LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050817\
Data File : BF095007.D

Aca On > 9 May 2017 6:14

Operator : SJ/MA

Sample : PB98739BL

Misc :

ALS Vial : 24 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-BF050217 .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

5.037 523 527 538 rBV 125826 242742 7.61% 1.095%
5.660 629 633 659 rBV 1525811 2379126 74.57% 10.729%
rBvV 1656893 2297222 72.01% 10.359%
7.378 920 925 939 rVB 2031040 2606909 81.71% 11.756%
7.713 978 982 996 rVB 448508 530348 16.62% 2.392%
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7.954 1018 1023 1035 rBV 1720317 2016264 63.20% 9.092%
8.613 1130 1135 1163 rBV 1169593 1595173 50.00% 7.194%
9.730 1321 1325 1339 rBvV 554621 776568 24 .34% 3.502%
11.507 1622 1627 1644 rBV 2404602 3190281 100.00% 14.387%
12.566 1802 1807 1821 rBV2 581916 823099 25.80% 3.712%

=
QO ~NO®

11 13.860 2021 2027 2050 rBV 1001500 1528162 47.90% 6.891%
12 14.965 2210 2215 2230 rBV 496684 710888 22.28% 3.206%

13 17.136 2581 2584 2588 rBB 70237 65127 2.04% 0.294%
14 17.289 2605 2610 2614 rBV 2012157 2342117 73.41% 10.562%
15 18.059 2737 2741 2747 rBV2 51883 48642 1.52% 0.219%

16 18.630 2834 2838 2853 rBvV 415227 537671 16.85% 2.425%
17 20.300 3118 3122 3131 rBV 361134 484770 15.20% 2.186%

Sum of corrected areas: 22175109

8270-BF050217.M Tue May 09 18:25:21 2017 Page: 1



LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI\BNA F\DATA\BF050817\
Data File : BF095007.D

Aca On > 9 May 2017 6:14

Operator : SJ/MA

Sample : PB98739BL

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050217 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF095007.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050817\
Data File : BF095007.D

Aca On > 9 May 2017 6:14

Operator : SJ/MA

Sample : PB98739BL

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050217 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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.

5.04 9.15 ng 242742 1,4-Dichlorobenzene-d4 7.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 528 (5.042 min): BF095007.D (-523) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 SHUNUNNE Hh S ——
| | 83.0 480 5.00 520 5.40
ot e e e e m/z 59.00 62.86%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L UL UL I
59.0 480 500 520 5.40
0
150 4, 1010 m/z 101.10 24 .57%
0'”IJ”P'Nﬂ'Wm“'P”h'”W”'Eﬁql”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 5.00 520 5.40
5000 41.0 m/z 58.00 15.85%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3152: 5-Hexen-2-one e A ma
43.0 480 5.00 520 5.40
m/z 41.00 11.68%
5000
55.0
15.0 27.0
b T g | 710830 980 A
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050817\
Data File : BF095007.D

Aca On > 9 May 2017 6:14

Operator : SJ/MA

Sample : PB98739BL

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050217 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown7.38 Concentration Rank 1

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

7.38 98.31 ng 2606910 1,4-Dichlorobenzene-d4 7.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 35
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 925 (7.378 min): BF095007.D (-920) (-) m/z 132.00 100.00%
132.0
5000 68.1
00 500 || orn 0 s J 7h 7o 740 7k 7o
O L R A T e m/z 68.10 37.52%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 R
5000 R UL I R N
7.00 7.20 7.40 7.60 7.80
310 510 m/z 134.00 32.51%
0""'H‘ll'H'l'l""l""l""'l""l""l""l""
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
7.00 7.20 7.40 7.60 7.80
5000 67.0 m/z 66.05 22.22%
41.0 97.0
117.0
o 54,0 81.0
miz--> 40 60 80 100 120 140 160 180 It
Abundance #52379: Tranylcypromine-propionyl R R
57.0 132.0 7.00 7.20 7.40 7.60 7.80
4.0 m/z 69.10 14.93%
5000 98.0 116.0
Ouuuuluuu‘u‘l‘u‘uu‘u‘hl||“|||‘H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0|
m/z--> 40 60 80 100 120 140 160 180 7.00 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050817\
Data File : BF095007.D

Aca On > 9 May 2017 6:14

Operator : SJ/MA

Sample : PB98739BL

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050217 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 4 Hexadecanoic acid, 1,1-dime... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.14 2.42 ng 65127 Chrysene-di12 18.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. 1.1-dimethvle... 312 C20H4002 031158-91-5 83
2 Hexadecanoic acid. 2-methvlpropv... 312 C20H4002 000110-34-9 53
3 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 41
4 Cvclobutane. 1-hexvl-2.3-dimethvl- 168 C12H24 055170-84-8 35
5 Pentadecane, 8-methylene- 224 C16H32 055668-09-2 32
Abundance Scan 2585 (17.142 min): BF095007.D (-2581) (-) m/z 56.00 100.00%
56.0
5000
257.3
83.0 129.1 UV AR R
185.1 213.2 16.80 17.00 17.20 17.40
Ot vt m/z 57.10 58.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154967: Hexadecanoic acid, 1,1-dimethylethyl ester
56.0
5000 N A 'PA"'l T
29.0 16.80 17.00 17.20 17.40
630 129 m/z 41.00 40.72%
0 “ h “ \‘H\ H\ Al 157.0 185 0 213 0 ] 25‘7 0281 0 312.0
m/z--> 25 45 60 80 100 150 140 160 180 200 220 240 260 2éo 360
Abundance
57.0
16,80 17.00 17.20 17.40
5000 m/z 43.00 38.45%
239.0
29.0
0 850 129.0 157.0 185.0 213.0 282.0 312.0
R R R A RN A R KRN LA LS RN LA RAALN LARSN EAARN AR N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154932: Hexadecanoic acid, butyl ester
56.0 16.80 17.00 17.20 17.40
m/z 73.00 35.59Y%
5000
290 257.0
129.0 .
0 J | HSﬁP\m , | 157.0 1850 2130 | \ 2830 3120
m/z--> 2'0 4'0 6|0 80 1(')0 150 140 160 180 200 220 240 260 280 3(')0 ' 16.80 17.00 17.20 17.'40 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050817\
Data File : BF095007.D

Acq On > 9 May 2017 6:14

Operator : SJ/MA

Sample - PB98739BL

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
Quant Title : 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... 5.04 9.2 ng 242742 1 7.71 530348 20.0
unknown? .38 7.38 98.3 ng 2606910 1 7.71 530348 20.0
Hexadecanoic acid... 17.14 2.4 ng 65127 5 18.63 537671 20.0
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