LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111919\
Data File : BF117856.D

Aca On : 19 Nov 2019 13:48

Operator :© JU

Sample - K5865-20

Misc :

ALS Vial : 6 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-BF111319.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 2.193 11 18 24 rVB 1163717 1564317 17.25% 2.217%
2 5.134 513 518 526 rVB 938717 1254618 13.84% 1.778%
3 5.534 580 586 589 rBY 5694930 5956199 65.69% 8.441%
4 6.545 751 758 767 rBVY 5403643 6706772 73.97% 9.505%
5 6.686 777 782 785 rBY 6688936 6632850 73.16% 9.400%
6 6.916 817 821 824 rBVY 1805958 1398440 15.42% 1.982%
7 7.075 844 848 851 rBVY 6171816 5184146 57.18% 7.347%
8 7.481 911 917 920 rBVY 4362795 4230975 46.66% 5.996%
9 8.204 1036 1040 1043 rBvV 2138766 1846354 20.36% 2.617%
10 9.286 1218 1224 1227 rBV 7988460 7957210 87.76% 11.277%

11 9.674 1286 1290 1293 rBV 1000617 792123 8.74% 1.123%
12 9.963 1335 1339 1343 rBV 2522796 2275284 25.09% 3.224%
13 10.757 1469 1474 1477 rBV 5464110 5238525 57.78% 7.424%
14 11.457 1589 1593 1597 rBV 2949288 2496300 27.53% 3.538%
15 11.521 1599 1604 1608 rVB4 129688 125480 1.38% 0.178%

16 11.704 1626 1635 1641 rBV5 49921 118499 1.31% 0.168%
17 11.974 1675 1681 1685 rBV 248173 302384 3.34% 0.429%
18 12.768 1811 1816 1823 rBV 643272 792467 8.74% 1.123%
19 12.898 1835 1838 1844 rVB3 87261 100261 1.11% 0.142%
20 13.057 1859 1865 1868 rBV 8072033 9066780 100.00% 12.849%

21 13.957 2014 2018 2032 rBV2 418101 914363 10.08% 1.296%
22 14.104 2037 2043 2047 rBV 2256070 2108824 23.26% 2.989%
23 14.268 2068 2071 2073 rBV 98437 90733 1.00% 0.129%
24 14.574 2120 2123 2125 rBV 160649 138836 1.53% 0.197%
25 14.892 2174 2177 2181 rVB 268215 259664 2.86% 0.368%

26 15.245 2233 2237 2247 rVB 284159 349076 3.85% 0.495%
27 15.615 2294 2300 2303 rBV 1267917 1746366 19.26% 2.475%
28 15.645 2303 2305 2313 rVB 284004 337446 3.72% 0.478%
29 16.103 2378 2383 2389 rBvV 208304 332249 3.66% 0.471%
30 16.639 2470 2474 2483 rVB2 118472 245272 2.71% 0.348%

Sum of corrected areas: 70562813
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library :

TIC Integ

LSC Report - Integrated Chromatogram

= Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111919\
: BF117856.D

: 19 Nov 2019 13:48

- Ju

= K5865-20

: 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L
ration Parameters: LSCINT.P

Abundance
8000000

6000000

4000000

2000000

TIC: BF117856.D

5.53

2.19 5.13

6.69

6.55

7.07

6.92

7.48

0
Time-->

4.50 5.00

Abundance
8000000

6000000

4000000

2000000

0

TIC: BF117856.D

10.76

11.46
9.96
8.20

12.77
12.90

Time-->

I
11.00 11.50

T
10.00 10.50 12.00

12.50

13.00

Abundance
8000000

6000000

4000000

2000000

0

TIC: BF117856.D

14.10

15.62

7 1489 1524 1%64 16.10
16.64

1427 145

Time-->

17.00 17.50

I
16.00 16.50

R
13.50 14.00

14.50 15.00

15.50

18.00

18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111919\
Data File : BF117856.D

Aca On : 19 Nov 2019 13:48

Operator :© JU

Sample = K5865-20

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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.

