LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF022819\

Data File : BF112781.D

Aca On : 1 Mar 2019 00:27 Instrument :

Operator : JU/SJ E?Afs el
- _ lentosampleld :

3?22Ie : K1651-04 AN

ALS Vial : 17 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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF022719.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 2.987 150 153 163 rBv2 36143 63753 1.10% 0.229%
2 3.269 194 201 210 rBvV 69684 135260 2.34% 0.486%
3 4.275 364 372 376 rBY 3710032 5624531 97.45% 20.218%
4 4.940 476 485 488 rBVY 3523432 5771598 100.00% 20.747%
5 5.340 549 553 557 rBV 59960 61903 1.07% 0.223%
6 6.363 723 727 738 rBV 661023 551137 9.55% 1.981%
7 6.504 748 751 758 rVB 138144 115506 2.00% 0.415%
8 6.740 788 791 795 rBV 684217 544920 9.44% 1.959%
9 6.898 814 818 821 rBVY 1941716 1537255 26.63% 5.526%
10 7.057 842 845 849 rBV 107609 83154 1.44% 0.299%

11 7.298 882 886 889 rBV 1427393 1191539 20.64% 4.283%
12 8.022 1006 1009 1018 rBV 828174 715078 12.39% 2.570%
13 9.098 1188 1192 1202 rBV 2802044 2339405 40.53% 8.409%
14 9.222 1210 1213 1225 rVB 194416 167418 2.90% 0.602%
15 9.486 1256 1258 1265 rBV 127229 117741 2.04% 0.423%

16 9.769 1303 1306 1314 rBV 855281 796213 13.80% 2.862%
17 11.245 1554 1557 1560 rBV 914732 801358 13.88% 2.881%
18 11.322 1567 1570 1573 rVB 85888 72341 1.25% 0.260%
19 12.298 1733 1736 1741 rBV 254853 240648 4_.17% 0.865%
20 12.451 1759 1762 1766 rBV 292310 256865 4._.45% 0.923%

21 12.680 1796 1801 1803 rBV 260278 274091 4._.75% 0.985%
22 12.827 1822 1826 1830 rVB 2474887 2148512 37.23% 7.723%
23 13.074 1865 1868 1871 rVB 71299 66057 1.14% 0.237%
24 13.733 1976 1980 1984 rBV2 299369 366958 6.36% 1.319%
25 13.869 1996 2003 2006 rBV2 693328 783493 13.57% 2.816%

26 13.898 2006 2008 2011 rVB 200184 156715 2.72% 0.563%
27 14.057 2032 2035 2038 rBV 135022 128623 2.23% 0.462%
28 14.363 2084 2087 2092 rBV 260280 224435 3.89% 0.807%
29 14.657 2134 2137 2141 rVB 234542 234615 4._.06% 0.843%
30 14.880 2171 2175 2178 rBV 76211 106545 1.85% 0.383%

31 14.980 2188 2192 2202 rVB 320585 423139 7.33% 1.521%
32 15.280 2238 2243 2248 rVV 515970 639040 11.07% 2.297%
33 15.333 2248 2252 2261 rVB 205896 274232 4._.75% 0.986%
34 15.521 2280 2284 2289 rVB 119365 158742 2.75% 0.571%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112781.D

Aca On : 1 Mar 2019 00:27

Operator : JU/SJ

Sample : K1651-04

Misc :

ALS Vial : 17 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 :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 15.745 2317 2322 2325 rBV 195284 282392 4._.89% 1.015%
36 15.786 2325 2329 2340 rVB2 113322 204920 3.55% 0.737%
37 16.215 2398 2402 2413 rVB 88852 159130 2.76% 0.572%

Sum of corrected areas: 27819262
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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:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\

BF112781.D
1 Mar 2019 00:27
JussJ
K1651-04
17 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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13.87

1373890 06

15.28
14.98

14.36 14.66 {%
14.8 '335521%599 16.22

Time-->

1
13.50

15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112781.D

Aca On : 1 Mar 2019 00:27

Operator : JU/SJ

Sample : K1651-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 3-Penten-2-one, (E)- Concentration Rank 19

