LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120419\
Data File : BF118094.D

Aca On : 4 Dec 2019 18:56

Operator :© JU

Sample : K6024-08

Misc :

ALS Vial : 13 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 2.152 3 11 16 rBY 5165984 7242322 100.00% 11.393%
2 5.087 506 510 523 rVB 375617 487057 6.73% 0.766%
3 5.492 575 579 583 rBY 3430034 3385909 46.75% 5.327%
4 6.504 747 751 765 rBVY 2356857 2330849 32.18% 3.667%
5 6.651 771 776 779 rBVY 5650671 5400053 74.56% 8.495%
6 6.875 811 814 818 rBVY 1375538 1158778 16.00% 1.823%
7 7.034 837 841 844 rBVY 4698151 4120636 56.90% 6.482%
8 7.445 905 911 914 rBVY 3181677 3355571 46.33% 5.279%
9 8.163 1029 1033 1038 rBY 1773694 1492171 20.60% 2.347%
10 9.245 1212 1217 1220 rBvV 6985101 6157626 85.02% 9.687%

11 9.633 1280 1283 1287 rBV 336621 288069 3.98% 0.453%
12 9.927 1329 1333 1336 rBV 2075279 1748569 24.14% 2.751%
13 10.133 1365 1368 1371 rVB 135071 125772 1.74% 0.198%
14 10.722 1463 1468 1471 rBV 4494647 4484477 61.92% 7.055%
15 11.422 1583 1587 1590 rBV 2045674 1700539 23.48% 2.675%

16 11.957 1673 1678 1687 rBV 2570831 2838993 39.20% 4._.466%
17 12.639 1791 1794 1796 rBvV2 259805 270765 3.74% 0.426%
18 12.745 1807 1812 1823 rVB 2165578 2380614 32.87% 3.745%
19 13.016 1853 1858 1861 rBV 6512662 6759913 93.34% 10.635%
20 13.239 1893 1896 1899 rBV 89682 91195 1.26% 0.143%

21 13.580 1951 1954 1957 rVB2 173044 173131 2.39% 0.272%
22 13.910 2006 2010 2015 rBV 887788 944704 13.04% 1.486%
23 14.074 2034 2038 2041 rVB 1586719 1374708 18.98% 2.163%
24 14.227 2061 2064 2068 rVB 346533 307611 4._.25% 0.484%
25 14.533 2113 2116 2126 rVB 635245 626836 8.66% 0.986%

26 14.845 2166 2169 2174 rVB 715123 696537 9.62% 1.096%
27 15.192 2224 2228 2233 rBV 508460 603065 8.33% 0.949%
28 15.574 2287 2293 2300 rBV2 1012821 1743403 24.07% 2.743%
29 16.039 2366 2372 2377 rBV 316662 504390 6.96% 0.793%
30 16.098 2378 2382 2391 rVB5 57636 112363 1.55% 0.177%

31 16.556 2455 2460 2474 rVB3 173666 386224 5.33% 0.608%

32 17.168 2560 2564 2573 rVB2 57681 119722 1.65% 0.188%
33 17.686 2646 2652 2660 rVBS8 58615 152994 2.11% 0.241%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120419\
Data File : BF118094.D

Aca On : 4 Dec 2019 18:56

Operator :© JU

Sample : K6024-08

Misc :

ALS Vial : 13 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-BF111319.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 63565566
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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\BF120419\

BF118094.D

4 Dec 2019 18:56

Ju

K6024-08

13 Sample Multiplier: 1

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

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

7000000
6000000
2.15
5000000
4000000
3000000

2000000

1000000

TIC: BF118094.D

5.49

5.09

6.65

7.03

6.50

6.87

7.45

0
Time-->

T
5.00

AOTBE5556,
6000000
5000000
4000000
3000000
2000000
1000000

0

TIC: BF118094.D

10.72

9.93 11.42

8.16

9.63 10.13

11.96
12.74

12.6

13.24

Time-->

T
10.00 10.50 11.00

9.50 11.50

12.00 12.50

13.00

Abundance
7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF118094.D

14.07

13.91 14.53 14.84
14.23 \ )

17.17

17.69

17.00

T T
17.50 18.00

18.

