LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022416\
Data File : BG021065.D

Aca On : 24 Feb 2016 23:51

Operator : UM/SJ

Sample : H1521-11

Misc :

ALS Vial : 12 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-BG022316.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

3.055 32 37 53 rBB 172881 238641 98.10% 11.246%

3.196 55 61 68 rBB2 4876 8408 3.46% 0.396%
315 rBB 2619 3564 1.47% 0.168%
5.281 410 416 426 rBB 33663 51127 21.02% 2.409%
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5.781 495 501 509 rBB 94802 147227 60.52% 6.938%

7.408 771 778 787 rBB 110731 182037 74.83% 8.578%
7.754 830 837 844 rBB 107951 181456 74.59% 8.551%
919 rBB 17861 28512 11.72% 1.344%
8.536 963 970 976 rBB 77365 130547 53.67% 6.152%
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1 9.387 1108 1115 1123 rBB 69755 121369 49.89% 5.719%
11 11.026 1387 1394 1401 rBB 28120 50930 20.94% 2.400%
12 13.447 1800 1806 1813 rBB 166400 243262 100.00% 11.464%
13 14.269 1939 1946 1952 rBB 23806 32850 13.50% 1.548%
14 14.663 2010 2013 2018 rBB 6311 7508 3.09% 0.354%
15 14.821 2034 2040 2046 rBB2 41019 60745 24.97% 2.863%
16 15.608 2170 2174 2179 rVB 7676 9880 4._.06% 0.466%
17 16.014 2237 2243 2248 rBB4 2110 4527 1.86% 0.213%
18 16.308 2288 2293 2300 rVB 115638 168783 69.38% 7.954%
19 16.466 2314 2320 2329 rBV 7503 13356 5.49% 0.629%
20 16.537 2329 2332 2338 rVB2 2577 3352 1.38% 0.158%
21 16.631 2341 2348 2353 rBV 6819 9771 4.02% 0.460%
22 16.689 2353 2358 2364 rVB3 5932 10311 4.24% 0.486%
23 16.748 2364 2368 2372 rBV2 6402 8234 3.38% 0.388%
24 16.795 2372 2376 2381 rVV3 3153 4769 1.96% 0.225%
25 16.954 2396 2403 2409 rVB6 4000 9178 3.77% 0.433%
26 17.012 2409 2413 2417 rBV 6635 9430 3.88% 0.444%
27 17.083 2422 2425 2429 rVB3 2821 4009 1.65% 0.189%
28 17.259 2451 2455 2460 rBV 3427 4779 1.96% 0.225%
29 17.559 2501 2506 2511 rBV 38420 53809 22.12% 2.536%
30 17.600 2511 2513 2519 rVB 3820 4300 1.77% 0.203%
31 18.411 2648 2651 2658 rBV2 5693 8376 3.44% 0.395%
32 19.591 2849 2852 2857 rBV 4715 5969 2.45% 0.281%
33 19.967 2910 2916 2919 rVB3 7656 11459 4.71% 0.540%

34 20.138 2940 2945 2950 rBV 142939 180055 74.02% 8.485%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022416\
Data File : BG021065.D

Aca On : 24 Feb 2016 23:51

Operator : UM/SJ

Sample : H1521-11

Misc :

ALS Vial : 12 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 - 0 Peak Location: TOP

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

Method > Z:\HPCHEM1I\BNA G\METHODS\8270-BG022316.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 20.813 3057 3060 3066 rVB2 7470 9077 3.73% 0.428%
36 21.412 3157 3162 3168 rBV2 10756 16492 6.78% 0.777%
37 21.829 3227 3233 3239 rBV 27210 42150 17.33% 1.986%
38 24.091 3613 3618 3621 rBV6 2692 6085 2.50% 0.287%
39 25.154 3790 3799 3810 rBv4 10280 32612 13.41% 1.537%
40 32.515 5050 5052 5059 rBV7 1358 3082 1.27% 0.145%

Sum of corrected areas: 2122028

8270-BG022316.M Thu Feb 25 16:13:46 2016 Page: 2



LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022416\
Data File : BG021065.D

