LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061116\

Data File : BF087918.D

Aca On 11 Jun 2016 23:00 Instrument :
Operator : UM/SJ ?:'l\:gﬁ't:Sam ol
3?22'6 i H3362-05 $H&MMW&M2
ALS Vial : 20 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-BF060716.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 1.735 12 13 22 rVB 398461 612378 13.66% 1.631%
2 1.861 22 24 37 rVV 2478294 4277966 95.40% 11.392%
3 2.021 37 38 79 rvB3 136019 843429 18.81% 2.246%
4 4_.959 293 295 301 rVB 94427 124738 2.78% 0.332%
5 5.393 330 333 335 rBVY 1331872 1639943 36.57% 4_.367%
6 6.433 421 424 426 rBV 874337 1019215 22.73% 2.714%
7 6.570 433 436 438 rBVY 2551961 2909250 64.88% 7.747%
8 6.799 454 456 458 rBV 1132256 938347 20.93% 2.499%
9 6.959 467 470 472 rVB 2744994 2620287 58.44% 6.978%
10 7.370 503 506 508 rBY 2039471 2334353 52.06% 6.216%

11 8.090 566 569 571 rBV 1410941 1345657 30.01% 3.584%
12 9.176 660 664 666 rBY 3102753 4484030 100.00% 11.941%
13 9.839 720 722 725 rVB2 1372264 1516320 33.82% 4._.038%
14 10.628 788 791 794 rBV2 1747039 2630460 58.66% 7.005%
15 11.325 849 852 854 rBV 1850930 1646058 36.71% 4 _.383%

16 12.742 974 976 978 rBV 654203 533469 11.90% 1.421%
17 12.822 978 983 985 rvB2 40036 65242 1.45% 0.174%
18 12.914 988 991 994 rBV 2939254 4284800 95.56% 11.411%
19 13.451 1035 1038 1040 rBV 305379 372810 8.31% 0.993%

20 13.497 1040 1042 1045 rVB 29732 64465 1.44% 0.172%
21 13.954 1080 1082 1085 rBVY 1402883 1553019 34.63% 4.136%
22 14.137 1096 1098 1100 rBV 63712 55611 1.24% 0.148%
23 14.742 1148 1151 1153 rBV 45944 57070 1.27% 0.152%
24 15.062 1176 1179 1181 rBV 45965 58046 1.29% 0.155%
25 15.371 1203 1206 1209 rBV 967126 1256809 28.03% 3.347%
26 15.417 1209 1210 1214 rVvVv 59055 64101 1.43% 0.171%
27 15.565 1215 1223 1229 rVvVv4 15643 83186 1.86% 0.222%
28 15.828 1243 1246 1249 rBV 35361 51487 1.15% 0.137%
29 16.297 1280 1287 1295 rBV2 27328 63526 1.42% 0.169%
30 17.497 1388 1392 1396 rBv4 12325 45295 1.01% 0.121%
Sum of corrected areas: 37551367
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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\BF061116\

BF087918.D

11 Jun 2016 23:00

UM/SsJ

H3362-05

20 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061116\
Data File : BF087918.D

Aca On : 11 Jun 2016 23:00

Operator : UM/SJ

Sample : H3362-05

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 Propane, 1,1-dimethoxy- Concentration Rank 4

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

2.02 17.98 ng 843429 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1.1-dimethoxv- 104 C5H1202 004744-10-9 72
2 Pentane. 3-methoxv- 102 C6H140 036839-67-5 27
3 Glvcolaldehvde dimethvl acetal 106 C4H1003 030934-97-5 9
4 1.3-Dioxolane. 2-(l-methvlethvI)- 116 C6H1202 000822-83-3 9
5 1,3-Dioxolane, 2-(chloromethyl)- 122 C4H7CI02 002568-30-1 9

Abundance Scan 38 (2.021 min): BF087918.D (-37) (-) m/z 75.05 100.00%
75
5000 45
30 57 o 180 200 220 240
Ob e ettt 82| m/Zz 73.05 75.72%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4789: Propane, 1,1-dimethoxy-
75
5000 29 45 UL A R AL
1.80 2.00 2.20 2.40
m/z 45.05 38.88%
o M P e e s
mz> 10 20 30 40 50 60 70 80 90 100 110
Abundance
73
A
1.80 2.00 2.20 2.40
5000 m/z 41.05 27.19%
45
29
o 39 S 67 101
mz> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4987: Glycolaldehyde dimethyl acetal B BB B ey e
75 1.80 2.00 2.20 2.40
m/z 47.00 12.15%
5000
31 45
A AN | e ‘ 105
m/z--> 10 20 30 40 50 60 70 8 90 100 110 180 200 220 2.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061116\
Data File : BF087918.D

Aca On : 11 Jun 2016 23:00

Operator : UM/SJ

Sample : H3362-05

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 8

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

4.96 2.66 ng 124738 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 Acetone 58 C3H60 000067-64-1 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 295 (4.959 min): BF087918.D (-293) (-) m/z 43.00 100.00%
43
59
5000
s i 4k sho 5k
83 : : : :
0....,....',':..-!-|,....,'....-,|....,....,....,....,....,2.0.7.. m/z 59.10 61.09%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 A L UL L
4.60 4.80 5.00 5.20
59 m/z 101.10 20.64%
2\7\ Il H 70 83 1o
e S L I I B WL B L S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
- 460 480 500 520
5000 m/z 58.00 17 .55%
29 101
o 15 73 85
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester R e e
59 4.60 4.80 5.00 5.20
m/z 41.10 9.18%
5000 41
0 Ml |7 126 142
miz--> 20 40 60 80 100 120 140 160 180 200 460 480 500 520
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061116\
Data File : BF087918.D

