LSC Area Percent Report

Data Path : V:\HPCHEM1\BNA G\DATA\BG070916\
Data File : BG022945.D

Aca On 9 Jul 2016 00:45

Operator : UM/SJ

Sample : H3884-06

Misc :

ALS Vial : 43 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 3.042 31 35 43 rBV 218318 302362 3.99% 0.651%
2 5.222 400 406 412 rBV 104381 180169 2.38% 0.388%
3 5.698 478 487 498 rBVY 1702968 2745582 36.23% 5.909%
4 7.308 753 761 772 rBVY 1981679 3482867 45.96% 7 .495%
5 7.684 816 825 836 rBY 1762606 3059496 40.37% 6.584%
6 8.154 895 905 911 rBV 416584 748495 9.88% 1.611%
7 8.477 953 960 970 rBVY 1164452 2066219 27.26% 4_447%
8 9.323 1097 1104 1111 rBV 1166928 2079720 27 .44% 4_476%
9 10.980 1379 1386 1393 rBV 638522 1171806 15.46% 2.522%
10 13.418 1793 1801 1808 rBY 3245024 5083498 67.08% 10.940%

11 14.235 1934 1940 1947 rBV 544169 808749 10.67% 1.740%
12 14.799 2029 2036 2043 rBV2 1213048 1974549 26.05% 4.249%
13 15.616 2171 2175 2179 rVB 60150 76874 1.01% 0.165%
14 16.291 2283 2290 2299 rBV 3206167 5147647 67.92% 11.078%
15 16.485 2318 2323 2334 rVB2 58515 115755 1.53% 0.249%

16 17.278 2454 2458 2462 rBV2 111433 134352 1.77% 0.289%
17 17.555 2498 2505 2510 rBV2 1568712 2541852 33.54% 5.470%
18 17.596 2510 2512 2519 rVB 149747 192308 2.54% 0.414%
19 18.424 2647 2653 2658 rBv2 258798 371593 4_90% 0.800%
20 19.605 2849 2854 2859 rVB 147435 217954 2.88% 0.469%

21 19.687 2864 2868 2873 rBV6 51766 75963 1.00% 0.163%
22 19.964 2912 2915 2920 rVB 138316 195294 2.58% 0.420%
23 20.152 2940 2947 2954 rBV 5560315 7578441 100.00% 16.309%
24 21.450 3163 3168 3177 rBV4 284866 467076 6.16% 1.005%
25 21.844 3228 3235 3241 rBV 1772755 2944863 38.86% 6.337%

26 25.199 3796 3806 3818 rVB 880395 2703992 35.68% 5.819%

Sum of corrected areas: 46467476
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LSC Report - Integrated Chromatogram

Data Path : V:\HPCHEM1\BNA G\DATA\BG070916\
Data File : BG022945.D

Aca On 9 Jul 2016 00:45

Operator : UM/SJ

Sample : H3884-06

Misc :

ALS Vial : 43 Sample Multiplier: 1

Quant Method
Quant Title

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

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

Data Path : V:\HPCHEM1\BNA G\DATA\BG070916\
Data File : BG022945.D

Aca On 9 Jul 2016 00:45

Operator : UM/SJ

Sample : H3884-06

Misc :

ALS Vial : 43 Sample Multiplier: 1

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

Quant Method
Quant Title

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 unknown3.04 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

" 3.04 8.08ng 302362  1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

ropane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 45
-Hvdroxv-2-methvlbutyric acid 118 C5H1003 003739-30-8 9
.2"-Trimethvlenebis-1.3-dioxolane 188 C9H1604 006543-04-0 9
-Ethvilformamide 73 C3H7NO 000627-45-2 5
,3,5-Trioxane 90 C3H603 000110-88-3 4

abrwNPE
P Z2NNT

Abundance Scan 35 (3.042 min): BG022945.D (-31) (-) m/z 73.10 100.00%

S
5000{ 43

300 320 340
0 (107 142 175 226 275 39S A%l 4rss0l m/z 43.10 39.21%

R T | T | T T
m/iz—-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4670: Propane, 2,2-dimethoxy-
73
so00] 43

3.00 3.20 3.40
m/z 89.10 32 .50%

0 T T T T T T T T e T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
73
T
3.00 3.20 3.40
soool 43 m/z 45.00 7.12%
103
O T T T T T e T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #48386: 2,2'-Trimethylenebis-1,3-dioxolane
73 3.00 3.20 3.40
m/z 41.05 6.05%
5000
45
o 15, j 9? 145 187
I e L B e o O LA o o o o o o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 3.00 3.20 3.40
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Library Search Compound Report

Data Path : V:\HPCHEM1\BNA G\DATA\BG070916\
Data File : BG022945.D

Aca On 9 Jul 2016 00:45

Operator : UM/SJ

Sample : H3884-06

Misc :

ALS Vial : 43 Sample Multiplier: 1

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

Quant Method
Quant Title

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 unknown5.22 Concentration Rank 4

