LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO71116\

Data File : BG023010.D

Aca On 11 Jul 2016 21:18 Instrument :

Operator : UM/SJ ?:II\!A_?S el
- _ lentosampleld :

3?22'6 : H3955-01 HSR-WC-58-070716

ALS Vial : 8 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-BG070816.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
1 4.615 296 302 313 rVB2 139787 222581 8.39% 1.357%
2 5.220 401 405 410 rvB2 33390 44676 1.68% 0.272%
3 5.696 479 486 495 rBvV2 147235 236020 8.89% 1.439%
4 7.306 754 760 767 rBV 153846 267984 10.10% 1.633%
5 7.682 816 824 833 rVB2 150926 274174 10.33% 1.671%

8.152 896 904 910 rBV 396457 659299 24 .84% 4.018%
8.475 953 959 967 rBv2 136123 238848 9.00% 1.456%
9.321 1095 1103 1109 rBV2 114517 209333 7.89% 1.276%
10.978 1378 1385 1392 rBVY 613027 1140496 42.97% 6.951%
13.417 1791 1800 1807 rBV 489907 744842 28.06% 4._.540%

=
QO ~NO®

11 14.797 2028 2035 2043 rBV2 1158730 1928341 72.65% 11.753%
12 16.290 2283 2289 2298 rBV 246091 420582 15.85% 2.563%
13 17.553 2498 2504 2518 rBV 1499839 2356305 88.78% 14.361%
14 18.423 2647 2652 2660 rBV7 34632 63387 2.39% 0.386%
15 19.692 2865 2868 2874 rBV5 38681 50075 1.89% 0.305%

16 20.162 2941 2948 2954 rBV 1791818 2513721 94.71% 15.321%
17 21.866 3231 3238 3246 rBV 1544534 2654119 100.00% 16.176%
18 25.244 3803 3813 3825 rBV2 764074 2382579 89.77% 14.521%

Sum of corrected areas: 16407362
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO71116\

Data File : BG023010.D

Aca On - 11 Jul 2016 21:18

Operator : UM/SJ

ﬁ?ggle i H3955-01 HSR-WC-58-070716
ALS Vvial : 8 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG070816.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BG023010.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO71116\

Data File : BG023010.D

Aca On : 11 Jul 2016 21:18

Operator : UM/SJ

ﬁ?ggle i H3955-01 HSR-WC-58-070716
ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 1 3-Hexen-2-one Concentration Rank 3

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

4.62 6.75 ng 222581 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Hexen-2-one 98 C6H100 000763-93-9 87
2 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 86
3 2-Pentene. 4.4-dimethvl-. (2)- 98 C7H14 000762-63-0 86
4 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 86
5 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 86

Abundance Scan 303 (4.621 min): BG023010.D (-296) (-) m/z 83.10 100.00%
55 B
5000
R A Ema
420 4.40 4.60 4.80 5.00
o....,.u...l,?l.g.l.“,? 181 215241 280308 341 379405 480 524 "m/z 55.10 80.62%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #3097: 3-Hexen-2-one
5583
5000 ISR SR R N
29 420 4.40 4.60 4.80 5.00
‘ m/z 43.05 34.60%
0"""‘l“""'l""l""l"" [rrrrrrrr Tt
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
55 83
420 440 4.60 4.80 500
5000{ 29 m/z 98.10 22 .59%
e S o o L S B B WL B
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #3340: 2-Pentene, 4,4-dimethyl-, (2)-
55 83 420 4.40 4.60 4.80 5.00
m/z 39.10 22 .44Y%
5000 *
0"“|"'w""w"'|“" [rrrrrrrr Tt
m/z--> 50 100 150 200 250 300 350 400 450 500 420 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO71116\

Data File : BG023010.D

Aca On : 11 Jul 2016 21:18

Operator : UM/SJ

ﬁ?ggle i H3955-01 HSR-WC-58-070716
ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown7.68 Concentration Rank 1

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

7.68 8.32 ng 274174 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 14
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 10
3 Pvrazolo(2.3-a)pvridine. 7-methvl- 132 C8H8N2 034760-58-2 10
4 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 10
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 10

Abundance Scan 824 (7.682 min): BG023010.D (-816) (-) m/z 132.00 100.00%
132
68
5000
40 | 0 740 7.60 7.80 8.00
o l..l,l.. 08 208 273306 871408 45 07538 | hsz 68.10  58.50%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
97 A
5000 L UL L UL L
7.40 7.60 7.80 8.00
5 70 m/z 66.10 40.85%
O'JJM"W"”I'”'I”""'W"”I'”'I”"P"W"”I
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
132
% 7.40 7.60 7.80 8.00
5000 m/z 134.00 28.63%
31
S L B I WL L WL B WL WL B
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #14022: Pyrazolo(2,3-a)pyridine, 7-methyl-
132 7.40 7.60 7.80 8.00
m/z 69.10 22 .58%
5000
78104
39 \
Unsy Lm'L'w' L L SR SR S L S S
m/z--> 50 100 150 200 250 300 350 400 450 500 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BGO71116\

Data File : BG023010.D

Acq On 11 Jul 2016 21:18

Operator : UM/SJ

ﬁ?ggle i H3955-01 HSR-WC-58-070716
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG070816_M
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]
3-Hexen-2-one 4.62 6.8 ng 222581 1 8.15 659299 20.0
unknown7 .68 7.68 8.3 ng 274174 1 8.15 659299 20.0
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