LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG120215\
Data File : BG019850.D

Acq On - 3 Dec 2015 1:10

Operator : UM/NP

Sample - G4624-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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-BG120215.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 height area % max. total
1 2.997 22 27 48 rVB 1089387 1483575 73.66% 11.977%
2 3.226 62 66 71 rVB 14319 21752 1.08% 0.176%
3 5.200 396 402 410 rBvY 80306 124685 6.19% 1.007%
4 5.670 473 482 491 rVB 382986 603224 29.95%  4.870%
5 7.268 747 754 764 rBV 429714 732064 36.35% 5.910%
6 7.656 811 820 828 rBV 410092 685052 34.01% 5.530%
7 8.126 893 900 906 rvB 73931 124089 6.16% 1.002%
8 8.455 947 956 963 rBVY 290392 496912 24.67%  4.011%
9 9.295 1091 1099 1108 rBV 259812 448739 22.28% 3.623%
10 10.946 1373 1380 1388 rBV 108010 194401 9.65% 1.569%

11 13.385 1788 1795 1803 rVB 720182 1107642 54.99% 8.942%
12 14.207 1929 1935 1943 rVB 143707 210282 10.44% 1.698%

13 14.648 2006 2010 2015 rBV 21950 27924 1.39% 0.225%
14 14.760 2019 2029 2037 rBV2 199336 313383 15.56% 2.530%
15 15.600 2167 2172 2177 rVB 35571 45976 2.28% 0.371%
16 16.005 2233 2241 2245 rBV3 10293 20855 1.04% 0.168%
17 16.240 2273 2281 2294 rBV 735831 1083001 53.77% 8.743%
18 16.458 2314 2318 2321 rBV 35098 46997 2.33% 0.379%
19 16.634 2343 2348 2353 rVVv4 12220 22198 1.10% 0.179%
20 16.693 2353 2358 2363 rVB5 11676 20358 1.01% 0.164%
21 16.892 2389 2392 2399 rVBS8 11199 24925 1.24% 0.201%
22 16.963 2399 2404 2408 rBV2 17678 26049 1.29% 0.210%
23 17.257 2448 2454 2457 rBV2 21936 30405 1.51% 0.245%
24 17.503 2490 2496 2501 rBV 279060 434922 21.59% 3.511%
25 18.385 2641 2646 2651 rBV3 49249 69396 3.45% 0.560%
26 18.908 2728 2735 2738 rBV 14971 22032 1.09% 0.178%
27 19.243 2788 2792 2797 rBV2 30787 42792 2.12% 0.345%
28 19.548 2839 2844 2850 rVB2 43759 79422 3.94% 0.641%
29 19.654 2858 2862 2866 rBV3 27080 40250 2.00% 0.325%
30 19.789 2881 2885 2890 rVB2 34890 44670 2.22% 0.361%
31 19.906 2903 2905 2911 rVB 33337 42162 2.09% 0.340%
32 20.106 2933 2939 2945 rBV 1529938 2014181 100.00% 16.260%
33 20.318 2971 2975 2979 rBV2 35901 50323 2.50% 0.406%
34 20.800 3053 3057 3063 rVB 68446 89482 4.44% 0.722%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG120215\
Data File : BG019850.D

Acq On - 3 Dec 2015 1:10

Operator : UM/NP

Sample - G4624-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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-BG120215.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 20.876 3065 3070 3078 rVB6 24641 54835 2.72% 0.443%
36 21.017 3090 3094 3098 rBV 41734 65555 3.25% 0.529%
37 21.064 3098 3102 3106 rVB 77872 95531 4.74% 0.771%
38 21.134 3111 3114 3118 rVB3 29935 33478 1.66% 0.270%
39 21.428 3160 3164 3172 rVB4 34052 56095 2.79% 0.453%
40 21.581 3187 3190 3195 rVB 53686 70737 3.51% 0.571%
41 21.657 3200 3203 3207 rBVv4 19787 33544 1.67% 0.271%
42 21.781 3218 3224 3230 rBVY 348238 592515 29.42% 4._.783%
43 22.139 3282 3285 3290 rVB3 20589 33483 1.66% 0.270%

