LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG022716\
Data File : BG021107.D

Aca On : 27 Feb 2016 9:53

Operator : UM/SJ

Sample : H1558-16

Misc :

ALS Vial : 30 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
1 3.233 62 67 74 rBV 5817 11062 2.04% 0.456%
2 5.260 405 412 420 rBB 22187 31834 5.88% 1.311%
3 5.718 485 490 498 rBB 97340 155105 28.67% 6.389%
4 7.310 754 761 769 rBB 108384 179795 33.23% 7.406%
5 7.698 820 827 834 rBB 103347 173648 32.09% 7.153%

8.168 902 907 913 rBB 20502 32675 6.04% 1.346%
8.491 956 962 969 rBB 73332 122388 22.62% 5.042%
1098 1105 1112 rBB 64864 112369 20.77% 4.629%
10.976 1379 1385 1392 rBB 28792 49511 9.15% 2.040%
13.403 1791 1798 1805 rBB 189968 277952 51.37% 11.450%

=
QOO ~NO®
©
w
w
=

11 14.220 1932 1937 1942 rBB 14278 19520 3.61% 0.804%
12 14.772 2025 2031 2037 rBB2 47782 73349 13.56% 3.021%
13 15.600 2168 2172 2176 rBB 6902 7642 1.41% 0.315%
14 16.253 2277 2283 2289 rVB2 164241 231981 42.87% 9.556%
15 16.458 2313 2318 2321 rBV 6442 8203 1.52% 0.338%
16 17.510 2491 2497 2504 rVB 67252 99714 18.43% 4.108%
17 18.374 2640 2644 2654 rBV 14475 18890 3.49% 0.778%
18 20.101 2932 2938 2943 rBV 431971 541066 100.00% 22.288%
19 21.400 3155 3159 3168 rBV2 27595 36596 6.76% 1.508%

20 21.776 3216 3223 3230 rVB 78221 131911 24.38% 5.434%

21 25.060 3772 3782 3791 rBV3 40833 112384 20.77% 4.629%

Sum of corrected areas: 2427595
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022716\
Data File : BG021107.D

Aca On : 27 Feb 2016 9:53

Operator : UM/SJ

Sample : H1558-16

Misc :

ALS vial : 30 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: BG021107.D

400000
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7.31
100000 5.72 770
8.49 9.33

10.98
323 5.26 8.17

L e R

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: BG021107.D
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1751 21.78
14.77
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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: BG021107.D
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300000

200000

100000
25.06

O T T T T T T T T T T o T e e T e e e e
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022716\
Data File : BG021107.D

Aca On : 27 Feb 2016 9:53

Operator : UM/SJ

Sample : H1558-16

Misc :

ALS Vial : 30 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

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 1-Pentene, 2-methyl- Concentration Rank 4

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

3.23 6.77 ng 11062 1,4-Dichlorobenzene-d4 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentene. 2-methvl- 84 C6H12 000763-29-1 64
2 Cvclobutane 56 C4H8 000287-23-0 9
3 1-Butene. 3.3-dimethvl- 84 C6H12 000558-37-2 9
4 2-Pentene. 4-methvl- 84 C6H12 004461-48-7 9
5 1-Hexanol 102 C6H140 000111-27-3 9

Abundance Scan 67 (3.233 min): BG021107.D (-62) (-) m/z 56.00 100.00%
56.0
84.0
41.0
5000
69.0
‘I | 48. 300 320 340 3.60
0““mwmwmwmwmwmwmwmwmijmhmw“wmwmwmwmw“M“W“M m/z 83.95 64 .30%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1465: 1-Pentene, 2-methyl-
41.0 5.0
5000 L R S
27.0 69.0 84.0 300 320 340 3.60
m/z 41.00 53.29%
o 10 3o | 500 630 770
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
28.0 410
56.0 300 320 340 3.60
5000 m/z 55.00 33.70%
0 1.0 15.0 50.0
LR L) LSy L) AN AL AR L) KLY Ay M) LA AR AL M AL L L
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1477: 1-Butene, 3,3-dimethyl- e
41.0 69.0 3.00 320 3.40 3.60
m/z 39.00 31.89%
5000
27.0
15.0 530 84.0
0“““W”W“T“¢”W“W”W“W”4“”“MJ“LW“Wh+”W“W“W”W“W I S S AL R
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 3.00 320 3.40 3.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022716\
Data File : BG021107.D

Aca On : 27 Feb 2016 9:53

Operator : UM/SJ

Sample : H1558-16

Misc :

ALS Vial : 30 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

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.

