LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BG092316\

Data File : BG024129.D

Acq On > 24 Sep 2016 18:23 Instrument :

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

3?22'6 : H4897-01 MW-03D-092116

ALS Vial : 36 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 - 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-BG092316 .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 height area % max. total
1 3.368 86 90 101 rBV2 202970 329806 6.61% 1.411%
2 5.101 382 385 392 rvB 69827 99480 1.99% 0.426%
3 5.589 462 468 478 rBVY 479350 826111 16.56% 3.535%
4 7.216 739 745 758 rBvY 311854 604377 12.12% 2.586%
5 7.568 799 805 822 rBVY 998150 1804519 36.18% 7.721%

8.038 879 885 891 rBv2 183486 318911 6.39% 1.365%
8.361 932 940 951 rBV 928287 1602975 32.14% 6.859%
9.219 1079 1086 1104 rBV 841639 1581491 31.71% 6.767%
10.876 1361 1368 1382 rVB 247338 488584 9.80% 2.091%
13.325 1777 1785 1797 rBV 2394304 3680323 73.80% 15.747%

=
QO ~NO®

11 14.717 2015 2022 2031 rBV 468799 776796 15.58% 3.324%
12 16.215 2270 2277 2291 rBV 1751900 2992356 60.00% 12.804%
13 17.484 2484 2493 2506 rBV 631751 1025262 20.56% 4_387%
14 20.093 2930 2937 2947 rBV 3632975 4987094 100.00% 21.339%
15 21.637 3196 3200 3206 rVB2 50699 76263 1.53% 0.326%

16 21.790 3220 3226 3236 rVB 659603 1123134 22.52% 4._.806%
17 25.127 3785 3794 3809 rvB2 340902 1053834 21.13% 4 _509%

Sum of corrected areas: 23371316
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG092316\

Data File : BG024129.D

Acg On : 24 Sep 2016 18:23

Operator : UM/SJ

ﬁ?ggle i H4897-01 MW-03D-092116
ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_G\METHODS\8270-BG092316.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG024129.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG092316\

Data File : BG024129.D

Acg On : 24 Sep 2016 18:23

Operator : UM/SJ

ﬁ?ggle i H4897-01 MW-03D-092116
ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG092316 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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.

5.10 6.24 ng 99480 1,4-Dichlorobenzene-d4 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Oxirane, [(1-methylethoxy)methyl]- 116 C6H1202 004016-14-2 39
3 n-Propyl t-butyl ether 116 C7H160 1000334-81-9 28
4 Butanedioic acid, diazo-, dimeth... 172 C6H8N204 055514-36-8 25
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 16

Abundance Scan 385 (5.101 min): BG024129.D (-382) (-) m/z 43.05 100.00%
43
5000 I\\M
T ik 50 550 540 |
O Ml 7 .',I M0 ot 267 A2 474 Tnzz 59.05 63.12%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 URBE AR SRR RS R
4.80 5.00 5.20 5.40
m/z 101.05 20.41%
101
0"WWV'””i""P"'I"”I""I”"I"'W""I'”
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance
43
4.80 5.00 520 5.40
5000 m/z 58.05 17.91%
45 101
L L o L B UL L L UL W
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #8367: n-Propyl t-butyl ether
509 4.80 5.00 5.20 5.40
m/z 39.15 9.33%
5000 101
29
0'“"I‘”“I""P"'I"”I""I”"I"'W""I'”
mz-> 0 50 100 150 200 250 300 350 400 450 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG092316\

Data File : BG024129.D

Acg On : 24 Sep 2016 18:23

Operator : UM/SJ

ﬁ?ggle i H4897-01 MW-03D-092116
ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG092316 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown7.57 Concentration Rank 1

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

7.57 113.17 ng 1804520 1,4-Dichlorobenzene-d4 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Diethyl sulfone 122 C4H1002S 000597-35-3 23
2 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 14
3 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 14
4 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 14
5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 10

Abundance Scan 805 (7.568 min): BG024129.D (-799) (-) m/z 132.05 100.00%
132
68
5000
© QF 159 217 250 370 417443 720 740 780 780 800
0 b L 189 217 280 870 417443 m/z 68.05 61.13%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #9686: Diethyl sulfone
29
66
5000 UL LR I L
94 720 7.0 7.60 7.80 8.00
m/z 66.05 40.97%
122
AL 1 o o e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
132
720 7.40 7.60 7.80 8.00
5000 97 m/z 134.05 32.70%
3 70
L U A U U UL UL WL AL o
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #14503: 1H-Benzimidazole, 2-methyl- R L
132 7.20 7.40 7.60 7.80 8.00
m/z 69.05 26.75%
5000
15‘3194\§31 H104
m/z--> 0 50 100 150 200 250 300 350 400 450 720 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG092316\

Data File : BG024129.D

Acg On : 24 Sep 2016 18:23

Operator : UM/SJ

ﬁ?ggle i H4897-01 MW-03D-092116
ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG092316 .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... 5.10 6.2 ng 99480 1 8.04 318911 20.0
unknown? .57 7.57 113.2 ng 1804520 1 8.04 318911 20.0
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