LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102116\
Data File : BF090719.D

Aca On : 21 Oct 2016 19:08

Operator : UM/SJ

Sample = PB94209BL

Misc :

ALS Vial : 63 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-BF102116.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 5.057 236 238 248 rBV 977022 1616806 21.96% 2.731%
2 5.469 271 274 277 rBVY 4244604 6370627 86.52% 10.761%
3 6.497 361 364 366 rBY 5162859 6385132 86.72% 10.785%
4 6.623 372 375 378 rBVY 5306672 6060245 82.31% 10.236%
5 6.852 393 395 406 rBY 1193510 1377507 18.71% 2.327%

7.012 406 409 411 rBV 5269792 5157368 70.05% 8.711%
7.423 442 445 447 rBV 3079278 4148172 56.34% 7.007%
1369518 1779975 24.17% 3.007%
8.257 516 518 532 rVB 29426 76941 1.04% 0.130%
9.217 599 602 605 rBV 6487947 7362898 100.00% 12.437%
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11 9.606 634 636 639 rBvV 83646 94257 1.28% 0.159%
12 9.892 658 661 664 rBVY 2280831 2185372 29.68% 3.691%
13 10.680 727 730 733 rBV2 3429001 4447615 60.41% 7.512%
14 11.378 788 791 803 rBV 2110857 2087636 28.35% 3.526%
15 12.966 927 930 933 rBV 5959658 7112088 96.59% 12.013%

16 13.869 1006 1009 1019 rBV 68567 138450 1.88% 0.234%
17 14.018 1019 1022 1024 rBV 1564227 1644077 22.33% 2.777%
18 15.447 1144 1147 1150 rBV 819059 1158141 15.73% 1.956%

Sum of corrected areas: 59203307
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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:\HPCHEMI\BNA F\DATA\BF102116\

BF090719.D

21 Oct 2016 19:08

UM/SsJ

PB94209BL

63 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102116.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 F\DATA\BF102116\
Data File : BF090719.D

Aca On : 21 Oct 2016 19:08

Operator : UM/SJ

Sample : PB94209BL

Misc :

ALS Vial : 63 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102116.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.

5.06 23.47 ng 1616810 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 42
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 238 (5.057 min): BF090719.D (-236) (-) m/z 43.10 100.00%
43
59
5000
101 480 500 520 5.40
I A1 M < N NN R (- =S 3 T -0 1
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000
59 4.80 5.00 5.20 5.40
m/z 101.10 16.88%
15 31 101
0 | 25,7 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
4.80 5.00 5.20 5.40
5000 m/z 58.10 16.65%
41
53 73 86
e S I S SULIULS SURILIL IS IULILS SULI LS LI LI
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8116: 2-Hexanol, 2-methyl-
50 4.80 5.00 5.20 5.40
m/z 41.10 8.81%
5000
a1 101
15 31 53 69 83
0"'l""|'"'|""|'U"|"‘l“i"'"|""|"''|'"'l""l' R L I L
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102116\
Data File : BF090719.D

Aca On : 21 Oct 2016 19:08

Operator : UM/SJ

Sample : PB94209BL

Misc :

ALS Vial : 63 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102116.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 unknown6.62 Concentration Rank 1

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

6.62 87.99 ng 6060250 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 12
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 375 (6.623 min): BF090719.D (-372) (-) m/z 132.00 100.00%
132
5000 68 /\
" % J 530 6 650 650 7H0
54
0 .':7?...],41.0?.1.1?.. || m/Z  68.05  46.42%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14006: 5-Aminoindole
132
5000 IRESE AR NS A
620 6.40 6.60 6.80 7.00
104 m/z 134.00 34.35%
51 66 77
ol 14 27 39 2 7 ‘1 89 | 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance
57 132
74 620 640 6.60 6.80 7.00
5000 gg 116 m/z 66.10 29.38%
158 189
R S B S S UL W BRI
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal

132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 18.37%

5000 67
41 97
53 117
| 107
...,.”.,.... TAMBPON 7 A AN |

] ‘ \m‘ \‘ I
miz--> 20 80 100 120 140 160 180 620 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF102116\
Data File : BF090719.D

Acq On : 21 Oct 2016 19:08

Operator : UM/SJ

Sample - PB94209BL

Misc :

ALS Vial : 63 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102116 .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... 5.06 23.5 ng 1616810 1 6.85 1377510 20.0
unknown6 .62 6.62 88.0 ng 6060250 1 6.85 1377510 20.0
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