LSC Area Percent Report

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

Data File : BF087196.D

Acg On : 19 May 2016 19:37

Operator : UM/SJ

3?22'6 i H3143-15 2-RAMP-AC(0-2
ALS Vial : 13 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 52 rVvB 1956393 5003694 100.00% 11.896%
2 4.696 270 272 287 rBV 304987 606830 12.13% 1.443%
3 5.153 310 312 335 rBV 3616507 4065618 81.25% 9.665%
4 6.239 404 407 409 rBV 3614867 4487122 89.68% 10.668%
5 6.342 413 416 418 rBV 3580640 4152038 82.98% 9.871%

6.559 433 435 442 rVB 719292 1001292 20.01% 2.380%
6.719 447 449 452 rBV 3088507 2790019 55.76% 6.633%
7.142 483 486 488 rBV 2712431 2666488 53.29% 6.339%
1372491 1300604 25.99% 3.092%
8.936 640 643 645 rBV 3997776 4192370 83.79% 9.967%
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11 9.336 676 678 680 rBvV 435971 396367 7.92% 0.942%
12 9.542 694 696 698 rBvV 85406 113289 2.26% 0.269%
13 9.599 698 701 704 rBV 1655199 1463370 29.25% 3.479%
14 10.045 736 740 742 rBV 219215 194965 3.90% 0.464%
15 10.262 756 759 762 rBV 63178 101374 2.03% 0.241%

16 10.388 768 770 773 rBV 2489591 2490286 49.77% 5.920%
17 10.514 779 781 788 rVB 197686 235147 4._.70% 0.559%
18 10.959 818 820 822 rBV 60529 54799 1.10% 0.130%
19 11.074 828 830 833 rBV 1493662 1371169 27.40% 3.260%
20 12.662 966 969 971 rBV 3448949 3320175 66.35% 7.893%

21 13.588 1046 1050 1057 rBV 59544 193505 3.87% 0.460%
22 13.702 1057 1060 1062 rBV 1119082 1041425 20.81% 2.476%
23 15.051 1176 1178 1181 rBV 721017 821326 16.41% 1.953%

Sum of corrected areas: 42063272
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA_F\DATA\BF051916\

BF087196.D

19 May 2016 19:37

UM/SsJ

H3143-15

13 Sample Multiplier: 1

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF051716 .M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

A%‘H@&?& TIC: BF087196.D
5.15 6.3134
6.72
3000000
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1000000
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H586856, o
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3000000
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2000000
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oA e e S
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AbXé‘H&S}?& TIC: BF087196.D
3000000
2000000
13.70
1000000
15.05
O i o e e e e e A e e e e e e e AL e o
Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051916\
Data File : BF087196.D

Acq On : 19 May 2016 19:37

Operator : UM/SJ

Sample - H3143-15

Misc :

ALS Vial : 13 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.70 12.12 ng 606830 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 50
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 23
3 1-Propen-2-ol, acetate 100 C5H802 000108-22-5 10
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 Butane 58 C4H10 000106-97-8 9

Abundance Scan 272 (4.696 min): BF087196.D (-270) (-) m/z 43.10 100.00%
a3
5000 59
101 PSSR SRR SR
4.40 4.60 4.80 5.00
O 3 S8 8 | | "m/z 59.10 48.68%
m/z--> 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 101.10 13.51%
15 31 101
0 \ 25 7 37 53 83 ‘
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
440 460 480 500
5000 57 m/z 58.05 12.86%
29
101
37 50 78
e S I UL SULIURS SUSIL IS IULIULS SULILS LI LI
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3602: 1-Propen-2-ol, acetate R e e R RS
43 4.40 4.60 4.80 5.00
m/z 41.10 9.53%
5000
58
m/z--> 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 : BF087196.D

Acq On : 19 May 2016 19:37

Operator : UM/SJ

Sample - H3143-15

Misc :

ALS Vial : 13 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 unknown6.34 Concentration Rank 2

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

6.34 82.93 ng 4152040 1,4-Dichlorobenzene-d4 6.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
2 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16
3 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
4 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 9
5 Benzene, 1,2,4-trifluoro- 132 C6H3F3 000367-23-7 9

