LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041015\
Data File : BG016353.D

Acq On : 11 Apr 2015 14:02

Operator : TP/1Z

Sample : G1791-09

Misc :

ALS Vial : 31 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-BG040615.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 2.789 13 17 27 rvw 130616 211271 11.07% 1.335%
2 2.871 27 31 36 rvv 95076 111875 5.86% 0.707%
3 2.912 36 38 43 rVB 16033 20141 1.06% 0.127%
4  4.205 254 258 264 rBvV 30365 39707 2.08% 0.251%
5 4.804 354 360 367 rvB 124295 174708 9.15% 1.104%
6 5.280 435 441 452 rBV 865281 1200422 62.89% 7 .585%
7 6.872 705 712 724 rBV 843397 1329237 69.64% 8.399%
8 7.225 764 772 783 rBY 873792 1339909 70.20% 8.466%
9 7.689 845 851 858 rBv 238122 363851 19.06% 2.299%
10 8.006 897 905 913 rBVY 593914 954022 49.98% 6.028%

11 8.846 1040 1048 1056 rBV 493284 792027 41.49% 5.004%
12 10.474 1318 1325 1336 rBV 339258 566270 29.67% 3.578%
13 12.947 1740 1746 1755 rBV 1063070 1563131 81.89%% 9.877%

14 13.787 1883 1889 1896 rBV 61704 89580 4.69% 0.566%
15 14.228 1960 1964 1969 rBV2 14337 19308 1.01% 0.122%
16 14.328 1974 1981 1992 rVvVv2 515163 785829 41.17% 4._.965%
17 15.180 2122 2126 2131 rBV2 23420 28642 1.50% 0.181%
18 15.814 2228 2234 2245 rBV 722482 1076241 56.38% 6.800%
19 16.044 2269 2273 2275 rBV 23568 30634 1.60% 0.194%
20 17.072 2441 2448 2457 rBV2 626088 898416 47.07% 5.677%
21 17.965 2595 2600 2610 rBV2 50780 86409 4_.53% 0.546%
22 19.246 2814 2818 2825 rBV6 18918 34768 1.82% 0.220%
23 19.698 2889 2895 2907 rBV 1536980 1908767 100.00% 12.060%
24 20.386 3006 3012 3015 rBv4 14543 19907 1.04% 0.126%

25 20.956 3105 3109 3120 rBV 186688 265002 13.88% 1.674%

26 21.243 3153 3158 3167 rBV 719111 891743 46.72% 5.634%

27 21.825 3254 3257 3261 rBvV4 16460 25888 1.36% 0.164%
28 22.283 3332 3335 3339 rVB6 19089 23416 1.23% 0.148%
29 22.413 3354 3357 3361 rVB3 20249 26321 1.38% 0.166%
30 22.795 3418 3422 3425 rVB 21271 28117 1.47% 0.178%
31 23.364 3514 3519 3524 rBV6 16781 32394 1.70% 0.205%
32 23.482 3532 3539 3549 rBvV 456444 859331 45.02% 5.430%
33 24.017 3626 3630 3634 rVB5 17786 29419 1.54% 0.186%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041015\
Data File : BG016353.D

Acq On : 11 Apr 2015 14:02

Operator : TP/1Z

Sample : G1791-09

Misc :

ALS Vial : 31 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 15826703
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Data Path
Data File
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method

Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA_G\DATA\BG041015\

BG016353.D

11 Apr 2015 14:02

TP/1Z

G1791-09

31 Sample Multiplier: 1

Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041015\
Data File : BG016353.D

Acq On : 11 Apr 2015 14:02

Operator : TP/1Z

Sample : G1791-09

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615_.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 5

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

2.87 6.15 ng 111875 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 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9
3 N-Ethylformamide 73 C3H7NO 000627-45-2 9
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 9
5 1,3-Dioxolane, 2-pentadecyl- 284 C18H3602 004360-57-0 9

Abundance Scan 31 (2.871 min): BG016353.D (-27) (-) m/z 73.05 100.00%
73
5000
43 55 87
| 007 2.802.903.003.10 3.20 3.30
e e 2 Tm/z 43.10 25424
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
43 2.802.903.003.10 3.20 3.30
55 87 m/z 87.10 23.28%
2 L]
W"'W'U'Wu"W"MW"'W"'W"”I"” [rrorfrrrrpTrT
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance
73
2.802.903.003.10 3.20 3.30
5000 m/z 55.10 20.61%
43
, 15 29 55 88
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #720: N-Ethylformamide
30 2.802.903.003.10 3.20 3.30
73 m/z 71.10 11.78%
5000
44 58
18 \
'w"ww“"W“"|'“'|"“|"'w""w"' [rrrrfrrrrpTrT
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 2.802.903.003.10 3.20 3.30
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041015\
Data File : BG016353.D

Acq On : 11 Apr 2015 14:02

Operator : TP/1Z

Sample : G1791-09

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615_.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 3-Penten-2-one, 4-methyl- Concentration Rank 7

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

4.20 2.18 ng 39707 1,4-Dichlorobenzene-d4 7.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 91
2 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 90
3 3-Hexen-2-one 98 C6H100 000763-93-9 90
4 2-Pentene, 2,3-dimethyl- 98 C7H14 010574-37-5 80
5 Furan, 2-methoxy- 98 C5H602 025414-22-6 78

