LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052615\
Data File : BG017292.D

Acq On : 26 May 2015 23:53

Operator : TP/1Z

Sample - G2383-07

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-BG051315.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 2.820 17 22 27 rBV 45604 54668 2.16% 0.444%
2 4.771 350 354 363 rvB 76506 106123 4_20% 0.862%
3 5.259 431 437 449 rVB 625224 863923 34.21% 7.019%
4 6.868 704 711 722 rBV 644818 966886 38.28% 7 .855%
5 7.203 761 768 776 rBVY 610267 942188 37.30% 7 .655%

7.662 839 846 852 rBV 100158 154663 6.12% 1.257%
7.979 889 900 908 rBV 428996 666122 26.37% 5.412%
8.825 1037 1044 1052 rBvV 370272 584864 23.16% 4.752%
1315 1321 1329 rBV 128166 213578 8.46% 1.735%
12.938 1737 1744 1750 rBV 883245 1262058 49.97% 10.253%

=
QOO ~NO®
=
o
N
a1
N

11 13.778 1882 1887 1896 rVB 58317 78447 3.11% 0.637%
12 14.319 1973 1979 1986 rVB2 208481 303810 12.03% 2.468%
13 15.817 2227 2234 2241 rBV 1049337 1396760 55.30% 11.348%
14 16.040 2268 2272 2280 rBV2 14421 28311 1.12% 0.230%
15 17.068 2441 2447 2453 rBv2 310097 442055 17.50% 3.591%

16 17.973 2596 2601 2610 rBV 156265 206015 8.16% 1.674%
17 19.254 2815 2819 2826 rVB2 51042 66260 2.62% 0.538%
18 19.706 2890 2896 2902 rBV 2017631 2525641 100.00% 20.519%
19 20.964 3106 3110 3119 rBV 159339 214179 8.48% 1.740%
20 21.252 3154 3159 3164 rBvV 455715 546815 21.65% 4._.443%

21 21.857 3255 3262 3266 rBV6 29520 62639 2.48% 0.509%

22 22.809 3421 3424 3428 rVB4 27638 41784 1.65% 0.339%

23 23.496 3534 3541 3549 rBvV2 280860 531354 21.04% 4.317%

24 24.037 3629 3633 3639 rVB6 28900 49524 1.96% 0.402%
Sum of corrected areas: 12308667
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052615\
Data File : BG017292.D

Acqg On I 26 May 2015 23:53

Operator : TP/1Z

Sample - G2383-07

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance
2000000

1500000

1000000

500000

5.26

2.82 4.77
A

TIC: BG017292.D

6.87 709

7.66

10.45

0
Time-->

4.50 5.00

3.00 350 4.00

5.50 6.00

6.50

7.00 750 800 850 9.00

T
9.50 10.00 10.

50 11.00

Abundance
2000000

1500000

1000000

500000

12.94

14.32
13.78

—— e

TIC: BG017292.D

15.82

17.07
17.97

16.04

19.25

1971

0
Time-->

12.00 1250 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

Abundance
2000000

1500000

1000000

500000

21.25

TIC: BG017292.D

0
Time-->

21.00 21.50 22.00 2250 23.00 2350 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052615\
Data File : BG017292.D

Acq On : 26 May 2015 23:53

Operator : TP/1Z

Sample - G2383-07

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315_.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 Butane, 2-methoxy-2-methyl- Concentration Rank 6

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

2.82 7.07 ng 54668 1,4-Dichlorobenzene-d4 7.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 72
2 1,3-Dioxolane, 2-propyl- 116 C6H1202 003390-13-4 28
3 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9
5 1-Propene-1-thiol 74 C3H6S 000925-89-3 9

Abundance Scan 22 (2.820 min): BG017292.D (-17) (-) m/z 73.10 100.00%
73
5000 43
55 87
||| | | 207 2.80 2.90 3.00 3.10 3.20
el e = T m/z 43.00 40.75%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4391: Butane, 2-methoxy-2-methyl-
73
5000 LA U U I IR U
43 9 2.80 2.90 3.00 3.10 3.20
87 m/z 55.00 26.24%
--.-‘i“e-‘.“-‘--‘-.--“-‘-.-‘---1?4---.----.----.----.----.----
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
73
2.80 2.90 3.00 3.10 3.20
5000 m/z 87.00 23.18%
45
2t 57 86 g9 115
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1856: Acetamide, N-ethyl-
30 2.80 2.90 3.00 3.10 3.20
87 m/z 41.00 16.07%
43
5000
'Jw'w"h"ﬁ?”"|'“'|"“l""w"'l“"l'“'l"”
m/z--> 20 40 60 80 100 120 140 160 180 200 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\BG052615\
Data File : BG017292.D

