LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF110515\
Data File : BF082716.D

Aca On > 4 Nov 2015 22:37

Operator : UM/I1Z

Sample : 6G4261-03

Misc :

ALS Vial : 30 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-BF103015.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 5.036 255 258 261 rBV 818740 940162 11.93% 1.920%
2 5.459 292 295 298 rBVY 2463679 2317569 29.41% 4.734%
3 6.487 382 385 387 rBY 2031761 1739979 22.08% 3.554%
4 6.625 395 397 400 rBVY 3719135 4575077 58.05% 9.345%
5 6.865 415 418 420 rBV 1116007 1145054 14.53% 2.339%

7.025 429 432 434 rBV 4513020 4850921 61.55% 9.909%
7.425 464 467 469 rBV 3514082 3714344 47 .13% 7.587%
8.145 528 530 533 rBVY 1535358 1417258 17.98% 2.895%
7595782 7505125 95.23% 15.330%
9.905 681 684 686 rBY 1868846 1800540 22.85% 3.678%
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11 10.282 714 717 719 rBV 48861 81682 1.04% 0.167%
12 10.328 719 721 722 rVB 124484 172855 2.19% 0.353%
13 10.694 749 753 755 rBV 4775915 5265839 66.82% 10.756%
14 11.379 811 813 816 rBV 1716748 1718033 21.80% 3.509%
15 11.916 858 860 870 rBv3 195081 326798 4._.15% 0.668%

16 12.705 927 929 934 rBV 239918 257567 3.27% 0.526%
17 12.979 950 953 955 rvB 6978287 7880959 100.00% 16.098%
18 13.871 1029 1031 1041 rVB2 229324 328136 4.16% 0.670%
19 14.020 1041 1044 1046 rBV 1673311 1724707 21.88% 3.523%
20 15.448 1166 1169 1172 rBV 990399 1193239 15.14% 2.437%

Sum of corrected areas: 48955844
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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:\HPCHEMI\BNA F\DATA\BF110515\

- BF082716.D

- 4 Nov 2015 22:37

- UM/1Z

- G4261-03

- 30 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF082716.D

7.02
6.62
5.46

6.49

6.86
5.04

7.42

8.14

0
Time-->

2.50

3.00 3.50

4.00 4.50 5.00 5.50

6.00

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BF082716.D
9|23

10.69

9.90 11.38

116 11.92 12.71

14.02

13.8

Time-->

11.50 12.00 12.50 13.00 13.50

10.50

11.00

9.00 9.50 10.00

14.00

14.50

Abundance

7000000

6000000

5000000

4000000:

3000000

2000000

1000000

TIC: BF082716.D

15.45

0

Time-->

18.50 19.00 19.50 20.00

15.50 16.00 16.50

17.00 17.50 18.00

20.50

21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110515\
Data File : BF082716.D

Aca On > 4 Nov 2015 22:37

Operator : UM/I1Z

Sample : 6G4261-03

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.04 16.42 ng 940162 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
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 23
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 258 (5.036 min): BF082716.D (-255) (-) m/z 43.05 100.00%
43
59
5000
1 480 500 520 540
o...,....,....,....','::..?.1.!],...‘??....,E.‘~.3..,....~,|....,....,....,....,...., m/z 59.10 60.87%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 480 500 520 540
m/z 101.10 18.92%
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
43
- 480 500 520 540
5000 m/z 58.10 14 .50%
29 101
o 15 73 83
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester e
59 480 5.00 5.20 5.40
m/z 41.10 9.43%
5000 41
68
0 \H\‘ 50 \‘m 1?6 142 A
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110515\
Data File : BF082716.D

Aca On > 4 Nov 2015 22:37

Operator : UM/I1Z

Sample : 6G4261-03

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknown6.62 Concentration Rank 2

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

6.62 79.91 ng 4575080 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 Pyrazolo(2,3-a)pyridine, 7-methyl- 132 C8H8N2 034760-58-2 12

Abundance Scan 397 (6.625 min): BF082716.D (-395) (-) m/z 132.00 100.00%
68
5000
|7 % 620 640 6.60 6.80 7.00
104 . . . . .
o..,....,....,...!,“.'.‘.‘? i Ol 87 L S M5 | "m/z 68.05 55.02%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 I A R R
6.20 6.40 6.60 6.80 7.00
2 78 m/z 66.10 35.38%
38 ‘
0"P'“I”'W'“WPl”I”'W'”lP'”P'”I“'W'”'P'”I””I“'W'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 6.80 7.00
5000 97 m/z 134.10 32.18%

70

8 445 60 7T g6 105 116

m/z--> 10 20 30 40 S50 60 70 80 90 100 110 120 130 140
Abundance #14013: 1H-Benzimidazole, 2-methyl- T EEam s B RS,
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 23.11%
5000

63 o0 104
15 28 39 % 7 7 " 116 \

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 620 6.40 660 6.80 7.00

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110515\
Data File : BF082716.D

