LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM081518\

Data File : BM016404.D

Aca On : 16 Aug 2018 06:49 Instrument :

Operator : SJ/JU gmgﬁgamleM'

agmple : J4462-01 O&Bl&ﬂPgF{}B
isc :

ALS Vial : 29 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

5.645 396 401 413 rBV 140208 235452 13.57% 3.174%
7.286 675 680 695 rBv 74436 144681 8.34% 1.950%
rBB 317159 525526 30.29% 7.083%
8.110 814 820 828 rBB 101459 166255 9.58% 2.241%
8.428 867 874 886 rBB 528790 845103 48.72% 11.391%
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9.298 1015 1022 1036 rBV 335719 586314 33.80% 7.903%
10.922 1292 1298 1312 rBB 106265 178796 10.31% 2.410%
13.363 1707 1713 1725 rBV 904312 1210065 69.75% 16.310%
14.745 1942 1948 1956 rVB 135495 199957 11.53% 2.695%
16.015 2160 2164 2169 rBB 61007 69424 4._00% 0.936%

=
QO ~NO®

11 16.233 2196 2201 2216 rBB 420190 596261 34.37% 8.037%
12 17.480 2408 2413 2422 rBV 169712 245693 14.16% 3.312%
13 18.327 2553 2557 2566 rBV2 15558 21392 1.23% 0.288%
14 20.062 2846 2852 2858 rBV 1554719 1734760 100.00% 23.382%
15 21.615 3111 3116 3122 rBV 258393 329159 18.97% 4._437%

16 23.938 3506 3511 3523 rVB 172364 330318 19.04% 4.452%

Sum of corrected areas: 7419156
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM081518\

Data File : BM016404.D

Aca On : 16 Aug 2018 06:49

Operator : SJ/JU

ﬁ?ggle i J4462-01 081318-TIPC-F-D-B
ALS Vial : 29 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: BM016404.D
1400000
1200000
1000000
800000
600000 8.43

400000 7.64 9.30

200000
5.65 729 8.11 10.92

e L

Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: BM016404.D

20,06
1400000

1200000

1000000 13.36

800000

600000

16.23
400000

200000 14.74 17.48
16.02 18.33
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Time-->12.00 12,50 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50
Abundance TIC: BM016404.D

1400000
1200000
1000000
800000
600000
400000

2161 23.94
200000 J\

I

Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM081518\

Data File : BM016404.D

Aca On : 16 Aug 2018 06:49

Operator : SJ/JU

ﬁ?ggle i J4462-01 081318-TIPC-F-D-B
ALS Vial : 29 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 unknown7.64 Concentration Rank 2

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

7.64 63.22 ng 525526 1,4-Dichlorobenzene-d4 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.4-trifluoro- 132 C6H3F3 000367-23-7 22
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 14
3 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 10
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 10
5 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 10

Abundance Scan 740 (7.639 min): BM016404.D (-734) (-) m/z 132.00 100.00%
132.0
5000 66.1 j\k
40.0 e
i 5|4|'° | | 7.0 %l'l 7.40 7.60 7.80 8.00
S A S 1 | I N PR | R m/z 66.10 45_35%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13917: Benzene, 1,2,4-trifluoro-
132.0
5000 630  g10 740 7.60 7.80 8.00
m/z 68.10 43.02%
31.0 50.0 10|1.011|2.0
n [P | A | il L | 1 il
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132.0
740 7.60 7.80 8.00
5000 m/z 134.00 34.89%
33.0 44.0 00 105.0
"WH'W“'WL'W““Wﬁqﬂ“'JL'“§QQHJWHMWH'W““|““l“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13666: 1,3,4-Thiadiazole-2(3H)-thione, 5-methyl- R BEREEmmEes
56.0 132.0 7.40 7.60 7.80 8.00
m/z 69.10 25.45%
5000
15'0 21.‘0‘ 42.? 1 ‘ ‘ 76\.0 91.0 “
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM081518\

Data File : BM016404.D

Aca On : 16 Aug 2018 06:49

Operator : SJ/JU

ﬁ?ggle i J4462-01 081318-TIPC-F-D-B
ALS Vial : 29 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.
16.02 6.94 ng 69424 Acenaphthene-d10 14.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethvl citrate 276 C12H2007 000077-93-0 86
2 EthvImalonic acid dipropvl ester 216 C11H2004 001113-91-3 72
3 1-Amino-2-methvInaphthalene 157 C11H11N 002246-44-8 40
4 2-Chlorobenzoic acid. pentadecvl... 366 C22H35CI102 1000292-43-0 38
5 2-Chlorobenzoic acid, hexadecyl ... 380 C23H37Cl02 070152-86-2 28
Abundance Scan 2165 (16.021 min): BM016404.D (-2160) (-) m/z 157.00 100.00%
157.0
5000
115.0
43|-° 86.9 203.1 " 15.80 16.00 16.20 16.40
L S m/z 115.00 33.54%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #103736: Ethyl citrate
157.0
29.0 B B B B R
2000 115.0 15.80 16.00 16.20 16.40
203.0 m/z 43.00 15.90%
I| 60.0 87.0 ) 231.0 277.0
m/z--> 25 40 60 85 100 120 150 160 180 200 220 240 260 280
Abundance #66572: Ethylmalonic acid dipropy! ester
157.0
At
15.80 16.00 16.20 16.40
5000 43.0 115.0 m/z 203.10 11.16%
87.0
N L] 18§0
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #27863: 1-Amino-2-methylnaphthalene B B
157.0 15.80 16.00 16.20 16.40
m/z 111.00 9.64%
5000
27.0 51.0 Wolmolﬁq
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\BM081518\

Data File : BM016404.D

Acq On : 16 Aug 2018 06:49

Operator : SJ/JU

ﬁ?ggle i J4462-01 081318-TIPC-F-D-B
ALS Vial : 29 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? .64 7.64 63.2 ng 525526 1 8.11 166255 20.0
Ethyl citrate 16.02 6.9 ng 69424 3 14.74 199957 20.0
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