LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121719\
Data File : BF118228.D

Aca On : 17 Dec 2019 16:05

Operator :© JU

Sample : K6294-04

Misc :

ALS Vial : 5 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-BF120619 .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 2.116 3 5 26 rvB 274660 400559 10.54% 1.334%
2 5.069 502 507 516 rVB 311953 397678 10.46% 1.325%
3 5.475 572 576 590 rBVY 2417435 2275543 59.87% 7.579%
4 6.492 744 749 765 rBVY 2458987 2517818 66.25% 8.386%
5 6.628 768 772 775 rBVY 3121484 2630039 69.20% 8.760%
6 6.857 807 811 816 rBV 906921 724676 19.07% 2.414%
7 7.016 834 838 841 rBVY 2359983 2046777 53.85% 6.817%
8 7.422 902 907 910 rBVY 1648181 1504031 39.57% 5.010%
9 7.681 948 951 955 rVB 70131 61146 1.61% 0.204%
10 8.145 1026 1030 1047 rVB 1067880 986423 25.95% 3.286%

11 9.222 1209 1213 1216 rBV 3658089 3141633 82.66% 10.464%
12 9.616 1277 1280 1290 rBV 191127 180665 4._75% 0.602%
13 9.904 1325 1329 1340 rBV 1420970 1249079 32.86% 4._.160%
14 10.698 1460 1464 1478 rBV 2529707 2419220 63.65% 8.058%
15 11.398 1579 1583 1591 rBV 1524632 1367370 35.98% 4 _.554%

16 11.921 1669 1672 1688 rBV 161280 201807 5.31% 0.672%
17 12.710 1803 1806 1817 rBV2 64300 89787 2.36% 0.299%
18 12.992 1849 1854 1857 rBV 4423624 3800717 100.00% 12.659%
19 13.886 2002 2006 2018 rBV 425537 602609 15.86% 2.007%
20 14.051 2030 2034 2044 rVB 1166518 1097844 28.89%% 3.657%

21 14.204 2056 2060 2067 rBV 77943 85673 2.25% 0.285%
22 14.510 2108 2112 2122 rBV 143805 184249 4._.85% 0.614%
23 14.821 2160 2165 2169 rBV 192497 193498 5.09% 0.645%
24 15.162 2218 2223 2228 rBV 199040 239007 6.29% 0.796%
25 15.545 2282 2288 2297 rBV2 760047 1117697 29.41% 3.723%

26 15.998 2359 2365 2371 rBV 137232 222918 5.87% 0.742%

27 16.062 2371 2376 2385 rBvV4 37935 94684 2.49% 0.315%

28 16.515 2446 2453 2459 rBV3 68001 131573 3.46% 0.438%

29 17.121 2550 2556 2565 rVB5 26408 58198 1.53% 0.194%
Sum of corrected areas: 30022918
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121719\
Data File : BF118228.D

Aca On : 17 Dec 2019 16:05

Operator :© JU

Sample : K6294-04

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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: BF118228.D

4000000

6.63
3000000

5.47 6.49 7.02

2000000
7.42

1000000 6.86

12 5.07

A L .

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: BF118228.D

4000000
9.22

3000000
10.70

2000000

9.90 11.40

8.15
1000000

9.62 11.92 12.71

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: BF118228.D

4000000

3000000

2000000

14.05
1000000 15.54

13.89

1482 15.16
1420 1451 14 il /\ 168% 16.52 17.12

ottt

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\BF121719\
Data File : BF118228.D

Aca On : 17 Dec 2019 16:05

Operator :© JU

Sample : K6294-04

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 3

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

2.12 11.05 ng 400559 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2-MethvIl-5-hexen-3-ol 114 C7H140 032815-70-6 40
3 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 25
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 16

Abundance Scan 6 (2.122 min): BF118228.D (-3) (-) m/z 73.05 100.00%
3

5000

43 55 87

—

2.20 2.30 2.40 2.50
e e el e e e || M7z 43.05 31.68%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 LI L L L L B L BB BN B}
43 2.20 2.30 2.40 2.50
% 87 m/z 87.10 28.67%
29
R B o I A B o b e e S R e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7506: 2-Methyl-5-hexen-3-ol
73
55 o REE R
3 2.20 2.30 2.40 2.50
5000 4 m/z 55.10 24.82%
27 ‘
..,.1?.,...‘l‘,‘....‘ila‘..,.‘..‘.,....,‘.:..E,;%...,....,....,....,....,....
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol R e AR
73 2.20 2.30 2.40 2.50
87 m/z 41.05 12.20%
5000 41 55
29 ‘
Lo el so |, 97 w2 1x
T T T T e T e e T e T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 2.40 2.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121719\
Data File : BF118228.D

