LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF111417\
Data File : BF100551.D

Aca On : 14 Nov 2017 19:09

Operator : SJ/JU

Sample : 16388-07

Misc :

ALS Vial : 16 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-BF110817.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 2.198 16 19 27 rVB 22831 36034 1.51% 0.172%
2 5.110 510 514 523 rBV 366954 457006 19.09% 2.175%
3 5.504 576 581 584 rBY 2313571 2337571 97.64% 11.127%
4 6.510 746 752 761 rBVY 2336680 2393959 100.00% 11.395%
5 6.651 772 776 780 rBVY 2401209 2315026 96.70% 11.019%

6.886 812 816 819 rBV 907478 763310 31.88% 3.633%
7.039 838 842 846 rVvB 2056132 1828128 76.36% 8.702%
7.445 906 911 914 rBV 1582718 1447110 60.45% 6.888%
8.169 1029 1034 1037 rBV 1032421 957818 40.01% 4 _559%
8.716 1123 1127 1131 rBV 134756 104116 4 _.35% 0.496%

=
QO ~NO®

11 9.239 1211 1216 1219 rBV 2721569 2338804 97.70% 11.133%
12 9.627 1279 1282 1286 rBV 236095 175939 7.35% 0.837%
13 9.922 1328 1332 1335 rBV 1040878 864861 36.13% 4.117%
14 10.627 1449 1452 1456 rVB 312390 254286 10.62% 1.210%
15 10.704 1461 1465 1469 rBV 1060983 978555 40.88% 4.658%

16 11.404 1581 1584 1587 rBV 836714 729911 30.49% 3.474%

17 11.427 1587 1588 1591 rVB 46774 27853 1.16% 0.133%
18 12.615 1787 1790 1793 rBV 45895 36163 1.51% 0.172%
19 12.845 1824 1829 1833 rBV 34352 37249 1.56% 0.177%

20 12.986 1849 1853 1857 rBV 1744963 1524452 63.68% 7.256%

21 13.874 2000 2004 2014 rBVZ2 70767 96261 4.02% 0.458%
22 14.045 2029 2033 2036 rBV 813146 759089 31.71% 3.613%
23 15.515 2278 2283 2290 rBV2 413095 545221 22.77% 2.595%

Sum of corrected areas: 21008722
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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

\\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111417\

BF100551.D

14 Nov 2017 19:09

SJ/Ju

16388-07

16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF111417\
Data File : BF100551.D

Aca On : 14 Nov 2017 19:09

Operator : SJ/JU

Sample : 16388-07

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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.

5.11 11.97 ng 457006 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 514 (5.110 min): BF100551.D (-510) (-) m/z 43.00 100.00%
43.0
59.0
5000
1011 T 5k 550 50
o il S0 |l 00 830 | e 00 55,575
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 AR A SRR AN AR
4.80 500 5.20 5.40
59.0 1010 m/z 101.10 16.90%
0 270 | 510 ‘ 690 830910 [
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
570 480 500 520 540
5000 m/z 58.00 15.08%
20.0 101.0
0 15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- R R e R
59.0 4.80 500 5.20 5.40
m/z 41.10 8.73%
5000 41.0
31.0
69.0 870
15.0 M 11| svop||| ‘ 98.0
L U SR I SIS UL RIS S SULI S WAL AR AR RN RS LR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF111417\
Data File : BF100551.D

Aca On : 14 Nov 2017 19:09

Operator : SJ/JU

Sample : 16388-07

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 unknown6.65 Concentration Rank 1

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

6.65 60.66 ng 2315030 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 776 (6.651 min): BF100551.D (-772) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.0 PSSP AARBE SRR R
401 540 | 6.40 6.60 6.80 7.00
Oyt et 880 L 1180 L m/z 68.10 40.83%
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 N
5000 IR S R R
6.40 6.60 6.80 7.00
2.0 510 m/z 134.00 31.94%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
" 640 6.60 6.80 7.00
5000 67.0 m/z 66.00 25.91%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole L L L L L L L B
132.0 6.40 6.60 6.80 7.00
m/z 69.10 15.71%
5000
104.0
ol 140 270 390 510 00770 g90 || 150 ||
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF111417\
Data File : BF100551.D

Aca On : 14 Nov 2017 19:09

Operator : SJ/JU

Sample : 16388-07

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 4 2-Hydroxy-iso-butyrophenone Concentration Rank 6

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

8.72 2.17 ng 104116 Naphthalene-d8 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hvdroxv-iso-butvrophenone 164 C10H1202 007473-98-5 90
2 Ethanol. 1l-methoxv-. benzoate 180 C10H1203 051835-44-0 64
3 Guanidine 59 CH5N3 000113-00-8 7
4 Formamide. N-methvl- 59 C2H5NO 000123-39-7 5
5 Acetamide 59 C2H5NO 000060-35-5 5

