LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050815\
Data File : BG016958.D

Acq On : 8 May 2015 15:59

Operator : TP/1Z

Sample : G2058-04

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-BG050515.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 2.917 34 39 48 rBY 287882 444352 10.16% 2.056%
2 2.994 48 52 58 rvv 528083 615043 14.06% 2.846%
3 4.909 372 378 386 rBY 34812 55034 1.26% 0.255%
4 5.373 451 457 467 rVB 492565 693749 15.86% 3.210%
5 6.960 719 727 736 rBY 338986 526147 12.03% 2.435%

7.324 780 789 796 rBV 908888 1395700 31.90% 6.459%
7.794 861 869 875 rBvV 214919 333155 7.62% 1.542%
8.111 914 923 931 rBV 784160 1200730 27.45% 5.557%
708834 1160836 26.54% 5.372%
10.585 1336 1344 1351 rBV 311938 521478 11.92% 2.413%
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11 13.053 1757 1764 1770 rBV 1888275 2660246 60.81% 12.311%
12 14.433 1992 1999 2007 rVB2 490119 778398 17.79% 3.602%
13 14.856 2065 2071 2078 rBv2 238987 348264 7.96% 1.612%
14 15.920 2245 2252 2259 rBV 1690755 2381524 54.44% 11.021%
15 16.936 2421 2425 2428 rBV3 38916 50469 1.15% 0.234%

16 17.171 2459 2465 2472 rBV 670874 996449 22.78% 4.611%
17 17.765 2562 2566 2571 rVB 37528 51578 1.18% 0.239%
18 18.070 2613 2618 2626 rBv2 198752 297453 6.80% 1.377%
19 19.351 2831 2836 2847 rBV 169956 264541 6.05% 1.224%
20 19.804 2907 2913 2918 rVB 3461634 4374698 100.00% 20.245%

21 21.061 3124 3127 3133 rVB3 65775 80824 1.85% 0.374%
22 21.267 3158 3162 3167 rVB 262667 268861 6.15% 1.244%

23 21.349 3171 3176 3182 rBV 861854 1048925 23.98% 4 _.854%
24 23.646 3560 3567 3577 rVB 530066 1060755 24.25% 4._.909%

Sum of corrected areas: 21609209
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050815\
Data File : BG016958.D

Acq On : 8 May 2015 15:59

Operator : TP/1Z

Sample : G2058-04

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG050515_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance : .
3500000 TIC: BG016958.D

3000000
2500000
2000000
1500000
1000000

7.32
2.99 it 895
: 5.37
500000 2do 6.96 10.58
7.79 A
4.91 jL
0 .

T
Time--> 300 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00
Abundance : .
3500000 TIC: BG016958.D
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3000000
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2000000 13.05
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1500000

1000000
17.17
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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 : .
3500000 TIC: BG016958.D

3000000
2500000
2000000
1500000

1000000 21.35
23.65

500000 21.27
21. OGﬂ

A i —————

Time--> 21.00 2150 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\BG050815\
Data File : BG016958.D

Acq On : 8 May 2015 15:59

Operator : TP/1Z

Sample : G2058-04

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG050515_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.

2,09 36.92ng 615043  1,4-Dichlorobenzene-da 7.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

utane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 50
,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
cetamide, N-ethyl- 87 C4HO9NO 000625-50-3 9
-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 51 (2.988 min): BG016958.D (-48) (-) m/z 73.10 100.00%

3
5000 43
™ .J‘,

\ | 280 300 320 340
0 df 1 110138 248 299 32 406 | 'm/z 43.05 43.80%

m/z--> 50 100 150 200 250 300 350 400
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000

280 3.00 3. 3.40
m/z 55.10 28.30%

\““ \‘
,,,, T
m/z--> 100 150 200 250 300 350 400
Abundance
73

a1 280 3.00 3.20 3.40
5000 m/z 87.10 27.01%
15 97
— T T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #2022: 1,3-Dioxolane, 2-methy!- S
73 280 300 320 340

m/z 41.00 16.17%

A

m/z--> 50 100 150 200 250 300 350 400 2. 80 3. 00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050815\
Data File : BG016958.D

