LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG022716\
Data File : BG021102.D

Aca On : 27 Feb 2016 6:38

Operator : UM/SJ

Sample : H1558-10

Misc :

ALS Vial : 25 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-BG022616.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

3.091 38 43 57 rvB 220495 334229 42.13% 8.948%
3.232 61 67 77 rBv2 6145 12255 1.54% 0.328%
rvB 29824 44434 5.60% 1.190%
5.723 485 491 498 rBB 148081 226918 28.60% 6.075%
7.315 755 762 770 rBB 151851 254718 32.11% 6.819%
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7.697 820 827 834 rBB 151146 251705 31.73% 6.738%
8.167 902 907 913 rBB 21056 32489 4._.10% 0.870%
rBB 109197 182216 22.97% 4._.878%
9.330 1098 1105 1113 rBB 90526 160471 20.23% 4._.296%
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1 10.975 1379 1385 1392 rBB 30245 50979 6.43% 1.365%
11 13.408 1792 1799 1805 rBB 250935 396619 50.00% 10.618%
12 14.219 1932 1937 1945 rBV 26964 41830 5.27% 1.120%
13 14.659 2007 2012 2020 rVB 9036 13013 1.64% 0.348%
14 14.777 2026 2032 2039 rVB2 49034 79551 10.03% 2.130%
15 15.599 2168 2172 2177 rBV 7710 10383 1.31% 0.278%
16 16.252 2276 2283 2289 rBV2 237465 344384 43.41% 9.219%
17 16.457 2314 2318 2321 rBV 7486 10071 1.27% 0.270%
18 17.509 2491 2497 2504 rVB 70376 107020 13.49% 2.865%
19 18.379 2641 2645 2652 rBV 33976 47916 6.04% 1.283%
20 19.636 2856 2859 2866 rBV3 11690 16195 2.04% 0.434%
21 19.783 2879 2884 2889 rVB 13793 15253 1.92% 0.408%
22 20.100 2933 2938 2944 rVB 627751 793288 100.00% 21.237%
23 21.399 3155 3159 3166 rBV 23570 36096 4 _55% 0.966%
24 21.775 3216 3223 3231 rVB 87378 138202 17.42% 3.700%
25 23.496 3511 3516 3521 rBV2 13028 22975 2.90% 0.615%

26 25.065 3773 3783 3791 rBV3 39446 112233 14.15% 3.005%

Sum of corrected areas: 3735443
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022716\
Data File : BG021102.D

Aca On : 27 Feb 2016 6:38

Operator : UM/SJ

Sample : H1558-10

Misc :

ALS Vial :© 25 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG022616.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG021102.D
600000

500000
400000

300000

3.09

200000
5.72 7.32 7.70

8.50
100000 9.33

5.26 10.98
3.3 8.17

. L

Time--> 300 3.50 4.00 450 500 550 600 6.50 7.00 750 8.00 850 9.00 9.50 10.00 10.50 11.00 1150 1200 1250
Abundance TIC: BG021102.D

600000

20.10

500000
400000

300000

200000

100000 1751 2177

14.78 18.38
1422 1446 1560  ||16.46 A L 1018478 2140

Ot .... L o o LA s e e S S R R

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 TIC: BG021102.D

600000

500000

400000

300000

200000

100000
25.06

23.50
A
e L ERERR R R e R R e e e A AABABERE

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\BG022716\
Data File : BG021102.D

Aca On : 27 Feb 2016 6:38

Operator : UM/SJ

Sample : H1558-10

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022616_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 unknown3.09 Concentration Rank 1

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

3.09 205.75 ng 334229 1,4-Dichlorobenzene-d4 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 38
2 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
3 1-Propanol. 2-methvl- 74 C4H100 000078-83-1 9
4 1.3-Diaminoguanidine 89 CH7N5 004364-78-7 9
5 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9

