LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061316\

Data File : BG022328.D

Aca On : 13 Jun 2016 17:37

Operator : UM/SJ

Samole - H3448-29 15-VE-PILE-WALL(0-2
Misc :

ALS Vial : 39 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-BG060616.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

2.933 11 16 36 rvB 302153 502553 24.88% 3.445%
3.086 36 42 55 rvB2 22269 55007 2.72% 0.377%
rvB2 28645 55758 2.76% 0.382%
5.636 468 476 490 rBvV 540658 1016888 50.34% 6.971%
7.257 742 752 768 rBV 620204 1206065 59.70% 8.268%
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7.621 806 814 829 rBV 673432 1283815 63.55% 8.801%
8.086 886 893 901 rBV 111470 211529 10.47% 1.450%
rvB 510016 986997 48.86% 6.766%
9.261 1083 1093 1107 rBV 372798 753840 37.32% 5.168%
9.390 1111 1115 1131 rVB5 9497 26087 1.29% 0.179%
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11 10.906 1365 1373 1385 rBV 178191 365198 18.08% 2.503%
12 13.344 1780 1788 1805 rBV 1159387 2004834 99.24% 13.743%
13 14.167 1921 1928 1936 rBV 220653 350477 17.35% 2.403%
14 14.590 1995 2000 2006 rVB 16919 23910 1.18% 0.164%
15 14.725 2016 2023 2032 rVB2 271218 485777 24.05% 3.330%

16 15.536 2157 2161 2167 rVB2 26809 40438 2.00% 0.277%
17 16.211 2269 2276 2291 rBV 718268 1196483 59.23% 8.202%
18 16.399 2303 2308 2317 rBV2 25445 49643 2.46% 0.340%
19 17.193 2437 2443 2448 rBV 17127 27575 1.37% 0.189%

20 17.469 2483 2490 2504 rBV 292142 508181 25.16% 3.484%

21 19.737 2871 2876 2881 rBV 144200 188946 9.35% 1.295%
22 19.813 2885 2889 2892 rBV3 15107 22481 1.11% 0.154%
23 19.848 2892 2895 2903 rVB2 37381 58907 2.92% 0.404%
24 20.060 2925 2931 2939 rBV 1374557 2020108 100.00% 13.848%
25 20.771 3048 3052 3059 rVB 101595 139310 6.90% 0.955%

26 20.835 3060 3063 3066 rBvV 23632 29661 1.47% 0.203%
27 20.871 3067 3069 3073 rVB3 19133 20742 1.03% 0.142%
28 21.341 3146 3149 3156 rVB2 37690 63907 3.16% 0.438%
29 21.740 3211 3217 3229 rVB 234308 452310 22.39%% 3.101%
30 21.893 3239 3243 3249 rVB 31878 48739 2.41% 0.334%
31 23.203 3461 3466 3474 rVB4 26671 61148 3.03% 0.419%

32 25.019 3769 3775 3792 rVB2 95815 330245 16.35% 2.264%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061316\
Data File : BG022328.D

Aca On : 13 Jun 2016 17:37

Operator : UM/SJ

Sample = H3448-29

Misc :

ALS Vial : 39 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

Z:\HPCHEM1I\BNA G\METHODS\8270-BG060616 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 14587559
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061316\
Data File : BG022328.D

Aca On : 13 Jun 2016 17:37

Operator : UM/SJ

Sample - H3448-29

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance : .
1400000 TIC: BG022328.D

1200000
1000000

800000

7.62
7.26

600000 5.64 641

400000 9.26
.93

10.91
200000 8.09
3.09 5 15 ) 39

Time--> 3.00 3.50 400 450 500 550 6.00 650 7.00 750 8.00 8. 50 9. OO 9. 50 10. OO 10 50 11. OO 11. 50 12. OO 12. 50
Abundance TIC: BG022328.D
1400000

20,06

1200000 13.34
1000000

800000 16.21

600000

400000
14.72 17.47 21.74

14.17

200000 19.74 20.77

21.34 [»1.89
14, 15.54 | @40 17.19 il

(O o o I L o o LI B o e e s B T8 L B I e o B

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 : .
1400000 TIC: BG022328.D

1200000
1000000
800000
600000
400000
200000 25.02

23.20 (\

o

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\BG061316\
Data File : BG022328.D