Abundance Scan 257 (4.199 min): BG016353.D (-254) (-) m/z 83.10 100.00%
55 a3
98
5000
43
3 ‘ . . 380 400 420 440 460
S O N M U YT [N (R m/z 55.10 90.57%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3185: 3-Penten-2-one, 4-methyl-
55 83
5000 43 IRREBERARDE S SR
29 98 3.80 4.00 4.20 4.40 4.60
m/z 98.10 55.17%
\‘ 3% || 6167 77 | 89

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
55 83
IIIIIIIIIIIIIIIIIIIIIIII
3.80 4.00 4.20 4.40 4.60
m/z 43.05 32.37%
5000 a1 98
27 69
15 49 63 77
B B e B o i I

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3109: 3-Hexen-2-one AR EEEEE B
83 3.80 4.00 4.20 4.40 4.60

55 m/z 39.10 24 _51%
5000 43
98
29
23| 3| a9, 638 7 |
”,....,”..,....“...,..”,....,.”.,....“...,...

m/z--> 10 20 30 60 70 80 90 100 3.80 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041015\
Data File : BG016353.D

Acq On : 11 Apr 2015 14:02

Operator : TP/1Z

Sample : G1791-09

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.80 9.60 ng 174708 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 53
2 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 43
3 Propane, 1l-ethoxy-2-methyl- 102 C6H140 000627-02-1 38
4 Hexaethylene glycol dimethyl ether 310 C14H3007 001072-40-8 38
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 12

Abundance Scan 359 (4.798 min): BG016353.D (-354) (-) m/z 43.10 100.00%
a3
59
5000
101
73 0 460 480 EO0 E o0
440 460 4.80 5.00 5.20
83
...,....,....,....','.':..,??'.'Ii....,.|...,.~...,...!,....,. m/z 59.10 65.35%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 USRS S RN
440 4.60 4.80 5.00 5.20
59 m/z 101.10 27-83%
21 37 53 ‘ 67 77 83 a1 }?1
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
440 460 480 500 520
0,
5000 101 m/z 58.10 18.31%
28 59
70 84
15 53 78 95
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4387: Propane, 1-ethoxy-2-methyl- REE S E e s
31 59 440 4.60 4.80 5.00 5.20
m/z 73.05 12 .93%
5000
41
25, “‘\‘47 53yl 73 g7 12
m/z--> 10 20 30 40 50 60 70 8 90 100 110 440 460 4.80 500 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041015\
Data File : BG016353.D

Acq On : 11 Apr 2015 14:02

Operator : TP/1Z

Sample : G1791-09

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615_.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 unknown7.22 Concentration Rank 1

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

7.22 73.65 ng 1339910 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 38
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
4 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 771 (7.219 min): BG016353.D (-764) (-) m/z 132.00 100.00%
32
5000 68
96 0 700 750 740 7.60
40 54 75 103 6.80 7.00 7.20 7.40 7.60
s P L e LS us Wl Tm/z 68.10  39.40%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 AR L L IR
6.80 7.00 7.20 7.40 7.60
78 m/z 134.00 33.20%
Tpwd
mz-> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.80 7.00 7.20 7.40 7.60
5000 67 m/z 66.10 24.34%
41 97
53 2 117
34 61 89 103110 | 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13680: 4-Chloro-2-fluoro-pyrimidine R mEE L
132 6.80 7.00 7.20 7.40 7.60
o m/z 69.10 14.46%
5000 0
31
P T | 7ggs | s w6 |
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.80 7.00 7.0 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041015\
Data File : BG016353.D

Acq On : 11 Apr 2015 14:02

Operator : TP/1Z

Sample : G1791-09

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615_.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 Cyclopentadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

20.96 5.94 ng 265002 Chrysene-di2 21.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopentadecane 210 C15H30 000295-48-7 90
2 1-Nonadecanol 284 C19H400 001454-84-8 87
3 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 86
4 1-Tetracosanol 354 C24H500 000506-51-4 83
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 80

Abundance Scan 3110 (20.961 min): BG016353.D (-3105) (-) m/z 83.10 100.00%

5000
125

20.60 20.80 21.00 21.20
m/z 57.10 99.07%

139154168 101 208224 252267281

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #63051: Cyclopentadecane
41 55

69 g3

5000
20.60 20.80 21.00 21.20

m/z 97.10 88.43%

12

5
139153 182 210

miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57 83
97
20.60 20.80 21.00 21.20
5000 m/z 55.10 77.49%
29 111
125
14 139154168182196210224238757266

mmw@mmmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #152927: Trichloroacetic acid, hexadecy! ester

20.60 20.80 21.00 21.20
m/z 69.10 76.27%

5000

125
139153167181196 224

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 20.60 20.80 21.00 21.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041015\
Data File : BG016353.D

Acq On : 11 Apr 2015 14:02

Operator : TP/1Z

Sample : G1791-09

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615_.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... 2.87 6.2 ng 111875 1 7.69 363851 20.0
3-Penten-2-one, 4. .. 4.20 2.2 ng 39707 1 7.69 363851 20.0
2-Pentanone, 4-hy... 4.80 9.6 ng 174708 1 7.69 363851 20.0
unknown7 .22 7.22 73.7 ng 1339910 1 7.69 363851 20.0
Cyclopentadecane 20.96 5.9 ng 265002 5 21.24 891743 20.0
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