LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051916\

Data File : BF087198.D

Acq On : 19 May 2016 20:36

Operator : UM/SJ

a?zgle ; H3144-01 ey
ALS Vial : 15 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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_F\METHODS\8270-BF051716_.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 height area % max. total
1 1.713 9 11 60 rvB 2696469 7180671 100.00% 15.313%
2 3.953 204 207 224 rBvY 61979 154987 2.16% 0.331%
3 4.696 270 272 289 rBV 409684 820042 11.42% 1.749%
4 5.153 310 312 333 rBvV 3731143 4349307 60.57% 9.275%
5 6.239 404 407 409 rBV 4351909 4861793 67.71% 10.368%

6.342 413 416 418 rBV 4482786 4743385 66.06% 10.116%
6.570 434 436 442 rVB 596626 901161 12.55% 1.922%
6.719 447 449 452 rBV 3375043 3119456 43.44% 6.652%
2853329 2914051 40.58% 6.214%
7.850 546 548 551 rBV 1235228 1169526 16.29% 2.494%
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11 8.936 640 643 645 rBV 4638392 4671517 65.06% 9.962%
12 9.336 676 678 680 rBvV 603996 533271 7.43% 1.137%
13 9.542 694 696 698 rBvV 110119 136066 1.89% 0.290%
14 9.599 698 701 704 rvV 1513298 1342842 18.70% 2.864%
15 10.045 738 740 742 rBV 252246 203105 2.83% 0.433%

16 10.262 756 759 762 rBV 68836 111906 1.56% 0.239%
17 10.388 768 770 773 rBV 2592532 2864877 39.90% 6.110%
18 10.513 779 781 788 rVB 216922 262892 3.66% 0.561%
19 11.073 828 830 833 rBV 1315659 1216410 16.94% 2.594%
20 11.622 876 878 884 rBV 45044 81329 1.13% 0.173%

21 12.662 966 969 971 rBV 3546608 3411511 47.51% 7.275%
22 13.577 1046 1049 1057 rBV 60236 163681 2.28% 0.349%

23 13.702 1057 1060 1063 rBV 948317 925616 12.89% 1.974%
24 15.051 1175 1178 1181 rBV 669836 752125 10.47% 1.604%

Sum of corrected areas: 46891527
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA_F\DATA\BF051916\

BF087198.D

19 May 2016 20:36

UM/SsJ

H3144-01

15 Sample Multiplier: 1

> Z:\HPCHEMI1I\BNA_F\METHODS\8270-BF051716.M
- ASP BNA STANDARDS FOR 5 POINT CALIBRATION
- C:\DATABASE\NISTO2.L
ion Parameters: LSCINT.P

Abundance

4000000

3000000

1.71

2000000

1000000

\

TIC: BF087198.D

5.15

4.70
3.95

6.5(34

6.72

7.14

0
Time-->

3.50

I
4.50 5.00

|
4.00 5.50

Abundance

4000000

3000000

2000000

1000000

7.

TIC: BF087198.D

10.39

9.60

85 11.07

12.66

13.

0
Time-->

T 1
9.50 10.00 10.50 11.00

I
11.50

I
12.00

12.50

13.00

Abundance

4000000

3000000

2000000

1000000}13.70

TIC: BF087198.D

15.05

Time-->

16.50 17.00

15.00

14.00 14.50

17.50

18.00

18.50

19.00

8270-BF051716.

M Fri May 20 18:26:11 2016

Page: 2




Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051916\
Data File : BF087198.D

Acq On : 19 May 2016 20:36

Operator : UM/SJ

Sample : H3144-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF051716_.M
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 3-Penten-2-one, 4-methyl- Concentration Rank 7

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

3.95 3.44 ng 154987 1,4-Dichlorobenzene-d4 6.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 91
2 2-Pentene, 4,4-dimethyl-, (E)- 98 C7H14 000690-08-4 86
3 3,4-Dimethyl-2-pentene(c,t) 98 C7H14 1000118-16-5 86
4 3-Hexen-2-one 98 C6H100 000763-93-9 80
5 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 80