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

5.22 4.81 ng 180169 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Hvdroxv-3-hexanone 116 C6H1202 004984-85-4 36
2 Propane. 2-ethoxy-2-methvl- 102 C6H140 000637-92-3 28
3 t-Butvl ethvl ether 102 C6H140 1000118-18-4 28
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 22
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 10

Abundance Scan 406 (5.222 min): BG022945.D (-400) (-) m/z 43.10 100.00%
48
5000
101
4.80 5.00 5.20 5.40 5.60
ob AL d73 | 147171 207 237 260206 376 433462 L. 75910 76.98%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #7866: 4-Hydroxy-3-hexanone
59
50001 31 [T T T
480 5.00 5.20 5.40 5.60
m/z 101.00 28.92%
J 87 116
L g L UL U UL UL L
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance
59
480 500 520 540 560
5000 m/z 41.10 15.19%
87
29
L s L L L U L UL UL
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #4341: t-Butyl ethyl ether
59 4.80 5.00 5.20 5.40 5.60
m/z 58.10 13.79%
5000
87
29
O S g L U B
miz--> 0 50 100 150 200 250 300 350 400 450 4.80 500 520 5.40 5.60
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Library Search Compound Report

Data Path : V:\HPCHEM1\BNA G\DATA\BG070916\
Data File : BG022945.D

Aca On 9 Jul 2016 00:45

Operator : UM/SJ

Sample : H3884-06

Misc :

ALS Vial : 43 Sample Multiplier: 1

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

Quant Method
Quant Title

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.
18.42 2.92 ng 371593 Phenanthrene-d10 17.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tridecanoic acid 214 C13H2602 000638-53-9 86
3 Pentadecanoic acid 242 C15H3002 001002-84-2 64
4 Tetradecanoic acid 228 C14H2802 000544-63-8 50
5 Dodecanoic acid 200 C12H2402 000143-07-7 43

Abundance Scan 2652 (18.418 min): BG022945.D (-2647) (-) m/z 73.10 100.00%

43

5000 129
213

157185 256

18.20 18.40 18.60 18.80

295 332359 414 476 519

0 m/z 60.10 88.39%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #92227: n-Hexadecanoic acid
43
73 “ A »
5000 LRI SR BN IR B

18.20 18.40 18.60 18.80
m/z 55.10 80.99%

et s 28
O T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
73
43 RN RSN R S S
18.20 18.40 18.60 18.80
5000 129 m/z 43.10 79.41%
171
99 214
L0 e L e e e e e e B S R
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #83686: Pentadecanoic acid e R a L mEsa et S ts S

18.20 18.40 18.60 18.80
m/z 41.10 64.54%

5000

m/z--> 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 : V:\HPCHEM1\BNA G\DATA\BG070916\
Data File : BG022945.D

Aca On 9 Jul 2016 00:45

Operator : UM/SJ

Sample : H3884-06

Misc :

ALS Vial : 43 Sample Multiplier: 1

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

Quant Method
Quant Title

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 Bromoacetic acid, hexadecyl... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.45 3.17 ng 467076 Chrysene-di12 21.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bromoacetic acid. hexadecvl ester 362 C18H35Bro02 005454-48-8 87
2 Hexadecane-1.2-diol 258 C16H3402 006920-24-7 72
3 Cvclopentadecane 210 C15H30 000295-48-7 64
4 Acetic acid. trifluoro-. hexadec... 338 C18H33F302 006222-03-3 64
5 1-Eicosanol 298 C20H420 000629-96-9 64
Abundance Scan 3168 (21.450 min): BG022945.D (-3163) (-) m/z 55.10 100.00%
>0 L l llll ML
UL SN B SRR B
139 168194 387 21.20 21.40 21.60 21.80
ol ALLES .l .L'. 203290316 397 403429 481 837 | 7z 69.10 90.68%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #145521: Bromoacetic acid, hexadecy! ester
43
69
97
5000 LR SO B SUBLE IR
2120 21.40 21.60 21.80
‘ : m/z 57.10 81.84%
o -‘-“.‘“ \Hu\ Wf“ e a9
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
4316997
207 " 21.20 21.40 2160 21.80
5000 m/z 83.10 77 .00%
125
153159
e S U L L B B I B B WAL
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #63051: Cyclopentadecane B A Bt
55 21.20 21.40 21.60 21.80
83 m/z 43.10 72 .86%
5000
29 111
L |20 190710
mz-> 50 100 150 200 250 300 350 400 450 500 " 2120 21.40 2160 21.80
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Tentatively ldentified Compound (LSC) summary

Data Path : V:\HPCHEM1\BNA_G\DATA\BG070916\
Data File : BG022945.D

Acq On 9 Jul 2016 00:45

Operator : UM/SJ

Sample - H3884-06

Misc :

ALS Vial : 43 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG070816_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]
unknown3 .04 3.04 8.1 ng 302362 1 8.15 748495 20.0
unknown5.22 5.22 4.8 ng 180169 1 8.15 748495 20.0
n-Hexadecanoic acid 18.42 2.9 ng 371593 4 17.55 2541850 20.0
Bromoacetic acid,... 21.45 3.2 ng 467076 5 21.84 2944860 20.0
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