LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050515\
Data File : BG016883.D

Aca On : 6 May 2015 3:13

Operator : TP/1Z

Sample : 62114-17

Misc :

ALS Vial : 22 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-BG050515.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 2.790 13 17 26 rvB 532529 643461 18.93% 2.504%
2 2.925 35 40 50 rBv 175865 327115 9.62% 1.273%
3 3.002 50 53 58 rvv 167351 223910 6.59% 0.871%
4 3.049 59 61 66 rvB5 33257 39101 1.15% 0.152%
5 4.330 274 279 284 rBV 112487 156026 4 _.59% 0.607%

4.923 375 380 386 rBvV 304803 413333 12.16% 1.609%
5.381 451 458 466 rBvV 992148 1463932 43.07% 5.698%
490 rBV 23375 38307 1.13% 0.149%
6.327 614 619 625 rBv2 21622 39292 1.16% 0.153%
6.968 721 728 740 rVB 1094308 1722761 50.69% 6.705%
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11 7.332 783 790 799 rBV 1009019 1598282 47.02% 6.221%
12 7.802 863 870 878 rBvV 328562 518756 15.26% 2.019%
13 8.125 918 925 933 rBV 649483 1059090 31.16% 4.122%
14 8.959 1059 1067 1074 rVB 615307 1010750 29.74% 3.934%
15 10.593 1339 1345 1353 rBvV 449671 751172 22.10% 2.924%

16 11.909 1564 1569 1575 rBV2 35320 59073 1.74% 0.230%
17 12.802 1713 1721 1727 rVB 47989 75714 2.23% 0.295%
18 13.066 1758 1766 1772 rVB 1508469 2257479 66.42% 8.786%
19 13.895 1902 1907 1913 rVB 71512 100447 2.96% 0.391%
20 14.441 1993 2000 2008 rBV2 703571 1077368 31.70% 4.193%

21 15.798 2223 2231 2238 rBV 143705 190911 5.62% 0.743%
22 15.928 2247 2253 2259 rBV 1310558 1860356 54.73% 7.241%
23 17.185 2461 2467 2473 rBV 972714 1367168 40.22% 5.321%
24 17.955 2594 2598 2604 rBV6 20943 34661 1.02% 0.135%
25 18.084 2615 2620 2631 rBV 267431 412208 12.13% 1.604%

26 19.241 2810 2817 2826 rBV 106467 183926 5.41% 0.716%
27 19.365 2835 2838 2846 rBV2 135791 202053 5.94% 0.786%
28 19.606 2875 2879 2887 rVB3 78334 159746 4._70% 0.622%
29 19.811 2908 2914 2922 rVB 2765860 3398858 100.00% 13.229%
30 20.505 3028 3032 3038 rBV3 62085 103825 3.05% 0.404%

31 21.080 3126 3130 3137 rBV 251349 311850 9.18% 1.214%

32 21.286 3161 3165 3168 rBV 41460 47454 1.40% 0.185%
33 21.363 3171 3178 3182 rVV 1231537 1533499 45.12% 5.969%
34 21.398 3182 3184 3190 rVB 55602 69072 2.03% 0.269%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050515\
Data File : BG016883.D

Aca On : 6 May 2015 3:13

Operator : TP/1Z

Sample : 62114-17

Misc :

ALS Vial : 22 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-BG050515.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 22.179 3314 3317 3321 rVB 47332 60978 1.79% 0.237%

36 22.585 3382 3386 3392 rVB 130020 181080 5.33% 0.705%
37 22.967 3446 3451 3456 rBV2 79270 174542 5.14% 0.679%
38 23.572 3548 3554 3563 rVB3 53439 116963 3.44% 0.455%
39 23.666 3563 3570 3582 rVB 676690 1393965 41.01% 5.426%

40 24.347 3681 3686 3692 rvVvB9 27290 53689 1.58% 0.209%

41 26.022 3965 3971 3981 rVB6 57422 179823 5.29% 0.700%

42 26.750 4087 4095 4102 rVB6 26278 80748 2.38% 0.314%
Sum of corrected areas: 25692744
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050515\
Data File : BG016883.D