Aca On : 17 Dec 2019 16:05

Operator :© JU

Sample : K6294-04

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 5

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

5.07 10.98 ng 397678 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 72
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 507 (5.069 min): BF118228.D (-502) (-) m/z 43.00 100.00%
43
59
5000
101
51, e 8 480 5.00 5.20 5.40
SN 1 2 SV B SIS NS, m/z 59.00 60.59%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LR I UL LA UL
59 480 500 520 540
m/z 101.00 24 .56%
"'I'”'I'””?ﬁ'”ﬁ”'”I"JI"'W"'Wg?'ﬁg?'}ﬁ%"l'”'I'”'I"”I"'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4035: 2,3-Butanedione, monooxime
43
" 480 500 520 540
5000 m/z 58.00 14 .43%
101
15 58
2 M. es 84 |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester A R Ra
59 480 5.00 5.20 5.40
m/z 41.10 9.23%
5000 41
68
"'P"W"“I'”*Hﬂ'?g“l”"”l'“'I”"P"W"”I'“'IE?§P"%4?”I RN S UL
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\BF121719\
Data File : BF118228.D

Aca On : 17 Dec 2019 16:05

Operator :© JU

Sample : K6294-04

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 unknown6.63 Concentration Rank 1

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

6.63 72.59 ng 2630040 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 5-Aminoindole 132 C8H8N2 005192-03-0 16
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 772 (6.628 min): BF118228.D (-768) (-) m/z 132.00 100.00%
32
5000 o8
6 rTTTTTTTTT T T T T T T T
40 _ s | 75 104 6.20 6.40 6.60 6.80 7.00
..,....,....,...:,".'.‘.‘7.,:!..??...'....,..f.‘?,..!.,.':..,.1.1.5.,....,-'...,.. m/z 68.10 36.70%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 er SRS NRARE SRS SRS S
a1 o7 620 640 6.60 6.80 7.00
117 m/z 134.00 32.81%
79
.............?f‘..”.'...;'...ﬁ°.°.'.'::'...'.'.'.-...9.9..'...?9.5.....|.'.1.2.f‘..' [
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132
620 640 6.60 6.80 7.00
5000 m/z 66.00 24 .86%
104
66
14 27 37445158 P 7T g9 97 || 115
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 ol
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- e REAmE R EmmE A S
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 16.14%
117
5000
39 91
51
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121719\
Data File : BF118228.D

Aca On : 17 Dec 2019 16:05

Operator :© JU

Sample : K6294-04

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 10
R.T. EstConc Area Relative to ISTD R.T.
11.92 2.95 ng 201807 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tridecanoic acid 214 C13H2602 000638-53-9 86
4 Ethanone. 1-(4.5-dihydro-2-thiaz... 129 C5H7NOS 029926-41-8 30
5 Oxalic acid, allyl pentadecyl ester 340 C20H3604 1000309-24-3 11
Abundance Scan 1672 (11.921 min): BF118228.D (-1669) (-) m/z 73.00 100.00%
73
5000 129
97 213 T R e A
| | ﬂ 15 | 127171185 T o0 oss 1160 11.80 12.00 12.20
e prer e m/z 43.05 78.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078 KNWJ¥M»MW¢WJ
5000 129 "4**44¥;ﬁqurrrfTTTTﬂﬂﬂ-rr
11.60 11.80 12.00 12.20
m/z 60.00 74 .20%
llvjl 143157171185199213
m/z--> "55" 20" 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43 60 73
11'60 11.80 12.00 12.20
5000 m/z 41.10 73.47%
29
15 | A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
60 73 11.60 11.80 12.00 12.20
43 m/z 55.00 62.03%
129
5000 - -
’ 15 214
T }01 143157 ‘ 185
Il‘lll‘l‘l\l Iulml‘l\l‘l‘llu‘l;I:H‘wl |“ﬁ‘l||‘|‘|||‘||ﬁ‘|‘ S I NS FE— e
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:\SVOASRV\HPCHEMI\BNA F\DATA\BF121719\
Data File : BF118228.D

Aca On : 17 Dec 2019 16:05

Operator :© JU

Sample : K6294-04

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 5-Eicosene, (E)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