44 25.089 3778 3787 3796 rVB 192852 527426 26.19% 4._.258%

Sum of corrected areas: 12387319

8270-BG120215.M Thu Dec 03 17:07:23 2015 Page: 2



LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG120215\
Data File : BG019850.D

Acq On - 3 Dec 2015 1:10

Operator : UM/NP

Sample - G4624-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_G\METHODS\8270-BG120215.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG019850.D

1400000

1200000
3.00

1000000
800000

600000

400000 5.67 727 766
8.46 9.30

200000
5.20 8.13
3.23

Time--> 3.00 350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 9.50 1000 1050 1100 1150 1200 1250
Abundance TIC: BG019850.D

10.95

20111
1400000

1200000
1000000

800000 13.38 16.24

600000

400000 2178
17.50

200000 1491 1476
14%

ﬁmm@@ﬁ%@mme 1838 1g.9119.24958IF

O .... L o e e B L. s o S B B R B L e e

Time--> 13.00 13.50 14. OO 14. 50 15. OO 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: BG019850.D

1400000

1200000

1000000

800000

600000

400000

25.09
200000

O T T T T T AT 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
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG120215\
Data File : BG019850.D

Acq On - 3 Dec 2015 1:10

Operator : UM/NP

Sample - G4624-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG120215_.M
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 unknown3.00 Concentration Rank 1

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

3.00 239.12 ng 1483580 1,4-Dichlorobenzene-d4 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane, 2,2-dimethoxy- 104 C5H1202 000077-76-9 38
2 N-Ethylformamide 73 C3H7NO 000627-45-2 9
3 1,3-Diaminoguanidine 89 CH7N5 004364-78-7 9
4 1,3-Dioxolane, 2-(3-bromo-5,5,5-... 352 C10H16BrCI302 1000115-31-4 9
5 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9

Abundance Scan 28 (3.003 min): BG019850.D (-22) (-) m/z 73.00 100.00%
73
43
5000
89
2.90 3.00 3.10 3.20 3.30 3.40
55
e L8 e Tm/z 43.00 56.67%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43
2.90 3.00 3.10 3.20 3.30 3.40
a1 89 m/z 89.00 34.28%
L I "|"%¢'|"'3§|'"48|"??|" "|ll LS L U
m/z--> 10 20 30 40 50 60 70 80 90
Abundance
30 73
2.90 3.00 3.10 3.20 3.30 3.40
5000 m/z 41.00 10.52%
58
44
5 2 39 51
miz--> 0 20 30 4 50 60 70 8 9
Abundance #2183: 1,3-Diaminoguanidine
43 2.90 3.00 3.10 3.20 3.30 3.40
32 m/z 45.00 9.03%
58 89
5000 18
24 72
"'I'J'I"Ml”"W“l"P"“I”"Iw”'I"”I"'W
m/z--> 10 20 30 40 50 60 70 80 90 2.90 3.00 3.10 3.20 3.30 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG120215\
Data File : BG019850.D

Acq On - 3 Dec 2015 1:10

Operator : UM/NP

Sample - G4624-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG120215_.M
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 Butane, 2-methoxy-2-methyl- Concentration Rank 6

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

3.23 3.51 ng 21752 1,4-Dichlorobenzene-d4 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 56
2 1,3-Dioxolane, 2-pentadecyl- 284 C18H3602 004360-57-0 9
3 N-Ethylformamide 73 C3H7NO 000627-45-2 7
4 Isobutylamine 73 C4H11N 000078-81-9 5
5 1,3-Dioxolane, 2-(6-heptynyl)- 168 C10H1602 025595-82-8 4