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

2.99 2.34 ng 63753 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. (E)- 84 C5H80 003102-33-8 83
2 2-Pentene. 4-methvl- 84 C6H12 004461-48-7 53
3 1-Butene. 2.3-dimethvl- 84 C6H12 000563-78-0 53
4 2-Pentene. 4-methvl-. (E)- 84 C6H12 000674-76-0 52
5 3-Penten-2-one 84 C5H80 000625-33-2 50

Abundance Scan 154 (2.993 min): BF112781.D (-150) (-) m/z 69.00 100.00%
41 69
5000
84
| o5 750 250 300 320 340
S IARA] A At St AR A MARAY Bt Al At Mt s I A B A I m/z 41.00 86.51%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1417: 3-Penten-2-one, (E)-
41
5000
260 2.80 3.00 3.20 3.40
15 84 m/z 39.00 42 _.15%
. .31 30| 50 .
BARAARES AL UL SRR NARAA AR KRASYRRRAN AARAN SRAI RARR BARR NRESLRAENRARAN ARRA RARSI SUESLRRRSARALY
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1483: 2-Pentene, 4-methyl-
a 69
2.60 2.80 3.00 3.20 3.40
5000 m/z 43.00 41 _56%
7 84
2 s a1 37/, 517 e16s, | 7377
miz--> L T e ™
Abundance #1496: 1-Butene, 2,3-dimethyl- S BBAmasams SELESVEECARS
4 69 2.60 2.80 3.00 3.20 3.40
m/z 83.95 35.28%
5000
84
15 2\7‘ 37| || 51\5\5 6165 |,
m/z--> 0 5 1|01|52|02|53|03|540455|05|56|06|57|O758|08|59|0 ' 260 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112781.D

Aca On : 1 Mar 2019 00:27

Operator : JU/SJ

Sample : K1651-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 4-Penten-2-one, 4-methyl- Concentration Rank 14

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

3.27 4.96 ng 135260 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 86
2 5-Hexen-2-one 98 C6H100 000109-49-9 35
3 4-Hexen-2-one 98 C6H100 025659-22-7 9
4 2-Pentanone. 3-methvlene- 98 C6H100 004359-77-7 9
5 4-Penten-2-one, 3-methyl- 98 C6H100 000758-87-2 9

Abundance Scan 201 (3.269 min): BF112781.D (-194) (-) m/z 42.95 100.00%
43
5000
83 N 250 aun 2 R0
55 3.00 3.20 3.40 3.60
et 40| %% m/z 83.00 13.09%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3224: 4-Penten-2-one, 4-methyl-
a3
5000 TTTTTTTTTTT T T T T T T T T T

3.00 3.20 3.40 3.60
m/z 39.00 9.95%

83
37, | 49 55 63 69 77 | 91 98

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3152: 5-Hexen-2-one
43
3.00 3.20 3.40 3.60
5000 m/z 54.90 6.72%
. 27 55
\ 11 371, 49 ‘\ 65 71 77 83 98
L o o L B e o o ELALAL I a e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3153: 4-Hexen-2-one
43 3.00 3.20 3.40 3.60
m/z 40.95 4.68%
5000
98
29 55
T 37, | 49 | 63 e9 77 83
L o o e LA B I o O o e IR e
m/z--> 10 20 30 40 50 60 70 80 90 100 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112781.D

Aca On : 1 Mar 2019 00:27

Operator : JU/SJ

Sample : K1651-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 3 3-Penten-2-one, 4-methyl- Concentration Rank 2

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

4.28 206.44 ng 5624530 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 90
4 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 86
5 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 80

Abundance Scan 373 (4.281 min): BF112781.D (-364) (-) m/z 83.00 100.00%
55 83
5000 43 98
400 420 440 460
...,....,....,..?7:|i':..‘.‘?'.|.:.?1..‘?7.,...77.,.'...,....,.... m/z 55.00 90.56%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3246: 3-Penten-2-one, 4-methyl-
55 83
5000 43 AR SR R I
98 4.00 420 4.40 4.60

m/z 42.95 38.89%

49|, 61 67 77 | 89 |
,,,,,,,,,,
m/z--> 10 40 50 60 70 80 90 100
Abundance #3157: 3-Hexen-2-one
83
55 IIIIIIIIIIIIIIIIIIIIIII
43 4.00 420 4.40 4.60
5000 m/z 98.00 36.18%
29
98
“ 37y\‘ 49 || 62 69
R B o e B A B T N R
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3404: 2-Pentene, 3,4-dimethyl-, (E)- R e
55 83 4.00 4.20 4.40 4.60
m/z 39.00 26.75%
41
5000 27 o8
15 69
m‘ 34‘\\‘ 9\ 63\‘ 7 | 91 A
,,,,,,,,,, e R
m/z--> 10 20 30 40 60 70 80 90 100 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112781.D

