LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022616\
Data File : BG021094.D

Aca On : 27 Feb 2016 1:24

Operator : UM/SJ

Sample : H1558-07

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-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

2.950 12 19 37 rvB 34671 103336 19.75% 3.826%
3.096 38 44 62 rvv 133264 211561 40.44% 7.833%
rvv 32379 73592 14.07% 2.725%
5.264 407 413 420 rBB 20041 29616 5.66% 1.096%
5.723 485 491 498 rBB 96682 151796 29.01% 5.620%
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7.315 755 762 769 rBB 103091 168862 32.28% 6.252%
7.697 821 827 834 rBB 99540 165822 31.70% 6.139%
rBB 17766 28866 5.52% 1.069%
8.496 956 963 970 rBB 71081 121112 23.15% 4._.484%
9.336 1099 1106 1112 rBB 61071 105143 20.10% 3.893%
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11 10.981 1380 1386 1393 rBB2 23522 41555 7.94% 1.538%
12 13.408 1792 1799 1806 rBB 177733 256877 49.10% 9.510%
13 14.225 1933 1938 1943 rBB 15618 21807 4_.17% 0.807%
14 14.777 2027 2032 2038 rBB2 42461 62501 11.95% 2.314%
15 15.605 2169 2173 2177 rBB 5402 6207 1.19% 0.230%
16 16.252 2276 2283 2290 rBB3 153897 222929 42.61% 8.253%
17 16.463 2315 2319 2322 rBV 5500 7056 1.35% 0.261%
18 17.509 2492 2497 2504 rVB 57169 86090 16.46% 3.187%
19 18.384 2642 2646 2653 rBV 22848 29173 5.58% 1.080%
20 19.642 2857 2860 2866 rBV2 7729 9168 1.75% 0.339%
21 20.106 2933 2939 2944 rBV 422311 523174 100.00% 19.369%
22 21.404 3155 3160 3167 rVB2 18232 23749 4._.54% 0.879%
23 21.775 3217 3223 3229 rVB 71065 115953 22.16% 4._.293%
24 23.502 3512 3517 3523 rVB2 19028 32436 6.20% 1.201%

25 25.059 3774 3782 3795 rVB2 37132 102654 19.62% 3.801%

Sum of corrected areas: 2701035
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022616\
Data File : BG021094.D

Aca On - 27 Feb 2016 1:24

Operator : UM/SJ

Sample : H1558-07

Misc :

ALS Vial :© 22 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG022616.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG021094.D
400000

300000

200000

3.10
5.72 7.32 7.70

100000
8.50

2.9
8.24 5.26 8.17 10.98

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: BG021094.D

400000

20111

300000

200000 13.41
16.25

100000 21.77

14.78 1751 a0 h
18.38
14.22 J\ 15.61 16.46 i 19.64 f

0 P Ay A
LI L L e e e B O L LI B e B B S [ B e

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: BG021094.D

400000

300000

200000

100000

25.06
23.50

A

e e e e e e e

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\BG022616\
Data File : BG021094.D

Aca On : 27 Feb 2016 1:24

Operator : UM/SJ

Sample - H1558-07

Misc :

ALS Vial : 22 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 Cyclopentane, methyl- Concentration Rank 4

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

2.95 71.60 ng 103336 1,4-Dichlorobenzene-d4 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. methvl- 84 C6H12 000096-37-7 64
2 Cvclobutane. ethvl- 84 C6H12 004806-61-5 59
3 Cvclopentane. 1.1-dimethvl- 98 C7H14 001638-26-2 56
4 2H-Pvran-2.6(3H)-dione. dihvdro-... 142 C7H1003 004160-82-1 39
5 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 39