50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120419\
Data File : BF118094.D

Aca On : 4 Dec 2019 18:56

Operator :© JU

Sample - K6024-08

Misc :

ALS Vial : 13 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 1

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

2.15 125.00 ng 7242320 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9

Abundance Scan 11 (2.152 min): BF118094.D (-3) (-) m/z 73.05 100.00%
7B
5000
43 - g7 /\
7 101 2.20 2.30 2.40 2.50 2.60
O A b O7 UL Lo m/z 43.05  36.14%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
5000 AN R R U UL U
43 2.20 2.30 2.40 2.50 2.60
- 87 m/z 87.05 28.16%
0 "|"J””"??hhj'%?""|"§?H""|"J'|"'}P}"'|""|""|"'
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87 RN LR R U IR U
2.20 2.30 2.40 2.50 2.60
5000 55 m/z 55.05 25.85%
L 79 | 97 112 129 /\
O'W'”'P'”I”'W'”'P" '”I”'W'”'P'”I”'W'”'P'”
m/z--> 20 70 8 90 100 110 120 130
Abundance #4436. Pentane, 3-methoxy- e A A aas mas
73 2.20 2.30 2.40 2.50 2.60
m/z 41.10 12._.19%
5000
45
29
o 39 | 55 g7 101 /\
m/z--> 20 3'0 4'0 50 60 7'0 80 90 100 110 120 130 220 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120419\
Data File : BF118094.D

Aca On : 4 Dec 2019 18:56

Operator :© JU

Sample - K6024-08

Misc :

ALS Vial : 13 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.

5.09 8.41 ng 487057 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 23
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 4-Methoxy-1-pentene 100 C6H120 098386-09-5 9

Abundance Scan 511 (5.093 min): BF118094.D (-506) (-) m/z 43.00 100.00%
a3
59
5000
101 SN A
480 5.00 520 5.40
83
0 ...,....,....,....',':...‘?.1.!!,....,....,....,....,....,....,.... e || M7z 59.00 63 85%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
a3
5000 59 480 500 520 540
m/z 101.00 26 .79%
15 4 101
0 Ml 51 | 83
m/z--> 10 20 35 45 50 60 70 80 90 160 110 120 130 140 150 160
Abundance #40911: 1,8-Nonanediol, 8-methyl-
59
480 500 520 540
5000 m/z 58.00 15.78%
43
0 I, 63 83 o8 123 141 159
iz 16 20 % 40 80 65 70 80 95 150 130 130 13 140 150 160
Abundance #4083: Morpholine, 4-methyl- A RmEEE LS
43 480 5.00 520 5.40
m/z 41.00 8.63%
5000
101
71
ﬁs 28 56 86
O T T T e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120419\
Data File : BF118094.D

Aca On : 4 Dec 2019 18:56

Operator :© JU

Sample - K6024-08

Misc :

ALS Vial : 13 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 9,12-Octadecadienoic acid (... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.64 3.18 ng 270765 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-0Octadecadienoic acid (Z.2)- 280 C18H3202 000060-33-3 99
2 2-Chloroethvl linoleate 342 C20H35CI02 025525-76-2 91
3 Cvclodecene. 1-methvl- 152 C11H20 066633-38-3 90
4 Bicvclol2.2.27loctane. 2-methvl- 124 C9H16 000766-53-0 87
5 Cyclodecene 138 C10H18 003618-12-0 74

Abundance Scan 1794 (12.639 min): BF118094.D (-1791) (-) m/z 67.00 100.00%

67

5000

-

12.40 12.60 12.80 13.00
m/z 81.10 86.02%

123

o 149167 187 217035051 280
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #127649: 9,12-Octadecadienoic acid (Z,2)-

-

95

5000 LIRS
12.40 12.60 12.80 13.00
m/z 95.10 60.35%
150 280
o 182 210 263
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #178355: 2-Chloroethy! linoleate
67

12.40 12.60 12.80 13.00
m/z 55.00 58.72%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #25420: Cyclodecene, 1-methyl- T T T
8 12.40 12.60 12.80 13.00
m/z 68.10 51.26%

-

55

5000
109 152

s

136

0 R e e  EREEE R

T T I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120419\
Data File : BF118094.D

Aca On : 4 Dec 2019 18:56

Operator :© JU

Sample - K6024-08

Misc :

ALS Vial : 13 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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 4 Heptadecane, 2,6,10,15-tetr... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.58 2.52 ng 173131 Chrysene-di12 14 .07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 94
2 Hexadecane 226 C16H34 000544-76-3 90
3 Dodecane. 2-methvl- 184 C13H28 001560-97-0 90
4 Heneicosane 296 C21H44 000629-94-7 86
5 Docosane 310 C22H46 000629-97-0 86

