LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060515\
Data File : BG017480.D

Acq On : 5 Jun 2015 19:07

Operator : TP/1Z

Sample : G2505-01

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-BG060315.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

2.766 8 13 18 rBV 82355 112416 5.68% 1.210%
4.722 341 346 351 rBV 48665 67416 3.41% 0.726%
rvB 441822 631995 31.94% 6.805%
6.843 701 707 718 rBV 405609 685153 34.62% 7.378%
7.166 756 762 771 rBV 455171 694131 35.08% 7.474%
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6 7.619 833 839 846 rBV 96215 150248 7.59% 1.618%
7 7.942 887 894 902 rVB 324155 498892 25.21% 5.372%
8 8.788 1031 1038 1044 rBvV 268108 428781 21.67% 4.617%
9 10.421 1309 1316 1325 rBV 108895 190859 9.64% 2.055%
10 12.913 1733 1740 1749 rBV 645365 918721 46.43% 9.893%
11 13.759 1879 1884 1898 rVB 54814 86471 4._.37% 0.931%

12 14.299 1970 1976 1983 rBV2 170765 266254 13.45% 2.867%
13 15.797 2225 2231 2243 rBV 659483 938046 47.40% 10.101%
14 17.049 2437 2444 2450 rBV 274471 370314 18.71% 3.987%
15 17.960 2594 2599 2606 rBV2 47252 74894 3.78% 0.806%

16 19.246 2815 2818 2824 rVB6 19577 38582 1.95% 0.415%
17 19.693 2888 2894 2903 rBV 1690190 1978915 100.00% 21.309%
18 20.956 3105 3109 3116 rBV 79071 113564 5.74% 1.223%
19 21.250 3153 3159 3164 rBvV 402760 532290 26.90% 5.732%
20 23.494 3534 3541 3548 rVB2 273469 508984 25.72% 5.481%

Sum of corrected areas: 9286926
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO060515\
Data File : BG017480.D

Acq On 5 Jun 2015 19:07

Operator : TP/1Z

Sample : G2505-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060315.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG017480.D
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19.69
1500000

1000000

12.91 15.80

500000

17.05
14.30
13.76 17.96 19.25

O o B A o S s e A 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: BG017480.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060515\
Data File : BG017480.D

Acq On 5 Jun 2015 19:07

Operator : TP/1Z

Sample : G2505-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060315_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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.77 14.96 ng 112416 1,4-Dichlorobenzene-d4 7.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 43
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 23
4 Boronic acid, ethyl-, dimethyl e... 102 C4H11B02 007318-82-3 10
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 14 (2.772 min): BG017480.D (-8) (-) m/z 73.00 100.00%
7B
5000 43
55 87
2.80 2.90 3.00 3.10 3.20
...,....,....,....,...:',|-..'..,..:.-,....i'.:..,....,...9.8,....,..1.1.7,... m/z 43.00 46.25%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000 HRN A U U U
43 2.80 2.90 3.00 3.10 3.20
55 87 m/z 87.10 33.37%
29
'”I”'W'”'P'”“”'”Mm'PJ”I“'Wthq”'P'“I”'W'“'P“
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
73
- 87 280 2.90 3.00 3.10 3.20
5000 m/z 55.00 28.08%
29
15 97
mz> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #1966: Silane, tetramethyl- AT e
73 2.80 2.90 3.00 3.10 3.20
m/z 41.05 17.70%
5000
43
o 15 g5 || 53 e || g8
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 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\BG060515\
Data File : BG017480.D

Acq On 5 Jun 2015 19:07

Operator : TP/1Z

Sample : G2505-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060315_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.72 8.97 ng 67416 1,4-Dichlorobenzene-d4 7.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 35
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Butane 58 C4H10 000106-97-8 9
5 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 9

Abundance Scan 346 (4.722 min): BG017480.D (-341) (-) m/z 42.95 100.00%
43
59
5000
o 7o 450 480 500 |
8 281 ' "m/z 59.00 52.85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AR SR R AR
4.40 460 4.80 5.00
59 m/z 101.00 20.59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43
440 460 480 500
5000 m/z 58.00 11.96%
101

1529 @ 98 gg

memwwmwwmw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #3099: 5-Hexen-2-one
43 4.40 4.60 4.80 5.00
m/z 41.00 7.88%

5000

27
e $8 83 98

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060515\
Data File : BG017480.D

Acq On 5 Jun 2015 19:07

Operator : TP/1Z

Sample : G2505-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060315_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 unknown7.17 Concentration Rank 1

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

7.17 92.40 ng 694131 1,4-Dichlorobenzene-d4 7.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI102 014203-19-1 32
2 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
3 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
4 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 27
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22