5.26 19.49 ng 31834 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 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Propvlamine 59 C3HON 000107-10-8 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 412 (5.260 min): BG021107.D (-405) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 U 1 W
5.00 5.20 5.40 5.60
Ol S5O 829 | w7z 59.00  60.08%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R RN L U

5.00 5.20 5.40 5.60
59.0 m/z 101.00 23.45%

101.0
0 20 | 510 | e #0g10 0
e e e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
R o R
5.00 5.20 5.40 5.60
5000 m/z 58.00 14 .44%
101.0
oL 180 310 %80 690 860
T e e e T T e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3092: 5-Hexen-2-one N I e
43.0 5.00 5.20 5.40 5.60
m/z 41.00 9.62%
5000
55.0
27.0
S il mo 0 o
ot e e e e SRR S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.00 5.20 5.40 5.60

8270-BG022616.-M Mon Feb 29 18:22:29 2016 Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022716\
Data File : BG021107.D

Aca On : 27 Feb 2016 9:53

Operator : UM/SJ

Sample : H1558-16

Misc :

ALS Vial : 30 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

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 unknown7.70 Concentration Rank 1

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

7.70 106.29 ng 173648 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 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 22
5 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 16

Abundance Scan 827 (7.698 min): BG021107.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 48.17%
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 LI L L L L L L L L LB
7.40 7.60 7.80 8.00
70.0 m/z 66.00 35.26%
310 440
o] NS S S T W Pt s M SN E—-
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
e
7.40 7.60 7.80 8.00
5000 m/z 133.90 32.01%
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 #14013: 1H-Benzimidazole, 2-methyl- e R Emas m
132.0 7.40 7.60 7.80 8.00
m/z 69.00 21.74%
5000

63.0
15.0 280 390 520 m 770 999 10401160

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 : BG021107.D

Aca On : 27 Feb 2016 9:53

Operator : UM/SJ

Sample : H1558-16

Misc :

ALS Vial : 30 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

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 Octane, 2,4,6-trimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.60 2.08 ng 7642 Acenaphthene-d10 14.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 2.4.6-trimethvl- 156 C11H24 062016-37-9 74
2 Hexane. 3.3-dimethvl- 114 C8H18 000563-16-6 64
3 Ether. hexvl pentvl 172 C11H240 032357-83-8 43
4 Hexane. 2.4.4-trimethvl- 128 C9H20 016747-30-1 42
5 Hexane, 2,2,3,3-tetramethyl- 142 C10H22 013475-81-5 38

Abundance Scan 2172 (15.600 min): BG021107.D (-2168) (-) m/z 57.00 100.00%

43.0 57.0

5000
15.20 15.40 15.60 15.80 16.00
O'rrprrrrprrrr e m/z 43.00 98.08%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #27141: Octane, 2,4,6-trimethyl-
57.0
43.0
5000
o 15.20 15.40 15.60 15.80 16.00
20,0 710 850 m/z 71.00 79.70%
0 1 1 ‘ 990 113.0 127.0 141.0 156.0
T P A T T I e T e T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
43.0
57.0 71.0 15.20 15.40 15.60 15.80 16.00
5000 85.0 m/z 85.00 52.85%
27.0
o 15.0 99.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #37490: Ether, hexyl penty! T Eaae e b
43.0 15.20 15.40 15.60 15.80 16.00
m/z 41.00 50.64%
71.0
5000
85.0
56.0
S P | S P SN | EN—
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 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 : BG021107.D

