LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA G\DATA\BG040218\

Data File : BG033497.D

Aca On 2 Apr 2018 21:16 Instrument :

Operator : SJ/JU ?:'I\:gﬁ(t;Sam ol

3‘?”'0'6 : J2114-08 032718-TID£-E-D-S
isc :

ALS Vial : 20 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 G\METHODS\8270-BG031918.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 3.482 25 33 43 rBV 137907 255090 6.01% 1.572%
2 3.570 43 48 58 rvB 101664 160543 3.79% 0.989%
3 6.291 505 511 527 rBV 157749 366634 8.65% 2.259%
4 7.983 792 799 819 rBV 95521 281113 6.63% 1.732%
5 8.376 859 866 883 rBV 350322 761747 17 .96% 4.693%
6 8.870 943 950 960 rBV3 78630 194414 4 .58% 1.198%
7 9.199 998 1006 1019 rBV 503034 1039120 24.50% 6.402%
8 10.063 1146 1153 1172 rBV 415688 960496 22.65% 5.918%
9 11.749 1431 1440 1457 rBvV2 141719 353049 8.32% 2.175%
10 14.111 1832 1842 1865 rBVY 1453049 2552961 60.20% 15.729%
11 14.898 1965 1976 1985 rBvV 40448 71880 1.69% 0.443%

12 15.480 2069 2075 2083 rBvV2 328116 564266 13.31% 3.477%
13 16.955 2319 2326 2339 rBV 912933 1541044 36.34% 9.495%
14 18.212 2533 2540 2553 rBV2 431174 873546 20.60% 5.382%
15 19.005 2670 2675 2684 rBV6 23876 44625 1.05% 0.275%

16 20.732 2962 2969 2985 rBV 3022129 4240986 100.00% 26.129%
17 22.072 3192 3197 3207 rBv4 59620 122521 2.89% 0.755%
18 22.554 3271 3279 3293 rBV 443371 925548 21.82% 5.702%
19 24.428 3589 3598 3604 rBV6 22907 62354 1.47% 0.384%
20 26.314 3908 3919 3938 rBV 246545 858816 20.25% 5.291%

Sum of corrected areas: 16230753
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG040218\
Data File : BG033497.D

Aca On : 2 Apr 2018 21:16

Operator : SJ/JU

Sample : J2114-08

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG031918.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG033497.D
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG040218\
Data File : BG033497.D

Aca On : 2 Apr 2018 21:16

Operator : SJ/JU

Sample : J2114-08

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG031918.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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

3.57 16.52 ng 160543 1,4-Dichlorobenzene-d4 8.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 10
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 48 (3.570 min): BG033497.D (-43) (-) m/z 73.00 100.00%
73
5000 43
55 87

340 360 3.80 4.00

| P | S S —— - m/z 43.00 37.43%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4486: Butane, 2-methoxy-2-methyl-
73

5000 LA L L L B L LB L B
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2 )]
0....,.‘a‘..‘,‘.‘...,...‘.,....,....,....,....,....,....,....,
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
73
L e e I o e e
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5000 m/z 87.00 26.09%
29
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O e T T T e e e
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Abundance #1877: Acetamide, N-ethyl- T
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG040218\
Data File : BG033497.D

Aca On : 2 Apr 2018 21:16

Operator : SJ/JU

Sample : J2114-08

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG031918.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 3 unknown8.38 Concentration Rank 2

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

8.38 78.36 ng 761747 1,4-Dichlorobenzene-d4 8.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 10
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 10
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10

Abundance Scan 867 (8.382 min): BG033497.D (-859) (-) m/z 132.00 100.00%
132
5000 68 /\\M\_
42 54 % 8.00 820 8.40 8.60 8.80
0 85 497 223 m/z 68.00 49.53%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132

5000  Rmaa e R R R
8.00 8.20 8.40 8.60 8.80

m/z 134.00 34 .31%
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e L AL I B B B B B B RS B
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Abundance
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R e e EAnan )
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5000 m/z 66.00 32.11%
33 44 o 105
56 86
O T T T T T T e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14491: 5-Aminoindole
132 8.00 8.20 8.40 8.60 8.80

m/z 69.00 22 .36%

5000
104
66
oL 14 273051 7 77 g9 lus | A

m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.00 8.20 840 8.60 8.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG040218\
Data File : BG033497.D

Aca On : 2 Apr 2018 21:16

Operator : SJ/JU

Sample : J2114-08

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG031918.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 5 1-Nonadecene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22.07 2.65 ng 122521 Chrysene-di12 22.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 91
2 Cvclotetradecane 196 C14H28 000295-17-0 89
3 3-Chloropropionic acid. heptadec... 346 C20H39CI02 1000283-05-1 87
4 Tetradecvl trifluoroacetate 310 C16H29F302 006222-02-2 87
5 Bromoacetic acid, hexadecyl ester 362 C18H35Bro02 005454-48-8 87
Abundance Scan 3197 (22.072 min): BG033497.D (-3192) (-) m/z 55.00 100.00%
83
5000
21.80 22.00 22.20 22.40
0 m/z 57.00 94 .83%
m/z--> 50 100 150 200 250 300
Abundance #115906: 1-Nonadecene
43 97
69
5000
21.80 22.00 22.20 22.40
125 m/z 43.00 94.12%
oL 26 | L 154 182 210 238 266
m/z--> 55 100 1éo 260 2éo 360 '
Abundance
55
83 21.80 22.00 22.20 22.40
5000 29 m/z 69.00 90.16%
111
o 139 168 196
m/z--> 55 160 150 200 2éo 360 '
Abundance #181286: 3-Chloropropionic acid, heptadecyl ester
3 21.80 22.00 22.20 22.40
m/z 83.10 84 .56%
5000 111
29
o || 139 167 193210 238 263
m/z--> 50 100 1éo 260 2éo 360 ' 21.80 22.00 22.20 22.40
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG040218\
Data File : BG033497.D

Acq On 2 Apr 2018 21:16

Operator : SJ/JU

Sample - J2114-08

Misc :

ALS Vial =: 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG031918.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]
Butane, 2-methoxy... 3.57 16.5 ng 160543 1 8.86 194414 20.0
unknown8 .38 8.38 78.4 ng 761747 1 8.86 194414 20.0
1-Nonadecene 22.07 2.6 ng 122521 5 22.55 925548 20.0
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