LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041918\
Data File : BF104639.D

Aca On : 19 Apr 2018 20:18

Operator : JU/SJ

Sample : J2455-01

Misc :

ALS Vial : 9 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-BF040618.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 5.022 493 499 508 rBV 131950 172389 4.21% 0.556%
2 5.428 563 568 571 rBVY 3030632 2988200 73.02% 9.642%
3 6.445 736 741 744 rBVY 2833318 3273956 80.00% 10.564%
4 6.575 759 763 767 rBVY 3110049 3168080 77.41% 10.223%
5 6.804 798 802 805 rBY 1029524 824571 20.15% 2.661%
6 6.963 824 829 832 rBVY 2617901 2530445 61.83% 8.165%
7 7.369 893 898 901 rBVY 2013006 2180395 53.28% 7.036%
8 8.087 1016 1020 1023 rBvV 1327282 1063719 25.99% 3.432%
9 9.163 1198 1203 1207 rBvV 3877379 4092467 100.00% 13.206%
10 9.557 1266 1270 1277 rVB 375697 321164 7 .85% 1.036%
11 9.769 1302 1306 1310 rVB 75387 63067 1.54% 0.204%
12 9.839 1314 1318 1327 rVB 1156514 1134519 27.72% 3.661%
13 10.269 1388 1391 1394 rVB 99235 78638 1.92% 0.254%
14 10.639 1449 1454 1457 rBVY 2387744 2421390 59.17% 7.813%
15 10.739 1468 1471 1476 rVB 105026 94638 2.31% 0.305%
16 11.186 1544 1547 1550 rBvV 53262 46718 1.14% 0.151%

17 11.333 1568 1572 1575 rBV 992878 939741 22.96% 3.032%
18 11.857 1657 1661 1672 rBV 162790 185969 4._.54% 0.600%
19 12.922 1837 1842 1845 rBV 3505179 3674401 89.78% 11.857%
20 13.804 1989 1992 1999 rBV 132009 157420 3.85% 0.508%

21 13.974 2017 2021 2028 rVB 981798 857221 20.95% 2.766%
22 15.439 2265 2270 2276 rBV2 565748 721305 17.63% 2.328%

Sum of corrected areas: 30990413
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041918\
Data File : BF104639.D

Aca On : 19 Apr 2018 20:18

Operator : JU/SJ

Sample : J2455-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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: BF104639.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041918\
Data File : BF104639.D

Aca On : 19 Apr 2018 20:18

Operator : JU/SJ

Sample : J2455-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.02 4.18 ng 172389 1,4-Dichlorobenzene-d4 6.80
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. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 50
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 42
4 n-Propvl t-butvl ether 116 C7H160 1000334-81-9 36
5 Propane, l-ethoxy-2-methyl- 102 C6H140 000627-02-1 32

Abundance Scan 499 (5.022 min): BF104639.D (-493) (-) m/z 43.00 100.00%
43
59
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101 NS B WS-
4.60 4.80 5.00 5.20 5.40
83
bt el B+ m/z 59.00 60.38%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
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o 257 37, 53 83 |
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LR UL SR SR SRR UL FULRLIL IR SO S S B
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Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)- e BRamr
50 4.60 4.80 5.00 5.20 5.40
m/z 41.00 9.68%
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41
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041918\
Data File : BF104639.D

Aca On : 19 Apr 2018 20:18

Operator : JU/SJ

Sample : J2455-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 2 unknown6.57 Concentration Rank 1

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

6.57 76.84 ng 3168080 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 762 (6.569 min): BF104639.D (-759) (-) m/z 132.00 100.00%
32
5000 68
6 rrrrTyrTrTrr T T T T T T T
40 _ s | 75 104 ‘ 6.20 6.40 6.60 6.80 7.00
o R [ ??...' RN 1 Ml S N m/z 68.10 41.90%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
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O T T e
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66 77
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Abundance #14144: 5-Fluoro-2-chloropyrimidine R L e e
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m/z 69.05 16.49%
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041918\
Data File : BF104639.D

Aca On : 19 Apr 2018 20:18

Operator : JU/SJ

Sample : J2455-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 4 Tetradecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.74 2.01 ng 94638 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 91
2 Nonadecane 268 C19H40 000629-92-5 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Hexadecane 226 C16H34 000544-76-3 90
5 Octadecane 254 C18H38 000593-45-3 90
Abundance Scan 1471 (10.739 min): BF104639.D (-1468) (-) m/z 57.10 100.00%
g7
5000 85
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T T T e
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Abundance #59880: Tetradecane
] LJWJ\I\JJL
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m/z--> 25 45 éo éo 100 120 140 160 180 200 220 240 260 2éo 300 350
Abundance
57
10,40 10.60 10.80 11.00
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5
-
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Abundance #141425: Heneicosane AR RS SR
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041918\
Data File : BF104639.D

Aca On : 19 Apr 2018 20:18

Operator : JU/SJ

Sample : J2455-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 5 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.86 3.96 ng 185969 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Undecanoic acid 186 C11H2202 000112-37-8 68
Abundance Scan 1662 (11.863 min): BF104639.D (-1657) (-) m/z 72.95 100.00%
73
60
43
5000 129
171185 213
1437 199 | 297 256 11.60 11.80 12.00 12.20
0 m/z 60.00 77.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6073
5000 129 L B BN UL B
nmnmnmnm
m/z 55.00 69.68%
1Ji 143157171185199213
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 1160 11.80 12,00 12.20
5000 - 129 m/z 43.05 67.72%
87 15 oh 214
101 143157 | 185
O o o IR B e
m/z--> 25 Jo eb éo 160 150 150 160 180 200 220 250 2éo
Abundance #95851: Pentadecanoic acid BB o ol S
43 60 73 11.60 11.80 12.00 12.20
m/z 57.00 62.99%
5000 129
29
143157171185199 242
015 R I EEEmEmsmesmmms
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. oo 12 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041918\
Data File : BF104639.D

Aca On : 19 Apr 2018 20:18

Operator : JU/SJ

Sample : J2455-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 6 Heptafluorobutyric acid, pe... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

13.80 3.67 ng 157420 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 95
2 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 95
3 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 95
4 n-Nonadecanol-1 284 C19H400 001454-84-8 95
5 9-Tricosene, (2)- 322 C23H46 027519-02-4 94

Abundance Scan 1991 (13.798 min): BF104639.D (-1989) (-) m/z 57.00 100.00%
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Abundance #220103: Heptafluorobutyric acid, pentadecy! ester
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Abundance #199127: Pentafluoropropionic acid, pentadecyl ester I e e e
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041918\
Data File : BF104639.D

Acq On : 19 Apr 2018 20:18

Operator : JU/SJ

Sample - J2455-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618_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... 5.02 4.2 ng 172389 1 6.80 824571 20.0
unknown6 .57 6.57 76.8 ng 3168080 1 6.80 824571 20.0
Tetradecane 10.74 2.0 ng 94638 4 11.33 939741 20.0
n-Hexadecanoic acid 11.86 4.0 ng 185969 4 11.33 939741 20.0
Heptafluorobutyri... 13.80 3.7 ng 157420 5 13.97 857221 20.0
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