Abundance Scan 43 (3.091 min): BG021102.D (-38) (-) m/z 73.00 100.00%
73.0
5000 43.0 f\
89.0
5.0 300 320 340
O o B L o o o SN m/z 43.00 51.26%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #4670: Propane, 2,2-dimethoxy-
73.0
5000 43.0 T T
300 320  3.40
310 ‘ 89.0 m/z 89.00 32.93%
I

L1 57.0 \ ‘
0 Ll Il
...,....,....,....,....,....,....,....,....,....,
m/z--> 10 20 60 70 80 90
Abundance
30.0 73.0

3 00 3. 20 3.40

5000 m/z 41.00 9.28%
58.0
44.0
15.0
O T T T T T T T T T T T
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #837: 1-Propanol, 2-methyl- = T
43.0 3 00 3. 20 3.40
3.0 m/z 45.00  7.78%
5000
59.0 74.0
0...,....,”..M...Ji.h.,.HNH,”..,.l..,”..,...., o -
m/z--> 10 20 30 40 50 60 70 80 90 3 00 3. 20 3 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022716\
Data File : BG021102.D

Aca On : 27 Feb 2016 6:38

Operator : UM/SJ

Sample : H1558-10

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022616_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 4

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

5.26 27.35 ng 44434 1,4-Dichlorobenzene-d4 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 12
3 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 412 (5.259 min): BG021102.D (-407) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 VSV i W
| 83.0 5.00 5.20 5.40 5.60
) T S POt N m/z 59.00 60.27%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R L I I U
59.0 500 520 540 5.60
m/z 101.00 24 .64%
31.0 g30 1010
OF TP T P e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
500 520 540 560
5000 210 m/z 58.00 15.49%
ol 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4330: Butane, 1-ethoxy- e R na
59.0 5.00 5.20 5.40 5.60
31.0 m/z 41.00 10.84%
5000
3.0 73.0
15\'0 A‘ \ | ‘ ‘ 87.0 102.0
G e B RN AR AR RN AR AR RARAN AR LAAS) SARS RSN EARRY U L L L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022716\
Data File : BG021102.D

Aca On : 27 Feb 2016 6:38

Operator : UM/SJ

Sample : H1558-10

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022616_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 unknown7.70 Concentration Rank 2

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

7.70 154.95 ng 251705 1,4-Dichlorobenzene-d4 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 1.3-Cyclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 25
3 5-Aminoindole 132 C8H8N2 005192-03-0 22
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
5 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 16

Abundance Scan 828 (7.703 min): BG021102.D (-820) (-) m/z 131.90 100.00%
134.9
5000 68.0

7.40 7.60 7.80 8.00

01 m/z 68.00 46 .89%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132.0
97.0
5000 |/|\||||||||||||||||||||||
7.40 7.60 7.80 8.00
70.0 m/z 66.00 33.36%
310 440
\ L 1y |y 860 | 116.0
S L T o LU
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
R RNEEE R R R
7.40 7.60 7.80 8.00
5000 m/z 133.90 31.14%
00 570 O
’ 89.0 103.0
0 115.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole e
132.0 7.40 7.60 7.80 8.00
m/z 69.00 21.08%
5000
104.0
66.0
ol 140 270 300 510 710 890 || 1150
T e e e e e e e R RMEEEEEEEE E
m/z--> 10 20 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\BG022716\
Data File : BG021102.D

Aca On : 27 Feb 2016 6:38

Operator : UM/SJ

Sample : H1558-10

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022616_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 Hexadecane Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
14 .66 3.27 ng 13013 Acenaphthene-d10 14.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 64
2 Octane. 2.4.6-trimethvl- 156 C11H24 062016-37-9 64
3 Undecane. 2.4-dimethvl- 184 C13H28 017312-80-0 59
4 Ether. hexvl pentvl 172 C11H240 032357-83-8 53
5 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 53
Abundance Scan 2012 (14.659 min): BG021102.D (-2007) (-) m/z 57.00 100.00%
57.0
5000 85.0
39 ‘| || 14.40 14.60 14.80 15.00
o A e M7z 43.00  85.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #73965: Hexadecane
57.0
5000
85.0 14.40 14.60 14.80 15.00
29.0 ' m/z 71.00 69.84%
0 / ‘L |, 4 ) 1130 1410 169.0 197.0 226.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57.0
14.40 14.60 14.80 15.00
5000 m/z 41.00 45 _15%
85.0
29.0
S O P 10~:1 L T - I —
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45588: Undecane, 2,4-dimethyl-
43.0 14.40 14.60 14.80 15.00
m/z 85.00 44 .34%
85.0
5000
ol 260 “‘ 670 | 1260 169.0 '\ I
ryrrrryrrTry T T T T T T T T T T T T T T T T T T T T T T T T T T T T A AR AR A

