LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF080116\

Data File : BF089517.D

Aca On : 1 Aug 2016 18:26

Operator : UM/SJ

a?zgle i H4285-19 AB-SLOPE(0-4)T
ALS Vial : 12 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-BF072716.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 1.655 4 6 50 rvB 758404 2018142 100.00% 15.611%
2 4_.570 259 261 275 rVB 202728 358505 17.76% 2.773%
3 5.050 300 303 324 rBVY 1030955 1246991 61.79% 9.646%
4 6.147 396 399 401 rBY 1033880 1282744 63.56% 9.923%
5 6.250 406 408 410 rBV 1158347 1328388 65.82% 10.276%

6.479 426 428 439 rBvYV 206328 221730 10.99% 1.715%
6.627 439 441 444 rBvV 689526 909882 45.09% 7.038%
7.050 476 478 489 rBvV 607859 764631 37.89% 5.915%
7.759 538 540 552 rBV 227750 309239 15.32% 2.392%
8.845 632 635 637 rBV 1470950 1385094 68.63% 10.714%

=
QO ~NO®

11 9.245 668 670 680 rBvV 290672 252864 12.53% 1.956%
12 9.508 691 693 695 rBvV 367340 354749 17 .58% 2.744%

13 9.965 731 733 734 rVB 25907 21092 1.05% 0.163%
14 10.296 760 762 764 rBV 553666 690211 34.20% 5.339%
15 10.433 772 774 778 rBV 35737 44348 2.20% 0.343%

16 10.982 819 822 824 rBV 245351 318153 15.76% 2.461%
17 12.559 958 960 963 rBV 1026131 983998 48.76% 7.612%
18 13.474 1037 1040 1046 rBB 23738 33807 1.68% 0.262%
19 13.599 1049 1051 1059 rBvV 166188 219369 10.87% 1.697%
20 14.925 1165 1167 1170 rBV 154997 183430 9.09% 1.419%

Sum of corrected areas: 12927367
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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\BF080116\

BF089517.D

1 Aug 2016 18:26

UM/SsJ

H4285-19 AB-SLOPE(0-4)T
12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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\BF080116\
Data File : BF089517.D

Aca On : 1 Aug 2016 18:26

Operator : UM/SJ

Sample - H4285-19

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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_.57 32.34 ng 358505 1,4-Dichlorobenzene-d4 6.48
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. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 17
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 261 (4.570 min): BF089517.D (-259) (-) m/z 43.05 100.00%
48
59
5000
101 S N N —
o1 | 83 4mAM04mAm05m
ot e e e e e e m/z 59.10 63.73%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 AR U LR
420 4.40 4.60 4.80 5.00
m/z 101.10 22 .66%
31 83 o3 101
0'”I”'W”'W“”W'“'P”'P”'P”'P'”P'””””I”'W”'W”'W'“W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
420 440 460 480 500
5000 M m/z 58.10 14 .94%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4035: 2,3-Butanedione, monooxime I e .
43 4mAM04mAm05m
m/z 41.10 9.52%
5000
101
15 58
miz--> 5 % o 5 65 76 85 90 100 110 126 150 150 420 440 4.60 480 500

8270-BF072716.M Tue Aug 02 17:19:17 2016

AB-SLOPE(0-4)T

Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\

Data File : BF089517.D

Aca On : 1 Aug 2016 18:26

Operator : UM/SJ

a?ggle i H4285-19 AB-SLOPE(0-4)T
ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 unknown6.25 Concentration Rank 2

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

6.25 119.82 ng 1328390 1,4-Dichlorobenzene-d4 6.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 9
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 408 (6.250 min): BF089517.D (-406) (-) m/z 132.00 100.00%
32
5000 68
40 | 6 600 620 6.40 6.60
54 75 104 . . . .
0.,....,...:I'!.‘.‘?,:.'..?.1...|,..':.,..E.‘?,...l.,.'!..,.1.1?.,....,-'...,.. m/z 68.10 38.41%
m/z--> 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 32.69%
0 ,|,,,,|§4,|,,,,|”,,|,,,,Imlmff?wl}gﬁll,,,|1,2f},|m ~
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140
Abundance
132
69 o 600 620 6.40 6.60
5000 m/z 66.10 24 .43%
78
31 4 51
R RN RN RN AR RS RAARA RRARS AN AR LRSS SRR RN
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl-
132 6.00 6.20 6.40 6.60
m/z 69.10 15.64%
117
5000
39 91
51 65
S N 7SS
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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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

