LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052015\
Data File : BG017223.D

Acq On : 20 May 2015 20:05

Operator : TP/1Z

Sample : G2279-06

Misc :

ALS Vial : 11 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

2.782 12 16 22 rBv2 91219 153087 4.62% 0.990%
2.858 25 29 40 rVB 420583 524624 15.85% 3.392%
rBv 47250 67893 2.05% 0.439%
5.285 435 442 450 rBvV 335398 485388 14.66% 3.138%
6.889 710 715 723 rVB 207035 320847 9.69% 2.075%
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7.235 766 774 782 rBV 685661 1058571 31.98% 6.844%
7.694 846 852 858 rVvB 163816 260456 7.87% 1.684%
8.011 900 906 916 rVB 605079 956374 28.89%% 6.184%
rBv 535281 888622 26.85% 5.746%
10.484 1321 1327 1335 rVB 217131 367697 11.11% 2.377%
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11 12.699 1699 1704 1710 rBV 25091 37001 1.12% 0.239%
12 12.970 1741 1750 1757 rBV 1322970 1939371 58.59% 12.539%
13 13.810 1888 1893 1901 rBV2 29631 40755 1.23% 0.264%

14 14.350 1977 1985 1992 rBV2 358198 521027 15.74% 3.369%
15 15.843 2233 2239 2252 rBV 1331166 1871181 56.53% 12.099%

16 17.100 2447 2453 2464 rBV 508253 710668 21.47% 4 _595%
17 17.999 2600 2606 2612 rBV3 91776 123785 3.74% 0.800%
18 19.286 2821 2825 2832 rBV3 58916 81585 2.46% 0.528%
19 19.732 2896 2901 2909 rBV 2612980 3310152 100.00% 21.403%
20 21.001 3114 3117 3124 rBV5 59609 102521 3.10% 0.663%

21 21.283 3160 3165 3171 rBV 686409 827707 25.01% 5.352%
22 23.546 3543 3550 3557 rBV2 418638 816853 24.68% 5.282%

Sum of corrected areas: 15466165
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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\BG052015\

BG017223.D

20 May 2015 20:05

TP/1Z

G2279-06

11 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
2500000

2000000

1500000

1000000

5000001 2.86

2. 18

TIC: BG017223.D

7.24
8.01 8.86
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2500000

2000000

1500000
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500000

TIC: BG017223.D

12.97 15.84

17.10
14.35

18.00

12.70 13.81

1973

1%?94J

0

Time-->

I
12.00 1250 13.00 13.50 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance
2500000

2000000

1500000

1000000

500000

TIC: BG017223.D

21.28
23.55

|

21.00
D

0
Time-->

21.00 2150 22.00 22.50 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\BG052015\
Data File : BG017223.D

Acq On : 20 May 2015 20:05

Operator : TP/1Z

Sample : G2279-06

Misc :

ALS Vial : 11 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.

2.78 11.76 ng 153087 1,4-Dichlorobenzene-d4 7.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 86
2 Cyclohexane 84 C6H12 000110-82-7 70
3 1-Hexene, 5-methyl- 98 C7H14 003524-73-0 50
4 1-Propene, 2-methyl- 56 C4HS8 000115-11-7 47
5 1-Hexene 84 C6H12 000592-41-6 42

Abundance Scan 16 (2.782 min): BG017223.D (-12) (-) m/z 56.05 100.00%
56
84
5000
2.80 2.90 3.00 3.10 3.20
A3 210 28 A0S 38 Tm/z 41.05 78.94%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1455: 1-Pentene, 2-methyl-
56
5000{ 27
84 2.80 2.90 3.00 3.10 3.20
m/z 83.95 72 .38%
| | ‘\ |

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance

T

56 g4

2.80 2.90 3.00 3.10 3.20
5000 m/z 55.10 45 _82%

27

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

%

Abundance #3271: 1-Hexene, 5-methyl-
56 2.80 2.90 3.00 3.10 3.20
m/z 39.10 41.71%
5000{ 27
.98
R o o e o R ELLALE I o e i e s e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 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\BG052015\
Data File : BG017223.D

Acq On : 20 May 2015 20:05

Operator : TP/1Z

Sample : G2279-06

Misc :

ALS Vial : 11 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.

2.86 40.29 ng 524624 1,4-Dichlorobenzene-d4 7.69
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 43
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9
4 1,4-Butanediamine 88 C4H12N2 000110-60-1 9
5 2-Butanone, 3-methoxy-3-methyl- 116 C6H1202 036687-98-6 9

Abundance Scan 29 (2.858 min): BG017223.D (-25) (-) m/z 73.05 100.00%

5000 43

-

| | 2.80 2.90 3.00 3.10 3.20 3.30
e h 104 Ars o7 8 2 m/z 43.00 47.47%
m/iz—-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4386: Butane, 2-methoxy-2-methyl-

-

5000
2.80 2.90 3.003.10 3.20 3.30

m/z 55.00 25.86%

43
| ‘L‘\

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

-

Abundance
73
41 2.802.90 3.003.10 3.20 3.30
5000 m/z 87.10 25.52%
15
R i o o L o e e o o N
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #2022: 1,3-Dioxolane, 2-methyl-
73 2.802.90 3.003.10 3.20 3.30
m/z 41.00 15.32%
5000 43
m/z--> 0 50 100 150 200 250 300 350 400 450 500 2.802.90 3.00 3.10 3.20 3.30
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052015\
Data File : BG017223.D

Acq On : 20 May 2015 20:05

Operator : TP/1Z

Sample : G2279-06

Misc :