13.89 10.98 ng 602609 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 97
2 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 94
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 Behenic alcohol 326 C22H460 000661-19-8 93
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 91

Abundance Scan 2007 (13.892 min): BF118228.D (-2002) (-) m/z 57.10 100.00%

m/z--> 50 150 200 250 300 350
#127769: 5-Eicosene, (E)-

Abundance
13.60 13.80 14.00 14.20
m/z 83.05 85.15%

J ] | L139 167 106 223 252 280
e T T I e o o o o e e
m/z--> 50 100 150 200 250 300 350
Abundance #199127: Pentafluoropropionic acid, pentadecy! ester
57
83

13.60 13.80 14.00 14.20

5000

57
5000
3 139 167 210 281 13. 60 13. 80 14. 00 14 20
.:JUH '-u.'...,....,....,....,. m/z 43.05 86.45%

5000 11 m/z 55.10 79.57%
29 ‘
L N ‘h139 163182 210 237255 356
e T
m/z--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol SN . SSE S, ovE
55 13. 60 13. 80 14. 00 14. 20

m/z 69.10 77 .36%

5000
29
L ‘ \ 1‘1?9 ‘167 196 233 266 294

m/z--> 50 200 250 300 350 13. 60 13. 80 14. 00 14 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121719\
Data File : BF118228.D

Aca On : 17 Dec 2019 16:05

Operator :© JU

Sample : K6294-04

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 Heneicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14 .51 3.36 ng 184249 Chrysene-di12 14 .05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Eicosane. 2-methvl- 296 C21H44 001560-84-5 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Docosane. 1l-butvl- 366 C26H54 013475-76-8 90
5 Nonadecane, 2-methyl- 282 C20H42 001560-86-7 90

Abundance Scan 2112 (14.510 min): BF118228.D (-2108) (-) m/z 57.10 100.00%

57
85
5000

14. 20 14.40 14.60 14.80

141 169 197 267 324
— ”Jl'.','...,....,....3??...,....,... m/z 71.05 70.97%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane

85
5000 T ) T
14.20 14.40 14,60 14.80

m/z 43.10 68.18%

29
L 724 169 107 225 253 206
N e L L A L A e e e o B B B B
m/z--> 50 100 150 200 250 300 350 400
Abundance #141429: Eicosane, 2-methyl-
57

14.20 14. 40 14. 60 14.80

5000 m/z 85.10 53.08%
85
29
11, 1‘13‘141‘169 197 253 281
— T
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57 14.20 14.40 14.60 14.80
m/z 55.00 25.53%
5000 85
113 141
29 | j | 77T 169 197 225 253 281 309 337 365 393 422
P A i A e el LN AER LB e e
m/z--> 50 100 150 200 250 300 350 400 1420 1440 1460 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121719\
Data File : BF118228.D

Aca On : 17 Dec 2019 16:05

Operator :© JU

Sample : K6294-04

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 2-methyloctacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.82 3.46 ng 193498 Perylene-di12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Octadecane 254 C18H38 000593-45-3 91
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 91
Abundance Scan 2165 (14.821 min): BF118228.D (-2160) (-) m/z 57.05 100.00%
57
85
5000 \\-
—v—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—v—rv—h
| ] Ill3 11 13 211 9s3 21 14.60 14.80 15.00 15.20
SN 0 N 0 0 N e 2 m/z 71.10 74.19%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
5000 85 {”“”
14.60 14.80 15.00 15.20
113 m/z 43.10 67.97%
2?] Ll |77 242 169 197 225 267 205 365 393
m/z--> 50 100 150 200 250 300 350 '
Abundance #141426: Heneicosane
57
o 1460 14.80 15.00 15.20
5000 m/z 85.05 56.01%
29 113
UL )y i) 241 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 ' &\“N
Abundance #194493:; Hexacosane
57 14.60 14.80 15.00 15.20
m/z 55.00 26 .46%
5000 85 kwyw
290 1| M8 141 160 107 205 253 205 323 367
m/z--> 50 100 150 200 250 300 350 ' 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121719\
Data File : BF118228.D