Abundance Scan 416 (6.342 min): BF087196.D (-413) (-) m/z 132.10 100.00%
132
5000 68
40 ‘ 75 e 600 620 640 6.60
104 : . . .
o.,....,....!'!.‘.‘.7,....,.!.'.|,....,..?‘?,...'.,.:..,.1.1?.,....,-'...,.. m/z 68.10 41.55%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 S SRR L SR
6.00 6.20 6.40 6.60
78 m/z 134.10 33.71%
31 38 ?1
0'P'”I“J“'h'P'”I”'h'”'P”'P'”I”'W'“'P'”I“"“
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
600 620 640 660
5000 m/z 66.10 28 .56%
33 44 g7 105
51 60 70 78 g 115
O R R ot o B e AR ARa R
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14021: (5-METHYL-2-PYRIDYL)ACETONITRILE iy
132 6.00 6.20 6.40 6.60
m/z 69.10 17.57%
5000
92
o273 Sl s \ m L
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051916\
Data File : BF087196.D

Acq On : 19 May 2016 19:37

Operator : UM/SJ

Sample - H3143-15

Misc :

ALS Vial : 13 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 5 Hexadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.04 2.66 ng 194965 Acenaphthene-d10 9.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 Cl16H34 000544-76-3 91
2 Tridecane 184 C13H28 000629-50-5 86
3 Silane, trichlorooctadecyl- 386 C18H37CI3Si 000112-04-9 86
4 Octadecane 254 C18H38 000593-45-3 80
5 Eicosane 282 C20H42 000112-95-8 80
Abundance Scan 740 (10.045 min): BF087196.D (-736) (-) m/z 57.05 100.00%
57
5000
85
9.80 10.00 10.20 10.40
113
| - ,J.!.J.",.-..l‘.”,.l‘?g..,....,....,....,...., m/z 43.10 83.40%
m/z--> 50 100 150 200 250 300 350
Abundance #73965: Hexadecane
57
5000 UL SRR B
g5 9.80 10.00 10.20 10.40
29 m/z 71.10 47 .77%
oL w || J 113 141 169 197 226
R A N |
m/z--> 50 100 150 200 250 300 350
Abundance
57
9.80 10.00 10.20 10.40
5000 m/z 41.10 40.86%
85
29
113 141 184
L L W B UL WL AL
m/z--> 50 100 150 200 250 300 350
Abundance #152929: Silane, trichlorooctadecyl- N A AR,
57 9.80 10.00 10.20 10.40
m/z 85.10 30.54%
5000
85
29
o “‘ ‘ || 113135155175 203 231 250 303 331 357 386
m/z--> 50 100 150 200 250 300 350 ' 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 : BF087196.D

Acq On : 19 May 2016 19:37

Operator : UM/SJ

Sample - H3143-15

Misc :

ALS Vial : 13 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 1-Docosene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.59 3.72 ng 193505 Chrysene-di12 13.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 95
2 1-Nonadecene 266 C19H38 018435-45-5 90
3 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 87
4 1-Tetracosanol 354 C24H500 000506-51-4 87
5 2- Bromopropionic acid, pentadec... 362 C18H35Br02 1000292-44-2 83
Abundance Scan 1050 (13.588 min): BF087196.D (-1046) (-) m/z 43.05 100.00%
43
5000
111
& AR BRI SRR S
139 o207 13.20 13.40 13.60 13.80 14.00
Obrrrprrrrbes m/z 57.10 91.87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #121981: 1-Docosene
55
97
5000 AR AR BRI SRR S
29 13.20 13.40 13.60 13.80 14.00
195 m/z 55.10 90.56%
NECEN 153168
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43 97
69 AR BRI SRR S
13.20 13.40 13.60 13.80 14.00
5000 m/z 83.10 70.34%
125
0 27 154 182 210 238 266
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #152927: Trichloroacetic acid, hexadecy! ester
13.20 13.40 13.60 13.80 14.00
69 m/z 69.10 65.81%
5000
125
o 153168 196 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.20 13.40 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051916\
Data File : BF087196.D

Acq On : 19 May 2016 19:37

Operator : UM/SJ

Sample - H3143-15

Misc :

ALS Vial : 13 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]
2-Pentanone, 4-hy... 4.70 12.1 ng 606830 1 6.57 1001290 20.0
unknown6 .34 6.34 82.9 ng 4152040 1 6.57 1001290 20.0
Hexadecane 10.04 2.7 ng 194965 3 9.60 1463370 20.0
1-Docosene 13.59 3.7 ng 193505 5 13.70 1041430 20.0
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