LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG051415\
Data File : BG017144.D

Acq On : 14 May 2015 17:15

Operator : TP/1Z

Sample : G2177-04

Misc :

ALS Vial : 9 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_G\METHODS\8270-BG051315.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 height area % max. total
1 2.796 13 18 25 rBv2 104394 158555 6.06% 0.968%
2 2.873 27 31 37 rBV 569507 660676 25.24%  4.032%
3 4._806 353 360 368 rvB3 73943 137713 5.26% 0.840%
4 5.299 437 444 454 yBVY 750785 1034416 39.52% 6.313%
5 6.903 710 717 725 rBVY 812931 1228012 46.92% 7.494%

7.244 768 775 785 rBV 737373 1143756 43.70% 6.980%
7.708 847 854 860 rvVvB 229493 353464 13.51% 2.157%
496021 770490 29.44% 4.702%
8.866 1042 1051 1060 rBV 462328 750896 28.69% 4.582%
10.499 1320 1329 1340 rBV 310779 503980 19.26% 3.076%
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11 12.979 1744 1751 1757 rBV 1080081 1572740 60.09% 9.598%
12 13.819 1888 1894 1898 rBV 44996 63738 2.44% 0.389%
13 14.359 1979 1986 1993 rBV2 456931 709490 27.11% 4 _330%
14 15.852 2234 2240 2249 rBV 1003575 1428637 54.59% 8.718%

15 16.081 2275 2279 2286 rBV6 18165 29397 1.12% 0.179%
16 16.874 2408 2414 2420 rBV5 14371 26990 1.03% 0.165%
17 17.109 2448 2454 2460 rBV 717993 927830 35.45% 5.662%
18 17.232 2467 2475 2483 rVB10 23702 42202 1.61% 0.258%
19 18.008 2604 2607 2612 rBV3 42789 53434 2.04% 0.326%

20 19.741 2896 2902 2909 rBV 2232117 2617144 100.00% 15.971%
21 21.004 3113 3117 3126 rBV 92404 131667 5.03% 0.804%
22 21.292 3161 3166 3173 rBV 827750 999998 38.21% 6.103%

23 22.479 3363 3368 3374 rBV2 62737 88685 3.39% 0.541%
24 23.560 3544 3552 3560 rBV 508146 952628 36.40% 5.813%

Sum of corrected areas: 16386538
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Data Path
Data File
Acqg On
Operator
Sample
Misc

ALS Vial

Quant Method

Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_G\DATA\BG051415\

BG017144.D

14 May 2015 17:15

TP/1Z

G2177-04

9 Sample Multiplier: 1

Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
Abundance TIC: BG017144.D
2000000
1500000
1000000
5.30
2.87
500000
771 10.50
2.40 481
O L e e e e B e e ..., L B B B e
Time--> 300 350 400 450 500 550 6.00 em 7.00 7% 8.00 850 9.00 gm mm 10.50 11.00
Abundance TIC: BG017144.D
19|74
2000000
1500000
12.98
1000000 1585
17.11
500000 14.36
o 13.82 16.08 16.87/17.23 18.01
B e L e B o L L et o T B BN W e e e |
Time--> 12.00 12.50 13.00 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
Abundance TIC: BG017144.D
2000000
1500000
1000000
21.29
23.56
500000
21.00 22.48
0 A
T T T T T T T T T T T T T T T T T T T T T e
Time--> 21.00 21.50 22.00 2250 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
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG051415\
Data File : BG017144.D

Acq On : 14 May 2015 17:15

Operator : TP/1Z

Sample : G2177-04

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 1-Pentene, 2-methyl- Concentration Rank 4

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

2.80 8.97 ng 158555 1,4-Dichlorobenzene-d4 7.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 72
2 Cyclohexane 84 C6H12 000110-82-7 72
3 Cyclopentane, methyl- 84 C6H12 000096-37-7 47
4 Cyclopentanone, 2-ethyl- 112 C7H120 004971-18-0 43
5 1-Hexene 84 C6H12 000592-41-6 42

Abundance Scan 19 (2.802 min): BG017144.D (-13) (-) m/z 56.10 100.00%
56
84
5000
2.80 2.90 3.00 3.10 3.20
i 230207 816 3%5 420 48 "n/z 41.00 84.05%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #1464: 1-Pentene, 2-methyl-
56
5000 84 2.80 2.90 3.00 3.10 3.20
29 m/z 83.95 69.45%
\ \L |

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance

:

56

84 T
2.80 2.90 3.00 3.10 3.20

5000 7 m/z 55.05 52._.00%

2

m/z--> 0 50 100 150 200 250 300 350 400 450

-

Abundance #1471: Cyclopentane, methyl-
56 2.80 2.90 3.00 3.10 3.20
m/z 38.95 35.39%
5000
28| | |ga
L o LA o o O |
m/z--> 0 50 100 150 200 250 300 350 400 450 2.80 2.90 3.00 3.10 3.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG051415\
Data File : BG017144.D

