LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020916\

Data File : BF084974.D

Aca On : 10 Feb 2016 1:31 Instrument :
Operator : SJ/1Z ?:'l\:gﬁ't:Sam ol
a?ggle ; H1377-18 SBQL&QSp
ALS Vial : 29 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-BF020116.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 4.773 233 235 243 rBV 753953 1079427 27.49% 3.033%
2 5.218 272 274 277 rBV 2973663 3557616 90.61% 9.997%
3 6.281 364 367 370 rBVY 2774057 3926394 100.00% 11.034%
4 6.396 375 377 380 rBVY 2872459 3767341 95.95% 10.587%
5 6.636 395 398 400 rBV 811324 1004821 25.59% 2.824%
6 6.784 409 411 414 rBV 2567562 2545704 64.84% 7.154%
7 7.207 445 448 450 rBVY 2256774 2654007 67 .59% 7.458%
8 7.916 508 510 513 rBVY 1379224 1354111 34.49% 3.805%
9 9.002 602 605 607 rBY 3654976 3883810 98.92% 10.914%
10 9.402 637 640 642 rBV 539076 548050 13.96% 1.540%

11 9.619 656 659 660 rBvV 121922 116776 2.97% 0.328%
12 9.665 660 663 666 rvB 1583735 1535200 39.10% 4._.314%
13 9.847 676 679 682 rBv2 25143 55810 1.42% 0.157%
14 10.110 700 702 704 rvVB 162953 155884 3.97% 0.438%
15 10.328 718 721 725 rBV 52956 104144 2.65% 0.293%

16 10.453 730 732 735 rVB 2688968 2509472 63.91% 7.052%
17 10.579 742 743 748 rBV 113926 193434 4._.93% 0.544%
18 11.025 780 782 784 rBV 47548 66416 1.69% 0.187%
19 11.139 790 792 795 rBV 1283791 1400083 35.66% 3.934%
20 12.728 929 931 934 rBV 3067878 2793924 71.16% 7.851%

21 13.642 1008 1011 1020 rBV 139138 284427 7.24% 0.799%
22 13.768 1020 1022 1025 rBV 1208570 1053025 26.82% 2.959%

23 14.076 1047 1049 1052 rBV 76859 73832 1.88% 0.207%

24 14.682 1100 1102 1108 rVB 62404 60000 1.53% 0.169%

25 15.128 1139 1141 1144 rBV 705293 816492 20.79% 2.294%

26 17.734 1364 1369 1372 rBV5 12146 45243 1.15% 0.127%
Sum of corrected areas: 35585443
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA F\DATA\BF020916\

BF084974.D

10 Feb 2016 1:31

SJ/1Z

H1377-18

29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020916\
Data File : BF084974.D

Aca On : 10 Feb 2016 1:31

Operator : SJ/1Z

Sample : H1377-18

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.77 21.49 ng 1079430 1,4-Dichlorobenzene-d4 6.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 28
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17

Abundance Scan 235 (4.773 min): BF084974.D (-233) (-) m/z 43.05 100.00%
a3
59
5000
1o 440 460 4.80 5.00 5.20
o...,....,....,...3?',':...,?3.:.,...‘??....,?3...,...:,|....,. m/z 59.10  59.25%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 LR LR LS RS
440 460 4.80 5.00 5.20
m/z 101.10 19.12%
o 25 31 37 83 g3 1%
miz--> N A A e A A AP A
Abundance
43
- 440 460 4.80 5.00 5.20
5000 m/z 58.10 14.21%
29 101
o 15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)-  REaa e RN
50 440 460 4.80 5.00 5.20
m/z 41.10 8.95%
5000
41
0 |""|"'H““""lﬁ”"l??”*i ""I??"I' ?p'l""lt"'l' LR LR LS RS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 440 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020916\
Data File : BF084974.D

Aca On : 10 Feb 2016 1:31

Operator : SJ/1Z

Sample : H1377-18

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 unknown6.40 Concentration Rank 1

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

6.40 74.99 ng 3767340 1,4-Dichlorobenzene-d4 6.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 377 (6.396 min): BF084974.D (-375) (-) m/z 132.00 100.00%
32
5000 68
6 TTr T r[rrrrrrrr[rrrrrJrrr
54 ‘ 75 104 6.00 6.20 6.40 6.60 6.80
o.,....,...:l'!.‘.‘?,.'.' O -|,....,..5.‘?,....,.'!..,.1.1?.,...., berrem| | m/z  68.10  46.96%
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 I S I I N
6.00 620 6.40 6.60 6.80
78 m/z 134.00 32 .54%
e o
0'P'”I”J“'h'P'”I”'“'“'P'”I”'W'“'P'”I“'W‘”'P”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.00 6.20 6.40 6.60 6.80
5000 m/z 66.10 30.96%
33 am g7 105
51 60 70 78 g 115
O T T T T T R T T T T T T e T T
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 0
Abundance #14021: (5-METHYL-2-PYRIDYL)ACETONITRILE e
132 6.00 6.20 6.40 6.60 6.80
m/z 69.10 20.09%
5000
92
o273 Sl s \ m | T
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140 6.00 620 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020916\
Data File : BF084974.D

Aca On : 10 Feb 2016 1:31

Operator : SJ/1Z

Sample : H1377-18

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 Hexadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