Aca On : 1 Mar 2019 00:27

Operator : JU/SJ

Sample : K1651-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1

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

4.94 211.83 ng 5771600 1,4-Dichlorobenzene-d4 6.74
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. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 25
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 9
4 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 9
5 Propane, l-ethoxy-2-methyl- 102 C6H140 000627-02-1 9

Abundance Scan 485 (4.940 min): BF112781.D (-476) (-) m/z 42.95 100.00%
a3
59
5000
10 460 480 500 520
...,....,....,....',':'...??.:I,...‘??....,53.3..,...:,|....,....,....,....,...., m/z 59.00 58.36Y%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
a3
5000 B SAEDE SRR NN AR
4.60 4.80 5.00 5.20
59 101 m/z 101.00 19.49%
273 | 51| &7 8 o1
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
509
460 480 500 520
5000 M m/z 58.00 15.84%
68
"'|“"|'“'l"”HlL'ﬁq'dli“"l'“'l"“l"'w""v"'lE%§|'“'%4?'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8202: Acetic acid, 1,1-dimethylethyl ester T e
43 4.60 4.80 5.00 5.20
m/z 41.00 9.21%
5000 57
"w}i|““M““M'“w““w“'J%'w“w'HWH'WH“l““v'”w“'l B SEDE SRR NN SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112781.D

Aca On : 1 Mar 2019 00:27

Operator : JU/SJ

Sample : K1651-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 unknown6.50 Concentration Rank 15

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

6.50 4.24 ng 115506 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 N-(-phenvlisopropvDbenzaldimine 223 C16H17N 1000379-01-3 10
4 5-Aminoindole 132 C8H8N2 005192-03-0 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 750 (6.498 min): BF112781.D (-748) (-) m/z 132.00 100.00%
132
5000 68
42 54 9|6 620 6.40 6.60 6.80
A m/z 68.00 46.37%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
5000 AR LA L S
6.20 6.40 6.60 6.80
33 44 o 105 m/z 134.00 32.53%
"'|'|I“"'Gﬁ"t'ﬁo""||Jh%%ﬁ "'kl T S SRR
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
620 6.40 6.60 6.80
5000 67 m/z 66.00 30.56%
41 97
53
AR B
||||“i“||“|‘||‘|“l‘|‘|“|‘||‘|‘i|||||“|||H||||||||||||||||||||||||
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #80319: N-(-phenylisopropyl)benzaldimine e e A e
132 6.20 6.40 6.60 6.80
m/z 69.00 19.65%
5000
105
91 ‘
39 51 65 77 | | 117 | 145 165 180 208 222
m/z--> 40 60 80 100 120 140 160 180 200 220 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112781.D

Aca On : 1 Mar 2019 00:27

Operator : JU/SJ

Sample : K1651-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 7 2-Cyclohexen-1-one, 3-methyl- Concentration Rank 18

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

7.06 3.05 ng 83154 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Cvclohexen-1-one. 3-methvl- 110 C7H100 001193-18-6 91
2 1H-Pvrazole. 3-methvl- 82 C4H6N2 001453-58-3 59
3 Azeleonitrile 150 C9H14N2 001675-69-0 56
4 1H-Imidazole. 4-methvl- 82 C4H6N2 000822-36-6 42
5 1"-Hydroxy-4,3"-dimethyl-bicyclo... 220 C14H2002 1000189-12-5 39

