LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041618\
Data File : BF104558.D

Aca On : 17 Apr 2018 2:38

Operator : JU/SJ

Sample = J2360-03

Misc :

ALS Vial : 23 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:\HPCHEM1I\BNA F\METHODS\8270-BF040618.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 5.022 495 499 510 rvB 111861 154022 4_.79% 0.553%
2 5.428 563 568 572 rBVY 2747327 2920842 90.82% 10.479%
3 6.057 672 675 682 rVB 73204 90985 2.83% 0.326%
4 6.451 736 742 746 rBVY 2666671 2976024 92.53% 10.677%
5 6.581 759 764 767 rBVY 3171418 2963784 92.15% 10.633%
6 6.810 799 803 806 rBY 1152730 902064 28.05% 3.236%
7 6.969 825 830 833 rBVY 2558238 2410194 74.94% 8.647%
8 7.375 894 899 902 rBVY 2036315 1873715 58.26% 6.722%
9 8.092 1017 1021 1024 rBV 1439992 1146704 35.65% 4.114%
10 9.169 1199 1204 1207 rBV 3437575 3216115 100.00% 11.538%

11 9.563 1267 1271 1274 rBV 360401 300557 9.35% 1.078%
12 9.775 1303 1307 1310 rBV 119538 90141 2.80% 0.323%
13 9.851 1316 1320 1328 rVB 1270183 1141772 35.50% 4_.096%
14 10.275 1389 1392 1395 rVB 143912 107993 3.36% 0.387%
15 10.498 1423 1430 1432 rBV 34450 44332 1.38% 0.159%

16 10.639 1451 1454 1465 rVB 1540079 1450616 45.10% 5.204%
17 10.751 1470 1473 1483 rVB 113077 118394 3.68% 0.425%
18 11.198 1546 1549 1551 rBV 51547 39301 1.22% 0.141%
19 11.339 1569 1573 1577 rBV 1091914 892668 27.76% 3.203%
20 12.745 1808 1812 1815 rVB 407637 326961 10.17% 1.173%

21 12.821 1822 1825 1828 rVB 66342 56969 1.77% 0.204%
22 12.927 1839 1843 1846 rBV 2427737 2202415 68.48% 7.902%
23 13.451 1928 1932 1936 rBV 294361 236934 7.37% 0.850%
24 13.498 1936 1940 1942 rBV 43751 38371 1.19% 0.138%
25 13.821 1992 1995 2006 rBV2 140627 156576 4.87% 0.562%

26 13.986 2019 2023 2026 rBV 927847 799255 24 .85% 2.867%

27 14.145 2046 2050 2055 rBV 66176 66372 2.06% 0.238%
28 14.451 2098 2102 2106 rBV 72767 67686 2.10% 0.243%
29 14.757 2150 2154 2159 rVB 88553 88673 2.76% 0.318%
30 14.827 2163 2166 2169 rVB 47092 44219 1.37% 0.159%
31 15.086 2206 2210 2215 rBV 67855 83913 2.61% 0.301%
32 15.451 2266 2272 2283 rBV 497928 699622 21.75% 2.510%
33 15.898 2344 2348 2353 rBV2 45844 65532 2.04% 0.235%
34 16.398 2429 2433 2438 rBV2 40365 63526 1.98% 0.228%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041618\
Data File : BF104558.D

Aca On : 17 Apr 2018 2:38

Operator : JU/SJ

Sample = J2360-03

Misc :

ALS Vial : 23 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 > Z:\HPCHEM1I\BNA F\METHODS\8270-BF040618_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 16.992 2530 2534 2539 rVB3 21163 35980 1.12% 0.129%

Sum of corrected areas: 27873227
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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:\HPCHEM1I\BNA F\DATA\BF041618\

BF104558.D

17 Aor 2018 2:38

JussJ

J2360-03

23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF104558.D

5.43

5.02

6.06

6.58

6.45 6.97

6.81

7.37

0

Time-->

5.50

5.00

™1
2.50

3.00

3.50

4.00

4.50

6.00

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF104558.D
17

10.64

9.85
11.34

9.56
9.7

[

10'2710.5 11.20

12.93

12.74

2.87

A

Or——+
Time-->

10.50 11.00

9.50 10.00 11.50

12.00 12.50

13.00

13.50

Abundance

3000000:

2500000

2000000

1500000

1000000

500000

13.82 14.14 1445 1483 15.00

TIC: BF104558.D

13.99

15.45

15.90 16.40 16.99

Time-->

14.00

16.50 17.00

14.50 15.00 15.50 16.00

17.50

18.00 18.50

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041618\
Data File : BF104558.D

Aca On : 17 Apr 2018 2:38

Operator : JU/SJ

Sample = J2360-03

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

5.02 3.41 ng 154022 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 Propane. 2-ethoxvy-2-methvl- 102 C6H140 000637-92-3 17
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 499 (5.022 min): BF104558.D (-495) (-) m/z 43.00 100.00%
a3
59
5000
101
4.60 4.80 5.00 5.20 5.40
83
0...,....,....,....','::..‘?.1.-!1i....,....,.-...,...:,|....,....,....,....,...., m/z 59.00 58.78%
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 59 SRS RS SRR
4.60 4.80 5.00 5.20 5.40
m/z 101.10 21.61%
15 31 101
0 ‘ 1 N 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
- 460 480 500 520 5.40
5000 m/z 58.00 16.26%
29 101
ok 2 7383
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 e BRamn B
59 4.60 4.80 5.00 5.20 5.40
m/z 41.00 9.20%
5000 41
68
0 150 . 126 147
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041618\
Data File : BF104558.D

