LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020719\
Data File : BF112449.D

Aca On > 7 Feb 2019 20:16

Operator : JU/SJ

Sample : K1385-06

Misc :

ALS Vial : 19 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-BF012519.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 2.128 3 7 22 rVB 119212 176744 4.02% 0.506%
2 4.440 396 400 408 rBV 38957 57065 1.30% 0.163%
3 5.063 502 506 518 rBV 121909 182270 4.15% 0.522%
4 5.475 572 576 595 rBVY 3610005 3594630 81.81% 10.292%
5 6.486 743 748 765 rBY 3403154 3920011 89.21% 11.224%
6 6.610 765 769 778 rVV 4077582 3973182 90.42% 11.376%
7 6.834 803 807 815 rBV 859776 763110 17.37% 2.185%
8 6.992 829 834 837 rBVY 3279888 3100179 70.55% 8.877%
9 7.398 898 903 906 rBY 2475874 2310616 52.59% 6.616%
10 8.116 1021 1025 1038 rBV 979487 952957 21.69% 2.729%

11 9.186 1202 1207 1211 rBV 4416669 4394057 100.00% 12.581%
12 9.580 1270 1274 1284 rBV 216840 203269 4.63% 0.582%
13 9.869 1319 1323 1337 rVB 1201029 1069320 24.34% 3.062%
14 10.663 1454 1458 1473 rBV 2737026 2590010 58.94% 7.416%
15 11.357 1572 1576 1585 rBV 1083252 1018506 23.18% 2.916%

16 11.880 1659 1665 1673 rBv3 151985 212325 4._.83% 0.608%

17 12.574 1780 1783 1788 rBV 40354 46537 1.06% 0.133%
18 12.663 1795 1798 1804 rBvV4 44859 57380 1.31% 0.164%
19 12.739 1808 1811 1816 rVB 91977 93027 2.12% 0.266%

20 12.939 1840 1845 1848 rBV 4035112 3536142 80.48% 10.125%

21 13.410 1920 1925 1931 rBV 436300 438780 9.99% 1.256%
22 13.827 1991 1996 2003 rBV 151162 198329 4_.51% 0.568%
23 14.004 2022 2026 2033 rVB 831247 839225 19.10% 2.403%
24 14.451 2098 2102 2107 rBV 63302 68977 1.57% 0.198%
25 14.751 2148 2153 2158 rBV3 73486 100035 2.28% 0.286%

26 14.833 2164 2167 2170 rVB 74042 72757 1.66% 0.208%

27 15.086 2206 2210 2214 rVB 75422 85021 1.93% 0.243%

28 15.474 2270 2276 2284 rBV 532362 809566 18.42% 2.318%

29 15.886 2343 2346 2352 rVB 44678 60817 1.38% 0.174%
Sum of corrected areas: 34924844
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020719\
Data File : BF112449.D

Aca On > 7 Feb 2019 20:16

Operator : JU/SJ

Sample - K1385-06

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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: BF112449.D

6.61
4000000

5.47

6.49 6.99

3000000
7.40

2000000

1000000 6.83

213 4.44 5% L U J\ | L

o~———T—— 77 T T T T T T N B e e s e e e e B S s s s s e s B

T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF112449.D

4000000

3000000 10.66

2000000

9.87
8.12 11.36

1000000
t 5 . 11,83 12@@@4_}1
|

T
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: BF112449.D

4000000

3000000

2000000

1000000 14.00
15.47

13.83 14.45 1418583 15.09 15.89
e e \.

Ol e e e ey

I
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

T
18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020719\
Data File : BF112449.D

Aca On > 7 Feb 2019 20:16

Operator : JU/SJ

Sample - K1385-06

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Butane, 2-methoxy-2-methyl- Concentration Rank 6

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

2.13 4.63 ng 176744 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 43
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 25
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 23
5 3-Hexanol, 2-methyl- 116 C7H160 000617-29-8 16

Abundance Scan 7 (2.128 min): BF112449.D (-3) (-) m/z 73.05 100.00%
73
5000 43
55 87 RS UL A I I
27| | | 2.20 2.30 2.40 2.50
) X N o I N m/z 43.05 37.73%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 RS UL I L I
43 2.20 2.30 2.40 2.50
55 87 m/z 87.05 25.32%
0 ?9 35 ] | 67 ||, 80
LRELS IR SR SR S SURILIL SURLI SURLEL I SULIL UL B
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
73
no g 87 1220 230 240 250
5000 m/z 55.05 23.00%
29
0 ...,....,.%?.,....,....,....,....,..??,....,....,..??,...
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #1995: Silane, tetramethyl- AR e e R
73 2.20 2.30 2.40 2.50
m/z 41.05 13.74%
5000
43
oL 2 15 29 36 || 5359 e6 | 88
m/z--> 0 10 20 30 40 50 60 70 80 90 100 2.20 2.30 2.40 2.50