Aca On : 17 Dec 2019 16:05

Operator :© JU

Sample : K6294-04

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 Octacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.16 4.28 ng 239007 Perylene-di12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Eicosane 282 C20H42 000112-95-8 91
Abundance Scan 2223 (15.162 min): BF118228.D (-2218) (-) m/z 57.10 100.00%
57
85
5000
| ¥ |113 141 1g3 211 s67 302 14.80 15.00 15.20 15.40
SN 0 0 0 e DO .1 - e m/z 71.10 74.11%
m/z--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane
57
5000 85
14.80 15.00 15.20 15.40
29 m/z 43.10 64 .10%
LLL ) ﬂ / 1141 169 197 225 253 281 309 337 365 394
m/z--> 55 100 150 260 250 360 3éo '
Abundance #141426: Heneicosane
57
o 14.80 15.00 15.20 15.40
5000 m/z 85.05 53.60%
29 113
UL |, M0,199 197 225 253 296
m/z--> 55 100 1%0 260 2éo 360 3éo '
Abundance #194493: Hexacosane
57 14.80 15.00 15.20 15.40
m/z 55.05 25.85%
5000 85
29 ‘ ﬂlﬁ341?1 169 197 225 253 205 323 367
m/z--> 55 100 1%0 260 2éo 300 3éo ' 1480 1500 1520 1§40 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121719\
Data File : BF118228.D

Aca On : 17 Dec 2019 16:05

Operator :© JU

Sample : K6294-04

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.M
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 10 Hexacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.00 3.99 ng 222918 Perylene-di12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 2365 (15.998 min): BF118228.D (-2359) (-) m/z 57.10 100.00%

57
85
5000

113
| ﬂdpﬁ%m3mzw 081 15160 15,80 16,00 1620 16,40

S e B SR — m/z 71.10 78.90%

m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
5|7
85

15.60 15.80 16.00 16.20 16.40
m/z 43.00 68.78%

29 113
L j ﬂ L 141,169 197 225 253 205 323 367
—— ., R e e e e e B B e B
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
5[7

15. 60 15. 80 16 00 16. 20 16.40

5000 85 m/z 85.05 61.26%
113 239
3¢ ‘} LT, 14t 169 197 267 294 323 352
T T T I T ! ! T | T T T | T ' T | T T T I | T T T | T T T T | T T
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57 15.60 15.80 16.00 16.20 16.40
m/z 55.00 27.63%
85
5000
29 113
NENE J[ I 1?1 (169 197 225 253 296

T
m/z--> 50 100 150 200 250 300 350 15. 60 15. 80 16 00 16. 20 16. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121719\
Data File : BF118228.D

Aca On : 17 Dec 2019 16:05

Operator :© JU

Sample : K6294-04

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 Triacontane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.52 2.35 ng 131573 Perylene-d12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Hentriacontane 437 C31H64 000630-04-6 90
Abundance Scan 2454 (16.521 min): BF118228.D (-2446) (-) m/z 57.05 100.00%
g7
85
5000
| dnnﬁlm o5 16.20 16.40 16.60 16.80
b L m/z 43.10 73.24%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
5000 LR UL B BN B

16.20 16.40 16.60 16.80
m/z 71.05 72.62%

141 169 197 225 267 295 365 393

m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane

%

16.20 16.40 16.60 16.80

5000 85 m/z 85.10 61.45%
29 113
DUl L L 7,141 169 197 225 253 295 323 367
e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57 16.20 16.40 16.60 16.80
m/z 55.00 25.71%
5000 85
113
29| 1 J | 141 169 197 225 253 281 309 337 365 393 422
T e e e T T e S e
m/z--> 50 100 150 200 250 300 350 400 16.20 16.40 16.60 16.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF121719\
Data File : BF118228.D

Acq On : 17 Dec 2019 16:05

Operator : JU

Sample . K6294-04

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120619_.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... 2.12 11.1 ng 400559 1 6.86 724676 20.0
2-Pentanone, 4-hy... 5.07 11.0 ng 397678 1 6.86 724676 20.0
unknown6.63 6.63 72.6 ng 2630040 1 6.86 724676 20.0
n-Hexadecanoic acid 11.92 3.0 ng 201807 4 11.40 1367370 20.0
5-Eicosene, (E)- 13.89 11.0 ng 602609 5 14.05 1097840 20.0
Heneicosane 14 .51 3.4 ng 184249 5 14.05 1097840 20.0
2-methyloctacosane 14.82 3.5 ng 193498 6 15.54 1117700 20.0
Octacosane 15.16 4.3 ng 239007 6 15.54 1117700 20.0
Hexacosane 16.00 4.0 ng 222918 6 15.54 1117700 20.0
Triacontane 16.52 2.4 ng 131573 6 15.54 1117700 20.0
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