LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1I\BNA M\DATA\BMO70918\
Data File : BM015867.D
Aca On : 10 Jul 2018 08:53 Instrument :
Operator : SJ/JU EFA%Q el

- _ lentosampleld :
3?22Ie - J3891-08 72-12002-RBR-RBR-VNJ-230
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 M\METHODS\8270-BM070518 .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 5.316 337 345 356 rBV 225073 352157 4.83% 1.192%
2 5.798 421 427 448 rBV 1261035 1993406 27.34% 6.746%
3 7.445 700 707 725 rBV 1204991 1979205 27.15% 6.698%
4 7.816 764 770 791 rBVY 1630214 2630646 36.08% 8.902%
5 8.292 845 851 861 rBV 239367 412003 5.65% 1.394%

8.616 900 906 922 rBV 1161619 1923032 26.38% 6.508%
9.481 1046 1053 1072 rBvV 944209 1590062 21.81% 5.381%
313185 525940 7.21% 1.780%
13.539 1735 1743 1753 rBV 2467180 3591246 49.26% 12.153%
14.915 1971 1977 1987 rBV2 459284 702163 9.63% 2.376%
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11 16.398 2222 2229 2253 rBV 2449378 3444761 47.25% 11.657%
12 17.645 2435 2441 2453 rBV 649190 940022 12.89%% 3.181%
13 20.209 2871 2877 2882 rBV 6144694 7290292 100.00% 24.670%
14 21.756 3134 3140 3146 rBV 860651 1164754 15.98% 3.942%
15 24.150 3541 3547 3557 rBV 505770 1011232 13.87% 3.422%

Sum of corrected areas: 29550921
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO70918\

Data File : BM015867.D

Aca On : 10 Jul 2018 08:53

Operator : SJ/JU

ﬁ?gg'e - J3891-08 72-12002-RBR-RBR-VNJ-230
ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070518_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: BM015867.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO70918\

Data File : BM015867.D

Aca On : 10 Jul 2018 08:53

Operator : SJ/JU

ﬁ?gg'e - J3891-08 72-12002-RBR-RBR-VNJ-230
ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070518_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.32 17.09 ng 352157 1,4-Dichlorobenzene-d4 8.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Propvlamine 59 C3HO9N 000107-10-8 40
3 1-Butene. 4-ethoxv- 100 C6H120 044611-46-3 23
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
5 Butane 58 C4H10 000106-97-8 9

Abundance Scan 346 (5.322 min): BM015867.D (-337) (-) m/z 43.05 100.00%
43.0
5000 591
toud 500 520 540 560
ol 8O 2010 g 10 48,690
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 U S IR LR
5.00 5.20 5.40 5.60
59.0 m/z 101.10 17.57%
270 H g0 1010
0"'|““'W“"|”"V“'“J“"|”"|“"|”"|“"|“"
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
30.0
500 520 540 560
5000 m/z 58.00 12.44%
59.0
14.0
G S S I SR L S S L WY SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3753: 1-Butene, 4-ethoxy- e A RARY
31.0 5.00 5.20 5.40 5.60
m/z 41.10 10.71%
59.0
5000
‘ 85.0
0 “'|'"wm'“h|'“'|""w'"|'“'|""w"'|"“|"" U S IR LR
m/z--> 20 40 60 80 100 120 140 160 180 200 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO70918\

Data File : BM015867.D

Aca On : 10 Jul 2018 08:53

Operator : SJ/JU

ﬁ?gg'e - J3891-08 72-12002-RBR-RBR-VNJ-230
ALS Vial : 23 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070518_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 2 unknown7.82 Concentration Rank 1

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

7.82 127.70 ng 2630650 1,4-Dichlorobenzene-d4 8.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 14
2 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 14
3 3H-1.2-Dithiol-3-one. 5-methvl- 132 C4H40S2 003620-08-4 14
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 14
5 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI02 014203-19-1 12

Abundance Scan 771 (7.822 min): BM015867.D (-764) (-) m/z 132.00 100.00%
132.0
5000 68.1 K
401 o1 750 760 70 800 520
0 114. 206.9 m/z 68.10 43.60%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13666: 1,3,4-Thiadiazole-2(3H)-thione, 5-methyl-
56.0 132.0
5000 RIS R AR AR A

7.40 7.60 7.80 8.00 8.20
m/z 66.10 36.34%

210 1780 90 |
o SRR P PSR 8 S AN S L.
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
132.0
P e
7.40 7.60 7.80 8.00 8.20
5000 m/z 134.00 32.06%
104.0
63.0
39.0 88,0
o) RSNSOI
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13684: 3H-1,2-Dithiol-3-one, 5-methy!- L B B
132.0 740 760 780 800 820

m/z 69.10 21.23%

5000 67.0
44.0 103.0
0 1 H Iy Il
----|----|----|----|----|----|-- L L

m/z--> 20 40 60 80 100 120 140 160 180 200 740 7.60 7.80 8.00 8.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BMO70918\

Data File : BM015867.D

Acq On : 10 Jul 2018 08:53

Operator : SJ/JU

ﬁ?ggle - J3891-08 72-12002-RBR-RBR-VNJ-230
ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM070518_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]
2-Pentanone, 4-hy... 5.32 17.1 ng 352157 1 8.29 412003 20.0
unknown? .82 7.82 127.7 ng 2630650 1 8.29 412003 20.0
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