LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM082718\

Data File : BM016614.D

Aca On : 27 Aug 2018 19:40 Instrument :
Operator : SJ/JU gmgﬁgamleM'
a?zgle ; J4648-04 5324}8$$
ALS Vial : 18 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 M\METHODS\8270-BM082118 .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

5.545 379 384 400 rBV 1369017 2215781 24.02% 5.288%
7.181 656 662 683 rBVY 1437026 2397862 25.99% 5.722%
rBvV 1735326 2938335 31.85% 7.012%
8.004 796 802 819 rBv2 416122 729485 7.91% 1.741%
8.322 848 856 868 rBV 1293855 2221590 24.08% 5.302%
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9.186 998 1003 1018 rBV 789805 1522435 16.50% 3.633%
10.810 1273 1279 1290 rBV 452584 831396 9.01% 1.984%
13.257 1689 1695 1707 rBV 2715111 3998066 43.34% 9.541%
14.104 1832 1839 1849 rBVY 315582 497197 5.39% 1.187%
14.645 1925 1931 1943 rBV3 843400 1264906 13.71% 3.019%
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11 16.139 2179 2185 2198 rBV 4300019 5927201 64.26% 14.145%
12 17.386 2392 2397 2411 rBV 1264365 1930044 20.92% 4.606%
13 18.245 2538 2543 2550 rBV3 145695 229299 2.49% 0.547%
14 19.974 2832 2837 2844 rBV 8205139 9224434 100.00% 22.013%
15 21.209 3043 3047 3053 rBvV8 88602 170214 1.85% 0.406%

16 21.533 3097 3102 3111 rBV 2221123 2936016 31.83% 7.007%
17 23.815 3484 3490 3500 rVB 1449708 2869912 31.11% 6.849%

Sum of corrected areas: 41904173
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082718\
Data File : BM016614.D

Aca On : 27 Aug 2018 19:40

Operator : SJ/JU

Sample : J4648-04

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082118_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: BM016614.D
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Abundance TIC: BM016614.D
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Abundance TIC: BM016614.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082718\
Data File : BM016614.D

Aca On : 27 Aug 2018 19:40

Operator : SJ/JU

Sample : J4648-04

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082118_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 unknown7.53 Concentration Rank 1

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

7.53 80.56 ng 2938340 1,4-Dichlorobenzene-d4 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 14
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 14
3 3H-1.2-Dithiol-3-one. 5-methvl- 132 C4H40S2 003620-08-4 14
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI02 014203-19-1 10

Abundance Scan 721 (7.528 min): BM016614.D (-715) (-) m/z 132.00 100.00%
132.0
5000 66.1 /k
96.1 A S I R U
381 7.20 7.40 7.60 7.80
ol b Ay A o8 38 o 66.10 49.58%
m/z--> 50 100 150 200 250 300 350
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132.0
97.0
5000
7.20 7.40 7.60 7.80
0
310 700 m/z 68.10 40.89%
0= 'J'W'b!h“ U UL UL SRR UL B
m/z--> 50 100 150 200 250 300 350
Abundance #14013: 1H-Benzimidazole, 2-methyl-
132.0
7.20 7.40 7.60 7.80
5000 m/z 134.00 31.84%
0 2?.0‘“ “63‘L0“ \110?0
m/z--> 50 100 150 200 250 300 350
Abundance #13684: 3H-1,2-Dithiol-3-one, 5-methyl- O EAm T e S RRE!
132.0 7.20 7.40 7.60 7.80
m/z 69.05 27 .14%
5000 67.0
103.0
0....',‘.‘.“..,“...‘.................,.
m/z--> 50 100 150 200 250 300 350 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082718\
Data File : BM016614.D

Aca On : 27 Aug 2018 19:40

Operator : SJ/JU

Sample : J4648-04

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082118_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 3 unknownl8.24 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.24 2.38 ng 229299 Phenanthrene-d10 17.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 42
2 Tridecanoic acid 214 C13H2602 000638-53-9 38
3 Thiazolol4.5-dlpvrimidin-7(4H)-one 213 C7H7N30S2 1000153-89-3 27
4 1H-Pyrido(4.3-b)indole. 2.3.4.5-... 228 C15H20N2 004290-21-5 18
5 Undecanoic acid 186 C11H2202 000112-37-8 15

Abundance Scan 2542 (18.239 min): BM016614.D (-2538) (-) m/z 73.05 100.00%

73.0 218.2

5000

18.00 18.20 18.40 18.60

0 m/z 213.20 94 .54%
m/z--> 50 100 150 200 250 300 350
Abundance #92228: n-Hexadecanoic acid
43.0 73.0
5000 256.0 ----|----|----‘|----|---‘
129.0 18.00 18.20 18.40 18.60
213.0 m/z 60.10 83.99Y%
1.0, 157.0185.0 I
m/z--> 50 100 150 200 250 300 350
Abundance #65566: Tridecanoic acid
73.0
43.0 18.00 18.20 18.40 18.60
5000 m/z 55.10 68.29%
129.0
1710 2140
o | ]
A A
m/z--> 50 100 150 200 250 300 350
Abundance #65122: Thiazolo[4,5-d]pyrimidin-7(4H)-one
213.0 18.00 18.20 18.40 18.60
m/z 69.20 63.68%
180.0
5000
28.0
71.0
99.0 153,0
o A WLy
m/z--> 50 100 150 200 250 300 350 18.00 18.20 18.40 18.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM082718\
Data File : BM016614.D

Acq On : 27 Aug 2018 19:40

Operator : SJ/JU

Sample - J4648-04

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM082118_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown7 .53 7.53 80.6 ng 2938340 1 8.00 729485 20.0
unknownl18.24 18.24 2.4 ng 229299 4 17.39 1930040 20.0
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