Abundance Scan 845 (7.057 min): BF112781.D (-842) (-) m/z 82.00 100.00%
¥
5000
39 54 110 X
67 o 680 7.00 7.0 7.40
SN VNSNS WSRO0 RS NN— - R m/z 110.00 35.52%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #5847: 2-Cyclohexen-1-one, 3-methyl-
¥
5000 ""I"N R R B
39 54 110 6.80 7.00 7.20 7.40
m/z 54.00 31.73%
i .k.. .J. . 95 .
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #1148: 1H-Pyrazole, 3-methyl-
8
" 680 7.00 7.0 7.40
5000 m/z 39.00 30.04%
54
42
'WH'W“M\““N““Wu'vfn““l““V'HVHW'“W“'W““V'“V“W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #24564: Azeleonitrile
a1 8 6.80 7.00 7.20 7.40
m/z 53.00 9.73%
55 o
5000 110
96
15 M | N 121 132 151
m/z--> 10 20 30 40 5'0 60 7'0 8|0 90 100 110 12'0 130 140 1&1;0 ' 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112781.D

Aca On : 1 Mar 2019 00:27

Operator : JU/SJ

Sample : K1651-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022719.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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 16

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

9.22 4.21 ng 167418 Acenaphthene-d10 9.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.7.9-Tetramethvl-5-decvn-4.7-... 226 C14H2602 000126-86-3 90
2 Pvridine. 2-butvl-. 1-oxide 151 C9H13NO 031396-32-4 59
3 Metacetamol 151 C8HONO2 000621-42-1 58
4 m-l1sopropoxvaniline 151 C9H13NO 041406-00-2 42
5 Pyridine, 3-butyl-, 1-oxide 151 C9H13NO 031396-33-5 36

Abundance Scan 1213 (9.222 min): BF112781.D (-1210) (-) m/z 42.95 100.00%
43
109
5000 151 L\
57 69 85 8.80 9.00 9.20 9.40 9.60
123 : : : : :
el e 13 | e 0600 68, 87
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43 109
151
i
5000 [T T T T
8.80 9.00 9.20 9.40 9.60
57 69 85 m/z 151.10 41.50%
169
s Bl e b | P e o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24972: Pyridine, 2-butyl-, 1-oxide
109
8.80 9.00 9.20 9.40 9.60
5000 151 m/z 41.00 18.03%
93 122
32 79 | ‘ 134
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24779: Metacetamol T e
109 8.80 9.00 9.20 9.40 9.60

m/z 69.00 13.35%

5000 151
43

80
15 27 54 65 | 91 | 122135 |

m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112781.D

Aca On : 1 Mar 2019 00:27

Operator : JU/SJ

Sample : K1651-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 9 n-Nonadecanol-1 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.30 6.01 ng 240648 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 91
2 1-Heptadecene 238 C17H34 006765-39-5 91
3 Pentafluoropropionic acid. tride... 346 C16H27F502 959261-22-4 91
4 4-Heptafluorobutvrvloxvhexadecane 438 C20H33F702 1000282-97-2 91
5 1-Heneicosanol 312 C21H440 015594-90-8 91
Abundance Scan 1736 (12.298 min): BF112781.D (-1733) (-) m/z 57.00 100.00%
47 83
4
5000
RN BN R
140 168 189206 12.00 12.20 12.40 12.60
e m/z 55.00 98.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131391: n-Nonadecanol-1
5
5000 RN BRI B
12.00 12.20 12.40 12.60
29 m/z 43.00 89.20%
1L 139 168 106 238 266
m/z--> 25 40 éo 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #92567: 1-Heptadecene
97 83
41 RN BRI
12.00 12.20 12.40 12.60
5000 m/z 83.10 86.85%
15 || |l 140 168 194210 238
m/z--> 25 45 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #180910: Pentafluoropropionic acid, tridecyl ester R B
43 12.00 12.20 12.40 12.60
69 m/z 69.00 78.50%
..wgéu‘:. 137134 182555 227 328 SR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112781.D

Aca On : 1 Mar 2019 00:27

Operator : JU/SJ

Sample : K1651-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 10 Behenic alcohol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.73 9.37 ng 366958 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 95
2 Dichloroacetic acid. heptadecvl ... 366 C19H36CI1202 1000282-98-2 95
3 n-Nonadecanol-1 284 C19H400 001454-84-8 95
4 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 94
5 Bromoacetic acid, hexadecyl ester 362 C18H35Bro02 005454-48-8 94
Abundance Scan 1979 (13.727 min): BF112781.D (-1976) (-) m/z 57.00 100.00%

g7

83

5000

E

13.40 13.60 13.80 14.00
m/z 43.00 93.44%

126 153169 195213

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #166292: Behenic alcohol

.

