LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF073116\

Data File : BF089457.D

Aca On - 30 Jul 2016 17:15

Operator : UM/SJ

a?zgle i H4284-07 AB-SLOPE(0-4)D
ALS Vial : 10 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 1.667 5 7 34 rvVB 496034 1026197 63.87% 7.636%
2 4.604 261 264 273 rBV 210501 382500 23.81% 2.846%
3 5.073 303 305 324 rBY 1001564 1312398 81.68% 9.766%
4 6.159 398 400 408 rBV 910835 1348153 83.91% 10.032%
5 6.273 408 410 412 rBV 1173195 1451954 90.37% 10.805%

6.502 428 430 441 rVB 206051 236876 14.74% 1.763%
6.650 441 443 446 rBvY 928214 1035116 64.43% 7.703%
7.073 478 480 491 rBvV 728117 893416 55.61% 6.648%
7.782 540 542 554 rBV 299822 354788 22.08% 2.640%
8.868 634 637 639 rBV 1656623 1606695 100.00% 11.956%

=
QO ~NO®

11 9.268 670 672 674 rBV 288672 251504 15.65% 1.872%
12 9.530 693 695 697 rBvV 405150 405333 25.23% 3.016%

13 9.988 728 735 736 rBvV2 24402 33864 2.11% 0.252%
14 10.205 751 754 757 rBV 10263 21323 1.33% 0.159%
15 10.319 761 764 766 rBV 576834 805046 50.11% 5.991%
16 10.456 774 776 780 rBV 34978 48818 3.04% 0.363%
17 10.891 812 814 816 rBV 14009 21068 1.31% 0.157%
18 10.993 821 823 826 rBV 281116 389150 24.22% 2.896%
19 11.554 871 872 877 rBB 16768 19137 1.19% 0.142%

20 12.582 959 962 976 rBV 1237018 1204204 74.95% 8.961%
21 13.497 1040 1042 1050 rBV 51998 85813 5.34% 0.639%
22 13.611 1050 1052 1061 rBV 190165 273124 17 .00% 2.032%

23 14.948 1166 1169 1176 rBV 173425 213677 13.30% 1.590%
24 15.394 1205 1208 1210 rBV 8782 18207 1.13% 0.135%

Sum of corrected areas: 13438361
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI\BNA F\DATA\BF073116\

Data File : BF089457.D

Aca On : 30 Jul 2016 17:15

Operator : UM/SJ

a?ggle i H4284-07 AB-SLOPE(0-4)D
ALS Vial : 10 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

Abundance TIC: BF089457.D
1500000
6.27
1000000 5.07 610 6.65
7.07
500000 167
4.60 6.50
O L e o e e e L L e B e e e e e L B e e L e e s o e e L B e e |
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF089457.D
8|87
1500000
12.58
1000000
10.32
500000 953
7.78 9.27 10.99
o L A 9.9910.20)10:46 10.8& 1155 1350
— T  ama T " e i  am P ———
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF089457.D
1500000
1000000
500000
.61 14.95
o 15.39
——— T T T T e e ———TTT ——— T
Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF073116\
Data File : BF089457.D

Aca On : 30 Jul 2016 17:15

Operator : UM/SJ

Sample = H4284-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072716.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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.60 32.30 ng 382500 1,4-Dichlorobenzene-d4 6.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 17
4 Acetone 58 C3H60 000067-64-1 10
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 264 (4.604 min): BF089457.D (-261) (-) m/z 43.05 100.00%
a3
59
5000
101 R,
420 4.40 4.60 4.80 5.00
83
0...,....,....,....','!:..‘?.1.-!],....,....,.-...,....-,....,....,....,....,...., m/z 59.10 62.32%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 [rr T
59 420 4.40 4.60 4.80 5.00
m/z 101.10 23.57%
15 31 101
0 ‘ 1 N 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
420 4.40 4.60 4.80 5.00
5000 M m/z 58.10 15.64%
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 e EEam s E RS
43 420 4.40 4.60 4.80 5.00
m/z 41.10 9.48%
5000
101
15 58
28 L 69 84 ‘
S ) R R SN RN ARAR RRARA RAREA RARAN AARAN AALA RALRS SRS RARRY NSRS U S L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 420 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF073116\