Aca On : 24 Feb 2016 23:51

Operator : UM/SJ

Sample : H1521-11

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BG021065.D
3|05
150000
7.41 7 75
100000 5.78
8.54
9.39
50000
528 11.03
8.20
3.20 4.66
O e LA o o o o L o o LA L B o
Time--> 3.00 3.50 4.00 450 500 550 6.00 650 7.00 7.50 8.00 8.50 900 9.50 10.00 10.50 11.00 1150 1200 1250
Abundance TIC: BG021065.D
13.45
150000 20.14
16.31
100000
50000
14.82 17.56 2183
14.27 ol gy 2141
Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG021065.D
150000
100000
50000
25.15
24.09 (\ ~ 32.5:
O T T T T T T T T T T T
Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00

8270-BG022316.-M Thu Feb 25 16:13:47 2016 Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022416\
Data File : BG021065.D

Aca On : 24 Feb 2016 23:51

Operator : UM/SJ

Sample : H1521-11

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022316.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 unknown3.05 Concentration Rank 1

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

3.05 167.40 ng 238641 1,4-Dichlorobenzene-d4 8.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 40
2 2-Hvdroxv-2-methvlbutvric acid 118 C5H1003 003739-30-8 9
3 Propanoic acid. 2-methvl-. propv... 130 C7H1402 000644-49-5 9
4 Propane. 2-methoxv-2-methvl- 88 C5H120 001634-04-4 9
5 Borane, dimethoxy- 74 C2H7BO2 004542-61-4 7

Abundance Scan 36 (3.049 min): BG021065.D (-32) (-) m/z 73.15 100.00%
7B
43
5000
89 j\;
e e
3.00 320  3.40
55
Obrrr oo i e e e || M7z 43,15 52.84%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43 L UL UL I
3.00 320  3.40
31 89 m/z 89.05 28.69%
0 "'I""I'?5'"“"'??‘i"""'I""5‘7'I""Ill"l"'"I'"'I""I'
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
73
43 A AL AL I
55 3.00 320  3.40
5000 m/z 41.15 10.73%
29
0 s 37, 49 | 6l g7 g2 89 100
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #13101: Propanoic acid, 2-methyl-, propyl ester LA LN I L L L B
43 3.00 320  3.40
m/z 45.15 8.60%
71
5000 89
27
o 18 | a7]|  s3 50 . 101
m/z--> 10 20 30 40 50 60 70 8 90 100 110 300 320  3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022416\
Data File : BG021065.D

Aca On : 24 Feb 2016 23:51

Operator : UM/SJ

Sample : H1521-11

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022316.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 unknown3.20 Concentration Rank 6

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

3.20 5.90 ng 8408 1,4-Dichlorobenzene-d4 8.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopropane. propvl- 84 C6H12 002415-72-7 38
2 Cvclobutane. 1.2-diethvl- 112 C8H16 061141-83-1 33
3 Cvclobutane. 1.2-diethvl-. trans- 112 C8H16 019341-98-1 9
4 1-Hexanol 102 C6H140 000111-27-3 9
5 Pentane, 3-methylene- 84 C6H12 000760-21-4 9

Abundance Scan 62 (3.202 min): BG021065.D (-55) (-) m/z 56.15 100.00%
56
84
41
5000
69 BN EEE SRS
‘ | 3.00 320 3.40 3.60
-ttt m/z 84.05 70.88%
m/z--> 20 30 40 50 60 70 8 90 100 110 120
Abundance #1467: Cyclopropane, propyl-
41 56
M1
5000 BN EEE SR
27 3.00 320 3.40 3.60
69 m/z 41.05 63.03%
0 ‘ H 50, . 63 84
RIS AL SURLLELS SUL AL SR SRR S SURLELIL UL AL W
m/z--> 20 30 40 50 60 70 8 90 100 110 120
Abundance
56
A ISR SR
3.00 320 3.40 3.60
5000 m/z 55.05 34.52%
70
27 84
0 33 50 62 77 90 97 104 112
mz-> 20 30 40 50 60 70 80 90 100 110 120
Abundance #6640: Cyclobutane, 1,2-diethyl-, trans- A
41 56 3.00 3.20 3.40 3.60
m/z 43.05 25.81%
5000
27
0 84
. M sl e | 7l o
m/z--> 20 30 40 50 60 70 8 90 100 110 120 300 320 340 3.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022416\
Data File : BG021065.D

