LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112515\
Data File : BF083269.D

Aca On : 25 Nov 2015 13:00

Operator : UM/I1Z

Sample : 64534-01

Misc :

ALS Vial : 7 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:\HPCHEM1I\BNA F\Methods\8270-BF112115.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 3.987 173 175 181 rBvV 79189 154520 2.44% 0.352%
2 4.707 235 238 253 rBVY 1118172 1609230 25.42% 3.669%
3 5.187 277 280 297 rBVY 1801413 2526584 39.90% 5.760%
4 5.587 313 315 320 rBV 100749 117712 1.86% 0.268%
5 6.250 371 373 380 rBVY 1918286 1878094 29.66% 4.281%

6.364 380 383 385 rBvV 3017970 3487702 55.08% 7.951%
6.582 400 402 405 rBvV 809279 1058652 16.72% 2.413%
6.742 414 416 419 rBV 4045869 4110548 64.92% 9.371%
7.164 450 453 455 rBV 3339660 4013389 63.39% 9.149%
7.873 513 515 518 rBV 1374311 1356564 21.43% 3.093%

=
QO ~NO®

11 8.959 607 610 613 rBY 6071991 6088935 96.17% 13.881%
12 9.622 666 668 671 rBVY 1646372 1577611 24.92% 3.596%
13 9.862 684 689 693 rBvV 42447 64598 1.02% 0.147%
14 10.411 734 737 740 rBV 2825863 2721992 42 .99% 6.205%
15 11.096 795 797 800 rBV 1592553 1591665 25.14% 3.628%

16 11.656 843 846 851 rBV2 669450 733827 11.59% 1.673%
17 12.354 904 907 912 rBV2 73272 191328 3.02% 0.436%
18 12.445 912 915 917 rVvV 771337 1070977 16.91% 2.441%
19 12.502 919 920 925 rVvB2 47615 103238 1.63% 0.235%
20 12.685 933 936 939 rBV 4369224 6331575 100.00% 14.434%

21 13.165 975 978 981 rBV3 36650 72072 1.14% 0.164%
22 13.599 1012 1016 1019 rBV2 56812 111640 1.76% 0.255%
23 13.725 1024 1027 1029 rBV 1668243 1669252 26.36% 3.805%
24 15.005 1136 1139 1140 rBV 44050 67845 1.07% 0.155%
25 15.074 1143 1145 1148 rBvV 947728 1156303 18.26% 2.636%

Sum of corrected areas: 43865853
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112515\
Data File : BF083269.D

Aca On : 25 Nov 2015 13:00

Operator : UM/IZ

Sample . G4534-01

Misc :

ALS Vvial :© 7 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\Methods\8270-BF112115.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: BF083269.D
6000000

5000000
6.74
4000000
7.16

3000000 6.36

2000000 5.19 6.2%

4.71
1000000 6.58

3.99 5.59

L

I I
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00

Abundance TIC: BF083269.D
6000000 8lo6

5000000
12.69

4000000

3000000 10.41

2000000 9.62 11.10 13.73

1000000 11.66 12.45

9.86 fk 12.38.50/ | 13.17  13.6 15.(

T T e e e e S T e R e e e e e e

Time--> 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50

Abundance TIC: BF083269.D
6000000

5000000
4000000
3000000

2000000

.07

1000000 k

e T T T e T T e T

Time--> 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112515\
Data File : BF083269.D

Aca On : 25 Nov 2015 13:00

Operator : UM/I1Z

Sample : 64534-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1I\BNA F\Methods\8270-BF112115_.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 3-Penten-2-one, 4-methyl- Concentration Rank 6

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

3.99 2.92 ng 154520 1,4-Dichlorobenzene-d4 6.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 94
2 3-Hexen-2-one 98 C6H100 000763-93-9 90
3 2-Pentene. 2.4-dimethvl- 98 C7H14 000625-65-0 86
4 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 86
5 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 86

Abundance Scan 175 (3.987 min): BF083269.D (-173) (-) m/z 55.10 100.00%

55 83
43
5000 98

49| 67 360 380 400 420 440
0"'I""l""l""l""ll UNABEE RS AR REEs s na m/z 83.10 97 .51%

m/z--> 10 20 30 40 60 70 80 90 100
Abundance #3185: 3- Penten 2-one, 4-methyl-
55 83

5000 43 L e
98 3.60 3.80 4.00 4.20 4.40

29 m/z 43.10  48.32%

o “ 37“‘ 49, 61 67 77 | 89 ‘
L A e e o o B A A e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
83
55