2.19 22.37 ng 1564320 1,4-Dichlorobenzene-d4 6.92
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 40
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 12

Abundance Scan 18 (2.193 min): BF117856.D (-11) (-) m/z 73.00 100.00%
7B
5000 43 /\
55 87 D
2.20 2.30 2.40 2.50 2.60
0..,....,....,...3.$,|:.'..5,0..|..‘-5,0..‘.37.,|.:..,....,....,... m/z 43.00 37.45%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
7B
5000
43 2.20 2.30 2.40 2.50 2.60
55 87 m/z 87.00 26.30%
o ,ﬁg 35 ,L‘| 50 | 67 ||, 80
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
7
21 o 87 2,20 2.30 2.40 2.50 2.60
5000 m/z 55.00 25.60%
29
oo M el e
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #2051: 1,3-Dioxolane, 2-methyl-
73 2.20 2.30 2.40 2.50 2.60
m/z 41.00 12.57%
5000 43
58
0"|'“'|'”“w'“'|*“'|'”'|'”'|'“'|'”k|'“'|'”
m/z--> 10 20 30 40 50 60 70 8 90 100 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111919\
Data File : BF117856.D

Aca On : 19 Nov 2019 13:48

Operator :© JU

Sample = K5865-20

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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.

5.13 17.94 ng 1254620 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 23
3 Butane. 1l-ethoxv- 102 C6H140 000628-81-9 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 517 (5.128 min): BF117856.D (-513) (-) m/z 43.00 100.00%
43
59
5000
101 ISR SRR AR
51| o7 83 | 4.80 5.00 5.20 5.40
Y A s m/z 58.95 58.52%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L UL UL UL
59 480 500 520 540
m/z 101.00 21.27%
15 31 101
| ol 91 .| 83 ,
) R S SR AN AR AR RAREA RARAN AARAN AARA SALRS SRS 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
59
480 500 520 540
5000 M m/z 58.00 15.46%
68
0 ILI_50 L 126 147
R I IR IR UL LI I I UL RN SRR LRSS B SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4425: Butane, 1-ethoxy- O Bamas e
59 4.80 5.00 5.20 5.40
31 m/z 41.00 8.99%
5000 41
73
1\5 ‘ I 51 ‘ 87 102
R s R SR AN AL RRARA RARSA AN SARAN LALARALRS SRS RARRY IS SRAERERE RRRE R
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\BF111919\
Data File : BF117856.D

Aca On : 19 Nov 2019 13:48

Operator :© JU

Sample = K5865-20

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 unknown6.69 Concentration Rank 1

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

6.69 94 .86 ng 6632850 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 783 (6.692 min): BF117856.D (-777) (-) m/z 132.00 100.00%
5000
68
0 5 | 5o Pesus | T ok ok T
o gLl wens W m/z 134.00 35.05%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 IR R R
6.40 6.60 6.80 7.00
2 51 78 m/z 68.00 32.75%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
T T T
6.40 6.60 6.80 7.00
5000 67 m/z 66.00 21.77%
41 97
53
‘ o ‘ 117
ol bl ol ol 8820 |
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! S  EEERE e
57 132 6.40 6.60 6.80 7.00
24 m/z 96.00 13.20%
5000 og M°
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, I | R
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111919\
Data File : BF117856.D

Aca On : 19 Nov 2019 13:48

Operator :© JU

Sample = K5865-20

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 11
R.T. EstConc Area Relative to ISTD R.T.
11.97 2.42 ng 302384 Phenanthrene-d10 11.46
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 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Dodecanoic acid 200 C12H2402 000143-07-7 64

Abundance Scan 1680 (11.968 min): BF117856.D (-1675) (-) m/z 73.00 100.00%

60 73
5000 126
97 .~
115 213 e T
TJJ 143157171185199 " 227 256 11.60 11.80 12.00 12.20

o m/z 43.00 98.18%
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 LA L L L L LB L
11.60 11.80 12.00 12.20
m/z 59.95 89.97%
213
‘J‘“ 143 157171185 199
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72643: Tridecanoic acid
43 60 73

11.60 11.80 12.00 12.20

5000 129 m/z 57.00 73.69%
29
o 15 L“u' 143157
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95855: Pentadecanoic acid A B
43 60 73 11.60 11.80 12.00 12.20
m/z 55.00 64 .58%
129
5000 29
3
o 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\BF111919\
Data File : BF117856.D

Aca On : 19 Nov 2019 13:48

Operator :© JU

Sample = K5865-20

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.77 6.35 ng 792467 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 89
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 83

