LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BG041515\

Data File : BG016439.D

Acg On : 16 Apr 2015 2:33 Instrument :
Operator : TP/IZ BNA_G

Sample - G1829-12 ClientSampleld :
Misc : TE-PMW-1A-11
ALS Vial : 4 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-BG040615.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 2.758 7 12 21 rBV 279874 426218 8.95% 1.550%
2 2.835 21 25 39 rvB 347003 450906 9.47% 1.640%
3 3.076 61 66 75 rBV 136801 176401 3.71% 0.642%
4 4.780 351 356 363 rBV 67390 93321 1.96% 0.339%
5 5.255 431 437 447 rBY 639379 918301 19.29% 3.340%
6 6.854 701 709 723 rBV 434923 697277 14.65% 2.536%
7 7.200 761 768 783 rBV 1264302 1989797 41.80% 7.237%
8 7.664 841 847 855 rBvY 298791 450803 9.47% 1.640%
9 7.982 894 901 911 rVvB 1053215 1701677 35.75% 6.189%
10 8.822 1037 1044 1052 rBV 939248 1500448 31.52% 5.457%

11 10.449 1313 1321 1328 rBV 466670 758350 15.93% 2.758%
12 12.929 1736 1743 1756 rVB 2625783 3835944 80.59% 13.951%
13 14.310 1970 1978 1986 rBV2 737542 1111912 23.36% 4.044%
14 15.673 2204 2210 2215 rVB 63469 85250 1.79% 0.310%
15 15.802 2225 2232 2244 rBV 1702346 2379855 50.00% 8.655%

16 16.078 2274 2279 2285 rVB 41988 67346 1.41% 0.245%
17 17.048 2438 2444 2451 rBV2 880660 1288893 27.08% 4.688%
18 17.947 2592 2597 2606 rBV 172740 278565 5.85% 1.013%

19 18.035 2608 2612 2622 rVB2 47550 86327 1.81% 0.314%
20 19.086 2787 2791 2793 rBvV4 49900 69261 1.46% 0.252%
21 19.233 2812 2816 2825 rVB2 104320 144595 3.04% 0.526%
22 19.498 2857 2861 2866 rVB 60206 70957 1.49% 0.258%
23 19.680 2886 2892 2902 rBV2 3722078 4759772 100.00% 17.311%
24 20.350 3003 3006 3008 rBV3 49893 61672 1.30% 0.224%

25 20.485 3024 3029 3033 rBV2 79501 110751 2.33% 0.403%

26 20.908 3098 3101 3104 rBV 118201 133971 2.81% 0.487%
27 20.943 3104 3107 3118 rVB 372782 502726 10.56% 1.828%
28 21.143 3138 3141 3146 rBvV 74674 92760 1.95% 0.337%
29 21.231 3151 3156 3161 rVvV 962965 1234038 25.93% 4.488%
30 21.378 3178 3181 3185 rVB 113551 125456 2.64% 0.456%

31 21.760 3242 3246 3250 rVB4 82869 137286 2.88% 0.499%
32 21.807 3251 3254 3266 rVB 105517 135939 2.86% 0.494%
33 22.265 3329 3332 3340 rVB 119628 162486 3.41% 0.591%
34 22.394 3351 3354 3359 rVB 64858 78723 1.65% 0.286%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041515\

Data File : BG016439.D

Acq On : 16 Apr 2015 2:33

Operator : TP/1Z

Sample - G1829-12 L
Misc :

ALS Vial : 4 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 - 0 Peak Location: TOP

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

Method > Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 22.770 3415 3418 3422 rVB 69309 93354 1.96% 0.340%

36 23.334 3511 3514 3523 rVB2 60604 107493 2.26% 0.391%
37 23.458 3529 3535 3542 rBV 624322 1176566 24.72% 4._.279%

Sum of corrected areas: 27495397
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041515\

Data File : BG016439.D

Acq On : 16 Apr 2015 2:33

Operator : TP/1Z

Sample : G1829-12 L
Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG016439.D
3500000

3000000
2500000
2000000

1500000 720

7.98
1000000 8.82

10.45
500000} 2,83 6.85 766

3.08 4.78

oMttt e

T
Time--> 300 350 400 450 500 550 6.00 650 700 750 800 850 9.00 9.50 10.00 10.50 11.00
Abundance TIC: BG016439.D

19,68
3500000

3000000
12.93
2500000

2000000
15.80

1500000

1000000 17.05
14.31

500000

15.67 16.08 1@@@3 195@23959 2029

Time--> 12.00 12.50 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 TIC: BG016439.D