Acq On : 8 May 2015 15:59

Operator : TP/1Z

Sample : G2058-04

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG050515_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown4.91 Concentration Rank 8

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

4.91 3.30 ng 55034 1,4-Dichlorobenzene-d4 7.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane, l-ethoxy-2-methyl- 102 C6H140 000627-02-1 25
2 1,2-Butanediol, (.-+/-.)- 90 C4H1002 026171-83-5 25
3 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 17
4 Diacetamide 101 C4H7NO2 000625-77-4 9
5 Silane, dimethyl- 60 C2H8Si 001111-74-6 9

Abundance Scan 378 (4.909 min): BG016958.D (-372) (-) m/z 43.00 100.00%
43
e M\L/
73 460 480 500 520
152
e .'..,l....,.1.7.6. 2 35 405 1 Th/z 59.00  50.27%
m/z--> 50 100 150 200 250 300 350 400
Abundance #4387: Propane, 1-ethoxy-2-methyl-
31 59
5000
4.60 4.80 5.00 5.20
m/z 101.10 16.96%
H\ T —
m/z--> 50 100 150 200 250 300 350 400
Abundance
31 59
e ey
4.60 4.80 5.00 5.20
5000 m/z 58.00 14 _.23%
ALy 8
m/z--> 50 100 150 200 250 300 350 400
Abundance #4231: 3-Hydroxy-3-methyl-2-butanone
59 4.60 4.80 5.00 5.20
m/z 41.00 12 ._.15%
5000
31
87
R e e L e S
m/z--> 50 100 150 200 250 300 350 400 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050815\
Data File : BG016958.D

Acq On : 8 May 2015 15:59

Operator : TP/1Z

Sample : G2058-04

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG050515_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 unknown7.32 Concentration Rank 1

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

7.32 83.79 ng 1395700 1,4-Dichlorobenzene-d4 7.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 22
3 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
4 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 16
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 16

Abundance Scan 788 (7.318 min): BG016958.D (-780) (-) m/z 132.00 100.00%
132
5000 68
40 % w81 7.00 7.20 7.40 7.60
bl e BL Tm/z 68.10  46.08%
m/z--> 50 100 150 200 250 300 350
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 A L L I IR
7.00 7.20 7.40 7.60
70 m/z 66.00 33.62%
a1 |
L ool |
m/z--> 50 100 150 200 250 300 350
Abundance
57 132
A RARAN SR R
7.00 7.20 7.40 7.60
5000 98 m/z 134.00 33.16%
77
158 189
m/z--> 50 100 150 200 250 300 350
Abundance #14013: 1H-Benzimidazole, 2-methyl- B e AR
132 7.00 7.20 7.40 7.60
m/z 69.10 21.70%
5000
63 104
}5|‘|3'|‘9|H|“‘|“|l"|\'||l: T T ———T T R A RERER R
m/z--> 50 100 150 200 250 300 350 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050815\
Data File : BG016958.D

Acq On : 8 May 2015 15:59

Operator : TP/1Z

Sample : G2058-04

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG050515_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 Dodecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14 .86 8.95 ng 348264 Acenaphthene-d10 14.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 96
2 Undecanoic acid 186 C11H2202 000112-37-8 72
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 Nonanoic acid 158 C9H1802 000112-05-0 62
5 Tridecanoic acid 214 C13H2602 000638-53-9 59