Abundance Scan 1816 (12.768 min): BF117856.D (-1811) (-) m/z 73.00 100.00%

73

5000

-

12.40 12.60 12.80 13.00
m/z 43.10 94.15%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131262: Octadecanoic acid

43 §

3

5000

12.I4O 12.I60 12.I8O 13.I00
m/z 60.00 82.74%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84452: Tetradecanoic acid
73
43 | R e RN E R
12.40 12.60 12.80 13.00
5000 m/z 57.00 77.04%
2
0 ...,.‘.T..‘i‘a‘..
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid T
43 | 73 12.40 12.60 12.80 13.00
5 m/z 41.00 75.03%
5000
i
0...,.‘;..%‘:‘.. R EREEE s e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111919\
Data File : BF117856.D

Aca On : 19 Nov 2019 13:48

Operator :© JU

Sample = K5865-20

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 5-Eicosene, (E)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.96 8.67 ng 914363 Chrysene-di12 14.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 97
2 1-Heneicosanol 312 C21H440 015594-90-8 95
3 Behenic alcohol 326 C22H460 000661-19-8 95
4 1-Heneicosvl formate 340 C22H4402 077899-03-7 95
5 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 94
Abundance Scan 2019 (13.962 min): BF117856.D (-2014) (-) m/z 83.05 100.00%

5000

-

13.60 13.80 14.00 14.20
m/z 43.05  95.59%

248

. 139 168 196 216 280 302 328

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #127769: 5-Eicosene, (E)-

%

83

5000 LA L L L L L B
13.60 13.80 14.00 14.20
29 m/z 57.00 93.95%
o 139 167 196 223 252 280
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #155046: 1-Heneicosanol
55 83
R e N EmER
13.60 13.80 14.00 14.20
5000 m/z 97.05 92.52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #166292: Behenic alcohol R AR EEEEE T
55 83 13.60 13.80 14.00 14.20
m/z 55.00 91.53%
5000
29
0 Lol 167 196 224 252 280 308
e R e N EmER
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13 60 13. 80 14. OO 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111919\
Data File : BF117856.D

Aca On : 19 Nov 2019 13:48

Operator :© JU

Sample = K5865-20

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 Heptadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.89 2.97 ng 259664 Perylene-d12 15.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 94
2 Octadecane 254 C18H38 000593-45-3 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 Nonadecane 268 C19H40 000629-92-5 86
Abundance Scan 2177 (14.892 min): BF117856.D (-2174) (-) m/z 57.00 100.00%
57
85
5000
113 14.60 14.80 15.00 15.20
141 169
ol A b, 299188 211231 293971 209 323346 Tz 71.05  68.76%
m/z--> 50 100 150 200 250 300 350
Abundance #94344: Heptadecane
57
5000 85 LR SR BULLE UM SRR

14.60 14.80 15.00 15.20
m/z 43.00 62.67%

29
' (113 141 169 197 240
O T e A R T e e e e
m/z--> 50 100 150 200 250 300 350
Abundance #105885: Octadecane
57
R R R EA B
14.60 14.80 15.00 15.20
5000 85 m/z 85.10 54 _.57%
o1, LoyL M3 14 169 107 205 254
— e
m/z--> 50 100 150 200 250 300 350
Abundance #175558: Tetracosane I AEEREE TS
57 14.60 14.80 15.00 15.20
m/z 55.00 25.21%
85
5000
oL 3 M 1y tl (141 169 197 225 253 281 309 338
i s e R R A Ea B
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\BF111919\
Data File : BF117856.D

Aca On : 19 Nov 2019 13:48

Operator :© JU

Sample = K5865-20

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 Nonadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

15.24 4.00 ng 349076 Perylene-d12 15.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Hexacosane 366 C26H54 000630-01-3 90

Abundance Scan 2236 (15.239 min): BF117856.D (-2233) (-) m/z 57.00 100.00%

g7
5000 85

113 15.00 15.20 15.40 15.60
| 141 169 197 277
ol LA T 1 260 107216 246 277301 332 383 m/z 71.05 69.47%

m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane
57
5000 85 LINLILILIN LI L LI L LN L (LI
15.00 15.20 15.40 15.60
m/z 43.00 62.35%
113
R 1 O e L - N
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
b RREmE EE e
15.00 15.20 15.40 15.60
5000 g5 m/z 85.10 49 _.78%
29
oLl i Ly 113 141 160 197 225 253 281 309 337 365 394
L L e I e o e L e
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane b RRREE RS
57 15.00 15.20 15.40 15.60
m/z 55.00 22 .55%
85
5000
29 113
oL L L L 1y 140 160 197 225 253 206
A b RREmE EE e
m/z--> 50 100 150 200 250 300 350 15.00 15.20 15.40 15 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111919\
Data File : BF117856.D