EAECE R e e e

Peak Number

Library Search Compound Report

Z:\HPCHEM1I\BNA F\DATA\BF080116\

BF089517.D

1 Aug 2016 18:26

UM/SsJ

H4285-19 AB-SLOPE(0-4)T
12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L
LSCINT.P

EAE R R R ok R R R e R AR O R AR R R AR R o R R R R R AR R R R R R G R R Sk R o Sk R R R AR e e

5 Tetradecane Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
10.43 2.79 ng 44348 Phenanthrene-d10 10.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 80
2 Hexadecane 226 C16H34 000544-76-3 72
3 Octane. 2.4.6-trimethvl- 156 C11H24 062016-37-9 72
4 Tridecane 184 C13H28 000629-50-5 59
5 Undecane 156 C11H24 001120-21-4 50

Abundance Scan 774 (10.433 min): BF089517.D (-772) (-) m/z 57.10 100.00%
g7
43 1
5000 85
113 " 10120 10140 1060 1080
0 m/z 71.10 69.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59880: Tetradecane
57
43
71
5000 85
10.20 10.40 10.60 10.80
29 m/z 43.10 66.03%
oL 15 J b g %9 113 127 141 155 169 198
m/z--> 20 40 éo 80 100 150 140 160 180 200 220
Abundance
43 57
e e e
71 10.20 10.40 10.60 10.80
5000 o m/z 85.10 49 .24%
29
o 99 113 127 141 155 169 183 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #28445: Octane, 2,4,6-trimethyl-
57 10.20 10.40 10.60 10.80
43 m/z 41.10 39.12%
5000
71 g5
A O P B Ty
L JLELLEL UL LA IR UL AL L L L L B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089517.D

Aca On : 1 Aug 2016 18:26

Operator : UM/SJ

Sample - H4285-19

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.M

Quant Method :
- ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Title

C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 n-Tetracosanol- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.47 3.08 ng 33807 Chrysene-di12 13.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol- 354 C24H500 000506-51-4 83
2 Carbonic acid. isobutvl octadecv... 370 C23H4603 1000314-61-5 72
3 Oxalic acid. cvclobutvl tetradec... 340 C20H3604 1000309-70-9 56
4 1-Hexacosanol 382 C26H540 000506-52-5 52
5 Isobutyl tetradecyl carbonate 314 C19H3803 959275-58-2 43

Abundance Scan 1040 (13.474 min): BF089517.D (-1037) (-) m/z 57.10 100.00%
%7 83
5000 111
|13.20 13.40 13.60 13.80
Obrrrpreertbe- m/z 55.10 99.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186969: n-Tetracosanol-1
43
5000 83 L UL UL SULLLN B
13.20 13.40 13.60 13.80
18 11 m/z 83.10 89.11%
0 |l s 140 168 196 238 266 308 336
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57
13.20 13.40 13.60 13.80
5000 m/z 97.10 81.91%
83
29 111
0 139 168 196 224 253
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #176846: Oxalic acid, cyclobutyl tetradecy! ester e
556 13.20 13.40 13.60 13.80
m/z 69.10 81.70%
5000
29 85
ok L L J ) T 139 106 241
m/z--> 20 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.20 13.40 13.60 13.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080116\

Data File : BF089517.D

Acg On : 1 Aug 2016 18:26

Operator : UM/SJ

a?ggle i H4285-19 AB-SLOPE(0-4)T
ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716 .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... 4.57 32.3 ng 358505 1 6.48 221730 20.0
unknown6 .25 6.25 119.8 ng 1328390 1 6.48 221730 20.0
Tetradecane 10.43 2.8 ng 44348 4 10.98 318153 20.0
n-Tetracosanol-1 13.47 3.1 ng 33807 5 13.60 219369 20.0
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