Abundance Scan 67 (3.232 min): BG019850.D (-62) (-) m/z 72.95 100.00%
3
5000 43
L ‘ 300 320 340 3.60
””I””WL”%J'P”'P”'P”W'”W”'W””I””I””P'”P“'P” m/z 43.00 42.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000 U A S AL R
43 3.00 3.20 3.40 3.60
m/z 87.00 34.83%
29
'“w'“w'“%ﬁ“wgﬁw'“w'“w'“w'“w'“w'“w'“w'“w'“w'“
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
300 320 340 3.60
5000 m/z 55.00 33.48%
29 43 58 99 115 137152167183197 222 240256 283
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #719: N-Ethylformamide
0 73 3.00 3.20 3.40 3.60
m/z 39.00 14.01%
5000
58
“}ﬁ“m'MM'w'“l“'WH'W'“W'“'V“'V'“V'”l“'WH'W'“w'“ ISR SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG120215\
Data File : BG019850.D

Acq On - 3 Dec 2015 1:10

Operator : UM/NP

Sample - G4624-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG120215_.M
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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.20 20.10 ng 124685 1,4-Dichlorobenzene-d4 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 28
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 27
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 Propanenitrile, 3-ethoxy- 99 C5H9NO 002141-62-0 9

Abundance Scan 402 (5.200 min): BG019850.D (-396) (-) m/z 43.00 100.00%
a3
59
5000
1o 480 500 520 540 560
...,....,....,....',':...,?3.:.,....,.7?..,5.‘3...,....,|....,. m/z 59.00 55.30%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 ISR SRR R RN
480 500 520 5.40 5.60
59 m/z 101.00 18.21%
21 37| 53 ‘ 67 77 83 o1 ‘1?1
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
480 500 520 540 560
5000 57 m/z 58.00 14.81%
29
101
37 50 78
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3955: 2,3-Butanedione, monooxime
43 480 500 520 5.40 5.60
m/z 40.95 9.05%
5000
101
15 53137, 51 % 69 86
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.80 500 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG120215\
Data File : BG019850.D

Acq On - 3 Dec 2015 1:10

Operator : UM/NP

Sample - G4624-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG120215_.M
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 unknown7.66 Concentration Rank 2

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

7.66 110.41 ng 685052 1,4-Dichlorobenzene-d4 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
2 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI102 014203-19-1 25
3 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 22
4 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16

Abundance Scan 821 (7.662 min): BG019850.D (-811) (-) m/z 132.00 100.00%
5000 68
96 R S L IR L
40 2652 61 | I | 104 7.40 7.60 7.80 8.00
SN PN IS P PSS LA PR 7S | m/z 68.00 49.70%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
5000 97 A
7.40 7.60 7.80 8.00
a1 70 m/z 66.00 34 .94%
S 451 80 177 g5 | 105 196
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
740 7.60 7.80 800
5000 m/z 133.90 32.48%
69
39 57 76
mz-> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13924: Imidazole, 4,5-dicyano-1-methyl- R R na )
132 7.40 7.60 7.80 8.00
m/z 69.00 21.86%
5000
67
80 91
54
P - 1 O - AN N O  GHNANA 1 GNN
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG120215\
Data File : BG019850.D

Acq On - 3 Dec 2015 1:10

Operator : UM/NP

Sample - G4624-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG120215_.M
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 Tritetracontane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.60 2.93 ng 45976 Acenaphthene-d10 14.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tritetracontane 605 C43H88 007098-21-7 86
2 Tridecane, 6-propyl- 226 C16H34 055045-10-8 86
3 Pentadecane 212 C15H32 000629-62-9 86
4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 86
5 Tetradecane 198 C14H30 000629-59-4 86
Abundance Scan 2172 (15.600 min): BG019850.D (-2167) (-) m/z 57.00 100.00%
57
5000
0 o 15120 1540 1560 15,80 16,00
et m/z 43.00 76.96%
m/iz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172667: Tritetracontane
57
5000 A DR B BRI BN

