LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082418\
Data File : BM016587.D

Aca On : 24 Aug 2018 14:27

Operator : SJ/JU

Sample = J4522-05

Misc :

ALS Vial : 10 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
1 5.552 379 385 401 rBV 855197 1532673 6.09% 2.070%
2 7.187 657 663 678 rBV 474216 950379 3.78% 1.283%
3 7.534 716 722 740 rBVY 2386852 3904718 15.52% 5.273%
4 8.010 797 803 817 rBV 452638 825857 3.28% 1.115%
5 8.322 849 856 872 rBVY 2657733 4338407 17.25% 5.859%

9.193 996 1004 1018 rBV 1594217 2802432 11.14% 3.785%
10.816 1271 1280 1293 rBV 514350 986918 3.92% 1.333%
13.263 1690 1696 1709 rBV 7416687 10044453 39.93% 13.565%
14.110 1836 1840 1848 rBVY 200168 306912 1.22% 0.414%
14.651 1926 1932 1941 rBV 940888 1479794 5.88% 1.998%

=
QO ~NO®

11 16.139 2178 2185 2206 rBV 8458584 11713206 46.56% 15.818%
12 17.392 2392 2398 2410 rBV 1592908 2359258 9.38% 3.186%
13 18.245 2539 2543 2549 rBV3 278590 389496 1.55% 0.526%
14 19.510 2755 2758 2768 rBV6 196408 307942 1.22% 0.416%
15 19.980 2833 2838 2848 rBV 22478361 25155231 100.00% 33.971%

16 21.533 3098 3102 3109 rBV 2790738 3511948 13.96% 4.743%
17 23.815 3485 3490 3500 rvVB 1808321 3438487 13.67% 4.644%

Sum of corrected areas: 74048111
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM082418\
Data File : BM016587.D

Aca On : 24 Aug 2018 14:27

Operator : SJ/JU

Sample : J4522-05

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082118.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM016587.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082418\
Data File : BM016587.D

Aca On : 24 Aug 2018 14:27

Operator : SJ/JU

Sample : J4522-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082118_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2
R.T. EstConc Area Relative to ISTD R.T.
7.53 94 .56 ng 3904720 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3H-1.2-Dithiol-3-one. 5-methvl- 132 C4H40S2 003620-08-4 22
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 14
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 11
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
5 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
Abundance Scan 721 (7.528 min): BM016587.D (-716) (-) m/z 132.00 100.00%
13%.0
5000 66.1
w01 . 97'1 " J L6o1 720 7.40 7.60 7.80
o UMM 5 S | NN - S m/z 66.10  48.27%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13684: 3H-1,2-Dithiol-3-one, 5-methyl-
132.0
5000 67.0

7.20 7.40 7.60 7.80
m/z 68.10 40.62%

44.0 N 103.0
-ttt
m/z--> 40 60 80 100 120 140 160 180
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132.0
S
970 7.20 7.40 7.60 7.80
5000 £ m/z 134.00 30.88%
310 44 100
S S R A S . R |
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl O EAmEE e R
57.0 132.0 7.20 7.40 7.60 7.80
m/z 69.05 26.53%
74.0
116.0
5000 98.0
b e o L | aseo  amo
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082418\
Data File : BM016587.D

Aca On : 24 Aug 2018 14:27

Operator : SJ/JU

Sample : J4522-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082118_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Tridecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.25 3.30 ng 389496 Phenanthrene-d10 17.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 95
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 45
4 n-Decanoic acid 172 C10H2002 000334-48-5 42
5 Undecanoic acid 186 C11H2202 000112-37-8 38

Abundance Scan 2544 (18.251 min): BM016587.D (-2539) (-) m/z 73.10 100.00%
. 213.2
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m/z 213.20 84.89%

o 295.2 355.3 418.1

m/z--> 50 100 150 200 250 300 350 400
Abundance #65565: Tridecanoic acid

-

5000
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m/z 60.10 74.61%

04
m/z--> 50 100 150 200 250 300 350 400
Abundance #92227: n-Hexadecanoic acid
43.0
18.00 18.20 18.40 18.60
5000 m/z 41.05 59.85%
H ﬁ'loi 1220 4710 2130 200
ottt e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #75072: Tetradecanoic acid s i
73.0 18.00 18.20 18.40 18.60
0
41.0 m/z 69.20 58.71%
5000 129.0
185.0
228.0
o I REEER R R RS RS R
m/z--> 50 100 150 200 250 300 350 400 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\BM082418\
Data File : BM016587.D

Acq On : 24 Aug 2018 14:27

Operator : SJ/JU

Sample - J4522-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM082118_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 94.6 ng 3904720 1 8.01 825857 20.0
Tridecanoic acid 18.25 3.3 ng 389496 4 17.39 2359260 20.0
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