LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG090718\

Data File : BG036616.D

Aca On : 8 Sep 2018 4:05 Instrument :
Operator : JU/SJ BNA_G

Sample - J4809-04 ClientSampleld :
Misc - MS-DRUM-1-STONE
ALS Vial : 22 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:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG082318 .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

5.164 314 319 327 rVB 92412 142457 3.39% 0.701%
5.628 391 398 410 rBV 875010 1407323 33.47% 6.927%
rBv 803011 1396461 33.21% 6.873%
7.590 724 732 743 rBV 917028 1593929 37.91% 7.845%
8.054 805 811 818 rBV 207438 342650 8.15% 1.686%
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8.377 858 866 874 rBV 697447 1225704 29.15% 6.033%
9.218 1001 1009 1022 rVB 612513 1088696 25.89% 5.358%
10.863 1281 1289 1301 rVB 283477 511216 12.16% 2.516%
13.301 1697 1704 1712 rBV 1615811 2581696 61.40% 12.707%
14.682 1931 1939 1948 rBV2 447941 752448 17 .89% 3.703%

=
QO ~NO®

11 16.162 2184 2191 2211 rBV 1248849 1986143 47.23% 9.776%
12 17.420 2399 2405 2412 rBV 650308 987815 23.49% 4.862%
13 20.028 2843 2849 2865 rBV 3139692 4204848 100.00% 20.696%
14 21.685 3124 3131 3140 rBV 660205 1119116 26.61% 5.508%
15 24.899 3667 3678 3696 rBvV2 281460 976846 23.23% 4._.808%

Sum of corrected areas: 20317348
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG090718\

Data File : BG036616.D

Aca On : 8 Sep 2018 4:05

Operator : JU/SJ

a?ggle i J4809-04 MS-DRUM-1-STONE
ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_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: BG036616.D
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Abundance TIC: BG036616.D
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Abundance TIC: BG036616.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG090718\

Data File : BG036616.D

Aca On : 8 Sep 2018 4:05

Operator : JU/SJ

a?ggle i J4809-04 MS-DRUM-1-STONE
ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.16 8.32 ng 142457 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 17
3 Formamide. N.N-diethvl- 101 C5H11NO 000617-84-5 9
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 9
5 3-Pentanol 88 C5H120 000584-02-1 9

Abundance Scan 318 (5.158 min): BG036616.D (-314) (-) m/z 43.10 100.00%
431
59.1
5000
1011 SRR AN SRR RN
| 83.1 | 4.80 5.00 520 5.40
R R e e R R L e R m/z 59.10 61.53%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 2h 5o 5 s
0
150 4, 1010 m/z 101.10 21.15%
wl . 83.0 .
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
480 500 520 540
5000 41.0 m/z 58.10 19.74%
rerrereprereprree e B0 180 a0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4094: Formamide, N,N-diethyl-
30.0 58.0 480 5.00 520 5.40
' m/z 41.10 7.20%
101.0
5000 44.0
86.0
|
I 1 (N L I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 520 5.40

8270-BG082318.M Mon Sep 10 15:25:09 2018 Page: 3



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG090718\

Data File : BG036616.D

Aca On : 8 Sep 2018 4:05

Operator : JU/SJ

a?ggle i J4809-04 MS-DRUM-1-STONE
ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_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 unknown7.59 Concentration Rank 1

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

7.59 93.04 ng 1593930 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 (5-MethvI-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 1,2,4-Trifluorobenzene 132 C6H3F3 000367-23-7 9

Abundance Scan 732 (7.590 min): BG036616.D (-724) (-) m/z 132.10 100.00%
13R.1
5000 68.1
96.1 R L L L
40.0 541 ‘ 7.20 7.40 7.60 7.80 8.00
..,....,....,...:,".'...,!.'..,::.'.|,..':.,??.?,...'.,.':..,1.1.“?9,....,~'...,... m/z 68.10 46.58%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132.0
5000 R I L LR
7.20 7.40 7.60 7.80 8.00
m/z 134.10 32.41%
150 280 39.0 520 030 770 900 1040 ..,
miz--> "15"'25"'3'6"26"55"235"'7'0"'é‘o’"'gb'"1'66"1'16"1'56"1’:';0"1'216"
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
720 740 7.60 7.80 8.00
5000 m/z 66.10 29.97%
33.0 44.0 00 105.0
"I”"P"W'L”I'L'Iﬁqﬂ"”l:”llﬁgﬂ"il'”hl”"P"W T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile R R R
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.10 17.82%
5000
92.0
27,0 390 510 ﬁ07w | %0470
I 0~ 0 0 it ot g gy MR B P NP AR oty SR O
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG090718\

Data File : BG036616.D

Acq On : 8 Sep 2018 4:05

Operator : JU/SJ

a?ggle i J4809-04 MS-DRUM-1-STONE
ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG082318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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... 5.16 8.3 ng 142457 1 8.05 342650 20.0
unknown? .59 7.59 93.0 ng 1593930 1 8.05 342650 20.0
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