LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG070816\
Data File : BG022912.D

Aca On > 8 Jul 2016 2:03

Operator : UM/SJ

Sample : H3834-06

Misc :

ALS Vial : 14 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: 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-BG070816.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 heiaht area % max. total
1 5.698 480 487 495 rBV 1069471 1732812 16.70% 3.428%
2 7.002 703 709 716 rBV3 61712 112019 1.08% 0.222%
3 7.308 754 761 770 rVB 796404 1400792 13.50% 2.771%
4 7.684 816 825 834 rBVY 1974285 3412846 32.89% 6.751%
5 8.154 895 905 910 rBV 441709 845045 8.14% 1.672%
6 8.477 954 960 966 rBY 1470090 2580312 24.87% 5.104%
7 9.329 1097 1105 1112 rBV 1544886 2800186 26.98% 5.539%
8 10.739 1339 1345 1354 rBV9 38746 111864 1.08% 0.221%
9 10.980 1379 1386 1392 rBV 633876 1122587 10.82% 2.220%
10 11.867 1531 1537 1540 rBvV3 57352 110266 1.06% 0.218%

11 13.054 1734 1739 1744 rBVS8 55451 107763 1.04% 0.213%
12 13.213 1760 1766 1769 rBv4 77826 139200 1.34% 0.275%
13 13.419 1792 1801 1808 rVB 4322569 6884589 66.35% 13.618%
14 14.165 1925 1928 1935 rVB3 68670 108139 1.04% 0.214%
15 14.241 1937 1941 1946 rVB2 69681 110115 1.06% 0.218%

16 14.799 2028 2036 2044 rVB2 1163598 1988466 19.16% 3.933%
17 16.292 2284 2290 2299 rVB 4649699 7051047 67.95% 13.947%
18 17.202 2440 2445 2450 rVB2 188644 255639 2.46% 0.506%
19 17.555 2499 2505 2511 rBV2 1651851 2464384 23.75% 4_875%
20 18.424 2649 2653 2662 rBV2 461111 625232 6.03% 1.237%

21 19.688 2864 2868 2877 rVB2 363231 493941 4.76% 0.977%
22 20.158 2942 2948 2953 rVB 7560292 10376906 100.00% 20.526%

23 21.844 3229 3235 3243 rVB2 1649017 2901512 27.96% 5.739%
24 25.199 3797 3806 3818 rVB2 949290 2820236 27.18% 5.578%

Sum of corrected areas: 50555898
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG070816\
Data File : BG022912.D

Aca On > 8 Jul 2016 2:03

Operator : UM/SJ

Sample : H3834-06

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG022912.D
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Abundance TIC: BG022912.D
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Abundance TIC: BG022912.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG070816\
Data File : BG022912.D

Aca On > 8 Jul 2016 2:03

Operator : UM/SJ

Sample : H3834-06

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.M
Quant Title : 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 2(3H)-Furanone, dihydro-5-m... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

700 265ng 112019  1,4-Dichlorobenzene-da 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 2(3H)-Furanone. dihvdro-5-methyl- 100 C5H802 000108-29-2 52

2 Furan. tetrahvdro-2.5-dimethvl- 100 C6H120 001003-38-9 27
3 Thiazole 85 C3H3NS 000288-47-1 27
4 9-Azabicvclol6.1.01non-4-en-9-am... 138 C8H14N2 066387-78-8 25
5 2-Heptanone, 4-methyl- 128 C8H160 006137-06-0 14
Abundance Scan 709 (7.002 min): BG022912.D (-703) (-) m/z 43.10 100.00%

5000

6.60 6.80 7.00 7.20 7.40
m/z 56.10 91.03%

11139167 207238 279 325355 405 467  gp7
mz-> 0 50 100 150 200 250 300 350 400 450 500

Abundance #3664: 2(3H)-Furanone, dihydro-5-methyl-
56
5000 85
6.60 6.80 7.00 7.20 7.40
‘ m/z 85.00 56 .85%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
56
85
6.60 6.80 7.00 7.20 7.40
5000 m/z 58.00 55.22%
27

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

Abundance #1508: Thiazole
58 85 6.60 6.80 7.00 7.20 7.40
m/z 41.05 44 _.01%
5000
321
R e e e L o o o I ELALA
m/z--> 0 50 100 150 200 250 300 350 400 450 500 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG070816\
Data File : BG022912.D

Aca On > 8 Jul 2016 2:03

Operator : UM/SJ

Sample : H3834-06

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.M
Quant Title : 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 unknown7.68 Concentration Rank 1

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

7.68 80.77 ng 3412850 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 14
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 14
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 824 (7.678 min): BG022912.D (-816) (-) m/z 131.95 100.00%
132
68
5000
v 16 173 207 259286 327357 409 493520 740 760 7.0 800
gl L | 173 207 259286 327357 409 498520 m/z 68.10 59.46%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 LRI I UL L
7.40 7.60 7.80 8.00
31 m/z 66.10 40.48%
‘H 1 “ 1 ‘ ‘

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

Abundance
132
PN & U
7.40 7.60 7.80 8.00
5000 m/z 134.00 33.73%
33 105
70
N e T B B B ma
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14013: 1H-Benzimidazole, 2-methyl- e A
132 7.40 7.60 7.80 8.00
m/z 69.10 28.70%
5000
28l|631u]-04
m/z--> 0 50 100 150 200 250 300 350 400 450 500 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG070816\
Data File : BG022912.D