3500000
3000000
2500000
2000000
1500000

1000000 23.46

23-5&
A

e

Time--> 21.00 21.50 22.00 22.50 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

500000
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041515\

Data File : BG016439.D

Acq On : 16 Apr 2015 2:33

Operator : TP/1Z

Sample : G1829-12 L
Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615_.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 3

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

2.83 20.00 ng 450906 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 83
2 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
3 N-Ethylformamide 73 C3H7NO 000627-45-2 9
4 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 7

Abundance Scan 24 (2.829 min): BG016439.D (-21) (-) m/z 73.10 100.00%
7B
5000 {s
43
55 87
37 49 | 65 | 2.80 2.90 3.00 3.10 3.20
e e N e m/z 43.10 29.17%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
43 2.80 2.90 3.00 3.10 3.20
55 87 m/z 87.10 24.71%
29
"w"'w'"w'?§'w"'w"'w'§?|“"|'“'|'“'|'“'|
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
73
2.80 2.90 3.00 3.10 3.20
5000 m/z 55.10 18.61%
45
29
39 Y 101
miz--> 10 2 30 40 50 60 70 8 90 100
Abundance #720: N-Ethylformamide
30 2.80 2.90 3.00 3.10 3.20
73 m/z 71.10 11.28%
5000
44 58
18 “
"'w'“ll'ﬁ' ..Equl.“...,”..,..”,...w....,”..,
m/z--> 10 20 30 40 50 60 70 80 90 100 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\BG041515\

Data File : BG016439.D

Acq On : 16 Apr 2015 2:33

Operator : TP/1Z

Sample : G1829-12 L
Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 8

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

4.78 4.14 ng 93321 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 56
2 Propane, 1l-ethoxy-2-methyl- 102 C6H140 000627-02-1 25
3 4-Hydroxy-3-hexanone 116 C6H1202 004984-85-4 23
4 4-Methyl-3-hexanol acetate 158 C9H1802 084612-71-5 17
5 Pentanamide 101 C5H11NO 000626-97-1 12

Abundance Scan 356 (4.780 min): BG016439.D (-351) (-) m/z 43.05 100.00%
43
59
5000
101
440 4.60 4.80 5.00 5.20
el Sl 6773 83 oL | "m/z 59.10  65.82%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AR AR RS
59 4.40 4.60 4.80 5.00 5.20
m/z 101.10 30.92%
15 31 101
25 1 37, 53“ 83 ‘
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
31 59
440 460 480 500 520
5000 m/z 58.10 17.36%
41
25 53 3 87 102
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7867: 4-Hydroxy-3-hexanone
59 440 4.60 4.80 5.00 5.20
m/z 41.10 8.11%
31
5000
41
|y 53] 65 7379 87 o7 116
m/z--> 0 20 30 40 50 60 70 80 90 100 110 120 440 4.60 4.80 5.00 5.20

8270-BG040615.M Thu Apr 16 15:46:18 2015 Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041515\

Data File : BG016439.D

Acq On : 16 Apr 2015 2:33

Operator : TP/1Z

Sample : G1829-12 L
Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615_.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 unknown7.20 Concentration Rank 1

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

7.20 88.28 ng 1989800 1,4-Dichlorobenzene-d4 7.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 38
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 35
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
4 4-Chloro-2-Ffluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 768 (7.200 min): BG016439.D (-761) (-) m/z 132.00 100.00%
5000 68
96 5 700 750 70 7 &0
40 54 J 6.80 7.00 7.20 7.40 7.60
S i :|-.|.7.7, &7 | MWews W m/z 68.10 37.70%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 ISR L R L B
6.80 7.00 7.20 7.40 7.60
21 51 78 m/z 134.00 32.67%
‘ L H | L
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
6.80 7.00 7.20 7.40 7.60
5000 67 m/z 66.10 22.84%
41 97
53
79 117
88 | 106
miz--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl T EAma R
57 132 6.80 7.00 7.20 7.40 7.60
24 m/z 69.10 13.90%
5000 og 0
SN | SRR 8 ‘ﬂQ7ILL N . - Il?? . AR & GRN—
m/z--> 40 60 80 100 120 140 160 180 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\BG041515\