Abundance Scan 1954 (13.580 min): BF118094.D (-1951) (-) m/z 57.10 100.00%

g7

5000

13.20 13.40 13.60 13.80
m/z 71.05  74.50%

o 169184 210225240256271 296

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57

5000

13.20 13.40 13.60 13.80
m/z 43.10 65.10%

141156 183

211 239 296

267

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83023: Hexadecane
57
R o R o R
13.20 13.40 13.60 13.80
5000 g5 m/z 85.05 58.78%
4
0 18 ‘ ‘\ \ 4 ‘ 1]\-3 ! 1‘\11 169 197 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #48854: Dodecane, 2-methyl- R ARBEEEma o
57 13.20 13.40 13.60 13.80
m/z 55.00 24 _.25%
85
5000 4

2% ) |1 | 16945 WL

o.”“”.“”w”.w””,””“”.“”w”..””..”.”..”.”.w””,” MRS it A

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13 20 13. 40 13 60 13.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120419\
Data File : BF118094.D

Aca On : 4 Dec 2019 18:56

Operator :© JU

Sample - K6024-08

Misc :

ALS Vial : 13 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 1-Nonadecene Concentration Rank 2

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

13.91 13.74 ng 944704 Chrysene-di12 14.07

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1-Nonadecene 266 C19H38 018435-45-5 95

2 1-Docosene 308 C22H44 001599-67-3 95

3 Oxalic acid. octadecvl propvl ester 384 C23H4404 1000309-27-0 91

4 1-Hexadecanesulfonvl chloride 324 C16H33Cl102S 038775-38-1 90

5 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 87
Abundance Scan 2010 (13.910 min): BF118094.D (-2006) (-) m/z 57.05 100.00%

57
83
5000
I I I

13.60 13.80 14.00 14.20

3 139 168
Olrrrrrortbrdl 196 217 244 264 289308 m/z 43.10 76.78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #115906: 1-Nonadecene
5000 LA L L L L L LB L |

13.60 13.80 14.00 14.20
m/z 55.05 61.48%

0 154 182 210 238 266

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #151537: 1-Docosene
57 97

5

13.60 13.80 14.00 14.20
m/z 71.10 60.10%

5000
29
O.HPLJM
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #204512: Oxalic acid, octadecyl propyl ester T T
43 13.60 13.80 14.00 14.20
m/z 83.05 58.57%
5000 71
97
ol 26 | 153 182 224 252 279 k,ﬁﬁ_ﬁ_dA~,_ﬁ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13 60 13. 80 14. OO 14 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120419\
Data File : BF118094.D

Aca On : 4 Dec 2019 18:56

Operator :© JU

Sample - K6024-08

Misc :

ALS Vial : 13 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 Heptadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.23 4_.48 ng 307611 Chrysene-di12 14.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 93
2 Octacosane 394 C28H58 000630-02-4 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 90

Abundance Scan 2064 (14.227 min): BF118094.D (-2061) (-) m/z 57.05 100.00%

57
85
5000

Mllm Mmmmmmmm
o L P o om0 s T 0 e

m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane
57
85

5000
1400 14120 14.40 14160
m/z 43.10 62.01%

oL ]113 141 169 197 240
ey L A o o o e o o o B e B S S
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane

57

14.00 14. 20 14. 40 14.60

5000 g5 m/z 85.05 56.20%
29
oLl i Ly (113 141 169 197 205 253 281 309 337 365 394
e e o o
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57 14. 00 14.20 14.40 14.60

m/z 41.10 23.04%

5000 85
29 113
| N | (141 169 197 225 253 281 309 338

J |

L e e N

m/z--> 50 100 150 200 250 300 350 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120419\
Data File : BF118094.D

Aca On : 4 Dec 2019 18:56

Operator :© JU

Sample - K6024-08

Misc :

ALS Vial : 13 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 Eicosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14 .53 9.12 ng 626836 Chrysene-di12 14 .07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 98
2 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 94
3 Heneicosane 296 C21H44 000629-94-7 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 2115 (14.527 min): BF118094.D (-2113) (-) m/z 57.05 100.00%

g7
85
5000

| 141 400183 203 34 14720 14140 1460 1480
I ll .ﬂ.J. 16500208 226 252 275293 327 386 | m/z  71.05  70.87%

m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
5|7
85
_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—r

