LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061416\
Data File : BF088026.D

Aca On : 15 Jun 2016 4:48

Operator : UM/SJ

Sample = H3425-04

Misc :

ALS Vial : 27 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 1.724 11 12 21 rVB 178883 281188 9.07% 1.390%
2 1.850 21 23 75 rVB 1481925 3098854 100.00% 15.318%
3 4.936 291 293 300 rVB 54449 66887 2.16% 0.331%
4 5.370 329 331 334 rBVY 1238769 1107017 35.72% 5.472%
5 6.410 420 422 425 rBV 572241 657196 21.21% 3.249%
6 6.547 431 434 437 rBVY 1979334 1819540 58.72% 8.994%
7 6.776 452 454 457 rBV 443317 515993 16.65% 2.551%
8 6.936 466 468 471 rVB 1802499 1760002 56.80% 8.700%
9 7.347 501 504 507 rBVY 1347075 1392179 44.93% 6.882%
10 8.067 565 567 570 rBV 841397 696604 22.48% 3.443%

11 9.153 659 662 664 rBY 2718368 2758877 89.03% 13.637%
12 9.828 718 721 723 rBB 564016 664511 21.44% 3.285%
13 10.605 787 789 792 rBvV2 861504 1144199 36.92% 5.656%
14 11.302 848 850 853 rBvV 671529 560469 18.09% 2.770%
15 12.719 972 974 976 rBV 299691 241338 7.79% 1.193%

16 12.799 976 981 982 rVB 24131 32636 1.05% 0.161%
17 12.891 986 989 992 rBV 2045442 1951239 62.97% 9.645%
18 13.428 1033 1036 1038 rBV 164833 175950 5.68% 0.870%
19 13.474 1038 1040 1043 rVB 20364 33283 1.07% 0.165%
20 13.931 1078 1080 1083 rBV 477195 613884 19.81% 3.034%

21 14.114 1094 1096 1098 rBV 40544 34739 1.12% 0.172%

22 14.708 1146 1148 1151 rBV 32108 41131 1.33% 0.203%

23 15.028 1174 1176 1178 rBV 34311 33991 1.10% 0.168%

24 15.348 1201 1204 1206 rBV 377244 474246 15.30% 2.344%

25 15.382 1206 1207 1211 rVB 34682 36991 1.19% 0.183%

26 15.783 1239 1242 1251 rVB 21265 37603 1.21% 0.186%
Sum of corrected areas: 20230547
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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\BF061416\

BF088026.D

15 Jun 2016  4:48

UM/SsJ

H3425-04

27 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\BF061416\
Data File : BF088026.D

Aca On 15 Jun 2016 4:48

Operator : UM/SJ

Sample = H3425-04

Misc :

ALS Vial : 27 Sample Multiplier: 1

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

Quant Method
Quant Title

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

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

4.94 2.59 ng 66887 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 42
2 5-Hexen-2-one 98 C6H100 000109-49-9 10
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 9
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 9
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 9

Abundance Scan 293 (4.936 min): BF088026.D (-291) (-) m/z 43.10 100.00%
43
59
5000
101 AN E SRR SRR SRR
| 51 I| 83 | 460 4.80 5.00 5.20
-ttt m/z 59.10 60.37%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LR L L R L
59 460 480 500 520
m/z 101.10 19.91%
15 31 101
o | 25 7 37, 53 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
4.60 480 500 520
5000 m/z 58.10 16.82%
55
0 37 49 65 71 77 83 98
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester e AREEREEEREEE R
43 460 4.80 5.00 5.20
m/z 41.10 9.83%
57
5000
29 101
o 15 |, o3y 51 || 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110 460 480 500 520
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061416\
Data File : BF088026.D

Aca On 15 Jun 2016 4:48

Operator : UM/SJ

Sample = H3425-04

Misc :

ALS Vial : 27 Sample Multiplier: 1

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

Quant Method
Quant Title

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 unknown6.55 Concentration Rank 2

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

6.55 70.53 ng 1819540 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 434 (6.547 min): BF088026.D (-431) (-) m/z 132.00 100.00%
5000 68
40 | 6 620 6.40 6.60 680
54 75 104 . . . .
0 ..,....,....,....,".'..?,::..??...' SN -1 A W . S [ N m/z 68.10  40.89%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 IBESAAEASERE R SRAE
6.20 6.40 6.60 6.80
3 78 m/z 134.00 33.26%
138 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 680
5000 67 m/z 66.10 26.08%
41 97
53 117
79
ol 34 60 89 | 105 124
wmmwﬁwmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole R B AR o
132 6.20 6.40 6.60 6.80

m/z 69.10 16.46%

5000

104
66
14 27 37445158 P 7T g9 97 | 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 660 6.80