Abundance Scan 19 (2.950 min): BG021094.D (-12) (-) m/z 56.00 100.00%
56.0
41.0
5000 69.0
| ‘ 83.9 2.90 3.00 3.10 3.20 3.30 3.40
O i e e S e e m/z 41.00 54 .74%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1468: Cyclopentane, methyl-
56.0
5000 41.0
69.0 2.90 3.00 3.10 3.20 3.30 3.40
84.0 m/z 69.00 47 _.72%
0 15.0 ‘ | I i !
HLE SN FURELEL SR LRI SURLL IR S UL UL UL S
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
56.0
41.0
2.90 3.00 3.10 3.20 3.30 3.40
5000 m/z 39.00 30.58%
28.0 69.0
15.0 84.0
mz-> 10 20 30 40 50 60 70 80 90 100
Abundance #3329: Cyclopentane, 1,1-dimethyl-
56.0 2.90 3.00 3.10 3.20 3.30 3.40
m/z 55.00 28.72%
41.0 69.0
27.0
0"I"”I"JJP"wih"I”*LI"““""PI"I”?%?'”'
m/z--> 10 20 30 40 50 60 70 80 90 100 2.90 3.00 3.10 3.20 3.30 3.40

8270-BG022616.-M Mon Feb 29 17:10:15 2016 Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022616\
Data File : BG021094.D

Aca On : 27 Feb 2016 1:24

Operator : UM/SJ

Sample - H1558-07

Misc :

ALS Vial : 22 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 2 unknown3.10 Concentration Rank 1

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

3.10 146.58 ng 211561 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 1.3-Diaminoaquanidine 89 CH7N5 004364-78-7 9
3 1-Propanol. 2-methvl- 74 C4H100 000078-83-1 9
4 Methvlalvoxal 72 C3H402 000078-98-8 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 45 (3.102 min): BG021094.D (-38) (-) m/z 73.00 100.00%
73.0
5000 43.0 A\
89.0
50 300 320 340
o m/z 43.00 47.47%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #4670: Propane, 2,2-dimethoxy-
73.0
5000 43.0
3.00 320 3.40
310 ‘ 89.0 m/z 89.00 32.73%
0 L 57.0 ‘
"I""I"”I'"'I""P"'I""I'”'I""I'"W
m/z--> 10 20 60 70 80 90
Abundance
43.0
32.0 L L RS RS
58.0 89.0 300 320 3.40 '
5000 18.0 m/z 41.00 8.66%
72.0
e S S L S L S SIS LB
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #837: 1-Propanol, 2-methyl- R R e o e |
43.0 3.00 320 340
330 m/z 45.00 7.90%
5000
‘ 59.0 74.0
T S L S S S LI SRS I A L
m/z--> 10 20 30 40 50 60 70 80 90 1300 320 340
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022616\
Data File : BG021094.D

Aca On : 27 Feb 2016 1:24

Operator : UM/SJ

Sample - H1558-07

Misc :

ALS Vial : 22 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

5.26 20.52 ng 29616 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 56
2 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 32
3 Guanidine 59 CH5N3 000113-00-8 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): BG021094.D (-407) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 L o e
| | 829 5.00 5.20 5.40 5.60
o) SR 1 EESOY RS A ST MRS m/z 59.00 62.54%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 AR L I I U
59.0 500 520 540 5.60
0
150 a0 1010 m/z 101.00 21.00%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
410 500 520 5.40 560
5000 m/z 58.00 13.33%
86.0
. 50.0 69.0 101.0
LU UL SR SR SR LRI FULRLEL IR SO S UL B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #248: Guanidine e e R na
43.0 59.0 5.00 5.20 5.40 5.60
m/z 41.00 12.86%
5000 18.0
28.0
0"'I”lhI”'m“”"H”"I”"i'”'l'”'l'”'l'”'I'”'I' U L L L
m/z--> 10 20 30 40 50 60 70 8 90 100 110 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022616\
Data File : BG021094.D

Aca On : 27 Feb 2016 1:24

Operator : UM/SJ

Sample - H1558-07

Misc :

ALS Vial : 22 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 5 unknown7.70 Concentration Rank 2

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

7.70 114.89 ng 165822 1,4-Dichlorobenzene-d4 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 32
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
3 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 12
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12