m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.40 14.60 14.80 15.00

8270-BG022616.-M Mon Feb 29 18:21:06 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022716\
Data File : BG021102.D

Aca On : 27 Feb 2016 6:38

Operator : UM/SJ

Sample : H1558-10

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022616_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 unknownl5.60 Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
15.60 2.61 ng 10383 Acenaphthene-d10 14.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 2.4.6-trimethvl- 156 C11H24 062016-37-9 45
2 Hexadecane 226 C16H34 000544-76-3 45
3 Hexane. 1-(hexvloxv)-3-methvl- 200 C13H280 074421-18-4 43
4 Hexane. 2.4-dimethvl- 114 C8H18 000589-43-5 38
5 Ether, hexyl pentyl 172 C11H240 032357-83-8 37

Abundance Scan 2172 (15.599 min): BG021102.D (-2168) (-) m/z 57.00 100.00%
57.0
5000 85.0
| || Al 15.20 15.40 15.60 15.80 16.00
obrrrrr e e e e || M7z 43.000 71.92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #27141: Octane, 2,4,6-trimethyl-
57.0
5000
15.20 15.40 15.60 15.80 16.00
29.0 85.0 m/z 71.00 66 .58%
ol bbbl 11001270 2560
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57.0
15.20 15.40 15.60 15.80 16.00
5000 m/z 40.95 50.69%
85.0
29.0
0 113.0 141.0 169.0 197.0 226.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56273: Hexane, 1-(hexyloxy)-3-methyl-
43.0 15.20 15.40 15.60 15.80 16.00
m/z 85.00 48_.87%
70.0
5000
‘ 98.0
o260 (| “ | uso
RIS SURILIL SUREU SURILIS L BRI B LI B S B

m/z--> 20 40 60 80 100 120 140 160 180 200 220 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\BG022716\
Data File : BG021102.D

Aca On : 27 Feb 2016 6:38

Operator : UM/SJ

Sample : H1558-10

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022616_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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.38 8.95 ng 47916 Phenanthrene-d10 17.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tridecanoic acid 214 C13H2602 000638-53-9 80
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 Dodecanoic acid 200 C12H2402 000143-07-7 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 59
Abundance Scan 2645 (18.379 min): BG021102.D (-2641) (-) m/z 60.00 100.00%
60.0
5000 129.0
213.1 .
39p 157.0 1850 18.00 18.20 18.40 18.60
o} m/z 73.00 99.72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43.0
73.0 X
5000 A AR BN MR B
mmmmmmmm
1290 2560 m/z 43.00 83.81%
. L T 90170 2150 |
m/z--> 25 Jo éo 80 100 120 150 160 180 200 220 250 2éo
Abundance
73.0
430 18,00 18.20 1840 1860
5000 m/z 41.00 77.26%
1290 171.0
98.0 : 214.0
o 18.0 149.0
m/z--> 25 Jo éo 85 160 150 150 160 180 200 220 250 2éo
Abundance #75070: Tetradecanoic acid  AREAREEEEEE RS
43.0 | 73.0 18.00 18.20 18.40 18.60
m/z 55.00 75.84Y%
” T -vx¢MNMwwmnuf\kwfﬂ4hvxwa\m
185.0
97.0 228.0
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\BG022716\
Data File : BG021102.D