ALS Vial : 11 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4.80 5.21 ng 67893 1,4-Dichlorobenzene-d4 7.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 42
2 t-Butyl nitrite 103 C4H9NO2 000540-80-7 42
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 35
4 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 360 (4.803 min): BG017223.D (-353) (-) m/z 42.95 100.00%
43
5000 59
101 440 4.60 4.80 5.00 5.20
....,....~l,'.-...-|,....?.3...,|....,.?.3?,....,.... 200 238 212 Tn/z 59.00 47.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59
440 4.60 4.80 5.00 5.20
m/z 101.00 17.70%
mz-> 20 4b 60 80 100 130 140 160 160 200 230 240 260
Abundance
30
440 4.60 480 5.00 520
5000 m/z 58.00 11.03%
57 88
15
73
WTWWWWWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #3955: 2,3-Butanedione, monooxime
43 440 4.60 4.80 5.00 5.20
m/z 41.00 9.54%
5000
101
152 | B g6

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 4.40 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052015\
Data File : BG017223.D

Acq On : 20 May 2015 20:05

Operator : TP/1Z

Sample : G2279-06

Misc :

ALS Vial : 11 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 81.29 ng 1058570 1,4-Dichlorobenzene-d4 7.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
3 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI102 014203-19-1 25
4 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 16

Abundance Scan 775 (7.241 min): BG017223.D (-766) (-) m/z 132.00 100.00%
132
5000 68
40 96 R SRS SRR L S
54 7.00 7.20 7.40 7.60
A e 2222 m/z 68.00  42.68%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R AL R IR R
7.00 7.20 7.40 7.60
m/z 134.00 32.12%
31 51 ‘
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
132
~7.00 7.0 7.40 7.60
5000 97 m/z 66.00 30.73%
70
31
a4 116
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #13740: 1,3-Cyclopentanedione, 2-chloro- P e
132 7.00 7.20 7.40 7.60
m/z 69.10 20.87%
5000
. 69
39 89 103
TTrrv—q—v—rv—q—rv—rv-rv—rv—q—n—v—q—n—rv-rv—n—v-r TTrT r[rrrr [ rrrr[rrrrJrrr
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052015\
Data File : BG017223.D

Acq On : 20 May 2015 20:05

Operator : TP/1Z

Sample : G2279-06

Misc :

ALS Vial : 11 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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

18.00 3.48 ng 123785 Phenanthrene-d10 17.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tridecanoic acid 214 C13H2602 000638-53-9 83
3 Tetradecanoic acid 228 C14H2802 000544-63-8 70
4 Dodecanoic acid 200 C12H2402 000143-07-7 49
5 Undecanoic acid 186 C11H2202 000112-37-8 43

Abundance Scan 2606 (17.999 min): BG017223.D (-2600) (-) m/z 43.05 100.00%

435 78
5000 129

17.60 17.80 18.00 18.20 18.40
m/z 73.00 98.53%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92228: n-Hexadecanoic acid
43 73
5
5000 29 256
17.60 17.80 18.00 18.20 18.40
21 m/z 41.10 88.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
a3 | 7
57 17.60 17.80 18.00 18.20 18.40
5000 m/z 60.00 87.71%
29
129
87 115 171 214
101 143157 | 185
mmmmﬁrwmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75070: Tetradecanoic acid
73 17.60 17.80 18.00 18.20 18.40
J m/z 57.10 78.71%
5000 29 129
87 185
01115 143,171 | g0 228
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.60 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052015\
Data File : BG017223.D

Acq On : 20 May 2015 20:05

Operator : TP/1Z

Sample : G2279-06

Misc :

ALS Vial : 11 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 7 1-Heptacosanol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

21.00 2.48 ng 102521 Chrysene-d12 21.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 86
2 1-Octadecanol 270 C18H380 000112-92-5 81
3 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 80
4 Bromoacetic acid, hexadecyl ester 362 C18H35Bro02 005454-48-8 76
5 1-Pentadecanol 228 C15H320 000629-76-5 74

Abundance Scan 3117 (21.001 min): BG017223.D (-3114) (-) m/z 57.10 100.00%

57
83

5000

20.60 20.80 21.00 21.20 21.40
m/z 55.10 88.06%

327 356 387 425

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #155622: 1-Heptacosanol

483

20. 60 20. 80 21. OO 21. 20 21. 40
m/z 43.05 81.84%

5000{ 18

hul§4182210238 281309337 378

o
a1_|
ok

m/z--> 100 150 200 250 300 350 400 450
Abundance
55 83
R o A
20.60 20.80 21.00 21.20 21.40
5000 111 m/z 83.05 68.59%
29

L B I B B A e oy ms
m/z--> 0 50 100 150 2000 250 300 350 400 450
Abundance #165992: Heptafluorobutyric acid, n-octadecy! ester

43 20.60 20.80 21.00 21.20 21.40
m/z 69.00 55.87%

69
5000

97
11 % j125 169195 224 252

m/z--> 0 50 100 150 200 250 300 350 400 450 20.60 20. 80 21.00 21.20 21.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052015\
Data File : BG017223.D

Acq On : 20 May 2015 20:05

Operator : TP/1Z

Sample : G2279-06

Misc :

ALS Vial : 11 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- 2.78 11.8 ng 153087 1 7.69 260456 20.0
Butane, 2-methoxy... 2.86 40.3 ng 524624 1 7.69 260456 20.0
2-Pentanone, 4-hy... 4.80 5.2 ng 67893 1 7.69 260456 20.0
unknown? .24 7.24 81.3 ng 1058570 1 7.69 260456 20.0
n-Hexadecanoic acid 18.00 3.5 ng 123785 4 17.10 710668 20.0
1-Heptacosanol 21.00 2.5 ng 102521 5 21.28 827707 20.0
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