Abundance Scan 828 (7.703 min): BG021094.D (-821) (-) m/z 131.90 100.00%
1319
5000 68.0
00 sao b RO i Tk 7ho by
Ol it el IS0 L3060 W "m/z 68.00 46.45%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13740: 1,3-Cyclopentanedione, 2-chloro-
132.0
5000 A
69.0 7.40 7.60 7.80 8.00
39.0 57.0 m/z 66.00 34.04%
‘ ‘ ‘ 89.0 103.0 ‘
0....,....‘:‘”..‘.“‘ |...‘.|..‘??R...|...‘.|.‘l‘..|1.1.5.9|....| e
m/z--> 30 80 90 100 110 120 130 140
Abundance
132.0
740 7.60 7.80 8.00
5000 97.0 m/z 133.90 31.53%
70.0
31.0
. 44.0 60.0 86.0 116.0
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine s A Ran e
132.0 7.40 7.60 7.80 8.00
69.0 m/z 69.00 19.97%
104.0
5000
31.0 51.0
O.H.J”JPPI.WH.”,.”.,m?ﬁQ.”,.”.,”..“..w..”,‘”.,” U L UL R U
m/z--> 30 40 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\BG022616\
Data File : BG021094.D

Aca On : 27 Feb 2016 1:24

Operator : UM/SJ

Sample - H1558-07

Misc :

ALS Vial : 22 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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.38 6.78 ng 29173 Phenanthrene-d10 17.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Pentadecanoic acid 242 C15H3002 001002-84-2 64
3 Tridecanoic acid 214 C13H2602 000638-53-9 64
4 Undecanoic acid 186 C11H2202 000112-37-8 64
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64
Abundance Scan 2645 (18.378 min): BG021094.D (-2642) (-) m/z 73.00 100.00%
73.0
43.0
5000 129.0
18.00 18.20 18.40 18.60
o} m/z 43.00 80.50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43.0
5000 3.0 b
mmmmmmmm
1200 2560 m/z 60.00 77.74%
o, \ Il LT T 15201710 10402130 2370
m/z--> 25 Jo 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 73.0
18,00 18.20 1840 1860
5000 129.0 m/z 41.00 68.74%
970 199.0 242.0
157.0
o 1800
m/z--> 25 Jo éo 85 160 150 1&0 1éo 180 200 220 250 2éo
Abundance #65565: Tridecanoic acid e s
73.0 18.00 18.20 18.40 18.60
43.0 m/z 55.00 68.24Y%
5000 129.0
0|....|....|....| N e
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\BG022616\
Data File : BG021094.D

Aca On : 27 Feb 2016 1:24

Operator : UM/SJ

Sample - H1558-07

Misc :

ALS Vial : 22 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 unknownl9.64 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
19.64 2.13 ng 9168 Phenanthrene-d10 17.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Decanoic acid 172 C10H2002 000334-48-5 43
2 Tetradecanoic acid 228 C14H2802 000544-63-8 43
3 Pentadecanoic acid 242 C15H3002 001002-84-2 37
4 Lactose 342 C12H22011 000063-42-3 17
5 _alpha.-D-Glucopyranoside, O-.al... 504 C18H32016 000597-12-6 17
Abundance Scan 2860 (19.642 min): BG021094.D (-2857) (-) m/z 73.00 100.00%
73.0
43.0
5000 1200 -
96.0 185.0 ' 284.2
| ‘” || 206.9 | 19.40 19.60 19.80 20.00
O rrrprer ek “.““.”“”.“”.“”.“”..”.“”.“”.“”.“” m/z 55.00 67.07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #37192: n-Decanoic acid
60.0
5000{ 29.0
129.0 19.40 19.60 19.80 20.00
87.0 m/z 60.00 67.07%
‘ ‘ ‘ 172.0
0 "'I""‘I"' \‘\ H ‘l‘...”..‘“lu.. \”” R R AR RAREE R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73.0
43.0 R BN SRR BN I
19.40 19.60 19.80 20.00
5000 129.0 m/z 43.00 63.07%
185.0
97.0 228.0
51150 157.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83683: Pentadecanoic acid B R
43.0 |, 73.0 19.40 19.60 19.80 20.00
m/z 57.00 56.49Y%
5000
0...,.1..“.. R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 19.40 19.60 19.80 2000
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022616\
Data File : BG021094.D

Aca On : 27 Feb 2016 1:24

Operator : UM/SJ

Sample - H1558-07

Misc :