Acq On : 26 May 2015 23:53

Operator : TP/1Z

Sample - G2383-07

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.77 13.72 ng 106123 1,4-Dichlorobenzene-d4 7.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 27
3 2-Pentanone 86 C5H100 000107-87-9 10
4 1-Propen-2-ol, acetate 100 C5H802 000108-22-5 10
5 Diacetamide 101 C4H7NO2 000625-77-4 9

Abundance Scan 354 (4.771 min): BG017292.D (-350) (-) m/z 43.00 100.00%
43
5000 59
1 440 460 480 500 520
S ..:|,....??...-,|....,....,1.4.7..,.... 280 Tm/z 59.00  49.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 UL SR UL L
59 4.40 4.60 4.80 5.00 5.20
m/z 101.00 19.01%
15 101
III"I'2"?"I""‘I""I8?"'I""'I""I"" ISR SR B N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43
440 460 480 500 520
5000 m/z 57.95 13.13%
101
1530 98 g
mmwwmwwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #1686: 2-Pentanone
43 440 4.60 4.80 5.00 5.20
m/z 41.00 10.86%
5000

86
27 58 71
[ |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 4.40 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052615\
Data File : BG017292.D

Acq On : 26 May 2015 23:53

Operator : TP/1Z

Sample - G2383-07

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315_.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 unknown7.20 Concentration Rank 1

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

7.20 121.84 ng 942188 1,4-Dichlorobenzene-d4 7.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
3 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI102 014203-19-1 25
4 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
5 5-Aminoindole 132 C8H8N2 005192-03-0 22

Abundance Scan 767 (7.197 min): BG017292.D (-761) (-) m/z 132.00 100.00%
132
5000 68
40 75 % 103 ‘ 6.80 7.00 7.20 7.40 7.60
S i Sl | i BT | s 148 m/z 68.00 45.93%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
5000 97 ARANRARRA R R
6.80 7.00 7.0 7.40 7.60
31 70 m/z 66.00 34 .56%
C 4451 80 | 77 g | 105 116
mes A 5 s 7o o % 180 1o 120 1k 1o 1%
Abundance
132
69 M RIS L L L
104 6.80 7.00 7.20 7.40 7.60
5000 m/z 134.00 31.55%
78
31 55 S1
mz-> 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13740: 1,3-Cyclopentanedione, 2-chloro- T EEmE REa T
132 6.80 7.00 7.20 7.40 7.60
m/z 69.10 21.89%
5000
69
‘ 89 103
IIIII""ml"""l"""I"''I""I""I'""I'W"I'l'l's'I""I LR B B rTrTTTTT T T T T T T T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 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\BG052615\
Data File : BG017292.D

Acq On : 26 May 2015 23:53

Operator : TP/1Z

Sample - G2383-07

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315_.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 5 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.97 9.32 ng 206015 Phenanthrene-d10 17.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tetradecanoic acid 228 C14H2802 000544-63-8 95
3 Tridecanoic acid 214 C13H2602 000638-53-9 87
4 Pentadecanoic acid 242 C15H3002 001002-84-2 74
5 Undecanoic acid 186 C11H2202 000112-37-8 53

Abundance Scan 2600 (17.967 min): BG017292.D (-2596) (-) m/z 43.10 100.00%

43 73

5000

213

17.60 17.80 18.00 18.20
m/z 73.00 89.68%

143157171185 19

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43
60 73
5000

17.60 17.80 18.00 18.20
m/z 41.05  87.90%

256
I \“ \H %01;%5 29 143157171185109213 27 242 i
RN, | RN s Skl b MR

m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
17.60 17.80 18.00 18.20
so00l 29 12 m/z 55.10 80.83%
87 115 185
101 143 157 171 199 228
T T T T T T T e Ty
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65565: Tridecanoic acid
60 73 17.60 17.80 18.00 18.20
43 m/z 60.00 70.64%
5000 129
29 171
’ 15 214
L T n || Hoser | 28
| |l h H ‘ | \\ Dl ‘ ol ) A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17.60 17. 80 18. OO 18.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052615\
Data File : BG017292.D

Acq On : 26 May 2015 23:53

Operator : TP/1Z

Sample - G2383-07

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315_.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 n-Decanoic acid Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
19.25 2.42 ng 66260 Chrysene-di12 21.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Decanoic acid 172 C10H2002 000334-48-5 86
2 Octadecanoic acid 284 C18H3602 000057-11-4 86
3 Tetradecanoic acid 228 C14H2802 000544-63-8 49
4 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 43
5 Tridecanoic acid 214 C13H2602 000638-53-9 35