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061416\
Data File : BF088026.D

Aca On 15 Jun 2016 4:48

Operator : UM/SJ

Sample = H3425-04

Misc :

ALS Vial : 27 Sample Multiplier: 1

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

Quant Method
Quant Title

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 6 Hexadecanoic acid, butyl ester Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
12.72 7.86 ng 241338 Chrysene-di12 13.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 92
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 83
3 Cvclobutane. 1.1-dimethvl-2-octvl- 196 C14H28 062338-30-1 35
4 Trifluoroacetic acid. 4-methvlpe... 198 C8H13F302 000327-71-9 32
5 Pentadecane, 8-methylene- 224 C16H32 055668-09-2 32

Abundance Scan 974 (12.719 min): BF088026.D (-972) (-) m/z 56.10 100.00%
56
5000
‘ 73 129
257 R e e
o, 157 185 213 20 a1 12.40 12.60 12.80 13.00
Ot o m/z 57.10 57 .65%
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 a1 AR ASSA RARR RS
nmnmnmmm
19 957 m/z 43.10 38.86%
oh28 h H‘ by | 157 185 213 2 283 312
miz--> 20 45 60 85 160 150 150 160 180 200 220 240 260 280 360 '
Abundance
56
12,40 12.60 12,80 13.00
5000 41 m/z 41.10 35.95Y%
73
RE: 9711, 157 185 213 239257 Lo 3pp
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #58318: Cyclobutane, 1,1-dimethyl-2-octyl- e P
56 12.40 12.60 12.80 13.00

m/z 55.10 31.36%

5000
41

# i 8 111 140 168 196
0 Iy | | ) A
o AV P W SENID N Lv7/ W SN .

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061416\
Data File : BF088026.D

Aca On 15 Jun 2016 4:48

Operator : UM/SJ

Sample = H3425-04

Misc :

ALS Vial : 27 Sample Multiplier: 1

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

Quant Method
Quant Title

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 Octadecanoic acid, butyl ester Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.43 5.73 ng 175950 Chrysene-di12 13.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 93
2 Octadecanoic acid. 2-methvlpropv... 340 C22H4402 000646-13-9 83
3 Butvl mvristate 284 C18H3602 000110-36-1 47
4 Nipecotic acid 129 C6H11NO2 000498-95-3 43
5 1-Pentene, 2,4-dimethyl- 98 C7H14 002213-32-3 27

Abundance Scan 1036 (13.428 min): BF088026.D (-1033) (-) m/z 56.10 100.00%
56
5000
129 285
267 s S
3M || 810 157 185 g 241 240 13.20 13.40 13.60 13.80
okl m/z 57.10 62.40%
m/z--> 50 100 150 200 250 300
Abundance #177148: Octadecanoic acid, butyl ester
56
5000
285 340 13.20 13.40 13.60 13.80
73 . 267 m/z 43.10 39.54%
97 241
ol— |3\| I \M \N .‘N‘.‘h‘ll .“h. ‘. |‘1|53| . .‘. |2|13| " .‘ I .‘. .‘. ‘|3:.I-1. —
m/z--> 50 100 150 200 250 300
Abundance
57
" 13.20 13140 13.60 13.80
5000 m/z 285.30 34.64%
29 267285
83
o 1'% o 185 515 2m 310 340
m/z--> o 'éol ' "160' B '1éo' ' "200' B '250' B '360" B
Abundance #131257: Butyl myristate R W B
56 13.20 13.40 13.60 13.80
m/z 41.10 34.02%
5000 229
73
129 284
101 S
ol— |3\| I M‘U“ I\H\I\\\I\ .““. ‘. .‘15.7.‘ .‘. : .“ ; \I " 25|5| .‘. g
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\BF061416\
Data File : BF088026.D

Acq On 15 Jun 2016  4:48

Operator : UM/SJ

Sample - H3425-04

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716_.M
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]
2-Pentanone, 4-hy... 4.94 2.6 ng 66887 1 6.78 515993 20.0
unknown6 .55 6.55 70.5 ng 1819540 1 6.78 515993 20.0
Hexadecanoic acid... 12.72 7.9 ng 241338 5 13.94 613884 20.0
Octadecanoic acid... 13.43 5.7 ng 175950 5 13.94 613884 20.0
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