LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG012115\
Data File : BG015908.D

Aca On : 21 Jan 2015 18:42

Operator : TP/1Z

Sample : G1100-18

Misc :

ALS Vial : 3 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:\HPCHEM1I\BNA G\METHODS\8270-BG012015.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 4.810 355 361 370 rVB2 425371 699397 1.50% 0.103%
2 5.275 434 440 451 rBV 3302909 4741439 10.19% 0.700%
3 6.879 701 713 714 rBV 3412405 6079525 13.07% 0.898%
4 6.902 714 717 726 rVB 5260010 7379966 15.86% 1.090%
5 7.119 746 754 764 rBY 3894272 5791162 12.45% 0.855%
6 7.219 764 771 779 rBVY 3149750 5074699 10.91% 0.750%
7 7.572 823 831 839 rVB 5976901 9408283 20.22% 1.390%
8 7.719 842 856 867 rVB 6542761 11081874 23.82% 1.637%
9 8.001 897 904 906 rBVY 2375822 3719025 7.99% 0.549%
10 8.030 906 909 918 rVB 4355557 6891273 14.81% 1.018%

11 8.841 1039 1047 1055 rBV2 2313544 3750608 8.06% 0.554%
12 9.593 1166 1175 1183 rBV 1783572 2870615 6.17% 0.424%
13 9.893 1220 1226 1235 rVB 3501439 5488333 11.80% 0.811%
14 10.339 1293 1302 1310 rBV 9567833 16020338 34.43% 2.366%
15 10.474 1316 1325 1328 rBV 704209 1315323 2.83% 0.194%

16 10.527 1328 1334 1341 rVB 5189035 9139814 19.64% 1.350%
17 10.803 1373 1381 1388 rBV 6921346 10980124 23.60% 1.622%
18 11.779 1537 1547 1557 rBV 9115237 14835469 31.88% 2.191%
19 12.149 1601 1610 1616 rBV 10145043 17008777 36.56% 2.512%
20 12.766 1706 1715 1721 rBV 11702820 17960005 38.60% 2.653%

21 12.836 1721 1727 1739 rVV 4285142 6543740 14.06% 0.966%
22 12.954 1739 1747 1753 rVB 5582835 8371490 17.99% 1.236%
23 13.206 1784 1790 1795 rBV 2571211 3962945 8.52% 0.585%
24 13.800 1884 1891 1899 rVB 4786880 8428731 18.12% 1.245%
25 13.935 1904 1914 1919 rBV 12303173 19080063 41.01% 2.818%

26 14.064 1927 1936 1944 rVB 12335740 20180705 43.37% 2.981%
27 14.335 1975 1982 1987 rBV 1281279 1909674 4._.10% 0.282%
28 14.405 1987 1994 2000 rVB 12113735 18403418 39.55% 2.718%
29 14.581 2013 2024 2033 rBV 3987585 6342297 13.63% 0.937%
30 14.722 2040 2048 2053 rVB 8229983 12457077 26.77% 1.840%

31 15.175 2118 2125 2130 rBV 10247169 13996658 30.08% 2.067%
32 15.392 2146 2162 2167 rBV 32774288 46528405 100.00% 6.872%
33 15.698 2209 2214 2221 rVB 713335 935102 2.01% 0.138%
34 15.827 2230 2236 2243 rBV 6251701 9124616 19.61% 1.348%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG012115\
Data File : BG015908.D

Aca On : 21 Jan 2015 18:42

Operator : TP/1Z

Sample : G1100-18

Misc :

