LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG090718\
Data File : BG036617.D
Aca On : 8 Sep 2018 4:44 Instrument :
Operator : JU/SJ (BZII\!A_(tSS el

- - lentosampleld :
a?zgle : J4809-08 MS-SLUDGE-V24129
ALS Vial : 23 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

5.165 314 319 328 rVB 66298 104842 2.56% 0.545%
5.623 390 397 408 rBvV 830744 1326924 32.36% 6.902%
rBv 763320 1322943 32.27% 6.881%
7.585 723 731 744 rBV 900944 1530192 37.32% 7.959%
8.055 804 811 819 rVB 200161 331511 8.09% 1.724%
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8.379 858 866 876 rvB 676260 1155380 28.18% 6.010%
9.213 1001 1008 1020 rVB 579463 1045856 25.51% 5.440%
10.858 1281 1288 1296 rBV 265213 491902 12.00% 2.559%
13.302 1697 1704 1712 rBV 1598654 2516776 61.39% 13.091%
14.677 1932 1938 1946 rBV2 456010 740971 18.07% 3.854%

=
QO ~NO®

11 16.164 2185 2191 2207 rBV 988092 1599211 39.01% 8.318%
12 17.421 2399 2405 2420 rBvV 634913 983152 23.98% 5.114%
13 20.030 2843 2849 2861 rBV 3061994 4099943 100.00% 21.325%
14 21.687 3124 3131 3144 rBV 623736 1090629 26.60% 5.673%
15 24.895 3667 3677 3695 rBV3 242532 885324 21.59% 4._.605%

Sum of corrected areas: 19225556

8270-BG082318.M Mon Sep 10 15:25:17 2018 Page: 1



LSC Report - Integrated Chromatogram

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

Data File : BG036617.D

Aca On : 8 Sep 2018 4:44

Operator : JU/SJ

ﬁ?ggle i J4809-08 MS-SLUDGE-V24129
ALS Vial : 23 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: BG036617.D
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Abundance TIC: BG036617.D
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Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG036617.D
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Library Search Compound Report

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

Data File : BG036617.D

Aca On : 8 Sep 2018 4:44

Operator : JU/SJ

ﬁ?ggle i J4809-08 MS-SLUDGE-V24129
ALS Vial : 23 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_M
Quant Title : 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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.16 6.33 ng 104842 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 5-0Oxohexanenitrile 111 C6HONO 010412-98-3 9
3 3-Heptanol. 5-methvl- 130 C8H180 018720-65-5 9
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 9
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 9

Abundance Scan 318 (5.159 min): BG036617.D (-314) (-) m/z 43.10 100.00%
d.1
59.1
5000
| pnen O 450 5o 500 w0
T i m/z 59.10 56.84%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L AL AU IR B
59.0 480 500 520 540
m/z 58.10 19.90%
31.0 101.0
'“l“'w'“Tﬂ'“T“'w'”'w'“w'”?ﬁqw'“'m'“l“'w'“'v'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6108: 5-Oxohexanenitrile
43.0
480 5.00 5.20 5.40
5000 m/z 101.10 15.80%
150 270 58.0 680 g39 96.0 110.0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13701.: 3—Heptano|, 5—methy|— LI L L L L LB B
59.0 480 5.00 5.20 5.40
m/z 41.10 7.89%
83.0
5000 290 410
101.0
150 m‘ W mo | 1120 1280
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 480 5.00 5.20 5.40
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Library Search Compound Report

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

Data File : BG036617.D

Aca On : 8 Sep 2018 4:44

Operator : JU/SJ

ﬁ?ggle i J4809-08 MS-SLUDGE-V24129
ALS Vial : 23 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 92.32 ng 1530190 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 12
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10

Abundance Scan 732 (7.591 min): BG036617.D (-723) (-) m/z 132.10 100.00%
13R.1
5000 68.1
o1 sar || S 75 7k 780 ko 50
B L oMM 1| N m/z 68.10 44.77%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 LA UL LS L
7.20 7.40 7.60 7.80 8.00
310 510 m/z 134.10 32.97%
'w'“'w'“J”Jh'L'w'“l”'h'“'w'“l““l“'w'“'w'“l“'WH
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132.0
7.20 7.40 7.60 7.80 8.00
5000 m/z 66.10 30.79%
150 280 390 520 830 770 900 1040 .., ||
mz> 10 % 30 40 50 60 70 80 90 100 110 130 130 140 A
Abundance #14144: 5-Fluoro-2-chloropyrimidine R EEmEaEEsEEEE
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.10 18.29%
5000
33.0 44.0 00 105.0
"I”"P"W'L”I'L'Iﬁqﬂ"“l:”llﬁgﬂ"il'”hl”"P"W T A L UL A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.20 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

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

Data File : BG036617.D

Acq On : 8 Sep 2018 4:44

Operator : JU/SJ

ﬁ?ggle i J4809-08 MS-SLUDGE-V24129
ALS Vial : 23 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 6.3 ng 104842 1 8.06 331511 20.0
unknown? .59 7.59 92.3 ng 1530190 1 8.06 331511 20.0
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