Aca On : 24 Feb 2016 23:51

Operator : UM/SJ

Sample : H1521-11

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022316.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 2-Pentene, 2,3-dimethyl- Concentration Rank 18

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

4._.66 2.50 ng 3564 1,4-Dichlorobenzene-d4 8.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentene. 2.3-dimethvl- 98 C7H14 010574-37-5 83
2 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 74
3 3-Hexen-2-one 98 C6H100 000763-93-9 74
4 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 9
5 2-Pentene, 3,4-dimethyl-, (2)- 98 C7H14 004914-91-4 9

Abundance Scan 310 (4.659 min): BG021065.D (-307) (-) m/z 83.05 100.00%
55 83
43
5000 98
440 460 480 500
O e e e e e e m/z 55.05 96 .15%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3308: 2-Pentene, 2,3-dimethyl-
55 83
41
5000 98 U I L L
27 440 4.60 4.80 5.00
15 69 m/z 43.05 55.97%
Oty .ﬂ..,.. :J,...:} J..??MM l.,??nuh ..??,n l..?%.. e
m/z--> 10 20 30 40 50 70 80 90 100
Abundance
55 83
440 460 480 500
5000 43 m/z 98.05 45_.96%
98
29
0 37 49 61 67 77 89
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3109: 3-Hexen-2-one L N M S
83 440 4.60 4.80 5.00
55 m/z 39.05 38.38%
5000 43
98
29
. 23 ] a7l|| 49| 638 77 | o |
miz--> 10 20 30 40 50 60 70 80 90 100 440 460 480 500
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022416\
Data File : BG021065.D

Aca On : 24 Feb 2016 23:51

Operator : UM/SJ

Sample : H1521-11

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022316.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 4 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.28 35.86 ng 51127 1,4-Dichlorobenzene-d4 8.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
3 Butane 58 C4H10 000106-97-8 9
4 3-Heptanol 116 C7H160 000589-82-2 9
5 2-Propanone, 1-(1-methylethoxy)- 116 C6H1202 042781-12-4 9

Abundance Scan 416 (5.281 min): BG021065.D (-410) (-) m/z 43.15 100.00%
a3
59
5000
101 U UL U I IR
| 83 | 5.00 5.20 5.40 5.60
o e e e e m/z 59.15 57.00%
m/z--> 0O 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L UL LR UL I
59 500 5.20 540 5.60
m/z 101.05 19.90%
15 31 101
0 25,77 37, 53 ‘ 83
miz--> T % o 65 % @ e 18 i
Abundance
43
500 520 540 560
5000 m/z 58.05 14 .59%
101
o 15 53137 51 % g9 86
miz--> 0 10 20 30 40 50 60 70 8 90 100 110
Abundance #223: Butane e R mE
43 5.00 5.20 5.40 5.60
m/z 41.15 8.46%
5000
\ .
0"w?'“l'm'l'J'l“'jlL'Fﬁ"w"'w"“l'“'l“"|“"w U UL L I IR
m/z--> 0 10 20 30 50 60 70 80 90 100 110 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022416\
Data File : BG021065.D

Aca On : 24 Feb 2016 23:51

Operator : UM/SJ

Sample : H1521-11

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022316.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 7 Hexane, 2,3,4-trimethyl- Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
14 .66 2.47 ng 7508 Acenaphthene-d10 14.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane. 2.3.4-trimethvl- 128 C9H20 000921-47-1 72
2 Heptane. 2.4-dimethvl- 128 C9H20 002213-23-2 42
3 Ether. hexvl pentvl 172 C11H240 032357-83-8 40
4 Decane. 2.2.6-trimethvl- 184 C13H28 062237-97-2 38
5 Decane, 2,2,7-trimethyl- 184 C13H28 062237-99-4 38
Abundance Scan 2013 (14.663 min): BG021065.D (-2010) (-) m/z 57.15 100.00%
43 57
71
5000 85
14.40 14.60 14.80 15.00
-ttt m/z 43.15 89.06%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12295: Hexane, 2,3,4-trimethyl-
43
5000
57 71 14.40 14.60 14.80 15.00
29 m/z 71.15 S54_.47%
o |37 50‘H‘ 65 M 77 w 91 99 113 128
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
43 A
14.40 14.60 14.80 15.00
5000 m/z 41.15 45 _85%
85
27 57 71
o D 1 - T =0 T O~ S B
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #37490: Ether, hexyl pentyl R R
43 14.40 14.60 14.80 15.00
m/z 85.05 38.87%
71
5000
85
56 ‘
0"P'“I”'WH“'PJAI”'M'”'P“”\”'}wh'P'”I”'W'”' LA IR DU B UL
m/z--> 20 40 50 70 80 90 100 110 120 130 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022416\
Data File : BG021065.D