5000 TT [T T T T [T T I T[T T T T [TTTT]
13.40 13.60 13.80 14.00
29 m/z 55.00 89.31%
139
Tl 167182 210 238 264280 308
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #194133: Dichloroacetic acid, heptadecy! ester
7 8
e e R B R
4 13.40 13.60 13.80 14.00
5000 m/z 83.00 79.39%

1p6 154169 191 210 238 ogp

295

:

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131391: n-Nonadecanol-1 e e et
55 13.40 13.60 13.80 14.00
m/z 97.05 76.37%
5000
29
Il 182 210 238 266
 BAaasasazany T P e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112781.D

Aca On : 1 Mar 2019 00:27

Operator : JU/SJ

Sample : K1651-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 11 Tetracosane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14 .06 3.28 ng 128623 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 76
2 Heptadecane 240 C17H36 000629-78-7 74
3 Heneicosane 296 C21H44 000629-94-7 74
4 Hentriacontane 437 C31H64 000630-04-6 74
5 Hexacosane 366 C26H54 000630-01-3 74
Abundance Scan 2036 (14.063 min): BF112781.D (-2032) (-) m/z 57.00 100.00%
57
5000 85 \
} 2 ' 13.80 14.00 14.20 1440
155 183 : : : :
Obrrrrrheedh ..h.,!-..!l.... .-'.1..3,7...1.,..-..,....,...:l,....,...2?5.‘..??.2].. e M/z 71.00  68.66%
m/z--> 20 40 60 80 100120140160180200220240260280300320340
Abundance #175557: Tetracosane
57
5000 85 V\—T-J‘Ld-h'-“-ﬂﬁ—-.ﬁj- T
Bmmmmmmm
29 m/z 43.00 65.82%
113
. I I | 777,141 169 197 225 253 281 309 338
m/z--> 25 45 60 85 1601201501é0180200220240260280300320340
Abundance #94346: Heptadecane
57
g5 ' 13.80 14.00 14.20 1440
5000 m/z 85.00 49.71%
29
‘ J | 113.\141 169 197 240
m/z--> 2'0 4'0 6|0 8|0 1(')0 120 14'10 1('30 180 200 220 240 260 280 3(')0 350 34'10
Abundance #141426: Heneicosane T A
57 13.80 14.00 14.20 14.40
m/z 55.00 26.18%
85
29 113
UL ) 14 169 197 225 253 296
m/z--> 2'0 4'0 6|O 80 1(')0 120 140 160 180 200 220 240 260 280 300 350 34'10 13. 80 14. 00 14. 20 14. 40

8270-BF022719.M Fri Mar 01 17:01:48 2019 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112781.D

Aca On : 1 Mar 2019 00:27

Operator : JU/SJ

Sample : K1651-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 14 Octadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.98 13.24 ng 423139 Perylene-di12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 96
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 90
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 87
Abundance Scan 2192 (14.980 min): BF112781.D (-2188) (-) m/z 57.00 100.00%
57
5000 85
1) 1™ 101 reaamooor s P2 e 1460 1450 1500 1520
Ol A b L T d64 183201 228 2 m/z 71.00 67.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #105885: Octadecane
57
5000 85 AR S UG R
14 60 14. 80 15. 00 15.20
29 m/z 43.00 57.33%
N |13 141 169 107 g5 254
m/z--> 25 45 60 85 160120150160180200220240260280360350350
Abundance #141426: Heneicosane
57
o 14,60 14.80 15.00 15.20
5000 m/z 85.00 49 .40%
29 113
UL 14 169 197 225 253 296
m/z--> 2'0 4'0 6|0 8|0 1(')0 120 14'10 1('30 180 200 220 240 260 280 300 350 34'10
Abundance #175557: Tetracosane T T
57 14.60 14.80 15.00 15.20
m/z 55.00 21.38%
5000 85
29 113
‘\ I |70 141 169 197 225 253 281 309 338
m/z--> 2'0 4'0 6|O 8|0 1(')0 120 14'10 1('30 180 200 220 240 260 280 300 320 340 14 60 14. 80 15. 00 15. 20 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112781.D

