LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM0O80618\

Data File : BM016209.D

Aca On : 07 Aug 2018 02:02 Instrument :

Operator : SJ/JU gmgﬁgamleM'

agmple : J4330-09 Oﬂm1&ﬂPgF4LB
isc :

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\HPCHEM1\BNA M\METHODS\8270-BM072318 .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

5.693 404 409 422 rBvV 249299 402448 14.54% 3.344%
7.334 683 688 699 rBvV 138901 252380 9.12% 2.097%
rBv 526445 888300 32.10% 7.380%
8.169 825 830 838 rBvV 164868 262886 9.50% 2.184%
8.493 878 885 897 rBvV 747502 1238447 44.75% 10.289%
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9.357 1025 1032 1045 rBvV 594961 1000694 36.16% 8.314%
10.986 1303 1309 1318 rBV 188967 315134 11.39% 2.618%
13.422 1717 1723 1736 rVB 1414992 1942078 70.18% 16.135%
14.798 1949 1957 1965 rBB2 243112 363658 13.14% 3.021%
16.069 2169 2173 2178 rBVY 49504 53895 1.95% 0.448%

=
QO ~NO®

11 16.286 2204 2210 2219 rBV 772450 1054956 38.12% 8.765%
12 17.533 2416 2422 2431 rVB2 306056 422310 15.26% 3.509%
13 18.380 2560 2566 2571 rBV 22870 29861 1.08% 0.248%
14 20.109 2855 2860 2866 rBV 2384042 2767242 100.00% 22.990%
15 21.662 3119 3124 3129 rBV 401952 517146 18.69% 4._.296%

16 24.009 3517 3523 3533 rvB2 273101 525169 18.98% 4_.363%

Sum of corrected areas: 12036604

8270-BM072318.M Tue Aug 07 16:41:58 2018 Page: 1



LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO080618\

Data File : BM016209.D

Aca On : 07 Aug 2018 02:02

Operator : SJ/JU

ﬁ?ggle i J4330-09 073018-TIPC-F-U-B
ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM072318_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: BM016209.D
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Abundance TIC: BM016209.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO080618\

Data File : BM016209.D

Aca On : 07 Aug 2018 02:02

Operator : SJ/JU

ﬁ?ggle i J4330-09 073018-TIPC-F-U-B
ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM072318_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 unknown7.69 Concentration Rank 2

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

7.69 67.58 ng 888300 1,4-Dichlorobenzene-d4 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI102 014203-19-1 16
2 3H-1.2-Dithiol-3-one. 5-methvl- 132 C4H40S2 003620-08-4 14
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 14
4 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 14
5 Pyrazolo(2,3-a)pyridine, 7-methyl- 132 C8H8N2 034760-58-2 14

Abundance Scan 749 (7.693 min): BM016209.D (-743) (-) m/z 132.00 100.00%
132.0
5000 68.1 /\\
40.1 L I R R
54.0 96.1 | T T T
7.40 7.60 7.80 8.00
8.0 105.0
o...,...!!'!...,!!.. !!-.'.|,. Jeoeso | 460 W w/z 68.10 43.78%
m/z--> 30 40 50 60 70 8 90 100 110 120 130 140
Abundance #13740: 1,3-Cyclopentanedione, 2-chloro-
132.0
5000 U IR L L R
69.0 7.40 7.60 7.80 8.00
39.0 57.0 ‘ m/z 66.10 40.90%
89.0 103.0
ok, Illlﬁhl §QH|LIH..| 18?..”,n..h,ﬂﬂ.w%%%9,..”, -
m/z--> 30 50 60 70 80 90 100 110 120 130 140
Abundance #13684: 3H-1,2-Dithiol-3-one, 5-methyl-
132.0
R A s L
7.40 7.60 7.80 8.00
5000 67.0 m/z 134.00 30.58%
440 g9 76.0 103.0
0"w"“|'“'|“'jwl'H"hl'“'l'“'lm"w"w"“l‘h'l“
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine R R b
132.0 7.40 7.60 7.80 8.00
m/z 69.10 23.93%
5000
33.0 44.0 0.0 105.0
0 609 ‘ 0 0 ‘ ‘ | 115.0 1
miz--> T % o e T 8 % 16 1 15 oo 1 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO080618\
Data File : BM016209.D

Aca On : 07 Aug 2018 02:02

Operator : SJ/JU

Sample = J4330-09

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM072318_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 Ethyl citrate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.07 2.96 ng 53895 Acenaphthene-d10 14.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethvl citrate 276 C12H2007 000077-93-0 86
2 Quinoline. 4.8-dimethvl- 157 C11H11IN 013362-80-6 40
3 Pvrimidine., 2-methvlthio-4-hvdro... 157 C5H7N30S 001074-41-5 38
4 2-Fluoro-6-nitrophenol 157 C6H4FNO3 001526-17-6 28
5 1-Amino-2-methylnaphthalene 157 C11H11N 002246-44-8 9
Abundance Scan 2173 (16.069 min): BM016209.D (-2169) (-) m/z 157.00 100.00%
157.0
5000
115.0
43.0 R DAL SUNILA SR SR
| 86.9 203.1 15.80 16.00 16.20 16.40
o} S T S S — m/z 115.00 35.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #103736: Ethyl citrate
157.0
5000  29.0 B B I I R
115.0 15,80 16.00 16.20 16.40
203.0 m/z 43.00 18.85%
ob | 6o.0 8.0 | | 2310 2170
m/z--> 25 40 60 85 100 120 150 160 180 200 220 240 260 280
Abundance #27851: Quinoline, 4,8-dimethyl-
157.0
15.80 16.00 16.20 16.40
5000 m/z 203.10 10.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #27910: Pyrimidine, 2-methylthio-4-hydroxy-6-amino- R e
157.0 15.80 16.00 16.20 16.40
m/z 111.00 9.96%
5000
68.0 110.0
43.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.80 16.00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BM0O80618\

Data File : BM016209.D

Acq On : 07 Aug 2018 02:02

Operator : SJ/JU

ﬁ?ggle i J4330-09 073018-TIPC-F-U-B
ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM072318_.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]
unknown? .69 7.69 67.6 ng 888300 1 8.17 262886 20.0
Ethyl citrate 16.07 3.0 ng 53895 3 14.80 363658 20.0
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