ALS Vial : 22 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 Isoheptadecanol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
21.40 4.10 ng 23749 Chrysene-di12 21.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isoheptadecanol 256 C17H360 057289-07-3 90
2 l1l-Hexadecanol 242 C16H340 036653-82-4 90
3 1-Octadecanol 270 C18H380 000112-92-5 90
4 Bromoacetic acid. octadecvl ester 390 C20H39Br02 018992-03-5 87
5 1-Heptadecanol 256 C17H360 001454-85-9 81
Abundance Scan 3159 (21.398 min): BG021094.D (-3155) (-) m/z 43.00 100.00%
430 83.0
5000
111.0 A
206.9 AL DAL SN B
132.8 21.00 21.20 21.40 21.60 21.80
o} m/z 55.00 92.47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #92322: Isoheptadecanoal
57.0 83.0
5000 RS R B s
20.0 111.0 21.00 21.20 21.40 21.60 21.80
m/z 83.00 82.14%
‘H H ‘ ‘ ‘ 139.0 182.0 210.0 238.0
0”"“'\”'\\”” ”\I\”\I\I |‘||||||‘|||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
55.0
83.0 UL U BRI U BN
21.00 21.20 21.40 21.60 21.80
5000 m/z 69.00 78.84%
31.0 111.0
o 139.0 1680 1960 224.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #100814 1-Octadecanol e e
58]0 21.00 21.20 21.40 21.60 21.80
m/z 57.00 77.69%
5000 111.0
29.0
0 ‘\ \ | L 1330 I 16?'0 . 196.0 22\4'0 25\2'0
m/z--> 20 b éo 160 120 140 160 180 200 220 240 21.00 21.20 2140 21.60 21.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022616\
Data File : BG021094.D

Aca On : 27 Feb 2016 1:24

Operator : UM/SJ

Sample - H1558-07

Misc :

ALS Vial : 22 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 Docosa-2,6,10,14,18-pentaen... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
23.50 6.32 ng 32436 Perylene-d12 25.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosa-2.6.10.14.18-pentaen-22-a... 384 C27H440 1000163-04-7 80
2 Saualene 410 C30H50 007683-64-9 80
3 .psi...psi.-Carotene. 7.77.8.8".... 547 C40H66 000502-62-5 72
4 2.6.10.14.18.22-Tetracosahexaene... 410 C30H50 000111-02-4 72
5 2,6,10-Dodecatrien-1-ol, 3,7,11-... 222 C15H260 004602-84-0 72
Abundance Scan 3517 (23.502 min): BG021094.D (-3512) (-) m/z 69.00 100.00%
69.0
5000
AL e P20 2940 7360 2380
Ol by m/z 81.00 46.41%
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #152606: Docosa-2,6,10,14,18-pentaen-22-al, 2,6,10,15,18-p...
69.0
5000 U SRR
23.20 23.40 23.60 23.80
11.0 m/z 41.00 28.10%
0 27 \“ H\MT i d \“161 0205 0 273 0315 0 3840
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
69.0
23.20 23.40 23.60 23.80
5000 m/z 67.00 15.00%
137.
ol 27.0 191. 0 273.0 3410 410.0
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #170954: .psi.,.psi.-Carotene, 7,7',8,8',11,11',12,12',15,... B B e !
69.0 23.20 23.40 23.60 23.80
m/z 95.00 13.78%
5000
137.0
NECTIN [[,1910 2730 3410 409.0 477.0 546.0
mz-> 0 5'0 1(')0 150 200 250 300 350 400 450 500 550 23.20 2340 23.60 23.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG022616\
Data File : BG021094.D

Acq On : 27 Feb 2016 1:24

Operator : UM/SJ

Sample - H1558-07

Misc :

ALS Vial : 22 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]
Cyclopentane, met... 2.95 71.6 ng 103336 1 8.17 28866 20.0
unknown3.10 3.10 146.6 ng 211561 1 8.17 28866 20.0
2-Pentanone, 4-hy... 5.26 20.5 ng 29616 1 8.17 28866 20.0
unknown7 .70 7.70 114.9 ng 165822 1 8.17 28866 20.0
n-Hexadecanoic acid 18.38 6.8 ng 29173 4 17.51 86090 20.0
unknownl19.64 19.64 2.1 ng 9168 4 17.51 86090 20.0
Isoheptadecanol 21.40 4.1 ng 23749 5 21.77 115953 20.0
Docosa-2,6,10,14,... 23.50 6.3 ng 32436 6 25.07 102654 20.0
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