Data File : BF089457.D

Aca On : 30 Jul 2016 17:15

Operator : UM/SJ

a?ggle i H4284-07 AB-SLOPE(0-4)D
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072716.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 unknown6.27 Concentration Rank 1

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

6.27 122.59 ng 1451950 1,4-Dichlorobenzene-d4 6.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 17
3 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 410 (6.273 min): BF089457.D (-408) (-) m/z 132.00 100.00%
132
5000 o8 f
40 48 54 62|| 75 87 9|6 104 115 6.00 6.20 6.40 6.60
O e L L B A R B AT m/z 68.10 36.52%
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
6.00 6.20 6.40 6.60
2 78 m/z 134.00 33.56%
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
6.00 6.20 6.40 6.60
5000 67 m/z 66.10 23.43%
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
132 6.00 6.20 6.40 6.60
m/z 69.10 15.27%
5000
63 81
o 3137 44 50 57 74 88 101 112 |
s 3 4 s 8 o e % 180 1o 130 1o 1k 600 6.20 640 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF073116\

Data File : BF089457.D

Aca On : 30 Jul 2016 17:15

Operator : UM/SJ

a?ggle i H4284-07 AB-SLOPE(0-4)D
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072716.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 Nonadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.46 2.51 ng 48818 Phenanthrene-d10 10.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Hexadecane 226 C16H34 000544-76-3 90
3 Heptadecane 240 C17H36 000629-78-7 90
4 Tetradecane 198 C14H30 000629-59-4 90
5 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 80
Abundance Scan 776 (10.456 min): BF089457.D (-774) (-) m/z 57.10 100.00%
g7
71
43
5000 85
99 113,57 110.20 10.40 10.60 10.80
0 m/z 71.10 71.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117637: Nonadecane
57
5000
10.20 10.40 10.60 10.80
9 m/z 43.10 60.21%
o 113127141155169183197
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57
43
71 LA IR BN SRR B
10.20 10.40 10.60 10.80
5000 85 m/z 85.10 48.72%
29 99
ol 14 113127141155169183197 226
WWTWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #94345: Heptadecane
57 10.20 10.40 10.60 10.80
43 m/z 41.10 31.82%
71
5000 85
29 99
0 \‘ ‘ h \‘ Il \‘ 1}3127141155169183196210 240
m/z--> 25 Jo éo 86 160 150 150 160 180 200 220 250 2éo 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF073116\

Data File : BF089457.D

Aca On : 30 Jul 2016 17:15

Operator : UM/SJ

a?ggle i H4284-07 AB-SLOPE(0-4)D
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072716.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 6 Behenic alcohol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.50 6.28 ng 85813 Chrysene-di12 13.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 95
2 1-Heneicosanol 312 C21H440 015594-90-8 95
3 n-Tetracosanol-1 354 C24H500 000506-51-4 94
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
5 1-Heptacosanol 396 C27H560 002004-39-9 94
Abundance Scan 1042 (13.497 min): BF089457.D (-1040) (-) m/z 55.10 100.00%
55 83
5000 111
B N o o
207 13.20 13.40 13.60 13.80
Obrreprr bl m/z 57.10 98.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #166292: Behenic alcohol
55 83
5000 1l TR BV UL S
13. 20 13.40 13.60 13.80
- m/z 43.10 92.87%
ol 167 196 224 252 280 308
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
55 83
13.20 13.40 13.60 13.80
5000 111 m/z 83.10 89.58%
29

139 167 106 238 266 294

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1 R RS ma e S
83 13.20 13.40 13.60 13.80

m/z 97.10 88.17%

5000 ‘

o \“ 167 195 222 250 280 308 336
”w””“”.”” -
m/z--> 20 40 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\BF073116\

Data File : BF089457.D

Acg On : 30 Jul 2016 17:15

Operator : UM/SJ

a?ggle i H4284-07 AB-SLOPE(0-4)D
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716.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... 4.60 32.3 ng 382500 1 6.50 236876 20.0
unknown6 .27 6.27 122.6 ng 1451950 1 6.50 236876 20.0
Nonadecane 10.46 2.5 ng 48818 4 10.99 389150 20.0
Behenic alcohol 13.50 6.3 ng 85813 5 13.62 273124 20.0
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