15 20 15. 40 15. 60 15. 80 16. 00

97 m/z 70.95 62.11%
M“ }4; 183 225 267 323 379 421 463 505 547 604

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

Abundance
43
15.20 15.40 15.60 15.80 16.00
5000 85 m/z 85.00 45.03%
126 183
226
T [ T T e e T T
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #64571: Pentadecane
57 15.20 15.40 15.60 15.80 16.00
m/z 41.00 44 .53%
5000

99
26) | | /7, 141 180212 m
T T e e s dLme

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 15.20 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG120215\
Data File : BG019850.D

Acq On - 3 Dec 2015 1:10

Operator : UM/NP

Sample - G4624-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG120215_.M
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 7 Tridecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.46 2.16 ng 46997 Phenanthrene-d10 17.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 90
2 Hexadecane 226 C16H34 000544-76-3 87
3 Pentadecane 212 C15H32 000629-62-9 86
4 Hexadecane, 7,9-dimethyl- 254 C18H38 021164-95-4 86
5 Tetradecane 198 C14H30 000629-59-4 80
Abundance Scan 2318 (16.458 min): BG019850.D (-2314) (-) m/z 57.00 100.00%
43 57
71
5000
113 127 207 16.20 16.40 16.60 16.80
m/z 43.00 87 .96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45543: Tridecane
a3 ¥
71
5000 85 LN B BULELULN B UL
mmmmmmmm
29 m/z 71.00 64 .64%
\‘ L “ | R \\ 12 127 141 155 169 184
m/z--> 25 Jo éo éo 160 150 140 160 180 260 250
Abundance
57
43
71 A AN SN BN B
16.20 16.40 16.60 16.80
5000 85 m/z 41.00 44 .95%
29 99
14 113 127 141 155 169 183 197 226
m/z--> 25 Jo éo éo 160 120 140 160 180 200 250
Abundance #64571: Pentadecane R B R
57 16.20 16.40 16.60 16.80
43 m/z 85.00 38.44%
71
5000 85
29 9
mdLqu‘mmwmmm 212
m/z--> 25 Jo éo éo 160 120 140 160 180 260 250 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG120215\
Data File : BG019850.D

Acq On - 3 Dec 2015 1:10

Operator : UM/NP

Sample - G4624-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG120215_.M
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 8 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.38 3.19 ng 69396 Phenanthrene-d10 17.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Tetradecanoic acid 228 C14H2802 000544-63-8 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 89
4 Pentadecanoic acid 242 C15H3002 001002-84-2 59
5 Dodecanoic acid 200 C12H2402 000143-07-7 58
Abundance Scan 2645 (18.379 min): BG019850.D (-2641) (-) m/z 73.00 100.00%
73
a3 0
5000 129
213
97 192
I || 1151 143157171 227 256 18.00 18.20 18.40 18.60
Ll

S| m/z 60.00 81.52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid

43

60 73

5000
18.00 18.20 18.40 18.60

m/z 43.00 74 .68%

256
IL ] \ H H\ }01;}5 T 143157171185199213227242 |

m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 A s e
18.00 18.20 18.40 18.60
5000 129 m/z 55.00 73.62%
29 185 228
87 101115 143,171
157 199513
L R Al B ma B S e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65562: Tridecanoic acid AN mE e B
43 60 73 18.00 18.20 18.40 18.60
m/z 41.00 73.00%
5000
29
129
T7 o 115 ‘ 7L 214
A L L s | s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18 00 18. 20 18. 40 18 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG120215\
Data File : BG019850.D

Acq On - 3 Dec 2015 1:10

Operator : UM/NP

Sample - G4624-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG120215_.M
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 10 Cyclohexane, 1-bromo-4-methyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
20.80 3.02 ng 89482 Chrysene-di12 21.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, 1-bromo-4-methyl- 176 C7H13Br 006294-40-2 53
2 lIsoxazole, 3,5-dimethyl- 97 C5H7NO 000300-87-8 53
3 4-Methyl-2,3-hexadien-1-o0l 112 C7H120 1000196-09-6 52
4 Cyclohexane, 1l-bromo-2-methyl- 176 C7H13Br 006294-39-9 45
5 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 42

