LSC Area Percent Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011118\
Data File : BF102025.D

Aca On : 11 Jan 2018 18:19

Operator : SJ/JU

Sample : J1013-01

Misc :

ALS Vial : 9 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-BF010918.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 4.934 475 484 495 rVB 291513 428598 9.13% 1.131%
2 5.340 547 553 556 rBY 4442884 4695571 100.00% 12.391%
3 6.363 721 727 731 rBV 4106415 4695784 100.00% 12.392%
4 6.498 745 750 753 rBY 4460524 4588844 97.72% 12.109%
5 6.551 757 759 765 rBV 70745 68627 1.46% 0.181%

6.728 785 789 792 rBV 1305824 1109047 23.62% 2.927%
6.881 811 815 819 rBV 3873299 3612915 76.94% 9.534%
7.293 879 885 888 rBV 3048463 2936761 62.54% 7.750%
8.004 1002 1006 1010 rBV 1534476 1388020 29.56% 3.663%
8.563 1098 1101 1105 rBV 122918 98572 2.10% 0.260%

=
QO ~NO®

11 9.086 1184 1190 1193 rBV 4783905 4284838 91.25% 11.307%
12 9.481 1253 1257 1260 rBV 894355 669732 14.26% 1.767%
13 9.757 1300 1304 1308 rBV 1341078 1242223 26.45% 3.278%
14 10.475 1422 1426 1429 rBV 257446 210109 4_.47% 0.554%
15 10.545 1433 1438 1441 rBV 2230017 1993739 42.46% 5.261%

16 11.239 1552 1556 1560 rBV 1211039 970783 20.67% 2.562%
17 11.769 1642 1646 1650 rBV 60100 62331 1.33% 0.164%
18 12.827 1821 1826 1829 rBV 3037058 2737044 58.29% 7.223%
19 13.722 1975 1978 1983 rBV 122038 126385 2.69% 0.334%
20 13.869 2000 2003 2007 rBV 949703 902295 19.22% 2.381%

21 15.292 2240 2245 2249 rBV 873044 1007051 21.45% 2.657%
22 17.215 2568 2572 2578 rVBS8 38939 65830 1.40% 0.174%

Sum of corrected areas: 37895099
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LSC Report - Integrated Chromatogram

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011118\
Data File : BF102025.D

Aca On : 11 Jan 2018 18:19

Operator : SJ/JU

Sample : J1013-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF010918.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance
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Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011118\
Data File : BF102025.D

Aca On : 11 Jan 2018 18:19

Operator : SJ/JU

Sample : J1013-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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.

4.93 7.73 ng 428598 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 25
3 1-Propen-2-o0l. acetate 100 C5H802 000108-22-5 10
4 N.N"-Bis(2-methvl-2-nitrosopenta... 258 C12H22N204 094514-30-4 10
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 483 (4.928 min): BF102025.D (-475) (-) m/z 43.00 100.00%
43.0
59.0
5000
| e ™ T k0 oo sk |
o) BT NSNS | R i S m/z 59.00 52.01%
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 I UL I L
59.0 460 480 500 520
0,
150 4, 1010 m/z 101.10 15.04%
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
460 480 500 520
5000 41.0 m/z 58.00 14 .04%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3686: l—Propen—Z—oI, acetate LA L L B L N BB
43.0 460 4.80 5.00 5.20
m/z 41.05 9.11%
5000
58.0
0 15‘.0 27\.0 | ‘\ L 72‘.0 109.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011118\
Data File : BF102025.D

Aca On : 11 Jan 2018 18:19

Operator : SJ/JU

Sample : J1013-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 unknown6.50 Concentration Rank 1

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

6.50 82.75 ng 4588840 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 750 (6.498 min): BF102025.D (-745) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 AR R L S
400 540 | 6.20 6.40 6.60 6.80
0 ..,....,....,...:,"!...,:!..,::.-.|,..':.,??:9,...'.,.':..,1.1.“?-9,....,-'...,... m/z 68.10 38.50%
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 R L S
6.20 6.40 6.60 6.80
2.0 510 ‘ m/z 134.00 33.63%
0 L1 H 1 L 1
LA L LR L IR IR IR NN INRARE LA AR BRSNS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 640 6.60 6.80
5000 67.0 m/z 66.00 24.82%
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 AL B L LA L N B B
132.0 6.20 6.40 6.60 6.80
m/z 69.05 15.80%
5000
104.0
ol 140 270 390 510 00770 g0 || 150 ||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011118\
Data File : BF102025.D