Aca On : 24 Feb 2016 23:51

Operator : UM/SJ

Sample : H1521-11

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022316.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 9 Ether, hexyl pentyl Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.47 4.96 ng 13356 Phenanthrene-d10 17.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ether. hexvl pentvl 172 C11H240 032357-83-8 56
2 Decane. 2.2.7-trimethvl- 184 C13H28 062237-99-4 38
3 Decane. 2.2.6-trimethvl- 184 C13H28 062237-97-2 38
4 2.2-Dimethvlpropionic acid. 4-me... 186 C11H2202 150588-62-8 38
5 Ethanedioic acid, bis(3-methylbu... 230 C12H2204 002051-00-5 33
Abundance Scan 2321 (16.472 min): BG021065.D (-2314) (-) m/z 57.15 100.00%
57
43
71
5000
85
| | i ‘ gﬁ 16.20 16.40 16.60 16.80
R S B R KA RN AR LA RS AL LAY EARAN AL CARA LARL m/z 43.15 72.03%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #37490: Ether, hexyl pentyl
43
71
5000
85 16.20 16.40 16.60 16.80
56 m/z 71.05 63.03%
O”P”W“”P”W”“P”W””P”W”}ﬂaﬁ””P”W“”P”W””P”W””
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
57
16.20 16.40 16.60 16.80
5000 m/z 41.15 42 .32%
43 -
o 29 8 99 113 127 169
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #45611: Decane, 2,2,6-trimethyl-
57 16.20 16.40 16.60 16.80
m/z 85.05 35.40%
5000
43 =
o 29 | 85 9 us 127 169 n
m/z--> 20 3'0 20 50 6|0 70 80 90 100 110 120 130 140 150 160 170 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022416\
Data File : BG021065.D

Aca On : 24 Feb 2016 23:51

Operator : UM/SJ

Sample : H1521-11

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022316.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 10 unknownl6.63 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.63 3.63 ng 9771 Phenanthrene-d10 17.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Carbamic acid. N-T1l.1l-bis(triflu... 413 C19H25F6N0O2 296242-69-8 43
2 1-Dodecanone. 2-(imidazol-1-vD)-... 356 C22H32N202 1000137-95-7 40
3 4-Aminopvrazolo(3.4-d)pvrimidine 135 C5H5N5 020289-44-5 9
4 6-Methvl-triazolo(2.3-b)(1.2.4)-... 135 C5H5N5 061139-75-1 9
5 2H-Imidazo[4,5-b]pyridin-2-one, ... 135 C6H5N30 016328-62-4 9
Abundance Scan 2348 (16.631 min): BG021065.D (-2341) (-) m/z 135.05 100.00%
135
5000
a7 16.40 16.60 16.80 17.00
bttt e g m/z 107.05 16.00%
m/z--> 50 100 150 200 250 300 350
Abundance #158927: Carbamic acid, N-[1,1-bis(trifluoromethyl)ethyl]-...
135
5000
16.40 16.60 16.80 17.00
m/z 41.15 12.74%
107
4l sg 77 | | 161 188206 231248 281300
m/z--> 50 100 150 200 250 300 350
Abundance
135
16.40 16.60 16.80 17.00
5000 m/z 136.05 10.09%
77
0 '11| T T07' T T '2?1' Y U ?5§
m/z--> 50 100 150 200 250 300 350
Abundance #14888: 4-Aminopyrazolo(3,4-d)pyrimidine A B
135 16.40 16.60 16.80 17.00
m/z 43.15 8.74%
5000
52 108
29
0||||“|“|7Z T ——r— ——r— ——r— ———
m/z--> 50 100 150 200 250 300 350 16.40 16.60 16.80 17.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022416\
Data File : BG021065.D