Aca On : 1 Mar 2019 00:27

Operator : JU/SJ

Sample : K1651-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 16 Octadecanal Concentration Rank 13

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

15.52 4.97 ng 158742 Perylene-d12 15.28

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Octadecanal 268 C18H360 000638-66-4 90

2 Oxirane. hexadecvl- 268 C18H360 007390-81-0 86

3 Pentadecanal- 226 C15H300 002765-11-9 86

4 Oxirane. heptadecvl- 282 C19H380 067860-04-2 86

5 Heptadecanal 254 C17H340 1000376-70-0 86
Abundance Scan 2284 (15.521 min): BF112781.D (-2280) (-) m/z 57.00 100.00%

57 82

5000

15.20 15.40 15.60 15.80
m/z 82.00 87.12%

137154171 194 222 245 268285

m/z--> 50 100 150 200 250 300 350
Abundance #117606: Octadecanal

5000

mmmmmmmm
109 m/z 43.00 83.76%

"l llﬁ7 166 194 222 2?0268

m/z--> 50 100 150 200 250 300 350
Abundance #117617: Oxirane, hexadecyl-
4 82
e AREEEEEaSEE
15.20 15.40 15.60 15.80
5000 m/z 96.00 65.60%
109
2 H{ m138“166183 208225 250268
i e
m/z--> 50 100 150 200 250 300 350
Abundance #82955: Pentadecanal- e AREEEEEaSEE
57 8 15.20 15.40 15.60 15.80
m/z 55.00 57.87%
50001 29
m/z--> 50 100 150 200 250 300 350 15 20 15. 40 15. 60 15.80

8270-BF022719.M Fri Mar 01 17:01:49 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112781.D

Aca On : 1 Mar 2019 00:27

Operator : JU/SJ

Sample : K1651-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 17 Heneicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.74 8.84 ng 282392 Perylene-di12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 90
3 Eicosane 282 C20H42 000112-95-8 90
4 Docosane 310 C22H46 000629-97-0 87
5 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 87
Abundance Scan 2321 (15.739 min): BF112781.D (-2317) (-) m/z 57.00 100.00%
57
5000 85
ULd ) g™ i e s 20 oo ass 15140 1560 1520 16100
S 0 60 S0 50 S SN o . SO A B ZUS S m/z 71.00 62.80%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 L DR SR B UM
15.40 15. 60 15. 80 16.00
m/z 43.00 55.02%
29 113
J | L i 1] | 141,169 197 225 253 296
m/z--> §o 100 1%0 260 250 360 3%0
Abundance #194493: Hexacosane
57
15.40 15.60 15.80 16.00
5000 85 m/z 85.00 46 .81%
i i I i 111}34 141 169 197 225 253 295 323 367
m/z--> §o 100 150 260 2%0 300 3%0
Abundance #129490: Eicosane e B B T e
57 15.40 15.60 15.80 16.00
m/z 55.00 20.59%
85
5000
113
2, i || M 169 107 205 53 282
m/z--> 5'0 1(')0 1&1;0 2(')0 251;0 3(')0 3&1;0 15'40 15. 60 15. 80 16. 00 '

8270-BF022719.M Fri Mar 01 17:01:50 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112781.D

Aca On : 1 Mar 2019 00:27

Operator : JU/SJ

Sample : K1651-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 18 1-Heptacosanol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.79 6.41 ng 204920 Perylene-di12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 64
2 n-Nonadecanol-1 284 C19H400 001454-84-8 64
3 Heptacosvl pentafluoropropionate 542 C30H55F502 1000351-81-6 53
4 Acetic acid n-octadecvl ester 312 C20H4002 000822-23-1 53
5 1-Heneicosanol 312 C21H440 015594-90-8 50
Abundance Scan 2330 (15.792 min): BF112781.D (-2325) (-) m/z 83.10 100.00%
a3
55
5000 111
139, 215 264 15.40 15.60 15.80 16.00 16.20

pa R m/z 97.00 72.72%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #210517: 1-Heptacosanol