5000
14.20 14.40 14.60 14.80
m/z 43.05 63.01%

A B J J LYt 169 197 225 253 282
" r T
m/z--> 50 100 150 200 250 300 350
Abundance #141433: Pentadecane, 8-hexyl-

43

71 1420 14140 14.60 14.80
5000 m/z 85.10 53.42%
99 196
ol .f.ﬁ.i.ﬂ,.\??7.f5? 225 252 280 A A
miz--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57 14.20 14.40 14.60 14.80

m/z 55.10 23.96%

85
5000
29 113
| | Jlﬂl 169 197 225 253 296

L)) J

ol iy 7, TE 97 28 258 A SR

m/z--> 50 100 150 200 250 300 350 14. 20 14. 40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120419\
Data File : BF118094.D

Aca On : 4 Dec 2019 18:56

Operator :© JU

Sample - K6024-08

Misc :

ALS Vial : 13 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 Nonadecane Concentration Rank 5

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

14 .84 7-.99 ng 696537 Perylene-d12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 97
2 Nonadecane 268 C19H40 000629-92-5 94
3 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 94
4 Eicosane. 10-methvl- 296 C21H44 054833-23-7 93
5 Hexacosane 366 C26H54 000630-01-3 91
Abundance Scan 2168 (14.839 min): BF118094.D (-2166) (-) m/z 57.05 100.00%

g7
85
5000
113 141 14.60 14.80 15.00 15.20
o3 ,|-. WA |7 165183 211 238 263283302322340 | po 7110 71810
m/z--> 50 100 150 200 250 300 350
Abundance #175558: Tetracosane
57
85
5000

14.60 14.80 15.00 15.20
m/z 43.05  64.34%

113
oL 39 | )M 169 197 205 253 2m1 309 338
T A e e e e e e I EH A S oo B o o o
m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane
57
R R R R A BRE
14.60 14.80 15.00 15.20
5000 85 m/z 85.05 52.70%
29
0 \‘ .} ‘\ J\ 1 Il 1}311‘}1 .169 197 225 2(?8
e L e e e e e e LA e o o e e o
m/z--> 50 100 150 200 250 300 350
Abundance #141433: Pentadecane, 8-hexyl-
43 14.60 14.80 15.00 15.20
- m/z 55.00 22.68%
5000
99 196
127
ol .Jl.*, Al | 425 252 80 S S e
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\BF120419\
Data File : BF118094.D

Aca On : 4 Dec 2019 18:56

Operator :© JU

Sample - K6024-08

Misc :

ALS Vial : 13 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 Tricosane Concentration Rank 6

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

15.19 6.92 ng 603065 Perylene-d12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Tricosane 324 C23H48 000638-67-5 93
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Hexacosane 366 C26H54 000630-01-3 91
Abundance Scan 2228 (15.192 min): BF118094.D (-2224) (-) m/z 57.10 100.00%

g7
85
5000
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
141 169 14.80 15.00 15.20 15.40 15.60
oL, | ,I.l ll LT P 197 225 252 281 309 385 sz 71.05  72.81%
m/z--> 50 100 150 200 250 300 350
Abundance #164577: Tricosane
57
5000 85

14.80 15.00 15.20 15.40 15.60
m/z 43.05 61.21%

29 113 324
| L |60 107 225 253 gm1 |
[o SN 0 S A B P ey
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
R R EE SRS
14.80 15.00 15.20 15.40 15.60
5000 85 m/z 85.10 54 _.01%
113
K ] WLy 169 197 225 267 295 365 393
——— T
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57 14.80 15.00 15.20 15.40 15.60
m/z 55.10 21.98%
5000 85
29
oL ] | (M3 141 169 197 225 253 281 309 337 365 394
L o e e e T e o B LA B B e e e e e e e R e EERE RS R a
m/z--> 50 100 150 200 250 300 350 14. 80 15. 00 15. 20 15. 40 15. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120419\
Data File : BF118094.D

