LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120717\
Data File : BF101214.D

Aca On : 7 Dec 2017 19:19

Operator : SJ/JU

Sample : 16705-02

Misc :

ALS Vial : 18 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-BF113017.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

5.069 504 507 517 rBV 50338 66663 6.96% 0.807%
5.463 570 574 592 rBV 912018 925072 96.56% 11.194%
rBv 925528 942425 98.37% 11.404%
6.616 765 770 773 rBV 1071846 957993 100.00% 11.593%
6.840 805 808 815 rBB 308927 258153 26.95% 3.124%
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6.998 831 835 838 rBvV 816037 671311 70.07% 8.123%
7.410 900 905 908 rBvV 551628 514889 53.75% 6.231%
rBv 342697 307597 32.11% 3.722%
9.198 1205 1209 1212 rBV 921103 718715 75.02% 8.697%
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1 9.592 1273 1276 1279 rBV 76514 58727 6.13% 0.711%
11 9.804 1308 1312 1315 rVB 24451 21732 2.27% 0.263%
12 9.881 1322 1325 1329 rVB 346502 293789 30.67% 3.555%
13 10.304 1394 1397 1400 rVB 27584 22932 2.39% 0.277%
14 10.675 1456 1460 1469 rVB 564733 461919 48.22% 5.590%
15 10.775 1474 1477 1482 rVB2 21926 23031 2.40% 0.279%
16 11.375 1575 1579 1581 rBV 348256 275955 28.81% 3.339%
17 11.398 1581 1583 1586 rVB 49942 37128 3.88% 0.449%
18 11.886 1662 1666 1668 rBV2 13423 17107 1.79% 0.207%
19 11.992 1680 1684 1686 rBV2 10409 13938 1.45% 0.169%
20 12.592 1782 1786 1789 rBV 94108 87294 9.11% 1.056%
21 12.822 1819 1825 1827 rBV 100339 99541 10.39% 1.205%
22 12.957 1844 1848 1852 rVB 750124 615973 64.30% 7.454%
23 13.045 1858 1863 1866 rBV6 8332 13968 1.46% 0.169%
24 13.251 1894 1898 1903 rBV7 12360 22621 2.36% 0.274%
25 13.345 1911 1914 1916 rBvV4 8743 12033 1.26% 0.146%
26 13.433 1924 1929 1933 rBV5 19983 31267 3.26% 0.378%
27 13.510 1939 1942 1944 rBV3 11405 12923 1.35% 0.156%
28 13.839 1995 1998 2002 rVB3 42685 47393 4_95% 0.573%
29 13.957 2016 2018 2021 rBvV4 21414 22563 2.36% 0.273%
30 14.021 2022 2029 2032 rVV2 315897 348277 36.35% 4.214%
31 14.045 2032 2033 2037 rVB 46401 37447 3.91% 0.453%
32 14.468 2102 2105 2112 rBV 57702 81823 8.54% 0.990%
33 15.439 2267 2270 2273 rVB 28340 32008 3.34% 0.387%

34 15.498 2276 2280 2285 rVV 162777 209663 21.89% 2.537%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120717\
Data File : BF101214.D

Aca On : 7 Dec 2017 19:19

Operator : SJ/JU

Sample : 16705-02

Misc :

ALS Vial : 18 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF113017.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 8263870
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI\BNA F\DATA\BF120717\
Data File : BF101214.D

Aca On : 7 Dec 2017 19:19

Operator : SJ/JU

Sample : 16705-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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: BF101214.D
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF120717\
Data File : BF101214.D

Aca On : 7 Dec 2017 19:19

Operator : SJ/JU

Sample : 16705-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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.

5.07 5.16 ng 66663 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 9
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 9
5 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 9

Abundance Scan 507 (5.069 min): BF101214.D (-504) (-) m/z 43.10 100.00%
43
59
5000
101 R RN RS IR
| 83 | 480 5.00 5.20 5.40
o 1 Y | N - NN m/z 59.10 60.43%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LR I UL I I
59 480 500 520 540
m/z 101.00 19.02%
15 31 101
o | 25 7 37, 53 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
480 500 520 540
5000 m/z 58.00 13.23%
101
o 15 25 31 37 51 %8 g 86
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8202: Acetic acid, 1,1-dimethylethyl ester A e R
43 480 5.00 5.20 5.40
m/z 41.10 10.24%
5000 57
29 101
o L | a7l st ‘ 73
miz--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF120717\
Data File : BF101214.D