8270-BF012519.M Mon Feb 11 11:12:17 2019 Page: 3



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020719\
Data File : BF112449.D

Aca On > 7 Feb 2019 20:16

Operator : JU/SJ

Sample - K1385-06

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.06 4.78 ng 182270 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 505 (5.057 min): BF112449.D (-502) (-) m/z 43.00 100.00%
43
59
5000
101
480 5.00 5.20 5.40
0...,....,....,....','!:..‘?.1.!.l,....,....,53.3..,...:,|....,....,....,....,...., m/z 59.10 54.18%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AN UL LR A A
480 5.00 5.20 5.40
59 101 m/z 101.10 21.10%
0 235 | o1 | o e
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4035: 2,3-Butanedione, monooxime
43
480 5.00 520 540
5000 m/z 58.10 14.74%
101
15 58
28 60 84 |
S ) R R SN AN AL RRARA RAREA AN AARAN LALA RALRS ARSI RARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester R L RAANE REans
59 4.80 5.00 5.20 5.40
m/z 41.10 8.87%
5000 41
68
0 150 . 126 147
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020719\
Data File : BF112449.D

Aca On > 7 Feb 2019 20:16

Operator : JU/SJ

Sample - K1385-06

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 unknown6.61 Concentration Rank 1

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

6.61 104.13 ng 3973180 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 Xenon 132 Xe 007440-63-3 9
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 9

Abundance Scan 769 (6.610 min): BF112449.D (-765) (-) m/z 132.00 100.00%
32
5000 68
6 TTTTTTT T T T T T T T
40 54 62 | 75 104 6.20 6.40 6.60 6.80 7.00
o....,...:l'!..“ﬁ:.'..,....l,....,..5.‘?,..!.,....,.1.1?.,....,-'...,.. m/z 68.10 40.47%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 A L
5000 R IR UL UL I
6.0 6.40 6.60 6.80 7.00
31 78 m/z 134.00 33.27%
38 44
OH'WL“ww!“JL'w'“!V'“l“'w'“'w'“ ASSRASS BERB RN
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14560: Xenon
132
620 640 6.60 6.80 7.00
5000 m/z 66.10 27.11%
66
o ! 126
RS R RS ARRRS AR AN AR RAS RARES SRS BRSNS BARRE BN
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine e R ,\. T
132 6.20 6.40 6.60 6.80 7.00
o7 m/z 69.05 17.18%
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 6.0 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020719\
Data File : BF112449.D

Aca On > 7 Feb 2019 20:16

Operator : JU/SJ

Sample - K1385-06

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 7
R.T. EstConc Area Relative to ISTD R.T.
11.88 4_.17 ng 212325 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 80
4 n-Decanoic acid 172 C10H2002 000334-48-5 62
5 Tetradecanoic acid 228 C14H2802 000544-63-8 62
Abundance Scan 1665 (11.880 min): BF112449.D (-1659) (-) m/z 73.00 100.00%
43 60 73
5000
129
v 185 213 R N SUNIL IR SRR
8 LIS | g 157 g | L, 256 11.60 11.80 12.00 12.20
o} m/z 60.00 86.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73

%

5000 129

ey

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid

11.60 11.80 12.00 12.20
m/z 43.10 85.56%

213
143 157171 185 199

o
S
~
®

43 S DL o o i e e
11.60 11.80 12.00 12.20

5000 - 129 m/z 41.10 78.22%

A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

143 157 214

0 L/\—wq
Abundance #95855: Pentadecanoic acid B R o
43 60 73 11.60 11.80 12.00 12.20
m/z 55.10 75.51%
5000 129

:

29
\\

o

T T T T
11.60 11.80 12.00 12.20

—r ‘l‘;‘ : I\\lul‘ Eaa
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020719\
Data File : BF112449.D