Abundance Scan 763 (7.172 min): BG017480.D (-756) (-) m/z 132.00 100.00%
132
5000 68
0 | o - oSBT 70 Tk 7k
b m/z 68.00 39.30%
m/z--> 50 100 150 200 250 300 350
Abundance #13740: 1,3-Cyclopentanedione, 2-chloro-
132
5000 S A L I
69 6.80 7.00 7.20 7.40 7.60
39 m/z 66.00 33.83%
e
IU\\uiw‘lwl\‘\l‘l\lh\ll T T
m/z--> 50 100 150 200 250 300 350
Abundance
132
69 S R R L
104 6.80 7.00 7.20 7.40 7.60
5000 m/z 134.00 31.18%
31
50
m/z--> 50 100 150 200 250 300 350
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine S EEmEEEmE S
132 6.80 7.00 7.20 7.40 7.60
m/z 69.10 20.45%
97
5000
70
3151J
J-WlHL--w----l- UELESY UL SR UL U R A R L
m/z--> 50 100 150 200 250 300 350 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060515\
Data File : BG017480.D

Acq On 5 Jun 2015 19:07

Operator : TP/1Z

Sample : G2505-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060315_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 5 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.96 4.04 ng 74894 Phenanthrene-d10 17.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 n-Decanoic acid 172 C10H2002 000334-48-5 60
3 Pentadecanoic acid 242 C15H3002 001002-84-2 43
4 Dodecanoic acid 200 C12H2402 000143-07-7 43
5 Tetradecanoic acid 228 C14H2802 000544-63-8 43

Abundance Scan 2599 (17.960 min): BG017480.D (-2594) (-) m/z 55.05 100.00%

5000

17.60 17.80 18.00 18.20
m/z 73.00 93.90%

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

5000 256

129
8 213
Ll e )
L SVl AV NI
mz-> 0 50 100 150 200 250 300 350 400 450

17.60 17.80 18.00 18.20
m/z 41.05 90.32%

Abundance
60
17.60 17.80 18.00 18.20
5000 m/z 43.05 86.01%
129
29
87 172
o B A B e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #83683: Pentadecanoic acid L L S
43 |73 17.60 17.80 18.00 18.20
m/z 57.10 80.65%
5000
129 242
199
A |
A
m/z--> 0 50 100 150 200 250 300 350 400 450 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060515\
Data File : BG017480.D

Acq On 5 Jun 2015 19:07

Operator : TP/1Z

Sample : G2505-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060315_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 Cycloeicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.96 4.27 ng 113564 Chrysene-di2 21.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cycloeicosane 280 C20H40 000296-56-0 96
2 Cyclohexadecane, 1,2-diethyl- 280 C20H40 1000155-85-3 96
3 1-Eicosene 280 C20H40 003452-07-1 95
4 1-Octadecene 252 C18H36 000112-88-9 95
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 95
Abundance Scan 3110 (20.962 min): BG017480.D (-3105) (-) m/z 43.00 100.00%
69
97
5000
— 20.60 20.80 21.00 21.20
m/z 55.10 99.11%
m/z--> 50 100 150 200 250 300 350
Abundance #106397: Cycloeicosane
55
5000 UMMV RS
29 ” 20.60 20.80 21.00 21.20
m/z 57.05 89.33%
| \\ “ | “\ \139 168 196 224 252 280
m/z--> 50 200 250 300 350
Abundance
43
69 RS A A L A
I I I I I
97 280 20.60 20.80 21.00 21.20
5000 m/z 69.10 81.25%
125 251
153 181 209
m/z--> " 50 100 150 200 250 300 350
Abundance #106396: 1-Eicosene M""”.“'M. e LA m e
43 20.60 20.80 21.00 21.20
83 m/z 83.05 76.31%
5000 111
‘ 130 280
;l ‘.‘,l. . .‘ A | a%??lﬂl I2C?9I . |252| e —
m/z--> 50 100 150 200 250 300 350 20.60 20.80 21.00 21.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060515\
Data File : BG017480.D

Acq On : 5 Jun 2015 19:07

Operator : TP/1Z

Sample : G2505-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060315_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... 2.77 15.0 ng 112416 1 7.62 150248 20.0
2-Pentanone, 4-hy... 4.72 9.0 ng 67416 1 7.62 150248 20.0
unknown7 .17 7.17 92.4 ng 694131 1 7.62 150248 20.0
n-Hexadecanoic acid 17.96 4.0 ng 74894 4 17.05 370314 20.0
Cycloeicosane 20.96 4.3 ng 113564 5 21.25 532290 20.0
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