LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080118\
Data File : BF107904.D

Aca On : 1 Aug 2018 22:05

Operator : JU/SJ

Sample = J4250-01

Misc :

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 F\METHODS\8270-BF073018.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 5.189 481 485 494 rBV 195470 238744 5.11% 0.778%
2 5.601 552 555 579 rBV 784067 1497237 32.06% 4.877%
3 6.607 722 726 744 rBV 382621 973268 20.84% 3.170%
4 6.736 744 748 783 rVV 2558846 3605891 77.21% 11.746%
5 6.966 783 787 808 rVvVv 424958 902223 19.32% 2.939%

7.119 809 813 841 rVB 2460574 3212767 68.79% 10.465%
7.530 879 883 906 rBV 1564085 2630760 56.33% 8.569%
8.242 1001 1004 1032 rBV 716068 1147419 24.57% 3.738%
9.319 1182 1187 1203 rBV 3565059 4670350 100.00% 15.213%
9.707 1250 1253 1263 rBV 307425 382356 8.19% 1.245%

=
QO ~NO®

11 10.001 1299 1303 1320 rBV 1125137 1250223 26.77% 4.072%
12 10.613 1405 1407 1412 rVB 90717 69671 1.49% 0.227%
13 10.801 1435 1439 1459 rBV 2060761 2999084 64.22% 9.769%
14 11.501 1554 1558 1573 rBV 804952 1200455 25.70% 3.910%
15 12.001 1640 1643 1647 rBV2 62675 76091 1.63% 0.248%

16 13.083 1822 1827 1847 rBV 3165483 3803927 81.45% 12.391%
17 13.954 1972 1975 1982 rBV2 52278 58083 1.24% 0.189%

18 14.154 2005 2009 2024 rBV 613735 1026712 21.98% 3.344%
19 15.683 2265 2269 2285 rVB 507195 954454 20.44% 3.109%

Sum of corrected areas: 30699715
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF080118\
Data File : BF107904.D

Aca On 1 Aug 2018 22:05

Operator : JU/SJ

Sample : J4250-01

Misc :

ALS Vial :© 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF073018.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF107904.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080118\
Data File : BF107904.D

Aca On : 1 Aug 2018 22:05

Operator : JU/SJ

Sample : J4250-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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.

5.19 5.29 ng 238744 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 42
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 38
4 3-Octanol 130 C8H180 000589-98-0 33
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33

Abundance Scan 485 (5.189 min): BF107904.D (-481) (-) m/z 43.00 100.00%
43.0
59.0
5000
100 480 500 520 540 5.60
o...,....,....,....-,'::..,..:-Ii..??-,g....f‘ﬁ:o..,...:,|....,. m/z 59.00 64.16%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 AR N UL LS
59.0 480 500 520 540 5.60
0
150 a0 1010 m/z 58.00 18.53%
: 83.0
Ot e e e
m/z--> 10 20 30 40 50 60 70 8 90 100 110

Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
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5000 m/z 101.00 18.32%
41.0
29.0 101.0
(L L) 800 1 730 86.0 |
o S MM
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Abundance #8346: 2-Hexanol, 2-methyl- A e R
59.0 4.80 5.00 5.20 5.40 5.60

m/z 41.00 9.21%
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m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 500 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080118\
Data File : BF107904.D

Aca On : 1 Aug 2018 22:05

Operator : JU/SJ

Sample : J4250-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 unknown6.74 Concentration Rank 1

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

6.74 79.93 ng 3605890 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 749 (6.742 min): BF107904.D (-744) (-) m/z 132.00 100.00%
132.0
5000 68.0 [L\
96.0 LA S SR R
40.0 54.0 6.40 6.60 6.80 7.00
ol |.'.8,1-9..!,':.1.1“?-?..-J.,....,....,.... m/z 68.00  36.02%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 LA SRR AR
6.40 6.60 6.80 7.00
310 5L0 m/z 134.00 33.20%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 23.82%
41.0 97.0
‘ ‘ 117.0
ob— -“i“- .‘L‘_*%l’.o,“.“l‘.‘.?ﬁl"?.‘.‘; o "‘I "H'I ———
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! R LARRE R
57.0 132.0 6.40 6.60 6.80 7.00
m/z 96.00 13.60%
74.0
5000 9go 1160
Ouuuuluuu‘u‘l‘u‘uu‘u‘hl||“|||‘H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0| A mE e R e
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF080118\
Data File : BF107904.D

Acq On : 1 Aug 2018 22:05

Operator : JU/SJ

Sample - J4250-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF073018_-M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.19 5.3 ng 238744 1 6.97 902223 20.0
unknown6 .74 6.74 79.9 ng 3605890 1 6.97 902223 20.0
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