LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080217\

Data File : BF097296.D

Aca On : 3 Aug 2017 1:48 Instrument :
Operator : SJ/JU BNA_F

Sample  : 14535-02 Gl
Misc i TRC-MW-101D
ALS Vial : 27 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-BF072517.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

1.963 10 13 23 rvVB 165040 226125 8.11% 1.104%
3.987 352 357 366 rvB 143070 221115 7.93% 1.080%
rBv 98043 149470 5.36% 0.730%
5.051 534 538 562 rBV 1622514 1920525 68.89% 9.377%
6.116 714 719 734 rBV 957769 1089883 39.09% 5.321%
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6.228 734 738 748 rVB 2473739 2409579 86.43% 11.765%
6.451 772 776 788 rVB 664633 599677 21.51% 2.928%
6.610 798 803 806 rBvV 2258057 2243007 80.45% 10.952%
7.022 869 873 876 rBV 1942501 1986149 71.24% 9.698%
7.734 990 994 1002 rBV 932301 799849 28.69% 3.905%

=
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11 8.816 1173 1178 1181 rBV 2976232 2787949 100.00% 13.612%
12 9.210 1242 1245 1251 rVB 36119 31750 1.14% 0.155%
13 9.475 1287 1290 1297 rBV 809369 741807 26.61% 3.622%
14 10.263 1420 1424 1436 rBV 1386668 1437020 51.54% 7.016%
15 10.951 1537 1541 1546 rBV 742330 642173 23.03% 3.135%

16 12.533 1805 1810 1814 rBV 1978820 2078000 74.54% 10.146%

17 13.463 1962 1968 1974 rBvV4 18905 37671 1.35% 0.184%
18 13.574 1983 1987 1991 rBV 593940 587312 21.07% 2.868%
19 14.421 2129 2131 2135 rBV 36120 33190 1.19% 0.162%

20 14.915 2210 2215 2220 rBV 412709 458678 16.45% 2.240%

Sum of corrected areas: 20480929
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080217\
Data File : BF097296.D

Aca On : 3 Aug 2017 1:48

Operator : SJ/JU

Sample : 14535-02

Misc :

ALS Vial :© 27 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF072517 .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: BF097296.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080217\
Data File : BF097296.D

Aca On : 3 Aug 2017 1:48

Operator : SJ/JU

Sample = 14535-02

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.58 4.99 ng 149470 1,4-Dichlorobenzene-d4 6.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 25
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 3-Heptanol, 4-methyl- 130 C8H180 014979-39-6 9

Abundance Scan 458 (4.581 min): BF097296.D (-454) (-) m/z 43.00 100.00%
43.0
59.0
5000
e T e
101.0
420 4.40 4.60 4.80 5.00
e b 308 L 880 | "m/z 59.00 52.05%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 AREE AR AR LS RN
59.0 420 440 4.60 4.80 5.00
m/z 58.00 14.04%
e 880 w0
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59.0
420 440 460 4.80 5.00
5000 41.0 m/z 101.00 13.91%
31.0
69.0 870
15.0 51.0 98.0
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8346: 2-Hexanol, 2—methy|— LI L L B LB N B
59.0 420 4.40 4.60 4.80 5.00
m/z 41.10 9.77%
5000
410 101.0
150 310 [} s10,,| 690 830
m/z--> 10 20 30 40 50 60 70 8 9 100 110 420 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080217\
Data File : BF097296.D

Aca On : 3 Aug 2017 1:48

Operator : SJ/JU

Sample = 14535-02

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 3 unknown6.23 Concentration Rank 1

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

6.23 80.36 ng 2409580 1,4-Dichlorobenzene-d4 6.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 738 (6.228 min): BF097296.D (-734) (-) m/z 132.00 100.00%
132.0
5000 68.1
[rrrryrrrTyTrT T T T T T
40.1 40 | %.1 5.80 6.00 6.20 6.40 6.60
Y PO e X B N 2 S [ N m/z 68.10 39.15%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 R UL AR I
5.80 6.00 6.20 6.40 6.60
310 510 ‘ m/z 134.10 32.38%
| P H | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
580 6.00 6.0 6.40 6.60
5000 m/z 66.10 25.64%
104.0
140 270 300 510 600770 g9, 115.0
wwwwmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal e
132.0 5.80 6.00 6.20 6.40 6.60
m/z 69.05 15.19%
5000 67.0
41.0 97.0
53.0
117.0
'W”'W”'W”'“L'WJ“W”Lm'ﬁi?”ﬂ'”ﬂ'”'v”'v”'l”"' IREBE N SRS S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.80 6.00 6.20 6.40 6.60

8270-BF072517.M Thu Aug 03 16:04:16 2017 Page: 4



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080217\
Data File : BF097296.D

Acq On : 3 Aug 2017 1:48

Operator : SJ/JU

Sample - 14535-02

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072517 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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... 4.58 5.0 ng 149470 1 6.45 599677 20.0
unknown6 .23 6.23 80.4 ng 2409580 1 6.45 599677 20.0
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