LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042418\
Data File : BF104775.D

Aca On : 24 Apr 2018 23:42

Operator : JU/SJ

Sample : PB108528BL

Misc :

ALS Vial : 26 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 F\METHODS\8270-BF040618.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 5.028 496 500 510 rBV 76089 99599 3.45% 0.462%
2 5.434 564 569 572 rBVY 2411153 2419084 83.85% 11.214%
3 6.457 737 743 746 rBY 2376924 2401504 83.24% 11.132%
4 6.581 760 764 768 rBVY 2563640 2569842 89.07% 11.913%
5 6.810 799 803 806 rBV 664957 582139 20.18% 2.699%

6.963 825 829 833 rBV 2246586 2073747 71.88% 9.613%
7.375 894 899 902 rBV 1528561 1504339 52.14% 6.973%
8.092 1017 1021 1028 rBV 912091 771953 26.76% 3.578%
9.169 1199 1204 1207 rBV 3244967 2885040 100.00% 13.374%
9.851 1316 1320 1331 rVB 881687 810261 28.08% 3.756%

=
QO ~NO®

11 10.645 1450 1455 1469 rBV 1481016 1429742 49.56% 6.628%
12 11.339 1569 1573 1580 rBV 790510 687169 23.82% 3.185%

13 12.733 1807 1810 1815 rVB 37615 34276 1.19% 0.159%
14 12.927 1838 1843 1846 rBV 2522356 2282139 79.10% 10.579%
15 13.445 1927 1931 1936 rBV2 32262 39117 1.36% 0.181%

16 13.986 2019 2023 2033 rVB 568639 593133 20.56% 2.749%
17 15.463 2270 2274 2281 rBV 276854 389349 13.50% 1.805%

Sum of corrected areas: 21572433
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA F\DATA\BF042418\

BF104775.D

24 Apr 2018 23:42

JussJ

PB108528BL

26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042418\
Data File : BF104775.D

Aca On : 24 Apr 2018 23:42

Operator : JU/SJ

Sample : PB108528BL

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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.

5.03 3.42 ng 99599 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 40
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 3-Hvdroxv-3-methvIl-2-butanone 102 C5H1002 000115-22-0 12
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 500 (5.028 min): BF104775.D (-496) (-) m/z 42.95 100.00%
43
59
5000
101
| 83 460 4.80 5.00 5.20 5.40
S OSSN~ m/z 59.00 60.72%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 [rerryrrrTyTrT T T T T T T
59 4.60 4.80 5.00 5.20 5.40
m/z 101.00 24 .21%
15 31 101
‘ \M‘ Ll 51 \‘ 83 Il ‘
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 480 500 520 540
5000 M m/z 58.00 15.97%
68
50 126 14
mﬁmﬁmﬂwﬂmﬁ
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4324: 3-Hydroxy-3-methyl-2-butanone RS S e S
59 460 4.80 5.00 5.20 5.40
m/z 41.00 11.22%
5000 43
31
]75 : ‘ \‘\ an 69 8\7
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 | | 4.60 480 5.00 520 5.0
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042418\
Data File : BF104775.D

Aca On : 24 Apr 2018 23:42

Operator : JU/SJ

Sample : PB108528BL

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 unknown6.58 Concentration Rank 1

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

6.58 88.29 ng 2569840 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
2 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
3 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 5-Aminoindole 132 C8H8N2 005192-03-0 9

Abundance Scan 764 (6.581 min): BF104775.D (-760) (-) m/z 132.00 100.00%
5000 68
40 % 620 640 6.60 6.80 7.00
54 . . . . .
87 | e uls m/z 68.10 40.17%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance #52379: Tranylcypromine-propiony!
57 132
74
5000 98 116 SRS AARSE RAARE SRR
6.20 6.40 6.60 6.80 7.00
m/z 134.00 31.85%
'|“'w'“'vﬂ”|““w'“bv'g%'“H@RZ“M"“'Pl“l“'w'%§?'“|“'w'}ﬁ?“'
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance
132
620 640 6.60 6.80 7.00
5000 m/z 66.00 25.38%
104
39 51 65 78 o 117
A AR A KRN KRR RRARS REAL) RARAN LAARS LR LAY LA LARAY EAARN SARR) RARLS LALRS LARRY
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance #14510: 4-Methylpyrrolo[1,2-a]pyrazine e e R
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 16.48%
5000 104
39 52 g5 78
'|'“4i“"N“"thw"mh'“'gg"v't"%EZ'“' h""'W"”I'”'I“"P"W"” SRR ARERE NS R
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 6.20 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF042418\
Data File : BF104775.D

Acq On : 24 Apr 2018 23:42

Operator : JU/SJ

Sample : PB108528BL

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618_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... 5.03 3.4 ng 99599 1 6.81 582139 20.0
unknown6 .58 6.58 88.3 ng 2569840 1 6.81 582139 20.0
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