Aca On > 7 Feb 2019 20:16

Operator : JU/SJ

Sample - K1385-06

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Butyl citrate Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.74 2.22 ng 93027 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butvl citrate 360 C18H3207 000077-94-1 91
2 Adipic acid. butvl 2.4-dimethvip... 300 C17H3204 1000349-77-7 72
3 Adipic acid. 2-ethvlcvclohexvl i1... 312 C18H3204 1000324-22-5 72
4 Adipic acid. 2.4-dimethvlpent-3-... 300 C17H3204 1000349-77-6 64
5 O-Methyl-DL-serine, N-dimethylam... 230 C11H22N203 1000375-99-5 64
Abundance Scan 1811 (12.739 min): BF112449.D (-1808) (-) m/z 185.10 100.00%
129 185
5000
57 DN | Y N
3§ \ g7 M| 147 3 299 12.40 12.60 12.80 13.00
o O N Y D . m/z 129.00 88.25%
m/z--> 50 100 150 200 250 300 350
Abundance #190469: Butyl citrate
185
129
5000
12.40 12.60 12.80 13.00
41 259 m/z 57.10 26.47%
|| Jeo 87 M| 187 213231 287 361
0.'.'.‘,‘...".,'.'.I'.'l'....l....li... e
m/z--> 50 100 150 200 250 300 350
Abundance #144708: Adipic acid, butyl 2,4-dimethylpent-3-yl ester
129 185
12.40 12,60 12.80 13.00
5000 m/z 41.10 23.95%
111
57 a3
R A A - S
m/z--> 50 100 150 200 250 300 350
Abundance #154620: Adipic acid, 2-ethylcyclohexyl isobutyl ester A R E R
129 12.40 12.60 12.80 13.00
m/z 111.00 15.62%
5000 185
g M
203
das, Syl | g (PP m
m/z--> 50 100 150 200 250 300 350 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020719\
Data File : BF112449.D

Aca On > 7 Feb 2019 20:16

Operator : JU/SJ

Sample - K1385-06

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 9-Octadecenamide, (Z)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.41 10.46 ng 438780 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO0 000301-02-0 95
2 Octanamide 143 C8H17NO 000629-01-6 59
3 Tetradecanamide 227 C14H29NO 000638-58-4 50
4 4-Cvclohexvlbutvramide 169 C10H19NO 004441-62-7 45
5 Butanamide, 3-methyl- 101 C5H11NO 000541-46-8 43
Abundance Scan 1925 (13.410 min): BF112449.D (-1920) (-) m/z 59.10 100.00%
50
5000 a1
83 98112126, 4, 1300 1320 1340 1360 1380
o 154168 184198 221 238 264 281 n/z 72.10 69 12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #128445: 9-Octadecenamide, (2)-
50
5000 41 U BRI AR B
1300 13.20 13.40 13.60 13.80
81 m/z 55.05 38.92%
) 2 DB 112126140154 170184108 221 238 264 281
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #20317: Octanamide
50
13.00 13.20 13.40 13.60 13.80
5000 m/z 41.10 37 .60%
44 86
Al T -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83610: Tetradecanamide T T
50 13.00 13.20 13.40 13.60 13.80
m/z 43.05 26.92%
5000
43 97 227
128
S T O el - o M [ PSS e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1300 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020719\
Data File : BF112449.D

Aca On > 7 Feb 2019 20:16

Operator : JU/SJ

Sample - K1385-06

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 8 Cyclotridecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.83 4.73 ng 198329 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotridecane 182 C13H26 000295-02-3 95
2 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 93
3 Dichloroacetic acid. heptadecvl ... 366 C19H36C1202 1000282-98-2 91
4 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 91
5 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 91
Abundance Scan 1996 (13.827 min): BF112449.D (-1991) (-) m/z 57.05 100.00%
57
83
41
5000
RN BRI SO B B
127 153 182 281 13.60 13.80 14.00 14.20
 N— 207_230 m/z 43.10 87.89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #47268: Cyclotridecane
41
69
5000 97 R BRI SO S B
13.60 13.80 14.00 14.20
) m/z 55.10 70.97%
125 154 182
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #164113: Trifluoroacetic acid, pentadecy! ester
57
) 83 R BRI SO SN B
13.60 13.80 14.00 14.20
5000 m/z 83.05 70.01%
o 2 154 182 210 937 255 306
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #194133: Dichloroacetic acid, heptadecyl ester L
13.60 13.80 14.00 14.20
m/z 97.05 68.25%
4
B /)\"./JWW
o 154169 191 210 238 265 295
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020719\
Data File : BF112449.D