Abundance Scan 3057 (20.800 min): BG019850.D (-3053) (-) m/z 97.00 100.00%
g7
57
5000
20.40 20.60 20.80 21.00 21.20
153
ol ,l. |l {125 129176 208 244265 0 SML 8% | n/7 57.05  54.66%
m/z--> 50 100 150 200 250 300 350
Abundance #40204: Cyclohexane, 1-bromo-4-methyl-
97
55
5000 AL SUARSR UL UL B
20,40 20,60 20.80 21.00 21.20
m/z 55.00 20.63%
20 | 74 19 176
m/z--> 50 100 150 200 250 300 350 '
Abundance
97
20.40 20.60 20.80 21.00 21.20
5000 54 m/z 113.00 12.77%
27
m/z--> 50 100 150 200 250 300 350
Abundance #6385: 4-Methyl-2,3-hexadien-1-ol e A B
4 97 20.40 20.60 20.80 21.00 21.20
m/z 69.00 10.19%
5000 67
.‘. |‘J‘||||| ———r ———r T — AN RS T
m/z--> 50 100 150 200 250 300 350 20,40 20,60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG120215\
Data File : BG019850.D

Acq On - 3 Dec 2015 1:10

Operator : UM/NP

Sample - G4624-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG120215_.M
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 11 unknown21.02 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
21.02 2.21 ng 65555 Chrysene-di12 21.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Heptene, 2,2,4,6,6-pentamethyl- 168 C12H24 000123-48-8 38
2 Cyclohexane, (bromomethyl)- 176 C7H13Br 002550-36-9 37
3 Cyclohexane, l-ethyl-2-methyl-, ... 126 C9H18 004923-78-8 35
4 Divinyldimethylsilane 112 C6H12Si 010519-87-6 35
5 Cyclohexane, l-ethyl-2-methyl-, ... 126 C9H18 004923-77-7 35
Abundance Scan 3095 (21.023 min): BG019850.D (-3090) (-) m/z 57.00 100.00%
g7
97
5000
2| [ 169 207 - " 2080 21,00 2120 2140
IR T m/z 97.05 68.86%
m/z--> 50 100 150 200 250 300 350
Abundance #34831: 3-Heptene, 2,2,4,6,6-pentamethyl-
57 97
5000 LN BRI S SRR A
20.80 21.00 2120 21.40
168 m/z 113.05 63.31%
RECEN |
T
m/z--> 50 100 150 200 250 300 350
Abundance
97
55 AU SN B B
20.80 21.00 21.20 21.40
5000 m/z 55.00 40.81%
27 79 | 119137 176
m/z--> 50 100 150 200 250 300 350
Abundance #11263: Cyclohexane, 1-ethyl-2-methyl-, trans- R B N ma s
55 97 20.80 21.00 21.20 21.40
m/z 83.00 35.72%
5000
29 126
.H.‘.Il“.‘Jﬂ?.‘,.... T S
m/z--> 50 100 150 200 250 300 350 20.80 21.00 21.20 21.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG120215\
Data File : BG019850.D