Aca On : 4 Dec 2019 18:56

Operator :© JU

Sample - K6024-08

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319.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 10 Tetracosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.04 5.79 ng 504390 Perylene-di12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 Eicosane 282 C20H42 000112-95-8 90
4 Heptadecane. 3-methvl- 254 C18H38 006418-44-6 90
5 2-methyloctacosane 408 C29H60 1000376-72-8 90
Abundance Scan 2372 (16.039 min): BF118094.D (-2366) (-) m/z 57.10 100.00%
57
85
5000
—v—v—v—n—v—v—v—v—rv—v—v—v—rv—v—v—q—v—v—r
3 I | ﬂ113 141 169189211232253 280 309 337355 15.80 16.00 16.20 16.40
ob o .4 e = m/z 71.05 71.46%
m/z--> 50 100 150 200 250 300 350
Abundance #175558: Tetracosane
57
85
15.80 16.00 16.20 16.40
m/z 43.10 59.72%
oL 3L l| | ‘|141‘ 169 197 225 253 281 309 338
m/z--> 56 100 1éo 260 2éo 360 3%0
Abundance #141426: Heneicosane
57
o " 15.80 16.00 16.20 16.40
5000 m/z 85.05 55.99%
29 113
oL L | S Mb 160 107 225 253 29
m/z--> 56 100 150 260 2éo 360 3%0
Abundance #129490: Eicosane
57 15.80 16.00 16.20 16.40
m/z 55.05 23.42%
85
5000
0 7. ‘ b I\ { 141‘169 197 225 253 282
m/z--> 5'0 100 150 2(')0 25'30 300 3%0 15. 80 16. oo 16. 20 16 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120419\
Data File : BF118094.D

Aca On : 4 Dec 2019 18:56

Operator :© JU

Sample - K6024-08

Misc :

ALS Vial : 13 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 11 Heneicosane Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
16.56 4.43 ng 386224 Perylene-d12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 98
2 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 91
3 Eicosane. 2-methvl- 296 C21H44 001560-84-5 91
4 Octacosane 394 C28H58 000630-02-4 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 87

Abundance Scan 2461 (16.562 min): BF118094.D (-2455) (-) m/z 57.00 100.00%
57
85
5000
NN SR
1 155 210 16.20 16.40 16.60 16.80
I ,I. I ll L IP 20,188 20229 233 281 3 n/z 71.10  69.49%
m/z--> 0 50 100 150 200 250 300
Abundance #141426: Heneicosane
57
85
5000 AU U B
16.20 1640 16.60 16.80
m/z 85.10 57 .85%
29 113
o L I A J 141 169 197 225 253 296
m/z--> 0 50 100 1éo " 200 250 300 '
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57
16.20 16.40 16.60 16.80
5000 85 m/z 43.05 56.08%
0 A “ [ lej3l 141 183 211 239 267 296
m/z--> 0 50 100 1%0 200 250 300 '
Abundance #141430: Eicosane, 2-methyl- R AR EEEEE T
57 16.20 16.40 16.60 16.80
m/z 55.05 22 .42%
h T j\““ﬂwwﬂummW/\“mmMmmw$wwww
29 253
oL2 ‘J‘} 1‘.| b Jllﬁ31 141 169 197 225 | 281
m/z--> 0 50 100 150 200 250 300 16.20 1640 16.60 16.80

8270-BF111319.M Thu Dec 05 16:11:59 2019
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF120419\
Data File : BF118094.D

Acq On : 4 Dec 2019 18:56

Operator : JU

Sample - K6024-08

Misc :

ALS Vial : 13 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... 2.15 125.0 ng 7242320 1 6.87 1158780 20.0
2-Pentanone, 4-hy... 5.09 8.4 ng 487057 1 6.87 1158780 20.0
9,12-Octadecadien... 12.64 3.2 ng 270765 4 11.42 1700540 20.0
Heptadecane, 2,6,... 13.58 2.5 ng 173131 5 14.07 1374710 20.0
1-Nonadecene 13.91 13.7 ng 944704 5 14.07 1374710 20.0
Heptadecane 14.23 4.5 ng 307611 5 14.07 1374710 20.0
Eicosane 14.53 9.1 ng 626836 5 14.07 1374710 20.0
Nonadecane 14.84 8.0 ng 696537 6 15.57 1743400 20.0
Tricosane 15.19 6.9 ng 603065 6 15.57 1743400 20.0
Tetracosane 16.04 5.8 ng 504390 6 15.57 1743400 20.0
Heneicosane 16.56 4.4 ng 386224 6 15.57 1743400 20.0
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