Abundance Scan 2818 (19.248 min): BG017292.D (-2815) (-) m/z 43.05 100.00%
83 73
5000 129
00 | g 15 o Bl 190 100 19k
iy S T o B B e S S O m/z 73.00 85.04%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #37193: n-Decanoic acid
60
5000 129 R BRI SRR BN B
19.00 19.20 19.40 19.60
29 87 m/z 57.10 82.94Y%
AWl aop |y o2
miz--> 0 50 100 150 200 250 300 350 400
Abundance
43 5
19!00 19)20 19!40 19!60
5000 m/z 41.00 80.63%
129
97 185 - 284
18 157 213
miz--> 0 55 160 1éo 260 250 360 3éo 460
Abundance #75072: Tetradecanoic acid AT B L
78 19.00 19.20 19.40 19.60
43 m/z 55.05 77.68%
5000 129
185
V 97 228
e N I " Ao B
miz--> 0 50 100 150 200 250 300 350 400 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052615\
Data File : BG017292.D

Acq On : 26 May 2015 23:53

Operator : TP/1Z

Sample - G2383-07

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315_.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 1-Docosene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.96 7.83 ng 214179 Chrysene-di12 21.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 99
2 3-Eicosene, (E)- 280 C20H40 074685-33-9 97
3 5-Eicosene, (E)- 280 C20H40 074685-30-6 95
4 Cyclohexadecane, 1,2-diethyl- 280 C20H40 1000155-85-3 95
5 1-Eicosene 280 C20H40 003452-07-1 94
Abundance &mnMDQQQ%%nmyBGMJ%ZDCGN&(J m/z 43.05 100.00%
43
NSNS SUGRE I
154 182 209 281 20.60 20.80 21.00 21.20
—_ ,:AJJ }J..‘ g %8 m/z 55.00 98.14%
miz--> 0 50 15 200 250 300 350 400
Abundance #121981: 1-Docosene
55
5000 AU AL SRR
29 20 60 20 80 21.00 21.20
e m/z 69.10  80.20%
,,\\,\,IMIHI ;H\,M‘I J‘ LAesae 88
miz--> 0 50 100 150 200 250 300 350 400
Abundance
57
83 NN UL SRR I
20.60 20.80 21.00 21.20
5000 m/z 57.10 75.49Y%
29 111

139 167 196 224 252 280

m/z--> 0 50 100 150 200 250 300 350 400
Abundance #106398: 5-Eicosene, (E)- e
55 20.60 20.80 21.00 21.20

m/z 83.05 73.08%

B

83
5000
29 111
J L ‘ J 1139 167 196 223 252 280
mz-> 6 B 100 1% 206 256 a0 o o 20,60 2080 21100 2120
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052615\
Data File : BG017292.D

Acq On : 26 May 2015 23:53

Operator : TP/1Z

Sample - G2383-07

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315_.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 1-Heptadecanol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.86 2.29 ng 62639 Chrysene-di12 21.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptadecanol 256 C17H360 001454-85-9 83
2 13-Tetradecen-1-ol acetate 254 C16H3002 056221-91-1 58
3 1-Hexadecene 224 C16H32 000629-73-2 55
4 1-Tetracosanol 354 C24H500 000506-51-4 53
5 1-Heptadecene 238 C17H34 006765-39-5 49
Abundance Scan 3263 (21.863 min): BG017292.D (-3255) (-) m/z 57.05 100.00%
7| 83
5000
193
135153 221 242 L A
176 ﬁ? 356 21.60 21.80 22.00 22.20
S I i m/z 69.05 94.51%
m/z--> 50 100 150 200 250 300 350
Abundance #92318: 1-Heptadecanol
57 83
111
5000 RS NI USRS SUN
238 21.60 21.80 22.00 22.20
29 139 210 m/z 83.10 89.23%
168
.“.‘ ‘.‘ I“' ‘. .‘ — l‘\ .“‘. \‘l I‘H ; ‘“. L I ‘ L ?5.6. —
m/z--> 50 100 150 200 250 300 350
Abundance
43
83 2160 21.80 22,00 22,20
5000 m/z 43.05 85.99%
111
61 139 167 194 217237254
m/z--> 50 100 150 200 250 300 350
Abundance #72489: 1-Hexadecene R E e EEARE mE
43 21.60 21.80 22.00 22.20
83 m/z 41.00 78.87%
5000
111
[ fl6 ’ Il ‘i | 140 168 196 224
m/z--> 50 100 150 200 250 300 350 2160 21.80 22.00 22.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052615\
Data File : BG017292.D

Acq On : 26 May 2015 23:53

Operator : TP/1Z

Sample - G2383-07

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315_.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]
Butane, 2-methoxy... 2.82 7.1 ng 54668 1 7.66 154663 20.0
2-Pentanone, 4-hy... 4.77 13.7 ng 106123 1 7.66 154663 20.0
unknown? .20 7.20 121.8 ng 942188 1 7.66 154663 20.0
n-Hexadecanoic acid 17.97 9.3 ng 206015 4 17.07 442055 20.0
n-Decanoic acid 19.25 2.4 ng 66260 5 21.25 546815 20.0
1-Docosene 20.96 7.8 ng 214179 5 21.25 546815 20.0
1-Heptadecanol 21.86 2.3 ng 62639 5 21.25 546815 20.0
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