LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062116\
Data File : BF088240.D

Aca On : 22 Jun 2016 5:25

Operator : UM/SJ

Sample : H3597-02

Misc :

ALS Vial : 24 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 1.644 4 5 14 rVvVv 326679 520881 16.63% 2.332%
2 1.758 14 15 65 rvB 1411804 3132623 100.00% 14.023%
3 3.381 155 157 167 rVB 32659 65875 2.10% 0.295%
4 4.799 279 281 289 rBV 108917 163383 5.22% 0.731%
5 5.244 317 320 333 rBY 1581331 1645998 52.54% 7.368%

6.307 411 413 415 rBV 1742979 1866948 59.60% 8.357%
6.422 421 423 425 rBV 1901527 1832164 58.49% 8.201%
6.650 441 443 449 rBB 550918 467049 14.91% 2.091%
6.799 455 456 459 rBV 1094817 1538826 49.12% 6.888%
7.222 491 493 495 rBV 1272579 1227003 39.17% 5.493%

=
QO ~NO®

11 7.930 554 555 558 rBvV 567522 639545 20.42% 2.863%
12 9.016 647 650 652 rBV 2179545 2402946 76.71% 10.756%
13 9.416 683 685 687 rBvV 507087 458658 14.64% 2.053%
14 9.679 706 708 711 rBV 640519 713099 22.76% 3.192%

15 10.125 745 747 749 rVB 65102 54815 1.75% 0.245%
16 10.342 763 766 770 rBV 22297 40379 1.29% 0.181%
17 10.468 775 777 780 rBV2 906428 1057856 33.77% 4_.735%
18 10.593 786 788 793 rBV 75767 94273 3.01% 0.422%
19 11.039 825 827 833 rvVB 41816 59018 1.88% 0.264%

20 11.165 836 838 840 rBV 798866 724968 23.14% 3.245%
21 12.582 960 962 963 rBV 25653 31912 1.02% 0.143%
22 12.742 974 976 979 rBV 1672764 2113839 67.48% 9.462%
23 13.691 1054 1059 1064 rBV 49349 198790 6.35% 0.890%
24 13.794 1064 1068 1075 rVB 633425 748329 23.89% 3.350%
25 15.040 1173 1177 1180 rBV 15110 47935 1.53% 0.215%

26 15.165 1186 1188 1199 rVB 364464 492460 15.72% 2.204%

Sum of corrected areas: 22339572
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062116\
Data File : BF088240.D

Aca On : 22 Jun 2016 5:25

Operator : UM/SJ

Sample = H3597-02

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method
Quant Title

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

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

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062116\
Data File : BF088240.D

Aca On : 22 Jun 2016 5:25

Operator : UM/SJ

Sample = H3597-02

Misc :

ALS Vial : 24 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 5

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

4.80 7.00 ng 163383 1,4-Dichlorobenzene-d4 6.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
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 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 281 (4.799 min): BF088240.D (-279) (-) m/z 43.10 100.00%
43
59
5000
101
| 83 4.40 4.60 4.80 5.00 5.20
AR T A U m/z 59.10 63.61%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 UBRARE LS SR RS L
4.40 4.60 4.80 5.00 5.20
59 101 m/z 101.10 23.19%
0 s s | e 8
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
- 440 460 480 500 520
5000 m/z 58.00 18.01%
29 101
o 15 73 83
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester T R B
509 4.40 4.60 4.80 5.00 5.20
m/z 41.10 8.79%
5000 41
68
0 Il 50 | 126 14
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 | | 4.40 460 480 500 520
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062116\
Data File : BF088240.D

Aca On : 22 Jun 2016 5:25

Operator : UM/SJ

Sample = H3597-02

Misc :

ALS Vial : 24 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 unknown6.42 Concentration Rank 2

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

6.42 78.46 ng 1832160 1,4-Dichlorobenzene-d4 6.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 17
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
4 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 423 (6.422 min): BF088240.D (-421) (-) m/z 132.00 100.00%
5000 o8
6 rTrTTTTTTrT T T T T T T T T T
40 ,- 54 75 104 6.00 6.20 6.40 6.60 6.80
Obrerrrrerrrrrrree it e Ol e 87 LY us W Tn/z 68.10  36.75%
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 A R L A
a1 o7 6.00 6.20 6.40 6.60 6.80
53 117 m/z 134.00 33.63%
0 ,,lewllsﬁl\ll\”,i‘,\,,,I,‘,\,,\I,,‘,‘,\I‘m??”\”l,lpﬁll,,\,|1,2,f1,| 1N
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 6.80
5000 m/z 66.10 23.63%
104