Abundance Scan 207 (3.953 min): BF087198.D (-204) (-) m/z 55.10 100.00%
55
83
5000 43
98
37 69 3.60 3.80 4.00 4.20
0 ..,....,....,...~.':|!=.‘.‘?':|.-:.,....',....,.:..,....,.... m/z 83.10 76.66%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3185: 3-Penten-2-one, 4-methyl-
55 83
5000 43 R SR A R
29 98 3.60 3.80 4.00 4.20
m/z 43.00 46.40%
0 \‘\‘ 3%\\\ 49\‘ | 61 67 7 ! 89 .
miz--> 10 20 30 40 50 6 70 8 90 100
Abundance
55 83
360 3.80 4.00 4.20
5000 41 m/z 39.10 33.50%
- 98
15 67
S S S U S S UL SIS SUL I I B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3328: 3,4-Dimethyl-2-pentene(c,t)
55 3.60 3.80 4.00 4.20
a3 m/z 98.10 28.38%
5000 41
27 98
69
OF ,.%?., S YN 1 F . L PSR A PN MY Wi
m/z--> 10 20 30 40 50 70 80 90 100 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051916\
Data File : BF087198.D

Acq On : 19 May 2016 20:36

Operator : UM/SJ

Sample : H3144-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF051716_.M
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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.70 18.20 ng 820042 1,4-Dichlorobenzene-d4 6.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 39
2 1-Propen-2-ol, acetate 100 C5H802 000108-22-5 10
3 Butane 58 C4H10 000106-97-8 9
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 Diacetamide 101 C4H7NO2 000625-77-4 9

Abundance Scan 272 (4.696 min): BF087198.D (-270) (-) m/z 43.10 100.00%
43
5000 59
101 e ARA ARn £
440 4.60 4.80 5.00
Ol B3 67 8 | w7z 59.10 48.37%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000
59 4.40 4.60 4.80 5.00
m/z 58.05 13.51%
15 31 101
o | 25° 37, 53 83 |
miz--> 0 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
440 4.60 480 500
5000 m/z 101.10 13.39%
58
L 27 g7 72 100
G R RS UL UL LR RS AN RS RS IS RRRRS
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #224: Butane L L LB B B
43 4.40 4.60 4.80 5.00
m/z 41.05 9.00%
5000 29
58
oL 1 L] se7, st
m/z--> 0 10 20 30 40 50 60 70 8 90 100 110 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051916\
Data File : BF087198.D

Acq On : 19 May 2016 20:36

Operator : UM/SJ

Sample : H3144-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF051716_.M
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 4 unknown6.34 Concentration Rank 2

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

6.34 105.27 ng 4743390 1,4-Dichlorobenzene-d4 6.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
3 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
4 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16
5 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10

Abundance Scan 416 (6.342 min): BF087198.D (-413) (-) m/z 132.10 100.00%
132
5000 68
© sl T T 520 6w ok
Obrr e b e o bl i e S e b el | M/Z 68.10  47.27%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
97 A
5000 S SR L SR
6.00 6.20 6.40 6.60
21 70 m/z 134.10 33.35%
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
69 o 600 620 640 660
5000 m/z 66.05 32.35%
78
31 49 51
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14013: 1H-Benzimidazole, 2-methyl- EEmE L e e A
132 6.00 6.20 6.40 6.60
m/z 69.10 20.08%
5000

63 o0 104
15 28 39 % 7 7 " 116

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051916\
Data File : BF087198.D

Acq On : 19 May 2016 20:36

Operator : UM/SJ

Sample : H3144-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF051716_.M
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 Hexadecane Concentration Rank 9

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

9.54 2.03 ng 136066 Acenaphthene-d10 9.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Tetradecane 198 C14H30 000629-59-4 90
3 Tridecane 184 C13H28 000629-50-5 83
4 Decane, 2,9-dimethyl- 170 C12H26 001002-17-1 83
5 Pentadecane 212 C15H32 000629-62-9 78