Data File : BG016439.D

Acq On : 16 Apr 2015 2:33

Operator : TP/1Z

Sample : G1829-12 L
Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615_.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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.95 4.32 ng 278565 Phenanthrene-d10 17.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 86
3 Tetradecanoic acid 228 C14H2802 000544-63-8 78
4 Pentadecanoic acid 242 C15H3002 001002-84-2 78
5 n-Decanoic acid 172 C10H2002 000334-48-5 58
Abundance Scan 2598 (17.952 min): BG016439.D (-2592) (-) m/z 73.10 100.00%
43
5000 129
97 213 256 B e I
J 1‘T7 1185 l 081 355 17.60 17.80 18.00 18.20
Y0P 5P O S A D - S m/z 60.10 78.84%
m/z--> 50 100 150 200 250 300 350
Abundance #92228: n-Hexadecanoic acid
43
5000 256 L UL SR RGRA B B
m ﬂmﬂmmmmm
- 213 m/z 43.10 71.06%
185
. |“| “ M H HM‘ MH ‘H\ i I\ ‘: I‘ I‘Iml |“ . ‘:23|9 ‘: — .
m/z--> 150 200 250 300 350
Abundance
a3 | 78
17.I60 17.I80 18.|00 18.|20 '
5000 m/z 55.10 58.46%
. 129 - 214
152 197
m/z--> 55 160 1éo 200 250 360 3%0
Abundance #75070: Tetradecanoic acid L
73 17.60 17.80 18.00 18.20
m/z 57.15 55.73%
5000 129
‘ 185 208
,1?‘,\,\“,‘\“\1.“ \15,7,\,‘_|”\” S e Sttt
m/z--> 50 150 200 250 300 350 17. 60 17. 80 18. 00 18 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041515\
Data File : BG016439.D

Acq On : 16 Apr 2015 2:33

Operator : TP/1Z

Sample : G1829-12

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Octadecanoic acid Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
19.23 2.34 ng 144595 Chrysene-di12 21.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 90
3 n-Decanoic acid 172 C10H2002 000334-48-5 83
4 Pentadecanoic acid 242 C15H3002 001002-84-2 68
5 Tetradecanoic acid 228 C14H2802 000544-63-8 53

Abundance Scan 2815 (19.227 min): BG016439.D (-2812) (-) m/z 73.05 100.00%
"' 10,00 19.20 19.40 19.60
—— m/z 60.10 82.80%
m/z--> 50 100 150 200 250 300 350
Abundance #108843: Octadecanoic acid
43 73
5000 129 LA L B L L L L L L
mmmmwmmm
‘ o7 185 oag 284 m/z 43.10 75.93%
|15| I "“I H‘“ u‘h\ M\ Wl 157\ “. ‘|2.]‘-3.‘. .“ 2|6|5 .“. T
m/z--> 50 100 150 200 250 300 350
Abundance
43
73 "' 10,00 19.20 19.40 19.60
5000 284 m/z 55.10 63.63%
129
97
185
157 213 241 oo app 372
m/z--> 55 160 150 200 2%0 300 350
Abundance #37189: n-Decanoic acid L L
60 19.00 19.20 19.40 19.60
m/z 57.10 59.79%
5000 41
129
87
172
.1.8..|‘ Il .lejlflg)l 153”\” e —
m/z--> 50 100 m m 250 300 350 mmmmwmmm
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Library Search Compound Report

8270-BG040615.M Thu Apr 16 15:46:21 2015

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041515\

Data File : BG016439.D

Acq On : 16 Apr 2015 2:33

Operator : TP/1Z

Sample : G1829-12 L
Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L
LSCINT.P

TIC Library
TIC Integration Parameters:

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 1,2-Cyclohexanedicarboxylic... Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
20.91 2.17 ng 133971 Chrysene-di12 21.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,2-Cyclohexanedicarboxylic acid... 396 C24H4404 000084-71-9 62
2 Butanal, dibutylhydrazone 198 C12H26N2 067660-51-9 37
3 2-Amino-4,6-dimethoxypyrimidine 155 C6H9N302 036315-01-2 33
4 3,3"-Dimenthol 310 C20H3802 148552-94-7 28
5 1,4-Dioxaspiro[4,5]decane-7-etha... 212 C12H2003 020489-42-3 28

Abundance Scan 3101 (20.908 min): BG016439.D (-3098) (-) m/z 155.10 100.00%
185
5000 57 4l
m g My
285
'.i.3‘.‘ 88 228 281 e s m/z 57.10 38.05%
m/z--> 50 100 150 200 250 300 350
Abundance #155557: 1,2-Cyclohexanedicarboxylic acid, bis(2-ethylhexy...
155
5000 57 UM U
113 20.60 20.80 21.00 21.20
m/z 71.10 26.96%
‘\ H \ ! i33 M 75201 238 285 330 367 3%
m/z--> 200 250 300 350
Abundance
155
20.60 20.80 21.00 21.20
5000 m/z 113.10 26.67%
29 113
57 198
84
mz-> 50 100 150 200 250 300 350
Abundance #26650: 2-Amino-4,6-dimethoxypyrimidine T T
185 20.60 20.80 21.00 21.20
m/z 126.05 19.14%
68
5000 2
l 95 125
”” IL“,“‘l.,\............,....,...., g e M
m/z--> 50 100 150 200 250 300 350 20.60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041515\

