LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\Data\BM033117\
Data File : BM009483.D

Aca On : 31 Mar 2017 20:46

Operator : SJ/MA

Sample = 12462-05

Misc :

ALS Vial : 12 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:\HPCHEM1I\BNA M\METHODS\8270-BM032217 .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 4.970 316 320 327 rBV 93396 132130 1.54% 0.315%
2 5.422 389 397 405 rBY 1231154 1804179 21.07% 4.297%
3 7.005 659 666 677 rBV 675628 1064443 12.43% 2.535%
4 7.375 719 729 739 rBVY 2427187 3788763 44.26% 9.024%
5 7.846 803 809 818 rVB 475511 755784 8.83% 1.800%

8.163 856 863 872 rBV 2309557 3765418 43.98% 8.968%
9.010 999 1007 1018 rBV 2014095 3303263 38.58% 7.868%
10.646 1278 1285 1291 rBV 576371 961713 11.23% 2.291%
13.104 1696 1703 1710 rBV 4492537 6505059 75.98% 15.494%
14.487 1933 1938 1946 rBV2 744891 1183201 13.82% 2.818%

=
QO ~NO®

11 15.981 2186 2192 2209 rBV 3508555 4760151 55.60% 11.338%
12 17.239 2400 2406 2414 rBV2 1009454 1439049 16.81% 3.427%
13 19.857 2845 2851 2857 rBV 7198286 8561006 100.00% 20.390%
14 21.416 3111 3116 3123 rBV 1599591 2027013 23.68% 4.828%
15 23.739 3504 3511 3519 rBV 975664 1934455 22.60% 4.607%

Sum of corrected areas: 41985627
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA M\Data\BM033117\
Data File : BM009483.D

Aca On : 31 Mar 2017 20:46

Operator : SJ/MA

Sample = 12462-05

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Z:\HPCHEM1\BNA M\METHODS\8270-BM032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\Data\BM033117\
Data File : BM009483.D

Aca On : 31 Mar 2017 20:46

Operator : SJ/MA

Sample = 12462-05

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM032217_.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.

4.97 3.50 ng 132130 1,4-Dichlorobenzene-d4 7.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 Butane 58 C4H10 000106-97-8 9
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 2-Propanol. 1.1"-I(1-methvl-1.2-... 192 C9H2004 001638-16-0 9
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 9

Abundance Scan 320 (4.970 min): BM009483.D (-316) (-) m/z 43.10 100.00%
43
59
5000
101 SRR N U LA
4.60 4.80 500 520 5.40
e 88807221 | i eg 10 61.37%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 S N R L
4.60 4.80 500 520 5.40
m/z 101.10 15.37%
'I'"'I'?&'f'"wl""??"}?%"'l""I""I""""I""I"
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220
Abundance
43
460 480 500 520 540
5000 29 m/z 58.05 14 _.68%
58
1 15
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #3099: 5-Hexen-2-one
43 4.60 4.80 500 520 5.40
m/z 41.00 10.39%
5000
- 55
SAaaaRaRaRssnss |'7}'??"??""|""|" T TT T[T T
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 4.60 4.80 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\Data\BM033117\
Data File : BM009483.D

Aca On : 31 Mar 2017 20:46

Operator : SJ/MA

Sample = 12462-05

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM032217_.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 2 unknown7.38 Concentration Rank 1

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

7.38 100.26 ng 3788760 1,4-Dichlorobenzene-d4 7.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 14
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 14
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
5 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 9

Abundance Scan 730 (7.381 min): BM009483.D (-719) (-) m/z 132.10 100.00%
132
68
5000
0o || % TR T T 7R Tk
m/z 68.10 56.02%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13666: 1,3,4-Thiadiazole-2(3H)-thione, 5-methyl-
56 132
5000 R R UL L
7.00 7.20 7.40 7.60 7.80
m/z 66.10 40.78%
27 42
...1.5,.“.‘2.,‘a‘..‘.“‘,1.726,.?.1.,....,.. L e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
132
69 SRS AR L L R
104 7.00 7.20 7.40 7.60 7.80
5000 m/z 134.00 31.98%
31 51
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #48639: Tranylcypromine-propionyl e e REam e n s )
57 132 7.00 7.20 7.40 7.60 7.80
24 m/z 69.10 25.62%
5000 og 116
U R I '”Iv"‘ml'“"lﬁm"MW"h '|"'¥5?""| }??'I" T S R UL L
m/z--> 20 40 60 80 100 120 140 160 180 200 7.00 7.20 7.40 7.60 7.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\Data\BM033117\
Data File : BM009483.D

Acq On : 31 Mar 2017 20:46

Operator : SJ/MA

Sample - 12462-05

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\8270-BM032217 .M
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]
2-Pentanone, 4-hy... 4_97 3.5 ng 132130 1 7.85 755784 20.0
unknown? .38 7.38 100.3 ng 3788760 1 7.85 755784 20.0
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