ALS Vial : 3 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON

Sampling : 1

Start Thrs: 0.2

Stop Thrs - O

Filtering: 5
Min Area: 3 % of largest Peak
Max Peaks: 100

Peak Location: TOP

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

Method : Z:\HPCHEMI\BNA G\METHODS\8270-BG012015.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 16.273 2307 2312 2318 rBVY 4419507 5825557 12.52% 0.860%
36 16.391 2326 2332 2341 rBV2 5397705 7712608 16.58% 1.139%
37 16.743 2382 2392 2403 rBVY 12712877 18389109 39.52% 2.716%
38 17.084 2445 2450 2455 rVB 1936795 2597021 5.58% 0.384%
39 17.219 2467 2473 2479 rVB 9129999 13426806 28.86% 1.983%
40 17.983 2599 2603 2611 rBvY 705540 1019595 2.19% 0.151%
41 19.152 2794 2802 2808 rBV 11529290 16434672 35.32% 2.427%
42 19.270 2817 2822 2829 rBV3 354103 520901 1.12% 0.077%
43 19.517 2855 2864 2870 rBV 14694552 22600988 48.57% 3.338%
44 19.716 2892 2898 2903 rBV 11673342 14685006 31.56% 2.169%
45 20.416 3011 3017 3022 rBV 17444664 22867648 49.15% 3.377%
46 20.980 3110 3113 3117 rBV3 422442 573379 1.23% 0.085%
47 21.185 3143 3148 3153 rBV 9046155 9635450 20.71% 1.423%
48 21.262 3154 3161 3166 rBV2 15307731 25624126 55.07% 3.785%
49 21.315 3166 3170 3175 rVB 13806473 17716682 38.08% 2.617%
50 22.073 3293 3299 3307 rVB 18466862 24801900 53.30% 3.663%
51 22.449 3359 3363 3368 rVB 475331 655238 1.41% 0.097%
52 22.872 3424 3435 3438 rBVY 15222900 34290056 73.70% 5.065%
53 22.907 3438 3441 3449 rVB 10590145 16734604 35.97% 2.472%
54 23.447 3523 3533 3542 rBVY 9793386 20820352 44.75% 3.075%
55 23.536 3542 3548 3556 rVB 1551893 2837860 6.10% 0.419%
56 25.862 3927 3944 3955 rBVY 7405738 27370046 58.82% 4.042%
57 26.603 4047 4070 4078 rBVY 7528421 33418921 71.82% 4_.936%
Sum of corrected areas: 677059495
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA G\DATA\BGO012115\

BG015908.D

21 Jan 2015 18:42

TP/1Z

G1100-18

3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG012015.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\BG012115\
Data File : BG015908.D

Aca On : 21 Jan 2015 18:42

Operator : TP/1Z

Sample : G1100-18

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG012015.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 unknown7.22 Concentration Rank 2

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

7.22 9.16 ng 5074700 1,4-Dichlorobenzene-d4 7.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Oxabicvclol3.2.01hept-6-ene-2.,... 138 C7H603 064197-88-2 22
2 1-Penten-3-vne 66 C5H6 000646-05-9 22
3 1.3-Cvclopentadiene 66 C5H6 000542-92-7 12
4 1.2.4-Metheno-1H-cvclobutalcdlpe... 148 C10H120 015776-05-3 12
5 2-Cyclohexen-1-one 96 C6H80 000930-68-7 11

Abundance Scan 771 (7.219 min): BG015908.D (-764) (-) m/z 131.90 100.00%
68 132
5000
1 gf 165195222 256 314 345 441 479 513 630 7.00 7.00 740 7.60
oﬁﬁm..,l....,.... 222256 314345 441 419513 | Tns7 68.00  82.96%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #16641: 3-Oxabicyclo[3.2.0]hept-6-ene-2,4-dione, 1-methyl-
66
5000 P
39 6.80 7.00 7.20 7.40 7.60
o m/z 66.00 60.48%
0"ﬂf”"Jw"'|'“'|""""|'“'|"'w""|“"|"“
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
66
39 6.80 7.00 7.20 7.40 7.60
5000 m/z 68.95 38.83%
e S L B B S B L AL S B
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #362: 1,3-Cyclopentadiene R R A B
66 6.80 7.00 7.20 7.40 7.60
m/z 134.00 36.62%
5000 o9
e S I S L S WL S B RIS B AU N R SR I
m/z--> 50 100 150 200 250 300 350 400 450 500 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\BG012115\
Data File : BG015908.D