Aca On : 13 Jun 2016 17:37

Operator : UM/SJ

Sample - H3448-29

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_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 unknown2.93 Concentration Rank 3

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

2.93 47 .52 ng 502553 1,4-Dichlorobenzene-d4 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 45
2 2-Hvdroxv-2-methvlbutvric acid 118 C5H1003 003739-30-8 9
3 N-EthvIlformamide 73 C3H7NO 000627-45-2 5
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 4
5 1-Propene-1-thiol 74 C3H6S 000925-89-3 4

Abundance Scan 16 (2.933 min): BG022328.D (-11) (-) m/z 73.00 100.00%
7B
5000 S
43 89
37 55 2.90 3.00 3.10 3.20 3.30
O e e e e e m/z 43.00 36.20%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4665: Propane, 2,2-dimethoxy-
73
5000
43 2.90 3.00 3.10 3.20 3.30
89 m/z 89.00 28.74%
15 31 ‘
0 ...,.J..,.??HHM.??;.nu.,.u??,....,l:..,...w,....,?94.,.
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
73
43
55 2.90 3.00 3.10 3.20 3.30
5000 m/z 41.00 7 .95%
29
0 5 37, 49 || 61 g7 g2 89 100
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #720: N-Ethylformamide
30 2.90 3.00 3.10 3.20 3.30
73 m/z 45.00 5.83%
5000
44 58
18 |
0"'|'“l|"“ "Eﬁlew""w"'lﬁ"l'“'l"“l"'w'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 2.90 3.00 3.10 3.20 3.30
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061316\
Data File : BG022328.D

Aca On : 13 Jun 2016 17:37

Operator : UM/SJ

Sample - H3448-29

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_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-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

5.15 5.27 ng 55758 1,4-Dichlorobenzene-d4 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 17
3 (+-)-4-Amino-4.5-dihvdro-2(3H)-f. .. 101 C4H7NO2 016504-58-8 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 393 (5.148 min): BG022328.D (-388) (-) m/z 43.00 100.00%
43
59
5000
101
4.80 5.00 5.20 5.40
0 ...,....,....,....,"....?.1.4'!,....,....,55.3..,...:,....,....,.... e M7z 59.00  63.34%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L L UL I
59 480 500 520 540
m/z 101.00 26.03%
15 4 101
0 | N 51 . 83
R B L AR R AL N SRR A AR RSN LA LARAN RN LSRN AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
59
480 500 520 540
5000 m/z 57.95 21.63%
43
o 69 83 o3 123 141 159
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #3966: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43 4.80 5.00 5.20 5.40
m/z 41.00 9.22%
5000 101
28 59
‘ 84
O”WEEPJW”“N”F{M'”Jm”P”W“”P”W“”P”'””P”W””P”'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061316\
Data File : BG022328.D

Aca On : 13 Jun 2016 17:37

Operator : UM/SJ

Sample - H3448-29

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_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 unknown7.62 Concentration Rank 1

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

7.62 121.38 ng 1283820 1,4-Dichlorobenzene-d4 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 35
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Amphetaminil 250 C17H18N2 017590-01-1 12
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 814 (7.621 min): BG022328.D (-806) (-) m/z 131.90 100.00%
132
5000 A
68
96 N 7a0 7E0 7RO 800
40 54 720 7.40 7.60 7.80 8.00
o [ 8 | Ae_us | m/Z 68.00 34.91%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R L UL N R
7.20 7.40 7.60 7.80 8.00
2 51 78 m/z 133.90 33.91%
0 ‘ L1 H (1A L 1
L L N L UL L SIS SRR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
720 7.40 7.60 7.80 8.00
5000 67 m/z 66.00 21.63%
41 97
53
79 117
O '|'§8"|%O§" [rrrr Tt
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl . R B e
57 132 720 7.40 7.60 7.80 8.00
24 m/z 69.00 13.63%
5000 og M°
I L 8 o7 ‘-“. 18189
m/z--> 40 60 80 100 120 140 160 180 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061316\
Data File : BG022328.D

Aca On : 13 Jun 2016 17:37

Operator : UM/SJ

Sample - H3448-29

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_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 Hexanoic acid, 2-ethyl- Concentration Rank 11