57 197

5000 L R s
1540 15. 60 1580 1600 16. 20

125 m/z 55.00 61.98%

29
f?3}81209236264292320350378

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #131391: n-Nonadecanol-1
55 83

15.40 15.60 15.80 16.00 16.20
5000 111 m/z 69.00 59 .48%

WMMBMG

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #238675: Heptacosy! pentafluoropropionate B B E e
57 15.40 15.60 15.80 16.00 16.20

m/z 43.00 46.30%

97
5000
125
29 | 153181200236264292320 350378 423 524
m/z--> 0 50 100 150 200 250 300 350 400 450 500 15. 40 15. 60 15. 80 16 00 16. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112781.D

Aca On : 1 Mar 2019 00:27

Operator : JU/SJ

Sample : K1651-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 19 Eicosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.22 4.98 ng 159130 Perylene-d12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Hentriacontane 437 C31H64 000630-04-6 90
3 Heneicosane 296 C21H44 000629-94-7 87
4 Hexacosane 366 C26H54 000630-01-3 87
5 Pentacosane 352 C25H52 000629-99-2 87
Abundance Scan 2403 (16.221 min): BF112781.D (-2398) (-) m/z 57.00 100.00%
57
5000
113 o317 210 238 276 15,00 1620 16.40 1660
...:,l l -hMﬂ--:wp-mn,..n.,....,....,...., m/z 71.05 61.59%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129492: Eicosane
57
5000 L BRI BN BRI B
85 16. oo 16 20 16. 40 16. 60
29 m/z 43.00 59.03%
L1 L) A28 142 160 197 225 253 282
m/z--> 55 160 1%0 260 250 360 3%0 460 !
Abundance #223851: Hentriacontane
57
"' 16.00 16.20 16.40 16.60
5000 m/z 85.05 53.66%
85
29 113 141
J ] I 169 197 225 253 280 309 351 379 407 436
m/z--> 55 160 1%0 260 250 360 350 460 !
Abundance #141426: Heneicosane L B e
57 16.00 16.20 16.40 16.60
m/z 55.00 21.03%
85
o }U\“WMW”WMwnujlvwwwﬁwhrM/wwh
29 113
UL L) 77,241 160 107 225 953 296
m/z--> 55 160 1%0 260 250 360 3%0 460 ! 1600 1620 1640 1660

8270-BF022719.M Fri Mar 01 17:01:51 2019 Page: 18



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF022819\
Data File : BF112781.D

Acq On : 1 Mar 2019 00:27

Operator : JU/SJ

Sample : K1651-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_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]
3-Penten-2-one, (E)- 2.99 2.3 ng 63753 1 6.74 544920 20.0
4-Penten-2-one, 4. .. 3.27 5.0 ng 135260 1 6.74 544920 20.0
3-Penten-2-one, 4. .. 4.28 206.4 ng 5624530 1 6.74 544920 20.0
2-Pentanone, 4-hy... 4.94 211.8 ng 5771600 1 6.74 544920 20.0
unknown6 .50 6.50 4.2 ng 115506 1 6.74 544920 20.0
2-Cyclohexen-1-on. .. 7.06 3.0 ng 83154 1 6.74 544920 20.0
2,4,7,9-Tetrameth. .. 9.22 4.2 ng 167418 3 9.77 796213 20.0
n-Nonadecanol-1 12.30 6.0 ng 240648 4 11.25 801358 20.0
Behenic alcohol 13.73 9.4 ng 366958 5 13.87 783493 20.0
Tetracosane 14.06 3.3 ng 128623 5 13.87 783493 20.0
Octadecane 14.98 13.2 ng 423139 6 15.28 639040 20.0
Octadecanal 15.52 5.0 ng 158742 6 15.28 639040 20.0
Heneicosane 15.74 8.8 ng 282392 6 15.28 639040 20.0
1-Heptacosanol 15.79 6.4 ng 204920 6 15.28 639040 20.0
Eicosane 16.22 5.0 ng 159130 6 15.28 639040 20.0
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