43 3.60 3.80 4.00 4.20 4.40
5000 m/z 98.10 37.04%
29
98
37 49 62 69
O T T T
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3309: 2-Pentene, 2,4-dimethyl- s R L
83 3.60 3.80 4.00 4.20 4.40
55 m/z 39.10 26.68%
41
5000
27 98
15
67
o i ] sl 0 7| «
A T T
m/z--> 10 20 30 40 50 60 70 80 90 100 3.60 3.80 4.00 4.20 4.40

8270-BF112115.M Thu Nov 26 17:53:58 2015 Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112515\
Data File : BF083269.D

Aca On : 25 Nov 2015 13:00

Operator : UM/I1Z

Sample : 64534-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1I\BNA F\Methods\8270-BF112115_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.71 30.40 ng 1609230 1,4-Dichlorobenzene-d4 6.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 53
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32

Abundance Scan 238 (4.707 min): BF083269.D (-235) (-) m/z 43.10 100.00%
43
59
5000
101
440 4.60 4.80 5.00
o 0Ll 3L 69 778 | h7, 59.10  54.23%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L I R L
59 440 460 480 500
m/z 101.10 15.35%
15 31 101
o 25 7 37, 53 83
miz--> e e A AT SSaB I
Abundance
59
440 460 480 500
5000 m/z 58.10 13.39%
41
53 73 86
e S S S UL SURILLS UL IR IR SIS WAL
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7975: Acetic acid, 1,1-dimethylethy! ester
43 4.40 4.60 4.80 5.00
m/z 41.10 8.96%
57
5000
29 101
o 15 |, o3y 51 73 83 95
miz--> 2 30 40 S0 60 70 8 90 1060 110 440 460 480 500
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112515\
Data File : BF083269.D

Aca On : 25 Nov 2015 13:00

Operator : UM/I1Z

Sample : 64534-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1I\BNA F\Methods\8270-BF112115_.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-methoxy-4-me... Concentration Rank 8

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

5.59 2.22 ng 117712 1,4-Dichlorobenzene-d4 6.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-methoxv-4-methvl- 130 C7H1402 000107-70-0 78
2 Butane. 2-methoxv-2.3.3-trimethvl- 130 C8H180 027705-21-1 23
3 2-Pentanone. 3-methvl- 100 C6H120 000565-61-7 22
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 22
5 2-Hexanone 100 C6H120 000591-78-6 9

Abundance Scan 315 (5.587 min): BF083269.D (-313) (-) m/z 43.10 100.00%
43 7 n
5000
115 0 E40 560 580 6.00
55 100 520 5.40 5.60 5.80 6.00
Obrrprrrrprrrr oot ST 8 m/z 73.10 93.90%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13053: 2-Pentanone, 4-methoxy-4-methyl-
43 73
5000
520 540 5.60 5.80 6.00
m/z 115.10 11.80%
15 2 g %5 e | gy 100
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
73
520 540 560 5.80 6.00
5000 m/z 41.10 10.68%
41 55 83
o 23 29 35 65 91 99 15
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #3787: 2-Pentanone, 3—methy|— [T T T[T T T[T T T[T TTr [Tt
43 520 5.40 5.60 5.80 6.00
m/z 39.10 6.41%
5000
29 57
72
o ! 37“‘ 51»‘ 63 85 100
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 520 540 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112515\
Data File : BF083269.D

Aca On : 25 Nov 2015 13:00

Operator : UM/I1Z

Sample : 64534-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1I\BNA F\Methods\8270-BF112115_.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 unknown6.36 Concentration Rank 2

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

6.36 65.89 ng 3487700 1,4-Dichlorobenzene-d4 6.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 383 (6.364 min): BF083269.D (-380) (-) m/z 132.10 100.00%
32
5000 68
40 | 6 6.00 620 640 660
54 75 104 . . . .
Ot a8 0 2| Peer | 1 s /7 68.10  43.56%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SRR SR L SR
6.00 6.20 6.40 6.60
2 78 m/z 134.10 34 .15%
38 44
0”'Wh”wPl”JL'W'”lP'”I”'W'”'P'”I”'W'”'I“” T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.00 6.0 640 660
5000 m/z 66.10 26 .46%
63 81
mz-> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal R AL e
132 6.00 6.20 6.40 6.60
m/z 69.05 16.41%
5000 67
41 97
‘ 53 . 117
o aall | eyl P e | 103110 | 104
m/z--> 30 45 5 60 70 éo do 100 110 150 130 140 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112515\
Data File : BF083269.D