Abundance Scan 2072 (14.862 min): BG016958.D (-2065) (-) m/z 73.00 100.00%

7
43
5000
129 157

ml‘l 200 1460 14.80 15.00 15.20
78
o L H78 | 228201 388 "n/z 60.00 87.93%
miz--> 50 100 150 200 250 300 350
Abundance #56046: Dodecanoic acid
60
4
5000 129 LIS IR L L L L L B L
a5 157 14.60 14.80 15.00 15.20

m/z 42.95 71.71%
Il ‘ ‘

200
m/z--> 50 100 150 200 250 300 350
Abundance
41 60

14. 60 14.80 15.00 15.20

5000 m/z 41.00 67.95%
a7 129
16 157 186
m/z--> 50 100 150 200 250 300 350
Abundance #75071: Tetradecanoic acid
73 14.60 14.80 15.00 15.20
4 m/z 55.00 59.39%
5000 129
185 228
i L
m/z--> 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050815\
Data File : BG016958.D

Acq On : 8 May 2015 15:59

Operator : TP/1Z

Sample : G2058-04

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG050515_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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.07 5.97 ng 297453 Phenanthrene-d10 17.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tetradecanoic acid 228 C14H2802 000544-63-8 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 72
4 Pentadecanoic acid 242 C15H3002 001002-84-2 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 70

Abundance Scan 2618 (18.070 min): BG016958.D (-2613) (-) m/z 43.05 100.00%

5000

17.80 18.00 18.20 18.40
m/z 73.00 90.72%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #92228: n-Hexadecanoic acid

N
&)
~
»

5000 256 LB e e B e e
17. 80 18 00 18 20 18. 40

m/z 41.00 81.57%

2
157185

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

S

Abundance
43 T T
17.80 18.00 18.20 18.40
5000 129 m/z 60.00 75.30%
185
228
101
15 157
T T T T T T T e T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #65565: Tridecanoic acid
73 17.80 18.00 18.20 18.40
43 m/z 55.00 75.12%
5000 129
171
ﬁ \ 214
m/z--> 0 50 100 150 200 250 300 350 400 450 500 17. 80 18 00 18 20 18. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050815\
Data File : BG016958.D

Acq On : 8 May 2015 15:59

Operator : TP/1Z

Sample : G2058-04

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG050515_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 8 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.35 5.04 ng 264541 Chrysene-di12 21.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 94
2 Tetradecanoic acid 228 C14H2802 000544-63-8 74
3 Pentadecanoic acid 242 C15H3002 001002-84-2 64
4 n-Decanoic acid 172 C10H2002 000334-48-5 60
5 Tridecanoic acid 214 C13H2602 000638-53-9 58
Abundance Scan 2836 (19.351 min): BG016958.D (-2831) (-) m/z 43.10 100.00%
43 73
5000 129
i e 1700 150 oo e "
1 157 213 : : : :
264 1307 "m/z 73.00 79.76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #108843: Octadecanoic acid
43 73
5000 129 AR U DA RS B

19.IOO 19.I20 19.I40 19!60
m/z 60.00  74.54%

qil

:

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
73
43 EARRN R ST
19.00 19.20 19.40 19.60
5000 m/z 55.05 72.22%
129
185 228
97
2T 58 113 149166 200
mwwmﬁmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
T T T T T

Abundance #83686: Pentadecanoic acid B A A B B B B
19.00 19.20 19.40 19.60

m/z 57.10 66 .97%

5000

:

T I T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 19.00 19.20 19.40 19.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050815\
Data File : BG016958.D

Acq On : 8 May 2015 15:59

Operator : TP/1Z

Sample : G2058-04

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG050515_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]
Butane, 2-methoxy... 2.99 36.9 ng 615043 1 7.79 333155 20.0
unknown4 .91 4.91 3.3 ng 55034 1 7.79 333155 20.0
unknown? .32 7.32 83.8 ng 1395700 1 7.79 333155 20.0
Dodecanoic acid 14 .86 8.9 ng 348264 3 14.43 778398 20.0
n-Hexadecanoic acid 18.07 6.0 ng 297453 4 17.18 996449 20.0
Octadecanoic acid 19.35 5.0 ng 264541 5 21.35 1048930 20.0
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