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

9.39 2.47 ng 26087 1,4-Dichlorobenzene-d4 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 2-ethvl- 144 C8H1602 000149-57-5 64
2 1-Methvl-1-silacvclopntan-1-ol 116 C5H120Si 1000216-84-4 50
3 Butanoic acid. 2-ethvl-. 1.2.3-p... 386 C21H3806 056554-54-2 33
4 Pentanoic acid. 2-methvl-. methv... 130 C7H1402 002177-77-7 28
5 Hexanamide, 6-(heptyloxy)- 229 C13H27N02 055191-08-7 25

Abundance Scan 1115 (9.390 min): BG022328.D (-1111) (-) m/z 72.90 100.00%
7B
5000
5 101 SN | I W
ml ¥ || 9.00 9.20 9.40 9.60 9.80
ob—— L m/z 87.95 98.35%
m/z--> 50 150 200 250 300 350
Abundance #20004: Hexanoic acid, 2-ethyl-
88
A
5000 RN SRR S
57 9.00 9.20 9.40 9.60 9.80
116 m/z 57.00 40.61%
oL M I
m/z--> 50 100 150 200 250 300 350
Abundance
60 88
9.00 9.20 9.40 9.60 9.80
5000 m/z 86.90 32.96%
116
41
OIIIII""I""""""""IIIIII
m/z--> 50 100 150 200 250 300 350
Abundance #153016: Butanoic acid, 2-ethyl-, 1,2,3-propanetriyl ester R e
4 88 9.00 9.20 9.40 9.60 9.80
m/z 55.00 23.86%
5000
6!
0 N w\“‘i \;09 135155173 214 242 272 294313 355 L
m/z--> 50 100 150 200 250 300 350 9.00 920 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061316\
Data File : BG022328.D

Aca On : 13 Jun 2016 17:37

Operator : UM/SJ

Sample - H3448-29

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_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 Hexadecanoic acid, 1,1-dime... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.74 8.35 ng 188946 Chrysene-di12 21.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. 1.1-dimethvle... 312 C20H4002 031158-91-5 98
2 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 96
3 Hexadecanoic acid. 2-methvlpropyv... 312 C20H4002 000110-34-9 43
4 Cvclobutane. 1.1-dimethvl-2-octvl- 196 C14H28 062338-30-1 35
5 Oxirane, 2,3-bis(l-methylethyl)-... 128 C8H160 054644-32-5 35
Abundance Scan 2877 (19.743 min): BG022328.D (-2871) (-) m/z 56.00 100.00%
56
5000 73 257
129 239
3 i | 57 185 213 312 19.40 19.60 19.80 20.00
Obrrrprrrri-b .I.l. 1|I| |i.| ?-I? ....,....,.'...,...'.,....,‘....H....zf.;?..,...., m/z 57.00 53.26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124099: Hexadecanoic acid, 1,1-dimethylethyl ester
56
5000 AR ARA R ARUARER B
29 73 19. 40 19. 60 19. 80 20.00
m/z 72.95 36.18%
o \‘ L, ‘\ H‘ ik 15" 157 185 213 2 2‘737 281 312
m/z--> 25 45 60 80 100 150 140 160 180 200 220 240 260 2éo 360
Abundance
56
19,40 19.60 19.80 20.00
5000 m/z 257.10 35.74Y%
2 & 257
o 101 129 157 185 213 239 og3 312
R R R A R A R KRN LA LA AN LA RAAAN LARSE EARRN RARRN N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124097: Hexadecanoic acid, 2-methylpropyl ester
57 19.40 19.60 19.80 20.00
m/z 43.00 33.90%
5000 4
239 957
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 220 240 260 25';0 3(')0 ' 19. 40 19. 60 19. 80 20. 00 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061316\
Data File : BG022328.D