Aca On : 21 Jan 2015 18:42

Operator : TP/1Z

Sample : G1100-18

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG012015.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 Benzophenone Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.70 9.79 ng 935102 Acenaphthene-d10 14.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 81
2 1.2.4.5-Tetroxane. 3.3.6.6-tetra... 396 C26H2004 016204-36-7 78
3 1.2.4-Trioxolane. 3.3.5-triphenvl- 304 C20H1603 023246-12-0 72
4 Azobenzene 182 C12H10N2 000103-33-3 64
5 Methanone, phenyl-2-pyridinyl- 183 C12H9NO 000091-02-1 64
Abundance Scan 2214 (15.698 min): BG015908.D (-2209) (-) m/z 77.00 100.00%
777 105
5000 182
5 e
152 15.40 15.60 15.80 16.00
Ol i L 228261 204 331 388 435 475506 546 | 77 104.95  90.90%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #44107: Benzophenone
105
77
5000 LR AR B UL SULE
182 mmmmmhm%'
m/z 182.00 47 .69%
5 152
O
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
77 105
AR AR RARAN RARAS
15.40 15.60 15.80 16.00
5000 182 m/z 51.00 31.00%
. 50 150
mz-> 50 100 150 200 250 300 350 400 450 500 550
Abundance #119840: 1,2,4-Trioxolane, 3,3,5-triphenyl- LN B B L B L
105 15.40 15.60 15.80 16.00
" m/z 49.95 12.32%
5000 182
28
o | 152 : 272
m/z--> 55 100 1éo 200 250 300 350 400 450 500 550 1540 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG012115\
Data File : BG015908.D

Aca On : 21 Jan 2015 18:42

Operator : TP/1Z

Sample : G1100-18

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG012015.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 3 Tridecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

17.98 7.85 ng 1019600 Phenanthrene-d10 17.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 87
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 86
3 Pentadecanoic acid 242 C15H3002 001002-84-2 64
4 n-Decanoic acid 172 C10H2002 000334-48-5 38
5 Tetradecanoic acid 228 C14H2802 000544-63-8 38

Abundance Scan 2602 (17.977 min): BG015908.D (-2599) (-) m/z 73.00 100.00%

73
43

5000

17.60 17.80 18.00 18.20

288316346 394424 456 492521550

0 m/z 60.00 72 .25%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #65565: Tridecanoic acid
73
43
5000 129
171 17.60 17.80 18.00 18.20
\ 214 m/z 43.00 65.89%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
43 73
17.60 17.80 18.00 18.20
5000 256 m/z 41.00 48 .25%
129
213
101 = 157185
O T T e T T e T T T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #83686: Pentadecanoic acid

17.60 17.80 18.00 18.20
m/z 54.95 46.47%

5000

m/z--> 50 100 150 200 250 300 350 400 450 500 550 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG012115\
Data File : BG015908.D

Aca On : 21 Jan 2015 18:42

Operator : TP/1Z

Sample : G1100-18

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG012015.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

Concentration Rank 4

Peak Number

4 Squalene

R.T. EstConc Area Relative to ISTD R.T.
22.45 4.62 ng 655238 Perylene-d12 23.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 007683-64-9 74
2 1.6-Octadiene. 3.5-dimethvl-. tr... 138 C10H18 074630-87-8 64
3 3-Ethvl-1.5-octadiene 138 C10H18 1000114-87-7 64
4 4-Methvl-1.5-Heptadiene 110 C8H14 000998-94-7 64
5 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 64

Abundance Scan 3363 (22.449 min): BG015908.D (-3359) (-) m/z 69.00 100.00%
69
5000 W
41 --------j-\ﬁ-------
109136 22.20 22.40 22.60 22.80
o 175207 251 299327 358 394423 455 502 539 m/z 81.00 44 _75%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #158503: Squalene
69
5000 RN UGN UL SRR B
22 20 22. 40 22 60 22. 80
41 m/z 41.00 22.24%
oLk kb A1 “ 1.6.4.1.91.?.3% B —
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
69
4 2220 22.40 22,60 22.80
5000 m/z 95.00 13.67%
o 96 123
m/z--> 5|0 1(|)0 1%0 200 250 300 35|O 4CI)O 45|0 SCI)O 55|0
Abundance #16278: 3-Ethyl-1,5-octadiene R e R R
41 69 22.20 22.40 22.60 22.80
m/z 67.95 12.50%
5000
109
ol M,‘m,, -
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22 20 22. 40 22 60 22. 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG012115\
Data File : BG015908.D

Acq On : 21 Jan 2015 18:42

Operator : TP/1Z

Sample - G1100-18

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG012015.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]
unknown? .22 7.22 9.2 ng 5074700 1 7.68 11081900 20.0
Benzophenone 15.70 9.8 ng 935102 3 14.33 1909670 20.0
Tridecanoic acid 17.98 7.8 ng 1019600 4 17.08 2597020 20.0
Squalene 22.45 4.6 ng 655238 6 23.54 2837860 20.0
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