Aca On : 6 May 2015 3:13

Operator : TP/I1Z

Sample : G2114-17

Misc :

ALS Vial :© 22 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG016883.D

2500000
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1000000
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Time--> 3.00 350 4.00 450 500 550 6.00 650 700 750 800 850 9.00 9.50 1000 10.50 11.00
Abundance TIC: BG016883.D
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Abundance TIC: BG016883.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050515\
Data File : BG016883.D

Aca On : 6 May 2015 3:13

Operator : TP/1Z

Sample : 62114-17

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 unknown2.79 Concentration Rank 3

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

2.79 24 .81 ng 643461 1,4-Dichlorobenzene-d4 7.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 38
2 Propanoic acid. 2-methvl-. propv... 130 C7H1402 000644-49-5 28
3 N-Ethviformamide 73 C3H7NO 000627-45-2 9
4 Acetamide. N-methvl- 73 C3H7NO 000079-16-3 9
5 Propanoic acid, 2-methyl-, penty... 158 C9H1802 002445-72-9 9

Abundance Scan 17 (2.790 min): BG016883.D (-13) (-) m/z 73.00 100.00%
73
43
5000
89
2.80 2.90 3.00 3.10 3.20
el R L A05 desor 281 Tz 43.00  61.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #4670: Propane, 2,2-dimethoxy-
73
2.80 2.90 3.00 3.10 3.20
89 m/z 89.00 29.41%
27
57
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43
71 2.80 2.90 3.00 3.10 3.20
5000 89 m/z 41.00 11.59%
27
57
mmmmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #719: N-Ethylformamide
73 2.80 2.90 3.00 3.10 3.20
m/z 42.00 9.36%
5000
58
44
.fﬁﬂ.Jm”,”““.”“.”“”..”..”.”..”” A WFA&#%[&ﬁlﬁﬁ$%¥ﬁ%4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 2.80 2.90 3.00 3.10 3.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050515\
Data File : BG016883.D

Aca On : 6 May 2015 3:13

Operator : TP/1Z

Sample : 62114-17

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 Butane, 2-methoxy-2-methyl- Concentration Rank 6

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

3.00 8.63 ng 223910 1,4-Dichlorobenzene-d4 7.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 72
2 Silane. tetramethvl- 88 C4H12Si 000075-76-3 35
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
4 1-Propene-1-thiol 74 C3H6S 000925-89-3 9
5 2-Hydroxy-2-methylbutyric acid 118 C5H1003 003739-30-8 9

Abundance Scan 53 (3.002 min): BG016883.D (-50) (-) m/z 73.00 100.00%

B
5000 43
87

280 3.00 3.20 3.40

e 3L us 2L 23 ngo 4300 45.80%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #4386: Butane, 2-methoxy-2-methyl- L
73
5000 RSB
43 280 3.00 320 3.40
87 m/z 55.10 29.96%

2| b
D B9

m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260

—

Abundance
73
B AR W e o
280 3.00 320 340
5000 m/z 86.95 24 .92%
43
14 29 59 88
Wmmwmmwmm
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #2025: 1,3-Dioxolane, 2-methyl- e e m mm
73 280 3.00 320 340
m/z 41.00 14 .65%
43
5000
29 58
‘ 87
N S —— R e
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 3.00 320 340

8270-BG050515.M Wed May 06 14:30:36 2015 Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050515\
Data File : BG016883.D

Aca On : 6 May 2015 3:13

Operator : TP/1Z

Sample : 62114-17

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 3-Penten-2-one, 4-methyl- Concentration Rank 8

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

4._.33 6.02 ng 156026 1,4-Dichlorobenzene-d4 7.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 91
2 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 80
3 3-Hexen-2-one 98 C6H100 000763-93-9 80
4 2-Pentene. 4.4-dimethvl-. (2)- 98 C7H14 000762-63-0 78
5 2-Pentene, 2,3-dimethyl- 98 C7H14 010574-37-5 78