Aca On : 13 Jun 2016 17:37

Operator : UM/SJ

Sample - H3448-29

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_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 1-Hexadecanol, acetate Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
19.85 2.60 ng 58907 Chrysene-di12 21.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecanol. acetate 284 C18H3602 000629-70-9 90
2 Acetic acid. octadecvl ester 312 C20H4002 000822-23-1 87
3 1-Tetradecanol. acetate 256 C16H3202 000638-59-5 86
4 1-Nonadecene 266 C19H38 018435-45-5 81
5 1-Hexadecanol 242 C16H340 036653-82-4 81
Abundance Scan 2895 (19.848 min): BG022328.D (-2892) (-) m/z 43.00 100.00%
43 83
5000
107 147 168 215 276 301 "' 10.60 19.80 20.00 20.20
Ot m/z 83.00 79.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #108849: 1-Hexadecanol, acetate
43
5000 1 R BRI SRS BN SR
19.60 19.80 20.00 20.20
m/z 97.00 76.96%
2
AR AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43
"' 10.60 19.80 20.00 20.20
5000 m/z 69.00 68.16%
69 o7
JL T 125140 224 252
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #92244: 1-Tetradecanol, acetate EBaEEEEEE S S
43 19.60 19.80 20.00 20.20
m/z 55.00 63.86%
5000 61 g
111
0 w 126 153168 196 241
m/z--> "56"25"66 80 100 120 140 160 180 200 220 240 260 280 300 "1&60'15%b’éd%o’éd%d'
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061316\
Data File : BG022328.D

Aca On : 13 Jun 2016 17:37

Operator : UM/SJ

Sample - H3448-29

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_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 Octadecanoic acid, butyl ester Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
20.77 6.16 ng 139310 Chrysene-di12 21.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 95
2 n-Butvl mvristate 284 C18H3602 000110-36-1 59
3 Nipecotic acid 129 C6H11NO2 000498-95-3 50
4 2.2-Dimethvl-1.3-butanediol 118 C6H1402 000076-35-7 35
5 1-Hexene, 2,5-dimethyl- 112 C8H16 006975-92-4 30

Abundance Scan 3052 (20.771 min): BG022328.D (-3048) (-) m/z 56.00 100.00%
56
5000
| | JlU 12|9 135 7 o 27 070 000 200 210 T
ol 3t Ml ly i [ 7 P aor 2| L s 0 e 00 52.58%
miz--> 50 100 150 200 250 300
Abundance #137335: Octadecanoic acid, butyl ester
56
5000 RBABNUVBRUNASLUAREE B
285 340 20,40 20.60 20.80 21.00
129 185 267 m/z 43.00 33.97%
97 241
ol— |3\| I \M \U“ .‘N‘. ‘h‘l‘ Al |‘1|53| . .‘. |2|13| o .‘ — ‘. .‘. ‘|3:.L1. —
miz--> 50 100 150 200 250 300
Abundance
56
20.40 20.60 20.80 21.00
5000 929 m/z 72.95 32.68%
73 211
129 284
o 39 101 157 255
miz--> 50 100 150 200 250 300 '
Abundance #12423: Nipecotic acid e Em s R
57 20.40 20.60 20.80 21.00
m/z 55.00 27.09%
5000
84 129
101
OII!LHIJIHI .|.|.... ——— ——— — I e
miz--> 100 150 200 250 300 20.40 20.60 20.80 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061316\
Data File : BG022328.D

Aca On : 13 Jun 2016 17:37

Operator : UM/SJ

Sample - H3448-29

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_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 Heneicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

21.34 2.83 ng 63907 Chrysene-di12 21.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 93
2 Eilcosane 282 C20H42 000112-95-8 89
3 Tetratetracontane 619 C44H90 007098-22-8 80
4 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 68
5 Tetratriacontane 479 C34H70 014167-59-0 64
Abundance Scan 3149 (21.341 min): BG022328.D (-3146) (-) m/z 57.00 100.00%

57
5000

97 RIS TR DU B B

“ 141 183 245 28 21.00 21.20 21.40 21.60
OI""II"PIMWWMWWW m/Z 71.00 79_.10%

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #115569: Heneicosane
57

5000 Sl
21,00 21.20 21,40 21.60

99 m/z 43.00 67.44%
183 225 296

0%?Lﬂﬂﬂwﬂﬂlhun‘”...”n..” e
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
e o R R
21.00 21.20 21.40 21.60
5000 m/z 85.00 56.71%
99
ol 26 141 183 225 282
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172958: Tetratetracontane A E B e o
57 21.00 21.20 21.40 21.60
m/z 55.00 41.24%
5000
97
0 JJ141 183 225 267 309 351 393 432463 505 561 603
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 21. OO 21 20 21. 40 21. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061316\
Data File : BG022328.D