66 77

14 27 37 4451 5 89 97 115

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

Abundance #14146: 4-Chloro-6-fluoro-pyrimidine T ma i B e

132 6.00 6.20 6.40 6.60 6.80
m/z 69.10 15.23%

97
5000
70
31
4451 60 | 77 g5 | 105 116

N P T R s NN | 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 6.80

8270-BF060716.M Wed Jun 22 16:48:00 2016 Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062116\
Data File : BF088240.D

Aca On : 22 Jun 2016 5:25

Operator : UM/SJ

Sample = H3597-02

Misc :

ALS Vial : 24 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 Hexadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

10.59 2.60 ng 94273 Phenanthrene-d10 11.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Pentadecane 212 C15H32 000629-62-9 86
3 Nonadecane 268 C19H40 000629-92-5 86
4 Octane. 2.4.6-trimethvl- 156 C11H24 062016-37-9 86
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 86

Abundance Scan 788 (10.593 min): BF088240.D (-786) (-) m/z 57.10 100.00%

57

43 71

5000

10.20 10.40 10.60 10.80 11.00

o m/z 43.10 67.03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83025: Hexadecane
43 7
5000 71 LA L L L LB L L LB
85 10. 20 10. 40 10. 60 10 80 11. OO
29 m/z 71.10 66.48%
0 ‘ ‘ Ly “ 99113127141155169183197 226
e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57
43 A R
71 10.20 10.40 10.60 10.80 11.00
5000 a5 m/z 85.10 42 .63%
29 99
15 113127141155169183 212

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117637: Nonadecane

10.20 10.40 10.60 10.80 11.00
m/z 41.05 31.06%

5000

99

113127141155169183197
e VAN S S
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10.20 10.40 10.60 10.80 11.00
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Library Search Compoun

d Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062116\
Data File : BF088240.D

Aca On : 22 Jun 2016 5:25

Operator : UM/SJ

Sample = H3597-02

Misc :

ALS Vial : 24 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 1-Heneicosanol Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
1369 5.31ng 198790  Chrysene-d12 13.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Behenic alcohol 326 C22H460 000661-19-8 95

006222-06-6 94
959010-23-2 94
007365-36-8 94

3 Pentafluoropropionic acid. tetra... 360 C17H29F502
4 Trifluoroacetic acid. pentadecvl... 324 C17H31F302
5 Heptafluorobutyric acid, n-tetra... 410 C18H29F702

Abundance Scan 1059 (13.691 min): BF088240.D (-1054) (-) m/z 83.10 100.00%
57
5000 11
139 230 13.40 13.60 13.80 14.00
ol L m/z 57.10 96.35%
m/z--> 50 100 150 200 250 300
Abundance #155046: 1-Heneicosanol
55 83
5000 111
13.40 13.60 13.80 14.00
m/z 97.10 92.49%
29 139
ol ﬁ,‘u .‘.MudL.”.dx 167 196 238 266 .%9? ——
m/z--> 50 100 150 200 250 300
Abundance
55 83
13.40 13.60 13.80 14.00
5000 11 m/z 55.05 89.85%
29 139
0 167 196 224 252 280 308
— T T T T T T T T T T T T
m/z--> 50 100 150 200 250 300
Abundance #190374: Pentafluoropropionic acid, tetradecyl ester
7 g3 13.40 13.60 13.80 14.00
m/z 43.10 87.77%
5000 111
29 68 196
o | MH 10 188 T o931 342
e L o e e e A B e e e e e e
m/z--> 50 100 150 200 250 300 13.40 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062116\
Data File : BF088240.D

Acq On : 22 Jun 2016 5:25

Operator : UM/SJ

Sample - H3597-02

Misc :

ALS Vial : 24 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]
2-Pentanone, 4-hy... 4.80 7.0 ng 163383 1 6.65 467049 20.0
unknown6 .42 6.42 78.5 ng 1832160 1 6.65 467049 20.0
Hexadecane 10.59 2.6 ng 94273 4 11.16 724968 20.0
1-Heneicosanol 13.69 5.3 ng 198790 5 13.79 748329 20.0
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