LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG091916\
Data File : BG024034.D

Aca On : 20 Sep 2016 1:17

Operator : UM/SJ

Sample : H4821-24

Misc :

ALS Vial : 16 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-BG083116.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 5.126 384 389 400 rVB2 63318 115797 2.11% 0.533%
2 5.607 465 471 481 rBV 381954 678118 12.37% 3.119%
3 7.229 741 747 761 rBV 250418 493261 9.00% 2.269%
4 7.587 801 808 820 rBV 768923 1365933 24.91% 6.282%
5 8.057 881 888 897 rBV 164096 301815 5.50% 1.388%

8.380 934 943 952 rBV 702764 1233387 22.49% 5.673%
9.238 1081 1089 1102 rBV 653775 1211665 22.10% 5.573%
9.631 1147 1156 1165 rBvV4 20449 57371 1.05% 0.264%
10.888 1359 1370 1378 rBV 226684 443586 8.09% 2.040%
13.338 1778 1787 1802 rBV 1779947 2868485 52.31% 13.193%

=
QO ~NO®

11 14.178 1922 1930 1942 rBV 287667 485035 8.85% 2.231%
12 14.730 2017 2024 2031 rBV 415655 670163 12.22% 3.082%
13 16.228 2273 2279 2289 rBV 1830152 2854907 52.06% 13.131%
14 17.491 2488 2494 2503 rBV 583016 930491 16.97% 4._.280%
15 18.366 2637 2643 2649 rBV3 100320 162985 2.97% 0.750%

16 19.629 2855 2858 2865 rBV3 80587 118158 2.15% 0.543%
17 20.105 2932 2939 2946 rBV 4183673 5483391 100.00% 25.220%
18 21.797 3221 3227 3237 rBV 635675 1154212 21.05% 5.309%
19 22.302 3309 3313 3318 rVB7 36686 63059 1.15% 0.290%
20 25.140 3787 3796 3808 rVB2 341482 1050650 19.16% 4.832%

Sum of corrected areas: 21742469
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG091916\
Data File : BG024034.D

Aca On : 20 Sep 2016 1:17

Operator : UM/SJ

Sample : H4821-24

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG024034.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG091916\
Data File : BG024034.D

Aca On : 20 Sep 2016 1:17

Operator : UM/SJ

Sample : H4821-24

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.13 7.67 ng 115797 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
3 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 12
4 Propane. l-ethoxvy-2-methvl- 102 C6H140 000627-02-1 10
5 Guanidine 59 CH5N3 000113-00-8 9

Abundance Scan 390 (5.131 min): BG024034.D (-384) (-) m/z 43.00 100.00%

43
5000
101

480 500 520 540
155 222 281 354
Obrrrlhpll g 126100 195222 00310 Sof 412445 4% m/z 59.05  64.24%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-

43

5000 Sty
4.80 5.00 5.20 5.40

m/z 101.05 29.78%

101
Ol 11 T e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43

4.80 5.00 5.20 5.40

5000 m/z 58.05 19.31%
101
15 69
L L L W L L L LS UL UL B
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4119: Butyl aldoxime, 3-methyl-, syn-
59 4.80 5.00 5.20 5.40

m/z 56.05 8.83%
5000

86

oD B OGS L N

m/z--> 0 50 100 150 200 250 300 350 400 450 500 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG091916\
Data File : BG024034.D

Aca On : 20 Sep 2016 1:17

Operator : UM/SJ

Sample : H4821-24

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 unknown7.59 Concentration Rank 1

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

7.59 90.51 ng 1365930 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 14
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 14
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 14
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI02 014203-19-1 10

Abundance Scan 809 (7.593 min): BG024034.D (-801) (-) m/z 132.05 100.00%
132
68
5000
40 | 9 720 7.40 7.60 7.80 8.00
ol 228 327 410 464 545 n/z 68.05 57_83%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14132: 1,3,4-Thiadiazole-2(3H)-thione, 5-methyl-
56 132
5000 LR L UL R
7.20 7.40 7.60 7.80 8.00
m/z 66.05 41.09%

o

27
T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
132
69

104 7.20 7.40 7.60 7.80 8.00

5000 m/z 134.05 34.70%
31
ottt e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14503: 1H-Benzimidazole, 2-methyl- R e R
132 7.20 7.40 7.60 7.80 8.00

m/z 69.05 25.14%

5000
63 104
0 281 j)HL
R B ML e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG091916\
Data File : BG024034.D

Aca On : 20 Sep 2016 1:17

Operator : UM/SJ

Sample : H4821-24

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Methane, dichloronitro- Concentration Rank 5

