928 931 rBV 1426700 1486576 15.97% 521%
15 12.651 1001 1003 1006 rBV 578724 571236 6.14% 122%
16 14.651 1175 1178 1180 rBV 2479554 2532827 27.21% 9.407%
17 15.954 1289 1292 1294 rBV 474544 616365 6.62% 2.289%

18 17.760 1448 1450 1454 rBV 418177 649398 6.98% 2.412%

Sum of corrected areas: 26924102
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Data Path :
Data File :
Acg On
Operator
Sample
Misc

ALS Vial

Quant Method :

Quant Title
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LSC Report - Integrated

Z:\HPCHEM1\BNA_ F\Data\BF©52115\
BF@79410.D

: 21 May 2015 18:39
: TP/1Z
: G2325-02

Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NISTO2.L
ion Parameters: LSCINT.P

TIC: BF079410.D\data.ms
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF©52115\
Data File : BF@79410.D

Acq On : 21 May 2015 18:39
Operator : TP/IZ

Sample : G2325-02

Misc

ALS vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok 3 ok oK 3 oK K oK oK K oK oK K oK oK K 3k oK K K ok K oK oK K ok oK K ok oK K oK ok K 3k ok K ok oK ok oK K ok oK K ok ok K K ok K K ok K ok Kk Kk ok oK

Peak Number 2 Butane, 2-methoxy-2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
1.495 55.23 ng 981958 1,4-Dichlorobenzene-d4 7.073

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9
Abundance  Scan 27 (1.495 min): BF079410.D\data.ms (-24) (-) m/z 73.10 100.00%
5000
43.1
55.1 87.0
R RmamEmEa
1.40 1.60 1.80
el e m/z 43.10 36.05%
miz--> 20 30 40 50 60 70 80 90 100
Abundance #4386: Butane, 2-methoxy-2-methy!-
73.0
5000
43.0 1.40 1.60 1.80
~ 550 87.0 m/z 55.10 27.17%
29.0
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miz--> 20 30 40 50 60 70 80 90 100
Abundance #2022: 1,3-Dioxolane, 2-methyl-
73.0
1.40 1.60 1.80
5000 43.0 m/z 87.05 25.40%
58.0
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miz--> 20 30 40 50 60 70 80 90 100

Abundance #4342: Pentane, 3-methoxy-

73.0 1.40 1.60 1.80
m/z 41.05 11.97%
5000
45.0
29.0

T 590 101.0
e e e e e Bt B—
iz 20 30 40 50 60 70 80 90 100 140 1.60 1.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF©52115\
Data File : BF@79410.D

Acq On : 21 May 2015 18:39
Operator : TP/IZ

Sample : G2325-02

Misc

ALS vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
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Peak Number 5 unknown6.776 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
6.776  83.71 ng 1488320 1,4-Dichlorobenzene-d4 7.073

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2C1FN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
4 Benzene, 1l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9
Abundance  scan 489 (6.776 min): BF079410.D\data.ms (-487) (-)  M/z 132.00 100.00%
13R.0
5000 68.1
—
40.0 9‘?'1 o 6.50 7.00
e m/z 68.10 44.70%
m/z--> 20 40 60 80 100 120 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
T
5000 6.50 7.00
310 510 m/z 134.00 31.22%
m/z--> 20 40 60 80 100 120 140
Abundance #14006: 5-Aminoindole
13R.0 L
—
6.50 7.00
5000 m/z 66.10 28.91%
104.0
66.0
270 510 V7 ggp
N B o B o B Ao o o o
m/z--> 20 40 60 80 100 120 140
Abundance  #13640: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- o
132.0 6.50 7.00
m/z 69.10 17.67%
117.0
5000
39.0 9.0
e L
...,N..ﬂf.ﬂﬂ.ﬂﬁ..ﬁ,..:.ﬂﬂ..h,.w‘.,. 0
iz 20 40 60 80 100 120 140 6.50 700
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\Data\BF052115\
Data File : BF@79410.D

Acq On : 21 May 2015 18:39
Operator : TP/IZ

Sample : G2325-02

Misc

ALS vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF043015.M
Quant Title : 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|
Butane, 2-metho... 1.495 55.2 ng 981958 1 7.073 355579 20.0
unknown6.776 6.776 83.7 ng 1488320 1 7.073 355579 20.0
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