Aca On : 7 Dec 2017 19:19

Operator : SJ/JU

Sample : 16705-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 unknown6.62 Concentration Rank 1

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

6.62 74.22 ng 957993 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 771 (6.622 min): BF101214.D (-765) (-) m/z 132.00 100.00%
32
5000
68
96
40 54 | 75 104 6.20 6.40 6.60 6.80 7.00
O i8S G2L) T e Al n/z 134.00  32.97%
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 R R UL LR
6.20 6.40 6.60 6.80 7.00
2 78 m/z 68.10 27 .28%
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
620 640 6.60 6.80 7.00
5000 67 m/z 66.10 16.14%
41 97
53 . 117
0 34 61 89 103110 | 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine T B e e )
132 6.20 6.40 6.60 6.80 7.00
o7 m/z 96.10 11.56%
5000 0
31 52
o T M P | 78es | 15 M6
m/z--> 30 40 5'0 60 70 8 90 100 110 120 130 140 620 6.40 6.60 6.80 7.00

8270-BF113017.M Fri Dec 08 11:08:20 2017 Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF120717\
Data File : BF101214.D

Aca On : 7 Dec 2017 19:19

Operator : SJ/JU

Sample : 16705-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 Trichloroacetic acid, dodec... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

13.84 2.72ng 47393 Chrysene-di2 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Trichloroacetic acid. dodecvl ester 330 C14H25CI1302 074339-50-7 64
2 Trichloroacetic acid. tetradecvl... 358 C16H29CI1302 074339-52-9 64

3 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 58
4 2- Bromopropionic acid. pentadec... 362 C18H35Br02 1000292-44-2 58
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 58
Abundance Scan 1998 (13.839 min): BF101214.D (-1995) (-) m/z 57.05 100.00%
83
5000
3 129 153173192211 13.60 13.80 14.00 14.20
0 m/z 55.10 91.05%
m/z--> 50 100 150 200 250 300 350
Abundance #168761: Trichloroacetic acid, dodecyl ester
43 | 69
97
5000 LIRS
13.60 13.80 14.00 14.20
h 0 m/z 43.10 81.57%
19 14
0 .w,:‘ﬁu - }?8.. ,2}? ——
m/z--> 50 100 150 200 250 300 350
Abundance
43 83
e A
13.60 13.80 14.00 14.20
5000 m/z 83.10 71.67%
111
o 63 139 168 196 241
e S L B o
m/z--> 50 100 150 200 250 300 350
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester R ERREEEE s
13.60 13.80 14.00 14.20
83 m/z 97.05 70.70%
5000 111
29
o u \h139 163182 210 237255 356
R B e e e A
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF120717\
Data File : BF101214.D

Aca On : 7 Dec 2017 19:19

Operator : SJ/JU

Sample : 16705-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 Octacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14 .47 4.70 ng 81823 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 64
2 Octadecane 254 C18H38 000593-45-3 58
3 Tridecane 184 C13H28 000629-50-5 58
4 Heneicosane 296 C21H44 000629-94-7 58
5 Tetracosane 338 C24H50 000646-31-1 58
Abundance Scan 2105 (14.468 min): BF101214.D (-2102) (-) m/z 57.10 100.00%
g7
5000
141 170 194 233 259279 303 14.20 14.40 14.60 14.80
ol m/z 43.10 75.72%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
5000 R DAL SN L B
85 14.20 14.40 14.60 14.80
- m/z 71.10 66.21%
oLl h | (M3 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2éo 360 3éo
Abundance
57
14.20 14.40 14.60 14.80
5000 85 m/z 85.10 45.74%
29
o 13 m 169 197 225 254
m/z--> 55 160 1%0 260 2éo 360 3éo
Abundance #48833: Tridecane AR EEEEEEEEE
57 14.20 14.40 14.60 14.80
m/z 55.10 26.94%
5000{ ,q 85
0= 'Lr'ii'ﬂ'“"‘l"ﬁ'l"" Y SN DA R DAL SN A SR
m/z--> 50 100 150 200 250 300 350 14.20 14.40 14.60 14.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120717\
Data File : BF101214.D

Acq On : 7 Dec 2017 19:19

Operator : SJ/JU

Sample - 16705-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF113017 .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... 5.07 5.2 ng 66663 1 6.84 258153 20.0
unknown6 .62 6.62 74.2 ng 957993 1 6.84 258153 20.0
Trichloroacetic a... 13.84 2.7 ng 47393 5 14.02 348277 20.0
Octacosane 14 .47 4.7 ng 81823 5 14.02 348277 20.0
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