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

9.63 2.59 ng 57371 Naphthalene-d8 10.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methane. dichloronitro- 129 CHCI2NO2 007119-89-3 78
2 Dichloroacetic anhvdride 238 C4H2C1403 004124-30-5 78
3 2-Propanone. 1.1.3.3-tetrachloro- 194 C3H2CI140 000632-21-3 78
4 Ethane. 2.2-dichloro-1.1.1-trifl... 152 C2HCI2F3 000306-83-2 56
5 Trichloromethane 118 CHCI3 000067-66-3 45

Abundance Scan 1156 (9.631 min): BG024034.D (-1147) (-) m/z 82.95 100.00%
83
5000
48
147 207 311 374 9.40 9.60 9.80 10.00
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #13083: Methane, dichloronitro-
83
5000
9.40 9.60 9.80 10.00
48 m/z 47.95 21.71%
O R B B B S S A AR AR SRR
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
83
9.40 9.60 9.80 10.00
5000 11 m/z 63.05 17.29%
48
0|1'3:' '|""|"'1ﬂF"" LN P S SN B S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56554: 2-Propanone, 1,1,3,3-tetrachloro-
83 9.40 9.60 9.80 10.00
m/z 78.95 17.17%
5000
111
ol13 4? R h 159 196
m/z--> 6 55 160 1%0 200 250 300 3%0 400 4éo 560 séo 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG091916\
Data File : BG024034.D

Aca On : 20 Sep 2016 1:17

Operator : UM/SJ

Sample : H4821-24

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.37 3.50 ng 162985 Phenanthrene-d10 17.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 68
2 Pentadecanoic acid 242 C15H3002 001002-84-2 64
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 60
4 Tetracosanoic acid 368 C24H4802 000557-59-5 60
5 Tridecanoic acid 214 C13H2602 000638-53-9 60

Abundance Scan 2644 (18.372 min): BG024034.D (-2637) (-) m/z 73.05 100.00%

5000

18.00 18.20 18.40 18.60

0 m/z 55.05 65.07%
m/z--> 50 100 150 200 250 300 350 400 450 500

Abundance #131261: Octadecanoic acid

N
w
%)

5000 129 “Lfﬁ... e R s
18.00 18.20 18.40 18.60

m/z 60.05 63.79%

M19 185 241 284
YL Py VR ——
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
43 73
18.00 18.20 18.40 18.60
5000 129 m/z 43.05 60.04%
199 242
101 157
oty
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #107549: n-Hexadecanoic acid R a e
18.00 18.20 18.40 18.60
m/z 57.15 54.28%
5000
157 185213 256
04

m/z--> 50 100 150 200 250 300 350 400 450 500 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG091916\
Data File : BG024034.D

Aca On : 20 Sep 2016 1:17

Operator : UM/SJ

Sample : H4821-24

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Pentadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.63 2.54 ng 118158 Phenanthrene-d10 17.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 62
2 Pentadecanoic acid 242 C15H3002 001002-84-2 52
3 Tetradecanoic acid 228 C14H2802 000544-63-8 43
4 11-Bromoundecanoic acid 264 C11H21Bro02 002834-05-1 35
5 Decanoic acid, silver(1+) salt 278 C10H19Ag02 013126-67-5 35
Abundance Scan 2858 (19.629 min): BG024034.D (-2855) (-) m/z 73.05 100.00%
5000
429 19.40 19.60 19.80 20.00
0 a0 56 m/z 60.05 56.85%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #131261: Octadecanoic acid
43
5000
19.40 19.60 19.80 20.00
241 284 m/z 57.15 56.57%
O
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
43 73
19.40 19.60 19.80 20.00
5000 129 m/z 43.05 56.50%
199 242
101, = (157
O T T T T e e e e R e
m/z--> 55 160 1éo 200 250 300 3%0 460 4%0 560 séo
Abundance #84453: Tetradecanoic acid R R R e B
19.40 19.60 19.80 20.00
m/z 55.05 40.01%
5000
185 228
o} L = LWL/ TU
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.40 19.60 19.80 20.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG091916\
Data File : BG024034.D

Acq On : 20 Sep 2016 1:17

Operator : UM/SJ

Sample - H4821-24

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.13 7.7 ng 115797 1 8.06 301815 20.0
unknown? .59 7.59 90.5 ng 1365930 1 8.06 301815 20.0
Methane, dichloro... 9.63 2.6 ng 57371 2 10.89 443586 20.0
Octadecanoic acid 18.37 3.5 ng 162985 4 17.49 930491 20.0
Pentadecanoic acid 19.63 2.5 ng 118158 4 17.49 930491 20.0
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