Data File : BG016439.D

Acq On : 16 Apr 2015 2:33

Operator : TP/1Z

Sample : G1829-12 L
Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615_.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 Cyclohexadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.94 8.15 ng 502726 Chrysene-d12 21.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexadecane 224 C16H32 000295-65-8 93
2 Cyclopentadecane 210 C15H30 000295-48-7 92
3 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 91
4 1-Docosene 308 C22H44 001599-67-3 90
5 Heptafluorobutanoic acid, heptad... 452 C21H35F702 1000282-97-3 87
Abundance Scan 3106 (20.937 min): BG016439.D (-3104) (-) m/z 57.10 100.00%
57
83 J@M
5000
111
NN IR BN I
3 139 20.60 20.80 21.00 21.20
—— 4 AT 19002 224 258 282 M i T390 76.50%
m/z--> 50 100 150 200 250 300 350
Abundance #72491: Cyclohexadecane
55
5000 SRR SN SULRILN IR
29 111 20.60 20.80 21.00 21.20
m/z 83.10 74 _07%
L \H ‘\ \ ‘\ \139 167 196 224
m/z--> 5b 200 250 300 350
Abundance
55
8 20.60 20.80 21.00 21.20
5000 m/z 55.10 67.06%
29 111
139 182 210
m/z--> 50 100 150 200 250 300 350 N
Abundance #93396: Ethanol, 2-(tetradecyloxy)-  REaaa e R
57 20.60 20.80 21.00 21.20
m/z 97.10 65.06%
5000
29 111
168 196
||k|||L| ‘l \\1:39 .‘..22.7.258 N ; e e
m/z--> 50 200 250 300 350 20.60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041515\

Data File : BG016439.D

Acq On : 16 Apr 2015 2:33

Operator : TP/1Z

Sample : G1829-12 L
Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Heptadecane Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
21.38 2.03 ng 125456 Chrysene-di12 21.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Heptacosane 380 C27H56 000593-49-7 91

Abundance Scan 3181 (21.378 min): BG016439.D (-3178) (-) m/z 57.10 100.00%
57
85
5000
155 183 207 21.00 21.20 21.40 21.60
o34 1] 'l L AR T SR e 288 s m/z 71.10  70.87%
m/z--> 50 100 150 200 250 300 350
Abundance #82608: Heptadecane
57
85
5000 R SR BUMIL RIS B
21.00 21.20 21.40 21.60
29 m/z 43.10 60.94%
| L [ Alﬁ 141‘169 197 240
m/z--> 50 100 150 200 250 300 350 '
Abundance
57
21.00 21.20 21.40 21.60
5000 85 m/z 85.10 57.87%
13 141 183 211 239 267 296
m/z--> 50 100 150 200 250 300 350 '
Abundance #155178: Octacosane e MU
57 21.00 21.20 21.40 21.60
m/z 55.10 22 .98%
5000 85
29
T || (11 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 1% 200 250 300 350 ' 21.00 21.20 2140 21.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041515\

Data File : BG016439.D

Acq On : 16 Apr 2015 2:33

Operator : TP/1Z

Sample : G1829-12 L
Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615_.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 unknown21.76 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
21.76 2.22 ng 137286 Chrysene-di12 21.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid (Z2)-, 2,3-di... 356 C21H4004 000111-03-5 41
2 Decane, 2-methyl- 156 Cl11H24 006975-98-0 35
3 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 27
4 2-Bromo-6-methylheptane 192 C8H17Br 004730-24-9 22
5 3-Cyclopentylpropionic acid, 2-t... 226 C13H2203 1000293-46-9 22
Abundance Scan 3246 (21.760 min): BG016439.D (-3242) (-) m/z 57.10 100.00%
57
5000
207
264 e ——
097 327 357 429 21.40 21.60 21.80 22.00
- m/z 71.10 99.17%
m/z--> 50 100 150 200 250 300 350 400
Abundance #143481: 9-Octadecenoic acid (2)-, 2,3-dihydroxypropy! ester
55 o8 264
5000 DN BRI BRI UG I
21.40 21.60 21.80 22.00
29 m/z 55.10 74.07%
. .“‘.‘ IIIM
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
21.40 21.60 21.80 22.00
5000 m/z 112.10 67.44%
85
29 112
141
m/z--> 55 160 1%0 260 2%0 360 3éo 460
Abundance #18461: Octane, 3,6-dimethyl- L B
57 21.40 21.60 21.80 22.00
m/z 69.10 57.91%
5000
29 113
\‘ \\ [ \815 ‘ 142
mz-> 50 100 150 200 250 300 350 400 21.40 21.60 21.80 22.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041515\
Data File : BG016439.D