10.11 2.03 ng 155884 Acenaphthene-d10 9.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Eilcosane 282 C20H42 000112-95-8 80
3 Tetradecane 198 C14H30 000629-59-4 80
4 Undecane. 3.9-dimethvyl- 184 C13H28 017301-31-4 78
5 Octadecane 254 C18H38 000593-45-3 72

Abundance Scan 702 (10.110 min): BF084974.D (-700) (-) m/z 57.10 100.00%

57
43

5000

9.80 10.00 10.20 10.40
m/z 43.10 72.26%

o %9 113127141155 192

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73965: Hexadecane

43 57

5000 n A e e
9.80 10.00 10.20 10.40

85 m/z 71.10 44._66%

29
0 | w 99 113127141155169183197 226
-
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
SLVAMAL A AL Al
- 9.80 10.00 10.20 10.40
5000 m/z 85.10 33.43%
85
29
. 99 113127141155169 282
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #55009: Tetradecane AN T
- 9.80 10.00 10.20 10.40
m/z 41.10 32.72%
71
5000 a5
29
. L ‘ | %P 13127141155169 198
SR VN N P e il A cadini bl Afining
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\BF020916\
Data File : BF084974.D

Aca On : 10 Feb 2016 1:31

Operator : SJ/1Z

Sample : H1377-18

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 Eicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.58 2.76 ng 193434 Phenanthrene-d10 11.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Silane. trichlorooctadecvl- 386 C18H37CI3Si 000112-04-9 90
3 Hexadecane 226 C16H34 000544-76-3 90
4 Tetradecane 198 C14H30 000629-59-4 86
5 Pentadecane 212 C15H32 000629-62-9 78
Abundance Scan 743 (10.579 min): BF084974.D (-742) (-) m/z 57.10 100.00%
57
5000
85
nem 1020 1040 1060 1080 |
o b o 28— m/z 43.10 73.58%
m/z--> 50 100 150 200 250 300 350
Abundance #107652: Eicosane
57
5000 AR R R
85 10. 20 10 40 10. 60 10.80
29 m/z 71.10 51.63%
ol ‘ |y B 141 160 282
m/z--> §0 100 1%0 200 250 360 3%0 '
Abundance
57
10,20 10.40 10.60 10.80
5000 m/z 41.10 33.88%
85
29
o 113135155175 203 231 250 303 331 357 386
m/z--> éo 160 1%0 260 250 360 3%0 '
Abundance #73965: Hexadecane o L]
57 10.20 10.40 10.60 10.80
m/z 85.10 32.49Y%
5000
85
29
0 J w | J 113 141 169 197 226
IIIII""I""""""I""I""I""I rprrrryrrrTyTTTTTTTTTTTA
m/z--> 50 100 150 200 250 300 350 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020916\
Data File : BF084974.D

Aca On : 10 Feb 2016 1:31

Operator : SJ/1Z

Sample : H1377-18

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 1-Nonadecene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.64 5.40 ng 284427 Chrysene-di12 13.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 91
2 1-Docosene 308 C22H44 001599-67-3 87
3 11-Tricosene 322 C23H46 052078-56-5 72
4 17-Pentatriacontene 491 C35H70 006971-40-0 72
5 2- Bromopropionic acid, pentadec... 362 C18H35Br02 1000292-44-2 72
Abundance Scan 1011 (13.642 min): BF084974.D (-1008) (-) m/z 57.05 100.00%
83
5000 41 111
139 - "' 13.40 13.60 13.80 14.00
Obrrprrdfres m/z 43.05 91.33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #98171: 1-Nonadecene
43 97
5000 L B B B B
13. 40 13 60 13. 80 14. oo
125 m/z 55.05 88.16%
o2 154 182 210 238 266
m/z--> immmmmmmmmmmmmmm
Abundance
55
o7 "' 13.40 13.60 13.80 14.00
5000 1 m/z 83.05 79.18%
29
125
o 153 181 308
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129062: 11-Tricosene
43 13.40 13.60 13.80 14.00
m/z 97.10 76.61%
5000 83
111
o | | 140 168 106 224243 266 204 322
m/z--> 2'0 4'0 6|0 8|0 100 120 140 160 180 200 220 240 260 280 300 350 13.40 13.60 13.80 14.00

8270-BF020116.-M Wed Feb 10 16:54:27 2016 Page: 7



Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Tentatively ldentified Compound (LSC) summary

Z:\HPCHEMI\BNA_F\DATA\BF020916\

BF084974.D

10 Feb 2016 1:31

SJ/1Z

H1377-18

29 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020116 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

TIC Top Hit name

unknown6 .40
Hexadecane
Eicosane
1-Nonadecene

8270-BF020116.M Wed Feb 10 16:54:27 2016

4.77 21.5 ng
6.40 75.0 ng
10.11 2.0 ng
10.58 2.8 ng
13.64 5.4 ng

RT EstConc Units Response

2-Pentanone, 4-hy...

1079430
3767340
155884
193434
284427

|--Internal Standard---|
| # RT Resp Conc]

1 6.64 1004820 20.0
1 6.64 1004820
3 9.66 1535200 20.0
4 11.14 1400080 20.0
5 13.77 1053030 20.0
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