Abundance Scan 279 (4.330 min): BG016883.D (-274) (-) m/z 55.10 100.00%
5 83
5000 }k\
R R e
400 420 440 4.60
...LLL‘..'..,...1.4,7....,20.7.2?1.,....,....,..35.;0. m/z 83.00 98.12%
m/z--> 50 100 150 200 250 300 350
Abundance #3180: 3-Penten-2-one, 4-methyl-
55 83
5000 SNBSS MR AR
29 4.00 4.20 4.40 4.60
m/z 43.00 41 _32%
I H\‘\
T

m/z--> 50 100 150 200 250 300 350
Abundance
55 83
e A RERREEEEEE
4.00 4.20 4.40 4.60
5000 m/z 98.00 40.67%
27
—— T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #3109: 3-Hexen-2-one R RN mamaE
83 4.00 4.20 4.40 4.60
55 m/z 39.00 37.88%
5000
29
m/z--> 50 100 150 200 250 300 350 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050515\
Data File : BG016883.D

Aca On : 6 May 2015 3:13

Operator : TP/1Z

Sample : 62114-17

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.92 15.94 ng 413333 1,4-Dichlorobenzene-d4 7.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
3 1-Propen-2-o0l. acetate 100 C5H802 000108-22-5 10
4 Acetic acid. 2-propenvl ester 100 C5H802 000591-87-7 10
5 2-Butanol, 1l-methoxy- 104 C5H1202 053778-73-7 9

Abundance Scan 379 (4.917 min): BG016883.D (-375) (-) m/z 43.00 100.00%
43
5000
1o 460 4.80 500 520
o 0 8 | mrie9 3 q/z 59.00 52.15%
m/z--> 50 100 150 200 250 300
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 IBENARBE SRR RS AR

460 4.80 5.00 5.20
m/z 101.00 17.59%

101
..?.,49.§%,.. N,
m/z--> 50 100 150 200 250 300
Abundance
43
T P
460 4.80 5.00 5.20
5000 m/z 57.95 13.47%
101
15 60 84
I I e e B e o B S A S A N S N R |
m/z--> 50 100 150 200 250 300
Abundance #3602: 1-Propen-2-ol, acetate
43 460 4.80 5.00 5.20
m/z 41.00 9.40%
5000
15 k 72 100
(I | !
I I e e e e e e e A e e LA o e e e e | T T PR T
m/z--> 50 100 150 200 250 300 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050515\
Data File : BG016883.D

Aca On : 6 May 2015 3:13

Operator : TP/1Z

Sample : 62114-17

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 unknown7.33 Concentration Rank 1

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

7.33 61.62 ng 1598280 1,4-Dichlorobenzene-d4 7.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 12

Abundance Scan 790 (7.332 min): BG016883.D (-783) (-) m/z 132.00 100.00%
132
5000 68
40 9|6 . - 700 7.20 7.40 7.60
—— b Ao A = m/z 68.00 48.27%
m/z--> 50 100 150 200 250 300 350
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
5000 97 AR NARAN AR AR AR
7.00 7.20 7.40 7.60
70 m/z 66.00 35.30%
31 5
‘ L bdl 1 I
m/z--> 50 100 150 200 250 300 350
Abundance
132
9 700 7.20 7.40 7.60
5000 m/z 134.00 34.08%
31 51
m/z--> 50 100 150 200 250 300 350
Abundance #14013: 1H-Benzimidazole, 2-methyl- R e R
132 7.00 7.20 7.40 7.60
m/z 69.00 20.77%
5000
15 3 7 8’0t |
m/z--> 50 100 150 200 250 300 350 700 720 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050515\
Data File : BG016883.D

Aca On : 6 May 2015 3:13

Operator : TP/1Z

Sample : 62114-17

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 8 Benzophenone Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
15.80 3.54 ng 190911 Acenaphthene-d10 14._44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 96
2 3-Hvdroxv-2-methvl-3.3-diphenvlp... 270 C17H1803 119020-91-6 50
3 Phenvl 4-pvridvl ketone 183 C12H9NO 014548-46-0 47
4 Acetophenone. 2-chloro- 154 C8H7CIO 000532-27-4 47
5 Benzoylformic acid 150 C8H603 000611-73-4 46