Acq On : 16 Apr 2015 2:33

Operator : TP/1Z

Sample : G1829-12

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Nonadecane Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
21.81 2.20 ng 135939 Chrysene-di12 21.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 95
2 Heptacosane 380 C27H56 000593-49-7 94
3 Tetracosane 338 C24H50 000646-31-1 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Tetratetracontane 619 C44H90 007098-22-8 91

Abundance Scan 3255 (21.813 min): BG016439.D (-3251) (-) m/z 57.10 100.00%
g7
85
5000
111 10 21150 21180 55100 9990
141, .0 183 5ne225 21.40 21.60 21.80 22.00 22.20
- J, y .‘.‘“, Lo (130007205750 (207 309 356 401 hyz 71.10 84.67%
m/z--> 50 100 150 200 250 300 350 400
Abundance #99477: Nonadecane
57
5000 85 BRI BRI DI BN B
21. 40 21. 60 21. 80 22. oo 22. 20
m/z 85.10 65.54%
29 13
m/z--> §0 100 1éo 260 250 300 3%0 460
Abundance
57
21/40 21,60 21.80 22.00 22.20
5000 m/z 43.10 65.49%
85
29 113 141 169 197 225 253 281 323 351 380
m/z--> §0 160 1éo 260 250 360 350 460
Abundance #136482:; Tetracosane s o o o o I
57 21.40 21.60 21.80 22.00 22.20
m/z 55.10 27 .58%
85
5000
113
3J ‘ | | J | 141 169 197 225 253 281 309 338
m/z--> 5'0 1(')0 1&'30 2(')0 250 3(')0 3&1;0 4(')0 21. 40 21. 60 21. 80 22. oo 22. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041515\

Data File : BG016439.D

Acq On : 16 Apr 2015 2:33

Operator : TP/1Z

Sample : G1829-12 L
Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615_.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 14 Eicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

22 .27 2.63 ng 162486 Chrysene-di12 21.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Heptadecane 240 C17H36 000629-78-7 94
3 Tetratriacontane 479 C34H70 014167-59-0 91
4 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 91
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 3333 (22.271 min): BG016439.D (-3329) (-) m/z 57.10 100.00%

85

5000

22.00 22.20 22.40 22.60
m/z 71.10 89.95%

155 183207 239264 595 337

m/z--> 0 50 100 150 200 250 300 350 400
Abundance #107655: Eicosane
57
85
5000 LA L L L L L L L L
22. 00 22 20 22. 40 22. 60
m/z 85.10 89.60%
29 ‘
R e e
m/z--> 0 50 100 150 200 250 300 350 400
Abundance
57
T T T
22.00 22.20 22.40 22.60
5000 85 m/z 43.10 76.15%
29
113 141 169 197 240
LA A e e o e o B I B e o B o o
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #167078: Tetratriacontane s EEa RS R
57 22.00 22.20 22.40 22.60
m/z 55.10 30.50%
5000 85
29 113
l 141 169 197 225 253 281 311337 367 410435

m/z--> 0 50 100 150 200 250 300 350 400 22. 00 22 20 22. 40 22. 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041515\

Data File : BG016439.D

Acq On : 16 Apr 2015 2:33

Operator : TP/1Z

Sample - G1829-12 L
Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615_.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... 2.83 20.0 ng 450906 1 7.66 450803 20.0
2-Pentanone, 4-hy... 4.78 4.1 ng 93321 1 7.66 450803 20.0
unknown? .20 7.20 88.3 ng 1989800 1 7.66 450803 20.0
n-Hexadecanoic acid 17.95 4.3 ng 278565 4 17.05 1288890 20.0
Octadecanoic acid 19.23 2.3 ng 144595 5 21.23 1234040 20.0
1,2-Cyclohexanedi... 20.91 2.2 ng 133971 5 21.23 1234040 20.0
Cyclohexadecane 20.94 8.2 ng 502726 5 21.23 1234040 20.0
Heptadecane 21.38 2.0 ng 125456 5 21.23 1234040 20.0
unknown21.76 21.76 2.2 ng 137286 5 21.23 1234040 20.0
Nonadecane 21.81 2.2 ng 135939 5 21.23 1234040 20.0
Eicosane 22.27 2.6 ng 162486 5 21.23 1234040 20.0
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