Aca On : 11 Jan 2018 18:19

Operator : SJ/JU

Sample : J1013-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 Benzophenone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.47 3.38 ng 210109 Acenaphthene-d10 9.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 97
2 2-(2-0x0-2-phenvl-ethvI)-malonon... 184 C11H8N20 1000296-76-9 47
3 N-Methoxv-N-methvlbenzamide 165 C9H11NO2 006919-61-5 47
4 1-Propanone. 2-bromo-1-phenvl- 212 C9H9BroO 002114-00-3 47
5 Benzenebutanoic acid, .gamma.-oxo- 178 C10H1003 002051-95-8 47
Abundance Scan 1425 (10.469 min): BF102025.D (-1422) (-) m/z 105.00 100.00%
105.0
77.0
5000 182.1
51.0
152.0 10.20 10.40 10.60 10.80
o...,....,.."..,....,.9.1;1.,.'...,12]6.-‘?.,..:.,...., m/z 77.00 67.64%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47241: Benzophenone
105.0
77.0
5000 LN BN SULRLN BN SULE
182.0 10,20 10.40 10.60 10.80
51.0 m/z 182.10 40.50%
0 27.0 | 910 || 1260 1520
miz--> 20 40 60 80 100 120 140 160 180
Abundance
105.0
77.0 10,20 10.40 10.60 10.80
5000 m/z 50.95 29.24%
51.0
o 37.0 91.0 1280 1540 1840
miz--> 20 40 60 80 100 120 140 160 180
Abundance #34635: N-Methoxy-N-methylbenzamide
105.0 10.20 10.40 10.60 10.80
m/z 106.00 8.46%
77.0
5000
51.0
0 28.0 | |, 91.0 | 119.0134.0 165.0
m/z--> 20 40 60 80 100 120 140 160 180 10,20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011118\
Data File : BF102025.D

Aca On : 11 Jan 2018 18:19

Operator : SJ/JU

Sample : J1013-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 n-Nonadecanol-1 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.72 2.80 ng 126385 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 93
2 5-Eicosene. (B)- 280 C20H40 074685-30-6 91
3 1-Docosene 308 C22H44 001599-67-3 91
4 1-Nonadecene 266 C19H38 018435-45-5 87
5 n-Heptadecanol-1 256 C17H360 001454-85-9 87
Abundance Scan 1978 (13.722 min): BF102025.D (-1975) (-) m/z 57.00 100.00%
57.0 83.1
5000
153.0 1891 2211 3001 13.40 13.60 13.80 14.00
Obrrrrrrrlig m/z 83.10 88.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131391: n-Nonadecanol-1
55.0
5000 UL BN B
13.40 13.60 13.80 14.00
29.0 m/z 55.00 87.18%
m/z--> ﬁo 45 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55.0
83.0 13.40 13.60 13.80 14.00
5000 m/z 43.10 84 .49Y%
29.0 111.0
o 139.0 167.0 196.0 223.0 252.0 280.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #151538: 1-Docosene e A REEEEEasS
13.40 13.60 13.80 14.00
m/z 97.10 78.19%
5000
125.0
o 153.0 181.0 308.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13%0 13%0 13%0 1450 '
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Tentatively ldentified Compound (LSC) summary

Data Path : U:\HPCHEM1\BNA_F\DATA\BF011118\
Data File : BF102025.D

Acq On : 11 Jan 2018 18:19

Operator : SJ/JU

Sample : J1013-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF010918_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 .93 7.7 ng 428598 1 6.73 1109050 20.0
unknown6 .50 6.50 82.8 ng 4588840 1 6.73 1109050 20.0
Benzophenone 10.47 3.4 ng 210109 3 9.76 1242220 20.0
n-Nonadecanol-1 13.72 2.8 ng 126385 5 13.87 902295 20.0
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