Aca On : 24 Feb 2016 23:51

Operator : UM/SJ

Sample : H1521-11

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022316.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 11 unknownl6.69 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.69 3.83 ng 10311 Phenanthrene-d10 17.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (1S.4R)-p-Mentha-2.8-diene. 1-hy... 168 C10H1602 1000292-73-9 33
2 Oxiranecarboxvlic acid. 3-phenvl... 192 C11H1203 002272-55-1 28
3 dI-0-Tvrosine 181 C9H11NO3 002370-61-8 28
4 Pvridine. 4-ethvl-2.6-dimethvl- 135 C9H13N 036917-36-9 16
5 Benzamide, 3-methoxy-N-allyl- 191 C11H13NO2 331989-39-0 16
Abundance Scan 2358 (16.689 min): BG021065.D (-2353) (-) m/z 135.05 100.00%
107 135 149
121
5000
43 55
77 191
| | | | | 16.40 16.60 16.80 17.00
O i o e O e T e O I o m/z 107 .05 90.67%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #34430: (1S,4R)-p-Mentha-2,8-diene, 1-hydroperoxide
43 9 135
79 107
5000
55 16.40 16.60 16.80 17.00
67 121 m/z 149.05 82.33%
1
0"'|”"|'ﬂ'|j'”|t" "W"J'P'l'l”"l'”'l
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
135
91 107
16.40 16.60 16.80 17.00
5000 & m/z 121.05 56.68%
51 65 118
147 176 192
e L L S S W WL B WL WL
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #43610: dI-O-Tyrosine
107 135 16.40 16.60 16.80 17.00
m/z 55.15 34.26%
5000
74
90 118 181
28 39 51
Ok .:.L‘El;.‘l“. I‘\IHI‘I\M\ ’ |6‘?. -H‘h i .‘H. - Al "‘i — .‘l |1|4|6'| .:1-(?.3. — I" —
m/z--> 20 40 60 80 100 120 140 160 180 16.40 16.60 16.80 17.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022416\
Data File : BG021065.D

Aca On : 24 Feb 2016 23:51

Operator : UM/SJ

Sample : H1521-11

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022316.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 12 Hexestrol Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
16.75 3.06 ng 8234 Phenanthrene-d10 17.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexestrol 270 C18H2202 005635-50-7 50
2 Phenol. 4.47-(1.2-diethvl-1.2-et... 270 C18H2202 000084-16-2 40
3 2-Heptenoic acid. 4-cvclopropvl-... 194 C12H1802 074793-23-0 33
4 1H-Indole. 5-Fluoro- 135 C8H6FN 000399-52-0 32
5 Oxiranecarboxylic acid, 3-phenyl... 192 C11H1203 002272-55-1 28
Abundance Scan 2368 (16.748 min): BG021065.D (-2364) (-) m/z 135.05 100.00%
107121 | 149
5000
41
|| | 77 191 16.40 16.60 16.80 17.00
Ol el el e ey || M7z 107.05 56 94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #100744: Hexestrol
135
107
5000
16.40 16.60 16.80 17.00
m/z 121.05 56.68%
L. 8Tes Tl x| 165 270
m/z--> 25 40 éo 80 160 120 140 160 180 200 220 240 260
Abundance
135
107 16.40 16.60 16.80 17.00
5000 m/z 149.05 54 .10%
o 4255 "7 91 | 151 | 149165 181 197212 270
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #51882: 2-Heptenoic acid, 4-cyclopropyl-5-methylene-, meth...
5 16.40 16.60 16.80 17.00
m/z 41.15 22 .57%
5000
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 16.40 16.60 16.80 17.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022416\
Data File : BG021065.D

