LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110416\

Data File : BG024713.D

Aca On : 5 Nov 2016 15:16 Instrument :

Operator : UM/SJ ?Z'I\!A_(t;S el
- _ lentosampleld :

a?zgle : H5527-04 GW-101-10.4-22.0

ALS Vial : 27 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
1 3.598 122 129 144 rVB 539031 977334 10.02% 2.159%
2 5.331 417 424 432 rBV 227700 368736 3.78% 0.815%
3 5.795 495 503 514 rBY 1172018 2043260 20.94% 4.514%
4 7.399 766 776 786 rBV 838685 1583827 16.23% 3.499%
5 7.793 834 843 851 rBVY 1784040 3220354 33.01% 7.114%

8.263 918 923 935 rVB 369555 659896 6.76% 1.458%
8.592 971 979 987 rVB 1493295 2694106 27.61% 5.951%
9.444 1115 1124 1133 rBV 1320661 2456751 25.18% 5.427%
11.089 1393 1404 1411 rBV 462320 885643 9.08% 1.956%
11.994 1551 1558 1567 rBV 338550 627784 6.43% 1.387%

=
QO ~NO®

11 13.510 1808 1816 1823 rBV 3301821 5370387 55.05% 11.863%
12 14.320 1947 1954 1959 rBV 375095 561166 5.75% 1.240%
13 14.884 2042 2050 2057 rBV 764250 1280095 13.12% 2.828%
14 15.678 2181 2185 2190 rVB 81387 100430 1.03% 0.222%
15 16.365 2295 2302 2314 rBV 3569284 5523809 56.62% 12.202%

16 16.535 2327 2331 2338 rBV2 91097 149902 1.54% 0.331%
17 17.622 2510 2516 2521 rBV2 1139742 1777918 18.22% 3.927%
18 18.463 2655 2659 2665 rBV5 110046 139177 1.43% 0.307%
19 20.208 2949 2956 2967 rBV 6909511 9755991 100.00% 21.551%
20 21.500 3171 3176 3183 rBV3 121663 220504 2.26% 0.487%

21 21.917 3240 3247 3255 rVB 1369525 2432475 24.93% 5.373%
22 25.349 3817 3831 3842 rBV3 768212 2439147 25.00% 5.388%

Sum of corrected areas: 45268692
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110416\

Data File : BG024713.D

Aca On : 5 Nov 2016 15:16

Operator : UM/SJ

ﬁ?ggle i H5527-04 GW-101-10.4-22.0
ALS Vial :© 27 Sample Multiplier: 1

Z:\HPCHEMI\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

Abundance TIC: BG024713.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110416\

Data File : BG024713.D

Aca On : 5 Nov 2016 15:16

Operator : UM/SJ

ﬁ?ggle i H5527-04 GW-101-10.4-22.0
ALS Vial : 27 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.33 11.18 ng 368736 1,4-Dichlorobenzene-d4 8.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 47
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 23
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 17
5 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 16

Abundance Scan 424 (5.331 min): BG024713.D (-417) (-) m/z 43.10 100.00%
43
5000
T S0 520 540 80
) ,l 128151 210 241 285 322343366 401429 | "n/z 59.10 67.38%
mz-> 0 50 100 150 200 250 300 350 400
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AN RS S USRS SRR

5.00 520 540 5.60
m/z 101.10  19.94%

15 ‘ 101
‘ oy b \‘
O e L B o o e o o o e IS A e o i
m/z--> 0 50 100 150 200 250 300 350 400
Abundance
59
R e e e N REREE
5.00 5.20 5.40 5.60
5000 m/z 58.10 13.79%
101
31
O e e B LA I o o o L S AL e e e
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59 5.00 5.20 5.40 5.60
m/z 41.10 8.69%
5000
0 .Jqu...J....,.”.,.... R
m/z--> 0 50 100 150 200 250 300 350 400 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110416\

Data File : BG024713.D

Aca On : 5 Nov 2016 15:16

Operator : UM/SJ

ﬁ?ggle i H5527-04 GW-101-10.4-22.0
ALS Vial : 27 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 3 unknown7.79 Concentration Rank 1

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

7.79 97.60 ng 3220350 1,4-Dichlorobenzene-d4 8.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 14
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 14
3 (5-MethvI-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 10
5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 10

Abundance Scan 843 (7.793 min): BG024713.D (-834) (-) m/z 132.10 100.00%
132
5000 68
v il 176 221 283 337 418 461 533 7.40 760 7.0 800 820
0 m/z 68.10 50.59%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132
5000 RS LS SRR R L
7.40 7.60 7.80 8.00 8.20
m/z 66.10 39.33%
63 104
oeritp bt b - o
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
132
7.40 7.60 7.80 8.00 8.20
5000 97 m/z 134.00 36.16%
3 10
O R o B B B S B BN SR AR
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile e o e S REmmE
132 7.40 7.60 7.80 8.00 8.20
m/z 69.10 25.74%
5000
o5 92
0 3B,
mz-> 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\BG110416\

Data File : BG024713.D

Acg On : 5 Nov 2016 15:16

Operator : UM/SJ

ﬁ?ggle i H5527-04 GW-101-10.4-22.0
ALS Vial : 27 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]
2-Pentanone, 4-hy... 5.33 11.2 ng 368736 1 8.27 659896 20.0
unknown7 .79 7.79 97.6 ng 3220350 1 8.27 659896 20.0
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