Acq On : 14 May 2015 17:15

Operator : TP/1Z

Sample : G2177-04

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 3

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

2.87 37.38 ng 660676 1,4-Dichlorobenzene-d4 7.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 35
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 31 (2.873 min): BG017144.D (-27) (-) m/z 73.05 100.00%

s000{ 43

-

2.802.903.003.10 3.20 3.30

el A 188 238 e %%, m/z 43.00  48.60%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000
2.802.903.003.103.20 3.30

m/z 55.10 27.01%

43
| ‘L‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500

-

Abundance
73
41 2.802.903.003.103.20 3.30
5000 m/z 87.05 25.98%
15
o o o I HLAL A B o o L B e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #1968: Silane, tetramethyl-
73 2.802.903.003.103.20 3.30
m/z 41.00 15.74%
5000
45
o o o L o B BRI e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 2.802.903.003.103.20 3.30
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG051415\
Data File : BG017144.D

Acq On : 14 May 2015 17:15

Operator : TP/1Z

Sample : G2177-04

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknown4.81 Concentration Rank 5

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

4.81 7.79 ng 137713 1,4-Dichlorobenzene-d4 7.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Butanol, 2-methyl-, acetate 130 C7H1402 000625-16-1 38
2 Oxirane, (propoxymethyl)- 116 C6H1202 003126-95-2 28
3 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 25
4 Acetamide, N-methyl- 73 C3H7NO 000079-16-3 25
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 22

Abundance Scan 361 (4.812 min): BG017144.D (-353) (-) m/z 43.00 100.00%
5000 73
101
440 4.60 4.80 5.00 5.20
hd et el AL 73 05 48.76%
m/z-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #13046: 2-Butanol, 2-methyl-, acetate
43
5000 UBREEE S UL AN
73 4.40 4.60 4.80 5.00 5.20
101 m/z 59.00 47 .63%
5 |
(I |
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43
440 4.60 4.80 5.00 5.20
5000 m/z 40.95 16.87%
15 73
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43 440 4.60 4.80 5.00 5.20
m/z 101.00 14.03%
5000
1? 101
al 4 A
mz-> 0 5'0 1(')0 150 200 250 300 350 400 450 500 4.40 4'60 480 500 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG051415\
Data File : BG017144.D

Acq On : 14 May 2015 17:15

Operator : TP/1Z

Sample : G2177-04

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknown7.24 Concentration Rank 1

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

7.24 64.72 ng 1143760 1,4-Dichlorobenzene-d4 7.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
3 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI102 014203-19-1 23
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 22
5 5-Aminoindole 132 C8H8N2 005192-03-0 22

Abundance Scan 774 (7.238 min): BG017144.D (-768) (-) m/z 132.00 100.00%
132
5000 68
0 54 || % 7.00 7.0 7.40 7.60
2ol | m/Z 68.00  48.77%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 AL AL L AU
7.00 7.20 7.40 7.60
a1 70 m/z 66.00 34.76%
MO e e
m/z--> 4 60 80 100 120 140 160 180 200
Abundance
132
69 o 7.00 7.0 7.40 7.60
5000 m/z 134.00 29.38%
31 51
79
m/z--> 4 60 80 100 120 140 160 180 200
Abundance #13740: 1,3-Cyclopentanedione, 2-chloro- e R R
132 7.00 7.20 7.40 7.60
m/z 69.10 22.08%
5000
69
0 ‘
89 103
T jwhhwaI“l"P?'J'"Iw'%¥sl" AL DAL UL UL U R L UL U
m/z--> 40 60 80 100 120 140 160 180 200 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG051415\
Data File : BG017144.D

Acq On : 14 May 2015 17:15

Operator : TP/1Z

Sample : G2177-04

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 1-Eicosene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

21.00 2.63 ng 131667 Chrysene-di12 21.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Eicosene 280 C20H40 003452-07-1 98
2 5-Eicosene, (E)- 280 C20H40 074685-30-6 93
3 3-Eicosene, (E)- 280 C20H40 074685-33-9 93
4 1-Eicosanol 298 C20H420 000629-96-9 91
5 Cycloeicosane 280 C20H40 000296-56-0 90

Abundance Scan 3116 (20.999 min): BG017144.D (-3113) (-) m/z 55.00 100.00%

83

5000

20.60 20.80 21.00 21.20 21.40
m/z 83.10 85.76%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #106396: 1-Eicosene
43
83
5000
20.60 20.80 21.00 21.20 21.40
6 280 m/z 69.00 77.33%
> 139
NN 167182 209224 252
RRRARAERRRE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55
83 20.60 20.80 21.00 21.20 21.40
5000 m/z 43.10 74.66%
29 111

126 153168 196 223 252 280

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #106400: 3-Eicosene, (E)-

20.60 20.80 21.00 21.20 21.40
m/z 57.05 71.24%

5000

126 153168 196 224 252 280
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 20.60 20.80 21.00 21.20 21.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG051415\
Data File : BG017144.D

Acq On : 14 May 2015 17:15

Operator : TP/1Z

Sample : G2177-04

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
1-Pentene, 2-methyl- 2.80 9.0 ng 158555 1 7.71 353464 20.0
Butane, 2-methoxy... 2.87 37.4 ng 660676 1 7.71 353464 20.0
unknown4 .81 4.81 7.8 ng 137713 1 7.71 353464 20.0
unknown? .24 7.24 64.7 ng 1143760 1 7.71 353464 20.0
1-Eicosene 21.00 2.6 ng 131667 5 21.29 999998 20.0
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