Aca On : 19 Nov 2019 13:48

Operator :© JU

Sample = K5865-20

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 Heptacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.10 3.81 ng 332249 Perylene-di12 15.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 2382 (16.098 min): BF117856.D (-2378) (-) m/z 57.00 100.00%
g7
5000
LR BN SURRURA SR BUR
141 169 15.80 16.00 16.20 16.40
ol “ Lo 92, 201224243 268 295 326 355 ' m/z 71.10  70.30%
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane
57
5000 85 L B UM UL I
15.80 16.00 16.20 16.40
m/z 43.00 65.01%
29 113 14
ol 1. j N 169 197 225 253 281 309 337 380
m/z--> 50 100 150 260 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57
15.80 16.00 16,20 16,40
5000 85 m/z 85.10 53.35%
ol 38 J Ly dlﬁ3dlﬁl 169 197 %9 267 204 323 352
m/z--> 50 100 1éo 200 250 300 350
Abundance #175558: Tetracosane R BB
57 15.80 16.00 16.20 16.40
m/z 55.00 22_.17%
85
5000
oL 3 |.| | w | A141 169 197 225 253 281 309 338
m/z--> 50 100 150 2(')0 250 300 3éo 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111919\
Data File : BF117856.D

Aca On : 19 Nov 2019 13:48

Operator :© JU

Sample = K5865-20

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 10

Peak Number 11 Heneicosane

R.T. EstConc Area Relative to ISTD R.T.
16.64 2.81 ng 245272 Perylene-d12 15.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Pentadecane 212 C15H32 000629-62-9 90
3 Octadecane 254 C18H38 000593-45-3 87
4 Tetracosane 338 C24H50 000646-31-1 87
5 Hexacosane 366 C26H54 000630-01-3 87

Abundance Scan 2474 (16.639 min): BF117856.D (-2470) (-) m/z 57.00 100.00%
57
5000
3 141 173 106 224 15140 16,60 16:80 17,00
oL 3 1 253273291 315 340 77 71.05 57 197
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 LIS BRI I SRS U
16.40 16.60 16. 80 17. oo
m/z 43.00 53.06%
29 113
ol | Al || Lyt 169 197 205 253 296
m/z--> 50 100 150 200 250 300 350
Abundance #71394: Pentadecane
57
" 16.40 16.60 16.80 17.00
5000 g5 m/z 85.10 52.34%
29
oL Al M e 22
m/z--> 50 100 150 200 250 300 350
Abundance #105886: Octadecane R RRREE EE s
57 16.40 16.60 16.80 17.00
m/z 55.05 18.76%
5000 85
29
L Ll [T 169 197 pp5 254
m/z--> 55 160 1%0 260 2%0 360 350 1620 1660 1680 1700

8270-BF111319.M Wed Nov 20 16:55:25 2019
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF111919\
Data File : BF117856.D

Acq On : 19 Nov 2019 13:48

Operator : JU

Sample - K5865-20

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF111319_.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... 2.19 22.4 ng 1564320 1 6.92 1398440 20.0
2-Pentanone, 4-hy... 5.13 17.9 ng 1254620 1 6.92 1398440 20.0
unknown6 .69 6.69 94.9 ng 6632850 1 6.92 1398440 20.0
n-Hexadecanoic acid 11.97 2.4 ng 302384 4 11.46 2496300 20.0
Octadecanoic acid 12.77 6.3 ng 792467 4 11.46 2496300 20.0
5-Eicosene, (E)- 13.96 8.7 ng 914363 5 14.10 2108820 20.0
Heptadecane 14.89 3.0 ng 259664 6 15.62 1746370 20.0
Nonadecane 15.24 4.0 ng 349076 6 15.62 1746370 20.0
Heptacosane 16.10 3.8 ng 332249 6 15.62 1746370 20.0
Heneicosane 16.64 2.8 ng 245272 6 15.62 1746370 20.0
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