Aca On : 27 Feb 2016 6:38

Operator : UM/SJ

Sample : H1558-10

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022616_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 unknownl9.64 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
19.64 3.03 ng 16195 Phenanthrene-d10 17.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 43
2 12-Bromododecanoic acid 278 C12H23Bro2 073367-80-3 43
3 Tetradecanoic acid 228 C14H2802 000544-63-8 38
4 Pentadecanoic acid 242 C15H3002 001002-84-2 38
5 Tridecanoic acid 214 C13H2602 000638-53-9 35
Abundance Scan 2860 (19.642 min): BG021102.D (-2856) (-) m/z 72.90 100.00%
72.9
43.0
5000
97.0 1290 185.0 2411
284.1
07.9 19.40 19.60 19.80 20.00
0! m/z 43.00 78.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #56046: Dodecanoic acid
60.0
5000 LRI UL BRI BULRUL R
g5.0 1290 1940 1960 19.80 20.00
29.0 ’ ' m/z 60.00 76.58%
200.0
0! ‘\‘ MH\ ...pr?*.d.)........,....,........ SN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
60.0
"' 10/40 19.60 19.80 20.00
5000 m/z 55.00 62.75%
83.0 129.0 199.0
0 163.0 237.0 278.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75072: Tetradecanoic acid EEEE BRI
73.0 19.40 19.60 19.80 20.00
43.0 m/z 41.00 50.30%
5000 129.0

15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 19. 40 19 60 19. 80 20. 00

8270-BG022616.-M Mon Feb 29 18:21:08 2016 Page: 9



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022716\
Data File : BG021102.D

Aca On : 27 Feb 2016 6:38

Operator : UM/SJ

Sample : H1558-10

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022616_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 Butyl citrate Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
19.78 2.21 ng 15253 Chrysene-di12 21.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butvl citrate 360 C18H3207 000077-94-1 78
2 Hexanedioic acid. bis(2-methvlpr... 258 C14H2604 000141-04-8 72
3 Hexanedioic acid. bis(l-methvlpr... 258 C14H2604 038447-22-2 72
4 Hexanedioic acid. dibutvl ester 258 C14H2604 000105-99-7 56
5 Adipic acid, di(oct-4-yl ester) 370 C22H4204 1000160-80-1 38
Abundance Scan 2884 (19.783 min): BG021102.D (-2879) (-) m/z 185.00 100.00%
185.0
128.9
5000
57.0
l ]‘ 86.9 599 259.0 19.40 19.60 19.80 20.00
| I "--','-. e m/z 128.90 74.25%
m/z--> 50 100 150 200 250 300 350
Abundance #144807: Butyl citrate
185.0
129.0
5000 |""|Q"'|"" !
19.40 19.60 19.80 20.00
41.0 259.0 m/z 57.00 30.56%
L] | 8o Ll 2SO ) a1s0 | 2o 361.0
m/z--> 50 100 150 200 250 300 350
Abundance
129.0
RN SR SR BRI I
19.40 19.60 19.80 20.00
5000 5.0 185.0 m/z 41.00 25.73%
29.0
101.0
156.0
LI U e B — | DU
m/z--> 50 100 150 200 250 300 350
Abundance #93163: Hexanedioic acid, bis(1-methylpropyl) ester A RRmEamEa S
129.0 19.40 19.60 19.80 20.00
m/z 110.90 17.39%
5000
185.0
29.0 57.0 100.?
obd ol oy 1 | 1560 | 2120 2580
m/z--> 50 100 150 200 250 300 350 19.40 19.60 19.80 20.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022716\
Data File : BG021102.D

Aca On : 27 Feb 2016 6:38

Operator : UM/SJ

Sample : H1558-10

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022616_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 3-Eicosene, (E)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.40 5.22 ng 36096 Chrysene-di12 21.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (BE)- 280 C20H40 074685-33-9 91
2 Trifluoroacetic acid. n-heptadec... 324 C17H31F302 1000216-79-2 90
3 Trichloroacetic acid. tetradecvl... 358 C16H29CI1302 074339-52-9 81
4 1-Docosene 308 C22H44 001599-67-3 81
5 1-Nonadecene 266 C19H38 018435-45-5 68