Abundance Scan 1128 (8.722 min): BF100551.D (-1123) (-) m/z 59.00 100.00%
59.0
5000
770 105.0
430 | 0 85 580 o0
ot b g ero | a200 05,00 31,510
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33322: 2-Hydroxy-iso-butyrophenone
59.0
5000 ILAAEAN SR SRS AR
8.40 860 880 9.00
43.0 77.0 105.0 m/z 77.00 26.16%
o 200 | | | . 91.0 M 1210 149.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance
59.0
840 8.60 8.80 9.00
5000 m/z 43.00 16.68%
75.0 105.0
43.0
0 121.0 1490 165.0180.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #256: Guanidine
43.0 59.0 8.40 860 8.80 9.00
m/z 106.00 16.12%
5000{ 18.0
0"'”I“H'WH"'i""P"'I""I'”'I""I"”I" ILAAEAN SR SRS AR
m/z--> 20 40 60 80 100 120 140 160 180 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF111417\
Data File : BF100551.D

Aca On : 14 Nov 2017 19:09

Operator : SJ/JU

Sample : 16388-07

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 5 Benzophenone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.63 5.88 ng 254286 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 97
2 Phenvl 4-pvridvl ketone 183 C12H9NO 014548-46-0 58
3 1.2-Propanedione. 1-phenvl- 148 C9H802 000579-07-7 47
4 1-Propanone. 2-bromo-1-phenvl- 212 C9H9BroO 002114-00-3 47
5 2-(2-0x0-2-phenyl-ethyl)-malonon... 184 C11H8N20 1000296-76-9 47
Abundance Scan 1452 (10.627 min): BF100551.D (-1449) (-) m/z 105.00 100.00%
106.0
77.0
5000 182.1
51.0 RN | U
1521 10.40 10.60 10.80 11.00
OS89 e 1280 e m/z 76.95 60.73%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47241: Benzophenone
105.0
77.0
5000 LB UL BULILILN B B
182.0 10,40 10.60 10.80 11.00
51.0 m/z 182.10 50.17%
0 27.0 ‘ L 910 | 1260 1520 I
miz--> 20 40 60 80 100 120 140 160 180
Abundance
105.0
77.0 183.0 10,40 10,60 10.80 11.00
5000 51.0 m/z 51.00 24 _.96%
127.0  154.0
L S L L W S L NI S L
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #23263: 1,2-Propanedione, 1-phenyl- A o e ma
105.0 10.40 10.60 10.80 11.00
m/z 50.00 8.25%
77.0
5000
51.0
150  37.0_| . 910 || 1220 1480
m/z--> 20 40 60 80 100 120 140 160 180 10,40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF111417\
Data File : BF100551.D

Aca On : 14 Nov 2017 19:09

Operator : SJ/JU

Sample : 16388-07

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 6 Pentafluoropropionic acid, ... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.87 2.54 ng 96261 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 95
2 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 95
3 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 95
4 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 95
5 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 95
Abundance Scan 2003 (13.868 min): BF100551.D (-2000) (-) m/z 57.10 100.00%
57
97.1
5000
01 291 g "J5l60 12580 14100 1420
0 B e L e e m/z 55.10 89.77%
m/z--> 50 100 150 200 250 300 350 400
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester
57.0
5000 LR BN SULRL L B
13.60 13.80 14.00 14.20
m/z 43.05 85.95%
oL260] L | “ \‘ ‘L 13 D 17702109 2550 356.0
m/z--> 50 150 200 250 300 350 400
Abundance
57.0
97.0 USRS SUN UL AR
13.60 13.80 14.00 14.20
5000 m/z 83.10 81.35%
169.0
o260 138.0 210.0 2550 406.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #164113: Trifluoroacetic acid, pentadecy! ester A R B REE BE e
57.0 13.60 13.80 14.00 14.20
97.0 m/z 97.10 T7.77%
5000
oL.28l0] | || ’ } }}400 1820 2550 gpg0
m/z--> 50 106 150 ééd B ééd 300 30 400 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF111417\
Data File : BF100551.D

Acq On : 14 Nov 2017 19:09

Operator : SJ/JU

Sample - 16388-07

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817_.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... 5.11 12.0 ng 457006 1 6.89 763310 20.0
unknown6 .65 6.65 60.7 ng 2315030 1 6.89 763310 20.0
2-Hydroxy-iso-but. .. 8.72 2.2 ng 104116 2 8.17 957818 20.0
Benzophenone 10.63 5.9 ng 254286 3 9.92 864861 20.0
Pentafluoropropio... 13.87 2.5 ng 96261 5 14.04 759089 20.0
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