LSC Area Percent Report

Data Path : U:\HPCHEM1\BNA G\DATA\BG012718\

Data File : BG032355.D

Aca On - 27 Jan 2018 14:15 Instrument :
Operator : SJ/JU BNA_G

Sample - J1322-01 ClientSampleld :
Misc - M3-LEFT-RIGHT
ALS Vial : 10 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-BG011218.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 3.473 24 31 48 rVB 327318 603407 14.69% 3.205%
2 6.158 481 488 503 rBV 693374 1190638 28.99% 6.324%
3 7.838 766 774 786 rBV 667942 1291673 31.45% 6.861%
4 8.238 833 842 855 rBV 743820 1355732 33.01% 7.201%
5 8.720 918 924 933 rBV 120588 220483 5.37% 1.171%

6 9.060 973 982 992 rBV 629927 1160459 28.26% 6.164%
7 9.918 1120 1128 1138 rBV 420843 790283 19.24% 4.198%
8 11.605 1406 1415 1422 rBV 159449 301741 7.35% 1.603%
9 13.984 1812 1820 1830 rBV 1617070 2570318 62.58% 13.652%
10 14.777 1949 1955 1962 rBV 70121 109665 2.67% 0.582%
11 15.359 2046 2054 2061 rVvB2 282260 479257 11.67% 2.546%
12 16.134 2182 2186 2190 rVB3 35082 46302 1.13% 0.246%
13 16.540 2250 2255 2261 rBV7 26452 59255 1.44% 0.315%

14 16.834 2298 2305 2312 rBV 1280540 2099877 51.13% 11.154%
15 18.091 2514 2519 2527 rVB 363048 585598 14.26% 3.110%

16 20.629 2945 2951 2959 rVB 3029014 4106992 100.00% 21.815%
17 21.957 3173 3177 3184 rVB 98534 157682 3.84% 0.838%

18 22.415 3249 3255 3264 rVB2 438619 821871 20.01% 4 _.365%
19 26.093 3870 3881 3896 rVB 268254 875492 21.32% 4 _.650%

Sum of corrected areas: 18826725
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LSC Report - Integrated Chromatogram

Data Path : U:\HPCHEM1\BNA G\DATA\BG012718\
Data File : BG032355.D

Aca On 27 Jan 2018 14:15

Operator : SJ/JU

Sample : J1322-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library :

TIC Integ

> Z:\HPCHEM1\BNA G\METHODS\8270-BG011218_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L
ration Parameters: LSCINT.P

Abundance

3000000

2500000

2000000

1500000

1000000

TIC: BG032355.D

6.16

500000} 5 47

784 824

9.92
8.72

11.60

0

Time-->

350 400 450 500 550 6.00 6.50

7.00

7.50 8.00 8.50

9.00

9.50 10.00 10.50 11.00 11.50 12.00 12.50

Abundance

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BG032355.D

20.63

13.98
16.83

22.42

15.36
14.78 16.13 16.54

Time-->

B B L e e o L e o o L o o B e e

13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BG032355.D

26.09

0

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA G\DATA\BG012718\
Data File : BG032355.D

Aca On 27 Jan 2018 14:15

Operator : SJ/JU

Sample : J1322-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG011218.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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

3.47 54.74 ng 603407 1,4-Dichlorobenzene-d4 8.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 45
3 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 22
4 2-Methvl-5-hexen-3-ol 114 C7H140 032815-70-6 17
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 31 (3.473 min): BG032355.D (-24) (-) m/z 73.10 100.00%
741 T
5000
{ 502.3 3.403.50 3.60 3.70 3.80 3.90
ol D -2 m/z 43.05 37.50%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4492: Butane, 2-methoxy-2-methyl-
73.0
5000
3.403.50 3.60 3.70 3.80 3.90
- ‘ m/z 87.10 31.16%
0 I”ﬂ"l'”'l""l”"I""P"'I"'W""I"'W'
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
73.0
3.403.50 3.60 3.70 3.80 3.90
5000 m/z 55.10 25.15%
29.0
112.0
L S S L W L L I LI I W
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #1877: Acetamide, N-ethyl-
30.0 3.403.50 3.60 3.70 3.80 3.90
m/z 41.05 11.56%
5000 87.0
OIJJ h‘j"l'“'l""l“"l""w"'l"'w""l"'w'
mz-> 0 50 100 150 200 250 300 350 400 450 500 3.403.50 3.60 3.70 3.80 3.90
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA G\DATA\BG012718\
Data File : BG032355.D

Aca On 27 Jan 2018 14:15

Operator : SJ/JU

Sample : J1322-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG011218.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 unknown8.24 Concentration Rank 1

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

8.24 122.98 ng 1355730 1,4-Dichlorobenzene-d4 8.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 5-Aminoindole 132 C8H8N2 005192-03-0 22
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 17
5 N-(-3,4-Methylenedioxyphenylisop... 267 C17H17NO2 1000378-96-6 10