Aca On : 24 Feb 2016 23:51

Operator : UM/SJ

Sample : H1521-11

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022316.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 14 2H-Imidazo[4,5-b]pyridin-2-.._. Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17.01 3.50 ng 9430 Phenanthrene-d10 17.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2H-Imidazol4.5-blpvridin-2-one. ... 135 C6H5N30 016328-62-4 50
2 Hexestrol 270 C18H2202 005635-50-7 39
3 1-Dodecanone. 2-(imidazol-1-vD)-... 356 C22H32N202 1000137-95-7 38
4 Benzeneacetonitrile. 2-fluoro- 135 C8H6FN 000326-62-5 9
5 Formamide, N-methyl-N-phenyl- 135 C8HONO 000093-61-8 9
Abundance Scan 2413 (17.012 min): BG021065.D (-2409) (-) m/z 135.05 100.00%
5000
107
a | 16.60 16.80 17.00 17.20 17.40
O e e o~ m/z 107.05 21.70%
m/z--> 50 100 150 200 250 300 350
Abundance #14911: 2H-Imidazo[4,5-b]pyridin-2-one, 1,3-dihydro-
135
5000
16.60 16.80 17.00 17.20 17.40
53 80 107 m/z 41.15 13.02%
OIIlhll“\l\‘liI\I\IIIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 50 100 150 200 250 300 350
Abundance
135
107 16.60 16.80 17.00 17.20 17.40
5000 m/z 136.05 9.24%
AEL a7 165 270
m/z--> 50 100 150 200 250 300 350
Abundance #143515: 1-Dodecanone, 2-(imidazol-1-yl)-1-(4-methoxyphenyl)- L e e
135 16.60 16.80 17.00 17.20 17.40
m/z 91.05 8.36%
5000
AT 221 356
ot LB B
m/z--> 50 100 150 200 250 300 350 16.60 16.80 17.00 17.20 17.40

8270-BG022316.M Thu Feb 25 16:13:57 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022416\
Data File : BG021065.D

Aca On : 24 Feb 2016 23:51

Operator : UM/SJ

Sample : H1521-11

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022316.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 15 n-Decanoic acid Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
18.41 3.11 ng 8376 Phenanthrene-d10 17.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Decanoic acid 172 C10H2002 000334-48-5 59
2 Undecanoic acid 186 C11H2202 000112-37-8 53
3 Dodecanoic acid 200 C12H2402 000143-07-7 45
4 Lactose 342 C12H22011 000063-42-3 38
5 1-Fluorononane 146 COH19F 000463-18-3 27
Abundance Scan 2651 (18.411 min): BG021065.D (-2648) (-) m/z 73.05 100.00%
41 60 73
5000 129
s 97 213
| 18.00 18.20 18.40 18.60 18.80
O o S S m/z 60.05 89.29%
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #37192: n-Decanoic acid
60 73
41
5000 29 NI BRI N BN
129 18.00 18.20 18.40 18.60 18.80
87 115 m/z 41.15 88.10%
172
b bl e g
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance
4 60 73
18.00 18.20 18.40 18.60 18.80
5000 29 m/z 57.15 72.22%
129 143
) 16 101 115 157 186
m/z--> 25 Jo eb éo 160 150 150 1é0 1éo 260 '
Abundance #56043: Dodecanoic acid
60 73 18.00 18.20 18.40 18.60 18.80
43 m/z 43.15 71.56%
5000
129
29 85 101 157 200
143 171
ol S 1 P Y Y - N
m/z--> 200 40 60 80 100 120 140 160 180 200 18.00 18.20 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022416\
Data File : BG021065.D

Aca On : 24 Feb 2016 23:51

Operator : UM/SJ

Sample : H1521-11

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022316.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 16 Phenol, 4,4"-(1-methylethyl.._. Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
19.97 5.44 ng 11459 Chrysene-di12 21.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Phenol. 4.47-(1-methvlethvlidene... 228 C15H1602 000080-05-7 64
2 Carbamic acid. I1.1"-biphenvl1-3... 213 C13H11NO2 055030-29-0 32