Abundance Scan 2231 (15.798 min): BG016883.D (-2223) (-) m/z 105.00 100.00%
105
77
5000 182
51
152 15.40 15.60 15.80 16.00 16.20
e e 20 2 s | m/z 77.00 59.77%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #44108: Benzophenone
105
7 182
5000 IR B SURBUL ISR
15.40 15.60 15.80 16.00 16.20
5t m/z 182.00 45.45%
| ) 15.2 |
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
105
77 TTTTTTTTT T T T T T T T
183 15.40 15.60 15.80 16.00 16.20
50000 51 m/z 51.00 29.25%
152 239
mz-> 50 100 150 200 250 300 350 400 450 500
Abundance #44789: Pheny| 4-pyridyl ketone T T T T T T
105 15.40 15.60 15.80 16.00 16.20
m/z 50.00 10.53%
77 183
5000{ 51
|l | 154
m/z--> 50 100 150 200 250 300 350 400 450 500 15.40 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050515\
Data File : BG016883.D

Aca On : 6 May 2015 3:13

Operator : TP/1Z

Sample : 62114-17

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.08 6.03 ng 412208 Phenanthrene-d10 17.19
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 92
3 n-Decanoic acid 172 C10H2002 000334-48-5 60
4 Tridecanoic acid 214 C13H2602 000638-53-9 53
5 Pentadecanoic acid 242 C15H3002 001002-84-2 52

Abundance Scan 2619 (18.078 min): BG016883.D (-2615) (-) m/z 73.00 100.00%

5000

17.80 18.00 18.20 18.40
m/z 43.10  97.49%

m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #92226: n-Hexadecanoic acid

5000 A e
17.80 18.00 18.20 18.40

129 6 m/z 60.00 86.99%
| ‘ e ‘ 157 185213
‘ ‘ M‘u . ‘hl‘ N‘: |
100

150 200 250 300 350 400 450

m/z--> 0 50

Abundance
73
43 S R A i
17.80 18.00 18.20 18.40
5000 129 m/z 57.10 72.84%
185
228
98
15 157
I I I B o . e e e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #37193: n-Decanoic acid
60 17.80 18.00 18.20 18.40
m/z 41.05 67.83%
5000 129
29 87
m/z--> 0 50 100 150 200 250 300 350 400 450 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050515\
Data File : BG016883.D

Aca On : 6 May 2015 3:13

Operator : TP/1Z

Sample : 62114-17

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 Octadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
19.36 2.64 ng 202053 Chrysene-di12 21.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 89
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 Tridecanoic acid 214 C13H2602 000638-53-9 62
5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 58

Abundance Scan 2837 (19.359 min): BG016883.D (-2835) (-) m/z 43.10 100.00%

43
73

5000

19.00 19.20 19.40 19.60
m/z 72.95  79.76%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #108843: Octadecanoic acid
43 57 73

5000 LA L L L L L L L L L
19.00 19.20 19.40 19.60
284 m/z 40.95  77.90%
2 | 143,171
(L
e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 o 73
I
19.00 19.20 19.40 19.60
5000 129 m/z 55.00 73.57%
28 87 242
143 199
115 157171185
214
mﬁﬁmﬁmﬁmﬁ
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75071: Tetradecanoic acid R R L
73 19.00 19.20 19.40 19.60
43 m/z 60.00 70.83%
5
5000 129
; 185 228
115
%T i .,..T P | M7l | 100

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050515\
Data File : BG016883.D