Aca On : 27 Feb 2016 9:53

Operator : UM/SJ

Sample : H1558-16

Misc :

ALS Vial : 30 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

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-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.37 3.79 ng 18890 Phenanthrene-d10 17.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tridecanoic acid 214 C13H2602 000638-53-9 52
3 Undecanoic acid 186 C11H2202 000112-37-8 50
4 Dodecanoic acid 200 C12H2402 000143-07-7 47
5 n-Decanoic acid 172 C10H2002 000334-48-5 47
Abundance Scan 2643 (18.368 min): BG021107.D (-2640) (-) m/z 43.00 100.00%
430 730
5000 129.0
97.0 1850 213.0 S N
| | || “ || 18.00 18.20 18.40 18.60
0...,....,....,....,....,....,....,....,....,............,....I m/z 73.00 97.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43.0
73.0 1
5000 NN BN S
18.00 18.20 18.40 18.60
1290 2560 m/z 41.00 87.29%
. L T 90170 2150 |
m/z--> 25 Jo éo 80 100 120 150 160 180 200 220 210 2éo
Abundance
73.0
43.0 18,00 18.20 18.40 18.60
5000 129.0 m/z 60.00 72 .16%
171.0
97.0 214.0
0'”l“'WH'WH'w'“w'“w'“'H%Q'“"“"“"“'w“'w
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #46615: Undecanoic acid A L R Rama
60.0 18.00 18.20 18.40 18.60
m/z 55.00 70.79%
5000
29.0 85.0 129.0
186.0
0 ,,,II\,\,,I\,‘”H,\ | . W” 4070, “ \”1;‘3,7?”, N S |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18.00 18.20 18.40 18.60

8270-BG022616.-M Mon Feb 29 18:22:31 2016 Page: 7



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022716\
Data File : BG021107.D

Aca On : 27 Feb 2016 9:53

Operator : UM/SJ

Sample : H1558-16

Misc :

ALS Vial : 30 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

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 3-Eicosene, (E)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

21.40 5.55 ng 36596 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 Acetic acid. trifluoro-. tetrade... 310 C16H29F302 006222-02-2 90
4 Heptafluorobutvric acid. n-tetra... 410 C18H29F702 007365-36-8 86
5 1-Pentadecanol 228 C15H320 000629-76-5 83

Abundance Scan 3159 (21.400 min): BG021107.D (-3155) (-) m/z 55.00 100.00%

58.0

83.0

5000

A__A
LI B B N N O B

21.00 21.20 21.40 21.60 21.80
m/z 57.00 89.38%

146.9 176.8 207.9

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106400: 3-Eicosene, (E)-
57.0

5000 | LA BRI LI L L L
200 21.00 21.20 21.40 21.60 21.80
’ m/z 43.00 88.74%
ol | 139.0 167.0 196.0 224.0 252.0 280.0
S -
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0
SN
£9.0 21.00 21.20 21.40 21.60 21.80
5000 m/z 69.00 77.84%

97.0

125.0 1520 182.0 210.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #122754: Acetic acid, trifluoro-, tetradecyl ester e e
43.0 21.00 21.20 21.40 21.60 21.80
m/z 83.00 74 _39%
69.0
5000

I L 1250 168.0 196.0 .
S ARAARRaREAY LA ARSI
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

o
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG022716\
Data File : BG021107.D

Acq On : 27 Feb 2016 9:53

Operator : UM/SJ

Sample : H1558-16

Misc :

ALS Vial =: 30 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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
1-Pentene, 2-methyl- 3.23 6.8 ng 11062 1 8.17 32675 20.0
2-Pentanone, 4-hy... 5.26 19.5 ng 31834 1 8.17 32675 20.0
unknown7 .70 7.70 106.3 ng 173648 1 8.17 32675 20.0
Octane, 2,4,6-tri... 15.60 2.1 ng 7642 3 14.77 73349 20.0
n-Hexadecanoic acid 18.37 3.8 ng 18890 4 17.51 99714 20.0
3-Eicosene, (E)- 21.40 5.5 ng 36596 5 21.77 131911 20.0
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