3 Carbanilic acid. p-phenvl- 213 C13H11NO2 004474-53-7 32
4 2-Trifluoromethvl-5-hvdroxvauino... 213 C10H6F3NO 041958-06-9 32
5 3-Dibenzofuranamine, 2-methoxy- 213 C13H11NO2 005834-17-3 25
Abundance Scan 2916 (19.967 min): BG021065.D (-2910) (-) m/z 213.05 100.00%
213
5000
202
91 119 228  REB A R mE B
107 I T I I I
39 53 65 77 | | 135, 165 19.60 19.80 20.00 20.20
Ol L L A 2ar L L Tm/z 201.95  34.90%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #75160: Phenol, 4,4'-(1-methylethylidene)bis-
213
A
5000 LA L L L L L L LB B
19.60 19.80 20.00 20.20
o1 119 228 m/z 119.05 23.18%
o 51 6? ? | 197 ‘ 1:?5 152 1§5 | ‘
I B S o
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
213
19.60 19.80 20.00 20.20
5000 m/z 228.05 20.56%
168
o 51 65 77 98 115 123139 196
I o I e e e e
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #64967: Carbanilic acid, p-phenyl- R
213 19.60 19.80 20.00 20.20
m/z 91.05 17.54%
5000
167 196
L4565 7 e usieie |||
|||||||||||||||||||||||||||||||||||||||||||||||||||| —v—rv—v—v—v—rv—v—v—r
m/z--> 40 60 80 100 120 140 160 180 200 220 19.60 19.80 20.00 20.20

8270-BG022316.M Thu Feb 25 16:13:58 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022416\
Data File : BG021065.D

Aca On : 24 Feb 2016 23:51

Operator : UM/SJ

Sample : H1521-11

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022316.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 18 3-Chloropropionic acid, hep... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.41 7.83 ng 16492 Chrysene-di12 21.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloropropionic acid. heptadec... 346 C20H39CI02 1000283-05-1 74
2 1-Octadecene 252 C18H36 000112-88-9 74
3 Trichloroacetic acid. 2-tetradec... 358 C16H29C1302 1000282-06-6 72
4 Hexadecen-1-ol. trans-9- 240 C16H320 064437-47-4 72
5 9-Eicosene, (E)- 280 C20H40 074685-29-3 72
Abundance Scan 3162 (21.412 min): BG021065.D (-3157) (-) m/z 43.15 100.00%
B
83
5000
| 21,00 21.20 21.40 21.60 21.80
O m/z 57.15 81.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #139663: 3-Chloropropionic acid, heptadecy! ester
43 57 3
5000 R UM DAL B
21,00 21.20 21.40 21.60 21.80
29 m/z 55.10 70.32%
o M 1 139 154167 182196 210 225238251
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 57
8397 LN U BN N BN
21.00 21.20 21.40 21.60 21.80
5000 70 m/z 83.05 67 .58%
29 111
125
o 139154168182196210224 252
AR A AR D D D N N N s

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143985: Trichloroacetic acid, 2-tetradecy! ester A BAREEEE
21.00 21.20 21.40 21.60 21.80
m/z 97.05 56.22%

5000

25139 155168 196
L
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 21100 21.20 21.40 2160 21.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG022416\
Data File : BG021065.D

Acq On : 24 Feb 2016 23:51

Operator : UM/SJ

Sample : H1521-11

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG022316 .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 .05 3.05 167.4 ng 238641 1 8.21 28512 20.0
unknown3 .20 3.20 5.9 ng 8408 1 8.21 28512 20.0
2-Pentene, 2,3-di... 4.66 2.5 ng 3564 1 8.21 28512 20.0
2-Pentanone, 4-hy... 5.28 35.9 ng 51127 1 8.21 28512 20.0
Hexane, 2,3,4-tri... 14.66 2.5 ng 7508 3 14.82 60745 20.0
Ether, hexyl pentyl 16.47 5.0 ng 13356 4 17.56 53809 20.0
unknownl16.63 16.63 3.6 ng 9771 4 17.56 53809 20.0
unknownl16 .69 16.69 3.8 ng 10311 4 17.56 53809 20.0
Hexestrol 16.75 3.1 ng 8234 4 17.56 53809 20.0
2H-1Imidazo[4,5-b]... 17.01 3.5 ng 9430 4 17.56 53809 20.0
n-Decanoic acid 18.41 3.1 ng 8376 4 17.56 53809 20.0
Phenol, 4,4"-(1-m... 19.97 5.4 ng 11459 5 21.83 42150 20.0
3-Chloropropionic... 21.41 7.8 ng 16492 5 21.83 42150 20.0
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