Abundance Scan 842 (8.238 min): BG032355.D (-833) (-) m/z 132.00 100.00%
132.0
5000
68.1
T | T T3k a0 s8R
Obrrprrrr e bbb S bl ey e e m/z 68.10 33.59%
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 BARAE AR RS RS LR
8.00 8.20 8.40 8.60
310 510 m/z 134.00 31.13%
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
800 820 8.40 860
5000 m/z 66.10 25.05%
150 280 39.0 520 830 770 o000 1040 .
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole LI B L L BN LB B
132.0 8.00 8.20 8.40 8.60
m/z 69.10 17.06%
5000
104.0
ol 140 270 390 510 00770 g90 || 150 ||
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140 800 820 840 8.60
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA G\DATA\BG012718\
Data File : BG032355.D

Aca On 27 Jan 2018 14:15

Operator : SJ/JU

Sample : J1322-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG011218.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 Dodecane, 2,6,10-trimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.54 2.47 ng 59255 Acenaphthene-d10 15.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2.6.10-trimethvl- 212 C15H32 003891-98-3 59
2 Ethanone. 1-(2.2-dimethvlcvclope... 140 C9H160 003664-75-3 52
3 Decane. 5-ethvl-5-methvl- 184 C13H28 017312-74-2 50
4 Sulfurous acid. decvl 2-ethvlhex... 334 C18H3803S 1000309-19-3 50
5 Hexadecane, 2,6,11,15-tetramethyl- 282 C20H42 000504-44-9 47

Abundance Scan 2255 (16.540 min): BG032355.D (-2250) (-) m/z 57.05 100.00%

57.0

5000

16.20 16.40 16.60 16.80

0 m/z 71.10 84 .65%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #71409: Dodecane, 2,6,10-trimethyl-
57.0
41.0
5000 T LR B TTT T T

m/z 43.10 67.82%

85.0 16. 20 16. 40 16 60 16.80

127.0
‘ Al \\M\ ‘\‘\ \‘\\ 1130 \‘ 155.0 183.0 212.0
e T T e AR

|
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
43.0
710 L LI NN L L LI LN B L |
16.20 16.40 16.60 16.80
5000 m/z 55.00 45.94%
97.0
122.0 140.0
Ol bl e e
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #48911: Decane, 5-ethyl-5-methyl- R e AR RREE
57.0 16.20 16.40 16.60 16.80
m/z 85.10 28.43%
41.0
5000
85.0
113.0
‘ ‘ 155.0
0...,.”1,.ﬂ:wu...u.J.,........,”.%8%9..“...,.”., i ko
m/z--> 60 80 100 120 140 160 180 200 220 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA G\DATA\BG012718\
Data File : BG032355.D

Aca On 27 Jan 2018 14:15

Operator : SJ/JU

Sample : J1322-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG011218.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-Octadecene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.96 3.84 ng 157682 Chrysene-di12 22 .42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecene 252 C18H36 000112-88-9 95
2 1-Eicosene 280 C20H40 003452-07-1 94
3 E-15-Heptadecenal 252 C17H320 1000130-97-9 94
4 1-Heneicosanol 312 C21H440 015594-90-8 94
5 Behenic alcohol 326 C22H460 000661-19-8 94
Abundance Scan 3177 (21.957 min): BG032355.D (-3173) (-) m/z 55.05 100.00%
5 97.1
5000
25.1
53.1 191.1 221.1 253.35g0 3308.2334.6 368.3 21.60 21.80 22.00 22.20
ol m/z 57.10 96.60%
m/z--> 50 100 150 200 250 300 350
Abundance #104183: 1-Octadecene
43.0
5000 R B UL DU A B
mmmmnmnm
111.0 m/z 69.10 95.87%
0 ‘\‘L L1 d“d h 140.0168.0196.0224.0252.9
m/z--> 5 150 200 2%0 360 3%0
Abundance
43.0
83.0 RPN SUNSA UL SN I
21.60 21.80 22.00 22.20
0
5000 1110 m/z 97.10 94 .22%
139.0 280.0
o T167.0 209.0 252.0
m/z--> 55 160 150 200 250 300 3%0
Abundance #104157: E-15-Heptadecenal R T B
43.0 21.60 21.80 22.00 22.20
83.0 m/z 43.10 89.47%
5000
1110
o 93901680196022402520
m/z--> 50 100 150 200 250 300 3%0 2160 2180 2200 2250 '
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Tentatively ldentified Compound (LSC) summary

Data Path : U:\HPCHEMI1\BNA_G\DATA\BG012718\
Data File : BG032355.D

Acq On 27 Jan 2018 14:15

Operator : SJ/JU

Sample - J1322-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG011218.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... 3.47 54_.7 ng 603407 1 8.73 220483 20.0
unknown8.24 8.24 123.0 ng 1355730 1 8.73 220483 20.0
Dodecane, 2,6,10-... 16.54 2.5 ng 59255 3 15.35 479257 20.0
1-Octadecene 21.96 3.8 ng 157682 5 22.42 821871 20.0
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