Aca On : 11 Jun 2016 23:00

Operator : UM/SJ

Sample : H3362-05

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 unknown6.57 Concentration Rank 2

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

6.57 62.01 ng 2909250 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 436 (6.570 min): BF087918.D (-433) (-) m/z 132.00 100.00%
32
5000 68
0 w5t ol B e T8 s T oh 60 b0 70
O bbb e e e e e e m/z 68.10 35.96%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 A R AR IR
6.20 6.40 6.60 6.80 7.00
2 78 m/z 134.00 34 .19%
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
620 6.40 6.60 6.80 7.00
5000 67 m/z 66.10 23.29%
41 97
53 . 117
0 34 61 89 103110 | 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14395: 1,3,5-Trifluorobenzene A e e
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 14 .53%
5000
63 81
o 3137 44 50 57 74 88 101 112 |
s 3 a o % % 180 110 Do 10 10 620 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061116\
Data File : BF087918.D

Aca On : 11 Jun 2016 23:00

Operator : UM/SJ

Sample : H3362-05

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 Hexadecanoic acid, butyl ester Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.74 6.87 ng 533469 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 94
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 72
3 Hexadecanoic acid. 2-methvlpropyv... 312 C20H4002 000110-34-9 45
4 Cvclobutane. 1.1-dimethvl-2-octvl- 196 C14H28 062338-30-1 35
5 1-Pentene, 2,4-dimethyl- 98 C7H14 002213-32-3 27

Abundance Scan 976 (12.742 min): BF087918.D (-974) (-) m/z 56.10 100.00%
56
5000
3 129 257 A
239 LUUNIA BB SN SR
97
3 157 185 213 12.40 12.60 12.80 13.00
Obrrerrrrlies ! : 283 312 m/z 57.10 57.58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154932: Hexadecanoic acid, buty| ester
56
5000 R LA B
nmnmnmnm
29 257 m/z 43.10 38.58%
239
0 \‘ 1l h H \M ]I\(\)luh ‘ 157 185 213 ‘ \‘ 283 312
m/z--> 25 45 60 80 160 150 140 160 180 200 220 240 260 280 360
Abundance
56
12,40 12.60 12.80 13.00
5000 m/z 41.10 36.14%
29 73
o 97113 157 185 213 239757 L app
R R R A LA A R KR LA LA LA LA RAAAN LA LR RN RARRN N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154965: Hexadecanoic acid, 2-methylpropy! ester R e o e
57 12.40 12.60 12.80 13.00
m/z 55.10 31.47%
5000 4 -
257
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 220 240 260 2&'30 3(')0 ' 12. 40 12 60 12. 80 13. 00 !
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061116\
Data File : BF087918.D

Aca On : 11 Jun 2016 23:00

Operator : UM/SJ

Sample : H3362-05

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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, butyl ester Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
13.45 4.80 ng 372810 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 91
2 Octadecanoic acid. 2-methvlpropv... 340 C22H4402 000646-13-9 87
3 Butvl mvristate 284 C18H3602 000110-36-1 47
4 Nipecotic acid 129 C6H11NO2 000498-95-3 43
5 1,3-Pentanediol, 2,2,4-trimethyl- 146 C8H1802 000144-19-4 35

Abundance Scan 1038 (13.451 min): BF087918.D (-1035) (-) m/z 56.10 100.00%
56
5000 12 085
267
83 U SUNILN BRI BN SUM
01 185 241
3M 13.20 13.40 13.60 13.80
I I| sl 213 30 m/z 57.10 61.44%
m/z--> 50 100 150 200 250 300
Abundance #177148: Octadecanoic acid, butyl ester
56
5000 AT A
285 340 13.20 13.40 13.60 13.80
73 . 267 m/z 43.10 39.89%
97 241
ol— |3\| I \M \N .‘N‘. \\hll A ‘h. ‘. |‘1|53| . .‘. |2|13| " .‘ — ‘. .‘. ‘|3:.I-1. —
m/z--> 50 100 150 200 250 300
Abundance
57 n A
13.20 13.40 13.60 13.80
5000 m/z 285.30 36.15%
29 267285
83
o 1'% o 185 515 2m 310 340
m/z--> o 'éol ' "160' B '150' ' "200' B '250' B '360" B
Abundance #131257: Butyl myristate R e R ma
56 13.20 13.40 13.60 13.80
m/z 41.10 34.22%
5000 229
73
3 ‘ ‘ 101 2 185 le 284
OIII\III“U‘IJI\I\\\I\IU‘\I ‘. .‘15.7.‘.‘.|.‘.‘. .‘25.5..‘.|....| A e A N
m/z--> 50 100 150 200 250 300 13.20 13.40 13.60 13.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061116\
Data File : BF087918.D

Acq On : 11 Jun 2016 23:00

Operator : UM/SJ

Sample - H3362-05

Misc :

ALS Vial =: 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Propane, 1,l1-dime... 2.02 18.0 ng 843429 1 6.80 938347 20.0
2-Pentanone, 4-hy... 4.96 2.7 ng 124738 1 6.80 938347 20.0
unknown6 .57 6.57 62.0 ng 2909250 1 6.80 938347 20.0
Hexadecanoic acid... 12.74 6.9 ng 533469 5 13.95 1553020 20.0
Octadecanoic acid... 13.45 4.8 ng 372810 5 13.95 1553020 20.0
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