Aca On > 8 Jul 2016 2:03

Operator : UM/SJ

Sample : H3834-06

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.M
Quant Title : 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 unknownl7.20 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.20 2.07 ng 255639 Phenanthrene-d10 17.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecvl 5-bromovalerate 334 C16H31Bro02 300381-07-1 32
2 Cvclobutanecarboxvlic acid. hexa... 324 C21H4002 1000280-41-2 30
3 Cvclohexanecarboxvlic acid. 1l-cv... 224 C14H2402 1000279-52-6 27
4 Cvclohexanol. 2-(2-ethvl-1-hvdro... 228 C14H2802 006628-39-3 25
5 Cyclohexane, (1-methylpropyl)- 140 C10H20 007058-01-7 22
Abundance Scan 2445 (17.202 min): BG022912.D (-2440) (-) m/z 55.10 100.00%
g5
5000 g3 111
16.80 17.00 17.20 17.40 17.60
206 234 281 334 363389 417 446 475 n/z  41.10 51 44%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #134513: Undecyl 5-bromovalerate
55
5000 AR AL BURRUSI SN B
16.80 17.00 17.20 17.40 17.60
8 181 m/z 111.05 51.15%
‘ 11 154
...|.‘h‘.H‘.“F.“.“.”. ,‘.”..U.,....2,5.6...,....,....,....,....
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
55 101
16.80 17.00 17.20 17.40 17.60
5000 m/z 101.05 48.23%
29
125 1, 196 224 Hpq 34
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #72316: Cyclohexanecarboxylic acid, 1-cyclohpentylethyl ester
55 8 16.80 17.00 17.20 17.40 17.60
11 m/z 83.10 48.05%
5000
2‘9 L J | ' 15\5
mz-> 50 100 150 200 250 300 350 400 450 | | 16.80 17.00 17.20 17.40 17.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG070816\
Data File : BG022912.D

Aca On > 8 Jul 2016 2:03

Operator : UM/SJ

Sample : H3834-06

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.M
Quant Title : 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 Tetradecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.42 5.07 ng 625232 Phenanthrene-d10 17.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 93
2 Tridecanoic acid 214 C13H2602 000638-53-9 89
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 81
4 Pentadecanoic acid 242 C15H3002 001002-84-2 74
5 Dodecanoic acid 200 C12H2402 000143-07-7 70

Abundance Scan 2652 (18.419 min): BG022912.D (-2649) (-) m/z 73.00 100.00%

7B
43

5000

256 18.20 18.40 18.60 18.80
305 343 376404 454 507 544 m/z 43.10 75 _89Y%

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

Abundance #75072: Tetradecanoic acid
73
43
5000 129 LA L L L L L L L L L LB
185 18 20 18. 40 18. 60 18 80
m/z 60.10 72.81%
H 1 ‘ 228
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43 ’®
R e N RN aaia
18.20 18.40 18.60 18.80
5000 m/z 55.10 57.99%
129 171 214
101
IR o o o e e I I e e e o S BEREE e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #92228: n-Hexadecanoic acid e A BAREE RS
43 18.20 18.40 18.60 18.80

m/z 41.10 55.05%

5000

21
157185

| T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 18 20 18. 40 18. 60 18 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG070816\
Data File : BG022912.D

Aca On > 8 Jul 2016 2:03

Operator : UM/SJ

Sample : H3834-06

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.M
Quant Title : 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 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

19.69 4.01 ng 493941 Phenanthrene-d10 17.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 93
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 76
4 Undecanoic acid 186 C11H2202 000112-37-8 52
5 Tetradecanoic acid 228 C14H2802 000544-63-8 43

Abundance Scan 2868 (19.688 min): BG022912.D (-2864) (-) m/z 73.10 100.00%

43

5000 129

241

185

284
318347 379 415 458 495521 19.40 19.60 19.80 20.00

0 m/z 60.10 86.33%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #108839: Octadecanoic acid
43 73
5000
129 284 19.40 19.60 19.80 20.00
m/z 57.10 84 .06%
‘ Hl 1 185213241
A .‘“‘.“ﬁ,‘).‘““.w.‘1,5.7.‘.‘.*,.*.‘..‘,‘...‘.,....,....,....,....,...
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
43 73
R R IEEEE e s
19.40 19.60 19.80 20.00
5000 m/z 43.10 79.10%
129 242
199
101 171
I o e B B o N L e e e o
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #65565: Tridecanoic acid e e ERRES BE s

19.40 19.60 19.80 20.00
m/z 55.10 77.21%

5000

T I I T
19.40 19.60 19.80 20.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG070816\
Data File : BG022912.D

Acq On > 8 Jul 2016 2:03

Operator : UM/SJ

Sample - H3834-06

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG070816.M
Quant Title : 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]
2(3H)-Furanone, d... 7.00 2.6 ng 112019 1 8.15 845045 20.0
unknown7 .68 7.68 80.8 ng 3412850 1 8.15 845045 20.0
unknownl17 .20 17.20 2.1 ng 255639 4 17.55 2464380 20.0
Tetradecanoic acid 18.42 5.1 ng 625232 4 17.55 2464380 20.0
Octadecanoic acid 19.69 4.0 ng 493941 4 17.55 2464380 20.0
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