Aca On > 7 Feb 2019 20:16

Operator : JU/SJ

Sample - K1385-06

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library
TIC Integrati

- C:\DATABASE\NIST11.L
on Parameters: LSCINT.P

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Concentration Rank 8

Peak Number
R.T. EstC
14.75 2.4
Hit# of 5

1 Eicosane

2 Hexacosane

3 Heneicosan
4 Eicosane.

9 Eicosane

onc Area Relative to ISTD R.T.
7 ng 100035 Perylene-d12 15.47
Tentative ID MW  MolForm CAS# Qual
282 C20H42 000112-95-8 97
366 C26H54 000630-01-3 91
e 296 C21H44 000629-94-7 90
10-methvl- 296 C21H44 054833-23-7 87
394 C28H58 000630-02-4 87

5 Octacosane

Abundance Scan 2153 (14.751 min): BF112449.D (-2148) (-) m/z 57.10 100.00%
57
5000
113 R R
33155 183 215 239 265 14.40 14.60 14.80 15.00
0 m/z 71.05 75.80%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85
5000 LA L L L L L B
14.40 14.60 14.80 15.00
m/z 43.10 71.79%
29 13 141
ol ) || [, 19 197 225 253 282
ey .. . ..., B e AL e e
m/z--> 50 100 150 200 250 300 350
Abundance #194494:; Hexacosane
57
R e e N REERE
14.40 14.60 14.80 15.00
5000 o m/z 85.10 56.08%
113
L e e B — T
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane B e e
57 14.40 14.60 14.80 15.00
m/z 55.10 24 . 79%
85
5000
29 113
oL DL a6 07 a5 gss o
N B o o e e e e e I A B e e LI B B e o o R e e N REERE
m/z--> 50 100 150 200 250 300 350 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020719\
Data File : BF112449.D

Aca On > 7 Feb 2019 20:16

Operator : JU/SJ

Sample - K1385-06

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Triacontane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.09 2.10 ng 85021 Perylene-di12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 91
2 Heneicosane. 11-(1-ethvlpropvl)- 366 C26H54 055282-11-6 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Tridecanol. 2-ethvl-2-methvl- 242 C16H340 1000115-66-1 90
5 Docosane 310 C22H46 000629-97-0 90
Abundance Scan 2211 (15.092 min): BF112449.D (-2206) (-) m/z 57.10 100.00%
57
5000
' 14.80 15.00 15.20 15.40
okl m/z 71.10 67.97%
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57
5000 85 LRI UL B UL UL
mmmmmmmm
113 m/z 43.10 50.63%
o2 | d 14 169 197 205 253 281 309 337 365 393 422
m/z--> §o 100 1éo 260 250 360 3%0 460
Abundance #194508: Heneicosane, 11-(1-ethylpropyl)-
43
71 14.80 15.00 15,20 15.40
5000 m/z 85.10 47 .27%
9
ol d L 157 195 183 225 253 295 337
m/z--> §o 160 1éo 260 2éo 360 3%0 460
Abundance #141426: Heneicosane AR EEREE RS
57 14.80 15.00 15.20 15.40
m/z 55.05 31.15%
85
5000
29 113
oL L. | |, [ | 141 169 197 225 253 296
m/z--> 5'0 100 1&'30 2(')0 25'30 3(')0 3%0 4(')0 14|80 15. 00 15. 20 15. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF020719\
Data File : BF112449.D

Acq On > 7 Feb 2019 20:16

Operator : JU/SJ

Sample - K1385-06

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012519_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]
Butane, 2-methoxy... 2.13 4.6 ng 176744 1 6.83 763110 20.0
2-Pentanone, 4-hy... 5.06 4.8 ng 182270 1 6.83 763110 20.0
unknown6 .61 6.61 104.1 ng 3973180 1 6.83 763110 20.0
n-Hexadecanoic acid 11.88 4.2 ng 212325 4 11.36 1018510 20.0
Butyl citrate 12.74 2.2 ng 93027 5 14.00 839225 20.0
9-Octadecenamide, ... 13.41 10.5 ng 438780 5 14.00 839225 20.0
Cyclotridecane 13.83 4.7 ng 198329 5 14.00 839225 20.0
Eicosane 14.75 2.5 ng 100035 6 15.47 809566 20.0
Triacontane 15.09 2.1 ng 85021 6 15.47 809566 20.0
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