Acq On - 3 Dec 2015 1:10

Operator : UM/NP

Sample - G4624-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG120215_.M
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 12 4-Butoxy-2,4-dimethyl-2-pen... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.06 3.22 ng 95531 Chrysene-d12 21.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Butoxy-2,4-dimethyl-2-pentene 170 C11H220 1000159-08-7 50
2 2H-Pyran-2-one, tetrahydro-6-nonyl- 226 C14H2602 002721-22-4 32
3 3,5-Heptanedione 128 C7H1202 007424-54-6 32
4 Tributyl phosphate 266 C12H2704P 000126-73-8 28
5 1-Pyrrolidinocarbonylmethyl pipe... 197 C10H19N30 039890-45-4 23
Abundance Scan 3101 (21.058 min): BG019850.D (-3098) (-) m/z 99.00 100.00%
57 9o
5000
41 \ 83 1T5 HRRUNAILSA BN BN B
20.80 21.00 21.20 21.40
b el b 125 4 178104 222 249 268 295 | h.757 57.00  98.83Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #36113: 4-Butoxy-2,4-dimethyl-2-pentene
99
5000 43 LRI IUMRILN UMLN AN B
155 20.80 21.00 21.20 21.40
2 fg 81 m/z 69.00 31.86%
( Ll | m 115 139 | 170
m/z--> 20 45 60 80 100 120 140 160 1§0 200 220 240 260 280 |
Abundance
99
20.80 21,00 21.20 21.40
5000 m/z 111.05 30.34%
55 70
114
14 %9 134149164179 208 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #11788: 3,5-Heptanedione R B R
57 9 20.80 21.00 21.20 21.40
m/z 55.00 26.61%
5000
128
4 | 72 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 20.80 21.00 21.20 21.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG120215\
Data File : BG019850.D

Acq On - 3 Dec 2015 1:10

Operator : UM/NP

Sample - G4624-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG120215_.M
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 13 unknown21.58 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
21.58 2.39 ng 70737 Chrysene-di12 21.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2,6,9-Undecatrione 198 C11H1803 078975-91-4 38
2 2,4,4,6,6,8,8-Heptamethyl-1-nonene 224 C16H32 015796-04-0 32
3 4-Fluoro-6-aminopyrimidine 113 C4H4FN3 051421-96-6 22
4 Bicyclo[3.2.1]oct-2-ene, 3-chloro- 142 C8H11ClI 035242-17-2 18
5 1,2-Cyclopropanedicarboxylic aci... 158 C7H1004 001701-81-1 12
Abundance Scan 3190 (21.581 min): BG019850.D (-3187) (-) m/z 57.00 100.00%
57
113
5000
41 97 Trrryrrrr|yrrrr|yrrrr|r1
169 21.20 21.40 21.60 21.80
191
. ....,|'...|,..|'.7.5,|.~..:L..|.'.,.?.3.‘}.1.?3.4..,....,2.9.9.,.%3.5.... e 34 Tm/z 113.05  63.47%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #54553: 2,6,9-Undecatrione

5000

21.20 21.40 21.60 21.80
m/z 111.05 26.12%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance
57
R e
21.20 21.40 21.60 21.80
5000 m/z 97.05 24 .85%
97113
79 152168
WWWWTWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #6689: 4-Fluoro-6-aminopyrimidine A B o
113 21.20 21.40 21.60 21.80
m/z 69.00 22.42%
5000
41
59
85
R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 21. 20 21. 40 21 60 21.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG120215\
Data File : BG019850.D

Acq On - 3 Dec 2015 1:10

Operator : UM/NP

Sample - G4624-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG120215.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]
unknown3 .00 3.00 239.1 ng 1483580 1 8.13 124089 20.0
Butane, 2-methoxy... 3.23 3.5 ng 21752 1 8.13 124089 20.0
2-Pentanone, 4-hy... 5.20 20.1 ng 124685 1 8.13 124089 20.0
unknown7 .66 7.66 110.4 ng 685052 1 8.13 124089 20.0
Tritetracontane 15.60 2.9 ng 45976 3 14.76 313383 20.0
Tridecane 16.46 2.2 ng 46997 4 17.50 434922 20.0
n-Hexadecanoic acid 18.38 3.2 ng 69396 4 17.50 434922 20.0
Cyclohexane, 1-br... 20.80 3.0 ng 89482 5 21.78 592515 20.0
unknown21.02 21.02 2.2 ng 65555 5 21.78 592515 20.0
4-Butoxy-2,4-dime... 21.06 3.2 ng 95531 5 21.78 592515 20.0
unknown21 .58 21.58 2.4 ng 70737 5 21.78 592515 20.0
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