Aca On : 6 May 2015 3:13

Operator : TP/1Z

Sample : 62114-17

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 13 1-Docosene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
21.08 4.07 ng 311850 Chrysene-di12 21.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 96
2 5-Eicosene. (E)- 280 C20H40 074685-30-6 96
3 9-Eicosene. (E)- 280 C20H40 074685-29-3 94
4 3-Eicosene. (E)- 280 C20H40 074685-33-9 92
5 1-Tricosene 322 C23H46 018835-32-0 91
Abundance Scan 3130 (21.080 min): BG016883.D (-3126) (-) m/z 43.05 100.00%
43 g3
>0 »xNNWMmdNMﬂVVJ\w~mwAﬁA»w«v\~
11
39 226 20.80 21.00 21.20 21.40
AdNLL) f30107100226  20a083ep sy R S o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #121981: 1-Docosene
55
5000 IR R DA
20 80 21. oo 21. 20 21. 40
m/z 57.05  88.72%
2
I"FI \““\\‘15318];”” ””3OI8”| e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
55
83 1 20.80 21.00 21.20 21.40
5000 m/z 83.05 83.77%
111
2 139167196224252280
m/z--> 6 55 160 1éo 200 250 300 3%0 400 4%0 560 5%0
Abundance #106399: 9-Eicosene, (E)-
57 20.80 21.00 21.20 21.40
o7 m/z 97.10 72.77%
5000
29
st
| | 153181209 252280
m/z--> 6 55 160 150 200 250 300 3%0 460 4%0 560 séo 20.80 21.00 21.20 21.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050515\
Data File : BG016883.D

Aca On : 6 May 2015 3:13

Operator : TP/1Z

Sample : 62114-17

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 2,6,10,14,18,22-Tetracosahe... Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
22.58 2.60 ng 181080 Perylene-di12 23.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.6.10.14.18.22-Tetracosahexaene... 410 C30H50 000111-02-4 87
2 Saualene 410 C30H50 007683-64-9 87
3 1.5.9-Undecatriene. 2.6.10-trime... 192 C14H24 062951-96-6 83
4 2.6.10-Dodecatrien-1-ol. 3.7.11-... 222 C15H260 004602-84-0 59
5 2,6,10-Dodecatrien-1-ol, 3,7,11-... 264 C17H2802 004128-17-0 53

Abundance Scan 3385 (22.579 min): BG016883.D (-3382) (-) m/z 69.10 100.00%
6o
5000
41
9 137 22.20 22.40 22.60 22.80
e b L 31 176 203229 257 293 341 369 410 | .o g1 00 | 49.79%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158520: 2,6,10,14,18,22-Tetracosahexaene, 2,6,10,15,19,23...
69
5000
a1 22.20 22.40 22.60 22.80
137 m/z 41.05 33.09%
L | M“?F 117 | 161 191 217 244 273299 341 367 410
m/z--> 56 160 1%0 260 250 360 350 460
Abundance
69
22.20 22,40 22.60 22.80
5000 m/z 68.05 14.71%
41
95 137
117 | 163 191 217 245 273299 341 367 410
m/z--> 56 160 1%0 200 250 300 350 460
Abundance #50585: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (2)-
69 22.20 22.40 22.60 22.80
a m/z 95.10 13.49%
5000
95 123
wiWE P
m/z--> 50 100 150 200 250 300 350 400 22.20 22.40 22.60 22.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050515\
Data File : BG016883.D

Acq On : 6 May 2015 3:13

Operator : TP/1Z

Sample - G2114-17

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG050515_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]
unknown2 .79 2.79 24_.8 ng 643461 1 7.80 518756 20.0
Butane, 2-methoxy... 3.00 8.6 ng 223910 1 7.80 518756 20.0
3-Penten-2-one, 4... 4.33 6.0 ng 156026 1 7.80 518756 20.0
2-Pentanone, 4-hy... 4.92 15.9 ng 413333 1 7.80 518756 20.0
unknown? .33 7.33 61.6 ng 1598280 1 7.80 518756 20.0
Benzophenone 15.80 3.5 ng 190911 3 14.44 1077370 20.0
n-Hexadecanoic acid 18.08 6.0 ng 412208 4 17.19 1367170 20.0
Octadecanoic acid 19.36 2.6 ng 202053 5 21.36 1533500 20.0
1-Docosene 21.08 4.1 ng 311850 5 21.36 1533500 20.0
2,6,10,14,18,22-T... 22.58 2.6 ng 181080 6 23.67 1393970 20.0
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