Abundance Scan 3159 (21.399 min): BG021102.D (-3155) (-) m/z 69.00 100.00%

5000

-

21.00 21.20 21.40 21.60 21.80
m/z 57.00 93.09%

125.0

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106400: 3-Eicosene, (E)-

:

21.IOO 21!20 21.I4O 21.I60 21.I80
m/z 55.00 90.85%k

5000

29.0

139.0 167.0 196.0 224.0 252.0 280.0
e e

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

o

43.0

-

69.0 21.00 21.20 21.40 21.60 21.80
5000 m/z 83.00 87.18%

97.0

ol 1250 1570 182.0 210.0

ﬁmwwwwwwwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #143984: Trichloroacetic acid, tetradecyl ester

83.0

21.00 21.20 21.40 21.60 21.80
m/z 97.00 80.99%

5000

139.0 168.0 196.0 241.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 21.00 21.20 21.40 21.60 21.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022716\
Data File : BG021102.D

Aca On : 27 Feb 2016 6:38

Operator : UM/SJ

Sample : H1558-10

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022616_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 Squalene Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
23.50 4.09 ng 22975 Perylene-di12 25.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

Saualene
2.6.10.14.18.22-Tetracosahexaene. ..

410 C30H50
410 C30H50

007683-64-9 80
000111-02-4 64
1000163-04-7 64

000502-62-5 56
1000164-38-8 53

.pSi...psi.-Carotene. 7.7".8.8".... 547 C40H66

1

2

3 Docosa-2.6.10.14.18-pentaen-22-a... 384 C27H440
4

5 Propanoic acid, 2,2-dimethyl-, [... 306 C20H3402

Abundance Scan 3517 (23.502 min): BG021102.D (-3511) (-) m/z 69.00 100.00%
69.0
5000
| 121.0 1909 23.20 23.40 23.60 23.80
o i — m/z 80.95 50.00%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #158504: Squalene
69.0
5000
23.20 23.40 23.60 23.80
m/z 41.00 24 .53%
137.0
ol 40 3080 1 1910 2310 2730 3410 4100
m/z--> 0 50 100 150 200 250 300 350 400
Abundance
69.0 i
R AR EE S
23.20 23.40 23.60 23.80
5000 m/z 67.00 16.82%
137.0
o 29.0 105.0 191.0 231.0 273.0 341.0 410.0
e e A e T
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #152606: Docosa-2,6,10,14,18-pentaen-22-al, 2,6,10,15,18-p... B e !
69.0 23.20 23.40 23.60 23.80
m/z 68.00 13.84%
5000
29 hlll'o 49.0
o i 6 0 P o 12 2920 2310 2730 3150 3840 e
m/z--> 0 50 100 150 200 250 300 350 400 23.20 23.40 23.60 23.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG022716\
Data File : BG021102.D

Acq On : 27 Feb 2016 6:38

Operator : UM/SJ

Sample - H1558-10

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG022616 .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]
unknown3 .09 3.09 205.8 ng 334229 1 8.17 32489 20.0
2-Pentanone, 4-hy... 5.26 27.4 ng 44434 1 8.17 32489 20.0
unknown7 .70 7.70 154.9 ng 251705 1 8.17 32489 20.0
Hexadecane 14.66 3.3 ng 13013 3 14.78 79551 20.0
unknownl15.60 15.60 2.6 ng 10383 3 14.78 79551 20.0
n-Hexadecanoic acid 18.38 8.9 ng 47916 4 17.51 107020 20.0
unknownl19 .64 19.64 3.0 ng 16195 4 17.51 107020 20.0
Butyl citrate 19.78 2.2 ng 15253 5 21.77 138202 20.0
3-Eicosene, (E)- 21.40 5.2 ng 36096 5 21.77 138202 20.0
Squalene 23.50 4.1 ng 22975 6 25.06 112233 20.0
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