LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072216\
Data File : BF089209.D

Acq On 22 Jul 2016 23:32

Operator : UM/SJ

Sample - H4152-09

Misc :

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-BF072016 .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 10 11 46 rvB 789786 1546921 90.11% 10.218%
2 4._707 271 273 281 rBvY 38451 71167 4_15% 0.470%
3 5.164 311 313 342 rBV 1047096 1425714 83.05% 9.417%
4 6.239 404 407 414 rBV 1081430 1439572 83.86% 9.509%
5 6.353 414 417 434 rVB 1080473 1546203 90.07% 10.213%

6.582 434 437 444 rBvY 200004 245903 14.32% 1.624%
6.730 448 450 453 rBvY 924682 1023456 59.62% 6.760%
7.153 484 487 505 rBvV 754792 988013 57.55% 6.526%
7.862 547 549 560 rBV 341299 372357 21.69% 2.460%
8.948 641 644 646 rBV 1509583 1716707 100.00% 11.339%

=
QO ~NO®

11 9.348 676 679 681 rBvV 255223 323410 18.84% 2.136%
12 9.611 699 702 713 rBB 423672 433894 25.27% 2.866%
13 10.399 768 771 781 rBV 942164 1106054 64.43% 7.306%
14 10.536 781 783 787 rVB 11687 19524 1.14% 0.129%
15 10.971 819 821 827 rBB2 10886 18865 1.10% 0.125%

16 11.085 828 831 835 rBvV 437897 445748 25.97% 2.944%
17 12.674 967 970 972 rBV 1333116 1659623 96.67% 10.962%
18 13.600 1049 1051 1058 rBV 19375 52665 3.07% 0.348%
19 13.702 1058 1060 1071 rVB 388175 397485 23.15% 2.626%
20 15.051 1175 1178 1185 rBV 219196 305946 17.82% 2.021%

Sum of corrected areas: 15139227
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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:\HPCHEMI\BNA_F\DATA\BF072216\

BF089209.D

22 Jul 2016 23:32

UM/SsJ

H4152-09

13 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016 .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\BF072216\
Data File : BF089209.D

Acq On 22 Jul 2016 23:32

Operator : UM/SJ

Sample - H4152-09

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016 .M
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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.71 5.79 ng 71167 1,4-Dichlorobenzene-d4 6.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 38
3 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 17
4 Ethanone, 1-(2-methylcyclopropyl)- 98 C6H100 000930-56-3 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 273 (4.707 min): BF089209.D (-271) (-) m/z 43.10 100.00%
43
59
5000
101 S e
83 440 4.60 4.80 5.00
1 PSSP | OSSN m/z 59.10 63.67%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L I I R UL
59 440 460 4.80 500
m/z 101.10 23.18%
25 31 37 | 83 gz 01
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
- 4.40 460 480 500
5000 m/z 58.10 17 .90%
29 101
15 37 51 73 8 95
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4119: Butyl aldoxime, 3-methyl-, syn- A REARN RS B
59 440 4.60 4.80 5.00
m/z 41.10 10.02%
41
5000
86
‘\ 51 Ly ?\9 ‘ 101
miz--> 10 20 30 40 50 60 70 80 90 100 110 440 460 480 500
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072216\
Data File : BF089209.D

Acq On 22 Jul 2016 23:32

Operator : UM/SJ

Sample - H4152-09

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016 .M
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 unknown6.35 Concentration Rank 2

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

6.35 125.76 ng 1546200 1,4-Dichlorobenzene-d4 6.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 10
3 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
4 1-Methylpyrrolo[1l,2-a]pyrazine 132 C8H8N2 064608-59-9 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 417 (6.353 min): BF089209.D (-414) (-) m/z 132.00 100.00%
5000 68 f
6
40 ,, 54 75 104 6.00 6.20 6.40 6.60
SN i vl A SO -1 M S N m/z 68.10 35.77%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67
a1 o7 6.00 6.20 6.40 6.60
53 117 m/z 134.00 33.12%
st [ ey TRe a0 o
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.00 6.20 6.40 6.60
5000 m/z 66.05 23.41%

15 28 39 52 8 77 00 104
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

%

Abundance #14395: 1,3,5-Trifluorobenzene
132 6.00 6.20 6.40 6.60
m/z 96.00 14.70%
5000
63 81
3138 50 74 ‘ 88 101 112 |
T e R e e e e
m/z--> 10 20 30 40 50 60 70 80 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\BF072216\
Data File : BF089209.D

Acq On 22 Jul 2016 23:32

Operator : UM/SJ

Sample - H4152-09

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016 .M
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 Behenic alcohol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.60 2.65 ng 52665 Chrysene-di12 13.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 91
2 1-Heptacosanol 396 C27H560 002004-39-9 91
3 n-Nonadecanol-1 284 C19H400 001454-84-8 91
4 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 91
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91
Abundance Scan 1051 (13.600 min): BF089209.D (-1049) (-) m/z 43.10 100.00%
ile]
69 o7
5000
‘ | s . 137 1540 13,00 15180 1400
IR I s B e o e e m/z 57.10 93.88%
m/z--> 50 100 150 200 250 300 350
Abundance #166292: Behenic alcohol
55 83
5000 111 LI L L L L L L LB B
Bmmmmmmmmm
- m/z 55.10 92.59Y%
Ll L A M m9‘1§7 196 224 252 280 308
m/z--> 55 100 150 260 250 360 3%0
Abundance
57 97
13.20 13.40 13.60 13.80 14.00
5000 m/z 69.10 87 .54Y%
125
29 77 153 181 209 236 264 292 320 350 378
m/z--> 55 100 150 260 250 360 3%0
Abundance #131391: n-Nonadecanol-1 e R e
55 83 13.20 13.40 13.60 13.80 14.00
m/z 83.10 86.63%
5000 111
29
1 J} NIRRT SN N N B S
m/z--> 50 100 150 200 250 300 350 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\BF072216\
Data File : BF089209.D

Acq On 22 Jul 2016 23:32

Operator : UM/SJ

Sample - H4152-09

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016 .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... 4.71 5.8 ng 71167 1 6.58 245903 20.0
unknown6 .35 6.35 125.8 ng 1546200 1 6.58 245903 20.0
Behenic alcohol 13.60 2.6 ng 52665 5 13.70 397485 20.0
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