Aca On : 25 Nov 2015 13:00

Operator : UM/I1Z

Sample : 64534-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1I\BNA F\Methods\8270-BF112115_.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 Tetradecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.66 9.22 ng 733827 Phenanthrene-d10 11.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 94
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 Methyl-_alpha.-d-ribofuranoside 164 C6H1205 1000129-83-1 43
Abundance Scan 846 (11.656 min): BF083269.D (-843) (-) m/z 43.10 100.00%
B 50 73
5000
o 129
I 15 | 143157171185 19921357 256 11.40 11,60 11.80 12.00
Ok m/z 73.10 91.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75071: Tetradecanoic acid
60 78
43
5000 L B B L B
129 11,40 11.60 11.80 12.00
115 185 228 m/z 60.05 83.17%
o T e gy
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 11,40 11.60 11.80 12.00
5000 m/z 57.10 74 .75%
129
29 87 115 171185 214
ol 15 101 152 198
m/z--> 25 Jo éo 85 160 150 150 160 1é0 200 220 250 2éo
Abundance #92226: n-Hexadecanoic acid
43 60 7 11.40 11.60 11.80 12.00
m/z 41.10 72.08%
5000 29
129
256
o |, ‘J‘ 143157171185 199213 27
m/z--> 25 Jo éo 80 100 120 140 160 180 200 220 240 260 11'40 11. 60 11. 80 12. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112515\
Data File : BF083269.D

Aca On : 25 Nov 2015 13:00

Operator : UM/I1Z

Sample : 64534-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1I\BNA F\Methods\8270-BF112115_.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 13-Octadecenal, (2)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.35 2.40 ng 191328 Phenanthrene-d10 11.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 13-Octadecenal. (2)- 266 C18H340 058594-45-9 80
2 (SY(H)-Z-13-Methvl-11-pentadecen. .. 282 C18H3402 1000130-84-8 72
3 11-Tridecen-1-ol 198 C13H260 1000130-96-8 64
4 cis-11-Hexadecenal 238 C16H300 053939-28-9 64
5 18-Nonadecen-1-ol 282 C19H380 1000142-89-2 58
Abundance Scan 907 (12.354 min): BF083269.D (-904) (-) m/z 55.10 100.00%

5000

12.00 12.20 12.40 12.60
m/z 41.10 75.06%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #98133: 13-Octadecenal, (2)-

5000

12.IOO 12!20 12.I40 12!60
m/z 43.10 66.57%

121435
149 166 181195209223 248 266

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43
R EEE R
12.00 12.20 12.40 12.60
5000 m/z 69.10 53.30%
69
83 97

11 137152167 193207222 239253 282

:

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

Abundance #54925: 11-Tridecen-1-ol I e R

43 12.00 12.20 12.40 12.60
m/z 67.10 41.48%

5000
96
. H 1381521662 196

ARRaERE e e B

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112515\
Data File : BF083269.D

Aca On : 25 Nov 2015 13:00

Operator : UM/I1Z

Sample : 64534-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1I\BNA F\Methods\8270-BF112115_.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 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.45 12.83 ng 1070980 Chrysene-di12 13.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 87
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 81
4 n-Decanoic acid 172 C10H2002 000334-48-5 64
5 Pentadecanoic acid 242 C15H3002 001002-84-2 60
Abundance Scan 915 (12.445 min): BF083269.D (-912) (-) m/z 43.10 100.00%
43 78 H
5000 129
97 185 241 - T
143157171 | 199515227 12.20 12.40 12.60 12.80
0...,....','..- 236 m/z 73.10 96.46%
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260 280
Abundance #108843: Octadecanoic acid
43 57 73
5000 129
12.20 12.40 12.60 12.80
284 m/z 57.10 81.70%
I 143157171
Ol
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
57 12.20 12.40 12.60 12.80
5000 m/z 60.05 77 .39%
129
47 185 228
27 115 14357171 | 199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92228: n-Hexadecanoic acid R N B EEEES
43 12.20 12.40 12.60 12.80
5 m/z 55.10 69.49Y%
5000
m/z--> 26 Jo éo 80 100 120 140 160 180 200 220 240 260 280 1220 1240 1260 1280
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF112515\
Data File : BF083269.D

Acq On : 25 Nov 2015 13:00

Operator : UM/1Z

Sample - G4534-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\Methods\8270-BF112115_.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]
3-Penten-2-one, 4... 3.99 2.9 ng 154520 1 6.59 1058650 20.0
2-Pentanone, 4-hy... 4.71 30.4 ng 1609230 1 6.59 1058650 20.0
2-Pentanone, 4-me... 5.59 2.2 ng 117712 1 6.59 1058650 20.0
unknown6 .36 6.36 65.9 ng 3487700 1 6.59 1058650 20.0
Tetradecanoic acid 11.66 9.2 ng 733827 4 11.10 1591670 20.0
13-Octadecenal, (Z2)- 12.35 2.4 ng 191328 4 11.10 1591670 20.0
Octadecanoic acid 12.45 12.8 ng 1070980 5 13.73 1669250 20.0
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