Abundance Scan 696 (9.542 min): BF087198.D (-694) (-) m/z 57.05 100.00%
43 57
5000 71
85
99 113 9.20 9.40 9.60 9.80
o el 2 e m/z  43.10  87.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #73965: Hexadecane
43 57
5000 n

g5 9.20 9.40 9.60 9.80
29 ‘ m/z 71.10 44 _49Y%
-

Ll 99 1B 12714 155 169 183 197 226

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57
43
71 9.20 9.40 9.60 9.80
5000 g5 m/z 41.10 42 .80%
29
. 99 113 127 141 155 169 198
L o S L o o e e e S ILALALALE I s i e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45540: Tridecane
43 57 9.20 9.40 9.60 9.80
m/z 85.10 26.24%
5000 n
29 85
o \“ A i ‘ % 13127141 155 184
e e e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051916\
Data File : BF087198.D

Acq On : 19 May 2016 20:36

Operator : UM/SJ

Sample : H3144-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF051716_.M
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 Eilcosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.04 3.03 ng 203105 Acenaphthene-d10 9.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Hexadecane 226 C16H34 000544-76-3 91
3 Octadecane 254 C18H38 000593-45-3 86
4 Pentadecane 212 C15H32 000629-62-9 86
5 Tridecane 184 C13H28 000629-50-5 86

Abundance Scan 740 (10.045 min): BF087198.D (-738) (-) m/z 57.10 100.00%

43

5000

9.80 10.00 10.20 10.40
m/z 43.10 82.75%

o 99 113127141155
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #107652: Eicosane
43 57
71
5000 LA L L L L L L LB
85 9.80 10.00 10.20 10.40
29 m/z 71.10 45 _.35%
0 L4 %91}3127141155169 282
T e T [ e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
9.80 10.00 10.20 10.40
5000 4! m/z 41.10 41.00%
85
29

99113127141155169183197 226

miz—-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #91035: Octadecane A B AR AR

43 57 9.80 10.00 10.20 10.40
m/z 85.10 28.94%

71
5000 85
29 99
oL ||| T M%1271411s5160183107211005 254

N A A

miz—-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051916\
Data File : BF087198.D

Acq On : 19 May 2016 20:36

Operator : UM/SJ

Sample : H3144-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF051716_.M
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 9 1-Docosene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.58 3.54 ng 163681 Chrysene-di12 13.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 95
2 17-Pentatriacontene 491 C35H70 006971-40-0 91
3 1-Tetracosanol 354 C24H500 000506-51-4 83
4 Trichloroacetic acid, pentadecyl... 372 C17H31CI302 074339-53-0 81
5 b-Eicosene, (E)- 280 C20H40 074685-30-6 74
Abundance Scan 1049 (13.577 min): BF087198.D (-1046) (-) m/z 43.10 100.00%
43
83
5000
111
139 007 13!20 13)40 13)60 13)80 '
O e e B B e e e m/z 57.10 90.15%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #121981: 1-Docosene
55
97
5000 BN AR SUNR SRS I
29 13.20 13.40 13.60 13.80
105 m/z 55.05 89.47%
0 ..“.“ I\IHI I‘H‘I\H\I bt \|1|5|3?'|8:!'| s .?0.8. S e LR
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance
43
13.20 13.40 13.60 13.80
5000 83 m/z 41.05 64 .84%
111
o 139167 196 224 267292 321 462 490
miz--> 0 55 160 1éo 260 250 300 350 460 4%0 '
Abundance #142901: 1-Tetracosanol A REaRE RS
43 13.20 13.40 13.60 13.80
m/z 83.10 64 .43%
5000 83
18 111
0 J | | 140168196 238266 308336
miz--> 0 5'0 1(')0 1éo 2(')0 250 3(')0 3&'30 4(')0 4&1,0 ' 13.20 13.40 13.60 13.80

8270-BF051716.M Fri May 20 18:26:19 2016 Page: 8



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051916\
Data File : BF087198.D

Acq On : 19 May 2016 20:36

Operator : UM/SJ

Sample - H3144-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF051716_.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... 3.95 3.4 ng 154987 1 6.57 901161 20.0
2-Pentanone, 4-hy... 4.70 18.2 ng 820042 1 6.57 901161 20.0
unknown6 .34 6.34 105.3 ng 4743390 1 6.57 901161 20.0
Hexadecane 9.54 2.0 ng 136066 3 9.60 1342840 20.0
Eicosane 10.04 3.0 ng 203105 3 9.60 1342840 20.0
1-Docosene 13.58 3.5 ng 163681 5 13.70 925616 20.0
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