Aca On : 13 Jun 2016 17:37

Operator : UM/SJ

Sample - H3448-29

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_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 Nonadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
21.89 2.16 ng 48739 Chrysene-di12 21.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 89
2 Hexadecane 226 C16H34 000544-76-3 81
3 Octacosane 394 C28H58 000630-02-4 64
4 Pentadecane 212 C15H32 000629-62-9 64
5 Dodecane, l1l-iodo- 296 C12H25l1 004292-19-7 59

Abundance Scan 3243 (21.893 min): BG022328.D (-3239) (-) m/z 57.00 100.00%

57

85

5000
146166 197 232 250 284308 355 21.60 21.80 22.00 22.20
0! m/z 71.00 89.09%
m/z--> 50 100 150 200 250 300 350
Abundance #99476: Nonadecane
57
85
5000 LA L L L L L L L
21.60 21.80 22.00 22.20
29 m/z 43.00 78.93%
ol b e o 28
m/z--> 50 100 150 200 250 300 350
Abundance
57
R s R
21.60 21.80 22.00 22.20
5000 a5 m/z 85.00 67 .45%
29
0 113 141 169 197 226
e e A
m/z--> 50 100 150 200 250 300 350
Abundance #155178: Octacosane e A RRRRE BE s L
57 21.60 21.80 22.00 22.20
m/z 69.00 24 . 47%
5000 85
29
ol h || | 43 141 160 197 225 253 281 309 337 365 394
T T T T e e T R s R
m/z--> 50 100 150 200 250 300 350 21.60 21.80 22.00 22.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061316\
Data File : BG022328.D

Aca On : 13 Jun 2016 17:37

Operator : UM/SJ

Sample - H3448-29

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_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 Tridecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
23.20 2.70 ng 61148 Chrysene-di12 21.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 64
2 Heptadecane 240 C17H36 000629-78-7 58
3 Tridecane 184 C13H28 000629-50-5 58
4 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 52
5 Decane, l1l-iodo- 268 C10H211 002050-77-3 50
Abundance Scan 3465 (23.197 min): BG022328.D (-3461) (-) m/z 57.00 100.00%
57
5000
39 | 209 241 266284303 22.80 23.00 23.20 23.40 23.60
ot m/z 71.00 71.87%
m/z--> 50 100 150 200 250 300 350
Abundance #99477: Nonadecane
57
5000 85 AU AR AR N
nmmmmmmmmm
29 m/z 43.00 59.44Y%
113
0 \‘ | ‘\ H\ Il u‘ I 141 169 197 225 268
m/z--> 55 160 150 260 250 360 3éo
Abundance
57
22.80 23.00 23.20 23.40 23.60
5000 85 m/z 85.00 53.48%
o 29 113 141 169 197 240
m/z--> - "55' - 160" ' ﬁéoll ' 560" ' 550" ' 560" ' Séoll
Abundance #45542: Tridecane | NS NN L LN LI N L
57 22.80 23.00 23.20 23.40 23.60
m/z 56.00 17.69%
50001 o 85
L)
O e e T A R R ER AR RS Bamam s
m/z--> 50 100 150 m 250 300 350 2%wwmnmww%o
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG061316\
Data File : BG022328.D

Acq On : 13 Jun 2016 17:37

Operator : UM/SJ

Sample - H3448-29

Misc :

ALS Vial : 39 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060616 .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 .93 2.93 47.5 ng 502553 1 8.09 211529 20.0
2-Pentanone, 4-hy... 5.15 5.3 ng 55758 1 8.09 211529 20.0
unknown7 .62 7.62 121.4 ng 1283820 1 8.09 211529 20.0
Hexanoic acid, 2-... 9.39 2.5 ng 26087 1 8.09 211529 20.0
Hexadecanoic acid... 19.74 8.3 ng 188946 5 21.74 452310 20.0
1-Hexadecanol, ac... 19.85 2.6 ng 58907 5 21.74 452310 20.0
Octadecanoic acid... 20.77 6.2 ng 139310 5 21.74 452310 20.0
Heneicosane 21.34 2.8 ng 63907 5 21.74 452310 20.0
Nonadecane 21.89 2.2 ng 48739 5 21.74 452310 20.0
Tridecane 23.20 2.7 ng 61148 5 21.74 452310 20.0
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