Aca On > 4 Nov 2015 22:37

Operator : UM/I1Z

Sample : 6G4261-03

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.92 3.80 ng 326798 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tridecanoic acid 214 C13H2602 000638-53-9 86
4 Undecanoic acid 186 C11H2202 000112-37-8 80
5 Ethanone, 1-(4,5-dihydro-2-thiaz... 129 C5H7NOS 029926-41-8 43
Abundance Scan 860 (11.916 min): BF082716.D (-858) (-) m/z 73.10 100.00%
443 57 73
5000
7 129
9 115 157 171 185 , ¢ 213 11.60 11.80 12.00 12.20
143 227 256
o — 199 m/z 43.10 94.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92226: n-Hexadecanoic acid
43 o 73
5000{ 29 U AR R AR SRR
nmnmnmnm
129 m/z 57.05 85.32%
85 256
o ALl il M‘ 8 115 | 143157171185 199 '3 227539
m/z--> ﬁo Jo ' 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
- 1160 11.80 12.00 1220
5000 m/z 60.10 85.26%
242
i 98 115129143 199
o 157171185777 213555
NS NEERUNERI UL SRR BEREE SRLEE SEREE B SRS SRR B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65562: Tridecanoic acid AR N iRaREs
43 6078 11.60 11.80 12.00 12.20
m/z 41.10 79.64%
5000 - e
‘ 115 ‘ 171185 214
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110515\
Data File : BF082716.D

Aca On > 4 Nov 2015 22:37

Operator : UM/I1Z

Sample : 6G4261-03

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Pentadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.71 2.99 ng 257567 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 94
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 72
3 Tetradecanoic acid 228 C14H2802 000544-63-8 59
4 n-Decanoic acid 172 C10H2002 000334-48-5 25
5 Pentafluoropropionic acid, octad... 416 C21H37F502 1000280-07-7 11
Abundance Scan 929 (12.705 min): BF082716.D (-927) (-) m/z 43.10 100.00%
43 57 73
5000
129
o s 185 21 1240 1760 1780 1300
143157171 | 199 284 . . . .
N — 2827 m/z 73.05 89.84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83683: Pentadecanoic acid
43 73
29
5000
242 12.40 12.60 12.80 13.00
129 0
7 109 m/z 60.10 81.64%
m/z--> 26"25"60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 73
57 12,40 12.60 12.80 13.00
5000{ 29 m/z 57.10 78.40%

15 143157171185199% 1 227

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75071: Tetradecanoic acid T s
73 12.40 12.60 12.80 13.00
m/z 55.10 77 .65%
43 5
5000 129
185 228
115
1 143157171 ‘
0 T Pl et 19013 | e S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 40 12 60 12. 80 13 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110515\
Data File : BF082716.D

Aca On > 4 Nov 2015 22:37

Operator : UM/I1Z

Sample : 6G4261-03

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 1-Nonadecene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.87 3.81 ng 328136 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 91
2 1-Hexacosanol 382 C26H540 000506-52-5 90
3 3-Eicosene. (E)- 280 C20H40 074685-33-9 90
4 1-Tetracosanol 354 C24H500 000506-51-4 90
5 Trichloroacetic acid, tetradecyl... 358 C16H29CI1302 074339-52-9 90
Abundance Scan 1031 (13.871 min): BF082716.D (-1029) (-) m/z 55.05 100.00%
83
5000 _,AVA_V,_,_x_JA\“,x_h\/»x_ﬁ,
111
LR SR BN BN U
139 13.60 13.80 14.00 14.20
ol Ll 4 A7 208 208 m/z 57.10 98.53%
m/z--> 50 100 150 200 250 300 350
Abundance #98171: 1-Nonadecene
43 97
69
5000 L B IS B S
13 60 13 80 14. oo 14. 20
125 m/z 43.10 94.65%
0 29 | I | \‘ ‘ ‘\ 154 182 210 238 266
m/z--> §o oo 150 200 250 360 3%0
Abundance
43
I

13.60 13.80 14.00 14.20

5000 83 m/z 83.10 87.22%
18 111
o 65 139 168 196 224 252 278 308 336 364
e o T e
miz--> 50 100 150 200 250 300 350
Abundance #106400: 3-Eicosene, (E)-
13.60 13.80 14.00 14.20
83 m/z 97.05 84.76%
5000
29 111
0 ‘ J | L 1139 167 106 224 252 280
- llllllllllllllllllllllll|llll|ll —v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—r
miz--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF110515\
Data File : BF082716.D

Acq On > 4 Nov 2015 22:37

Operator : UM/1Z

Sample : G4261-03

Misc :

ALS Vial =: 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF103015.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.04 16.4 ng 940162 1 6.86 1145050 20.0
unknown6 .62 6.62 79.9 ng 4575080 1 6.86 1145050 20.0
n-Hexadecanoic acid 11.92 3.8 ng 326798 4 11.38 1718030 20.0
Pentadecanoic acid 12.71 3.0 ng 257567 5 14.02 1724710 20.0
1-Nonadecene 13.87 3.8 ng 328136 5 14.02 1724710 20.0
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