Aca On : 17 Apr 2018 2:38

Operator : JU/SJ

Sample = J2360-03

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Ethanol, 2-(2-methoxyethoxy)- Concentration Rank 10

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

6.06 2.02 ng 90985 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(2-methoxvethoxv)- 120 C5H1203 000111-77-3 83
2 Ethane. l1-methoxv-2-(methoxvmeth... 120 C5H1203 074498-88-7 64
3 Carbonic acid. dimethvl ester 90 C3H603 000616-38-6 46
4 Ethane. 1.2-dimethoxv- 90 C4H1002 000110-71-4 37
5 Hydrazine, (2-methoxyethyl)- 90 C3H10N20 003044-15-3 37

Abundance Scan 675 (6.057 min): BF104558.D (-672) (-) m/z 45.00 100.00%
45
5000 59
'”AI”"P"W"”IA”
| 7|5 8|T 5.80 6.00 6.20 6.40
b e e e e e m/z 59.00 47 .70%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9256: Ethanol, 2-(2-methoxyethoxy)-
45
A
5000 59 U SR R R I
29 580 6.00 6.20 6.40
. % m/z 58.00 22 .38%
o T u‘ 1 e8| 1o
LR SO SR UL AU UL IV UL IULIL I S B B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
45
580 6.0 6.20 6.40
5000 m/z 89.00 14 .90%
a1 59
0 '”I"'W'"'I'”'I""I”"I"”I'Té'I"'?ﬁ"'l}pﬁl"}ﬁq"'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #2270: Carbonic acid, dimethy! ester R e Eams ma
15 4 580 6.00 6.20 6.40
N m/z 90.05 13.57%
1 59
5000
90
0"W'“*P'”i'“'Plhl”'dw”'I]?W'”'L'”l”'W'”'P'” U SR R R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041618\
Data File : BF104558.D

Aca On : 17 Apr 2018 2:38

Operator : JU/SJ

Sample = J2360-03

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 unknown6.58 Concentration Rank 1

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

6.58 65.71 ng 2963780 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 764 (6.581 min): BF104558.D (-759) (-) m/z 132.00 100.00%
132
5000 68
40 54 % J 620 640 6.60 6.80 7.00
0 g8 lwewr W w/z 68.10  41.50%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 SRR AR SR
6.20 6.40 6.60 6.80 7.00
2 51 m/z 134.00 33.49%
0'"|"Lﬂﬁlw'l'l”j?"”l""l"‘w""l""w"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
620 640 6.60 6.80 7.00
5000 m/z 66.00 26 .33%
104
ol 14 27 39 1 06 77 g9 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine- proplonyl S REEmmmen sy )
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.10 16.59%
5000 og 116
| I n,m...“,.nh.,uh..h, W .- 189 SN | R | G
m/z--> 20 40 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041618\
Data File : BF104558.D

Aca On : 17 Apr 2018 2:38

Operator : JU/SJ

Sample = J2360-03

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Heptacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.75 2.65 ng 118394 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Hexadecane 226 C16H34 000544-76-3 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Octacosane 394 C28H58 000630-02-4 87
5 Nonadecane 268 C19H40 000629-92-5 87
Abundance Scan 1473 (10.751 min): BF104558.D (-1470) (-) m/z 57.10 100.00%
57
5000 85
I 113 149 10.40 10.60 10.80 11.00
b b e m/z 71.05 64.89%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57
5000
85 10.40 10.60 10.80 11.00
m/z 43.05 59.00%
o 290 | || M3 141 169 107 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350
Abundance
57
10.40 10.60 10.80 11.00
5000 m/z 85.05 42 .25%
85
29
0 113 141 169 197 226
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57 10.40 10.60 10.80 11.00
m/z 41.00 26.99%
85
5000
29 113
oL L1 160 107 225 253 296
m/z--> 50 100 150 200 250 300 350 1040 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041618\
Data File : BF104558.D

Aca On : 17 Apr 2018 2:38

Operator : JU/SJ

Sample = J2360-03

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Hexadecanoic acid, butyl ester Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
12.75 8.18 ng 326961 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 91
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 62
3 Hexadecanoic acid. 2-methvlpropyv... 312 C20H4002 000110-34-9 59
4 Butvl 4.8.12-trimethyvl-tridecanoate 312 C20H4002 1000336-63-2 45
5 2-Methyl-n-1-tridecene 196 C14H28 018094-01-4 35

Abundance Scan 1813 (12.751 min): BF104558.D (-1808) (-) m/z 56.10 100.00%
56
5000 257
73 129 239 N
3 T 157 185 213 a0 12.40 12.60 12.80 13.00
Ol m/z 57.05 54 _79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154930: Hexadecanoic acid, buty| ester
56
5000
257 12.40 12.60 12.80 13.00
29 3 129 239 m/z 257.20 41.58%
R £ S R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56
12.40 12,60 12.80 13.00
5000 m/z 43.05 39.67%
29 73
o 97113 157 185 213 239757 L app
R R R A LA A R KR LA LA LA LA RAAAN LA LR RN RARRN N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154965: Hexadecanoic acid, 2-methylpropyl ester
57 12.40 12.60 12.80 13.00
m/z 41.00 34 ._.45Y%
5000 4
239 957
m/z--> 25 45 60 80 100 120 140 160 180 200 220 240 260 2é0 360 ' 12. 40 12. 60 12. 80 13. oo
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041618\
Data File : BF104558.D

Aca On : 17 Apr 2018 2:38

Operator : JU/SJ

Sample = J2360-03

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Octadecanoic acid, butyl ester Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.45 5.93 ng 236934 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 93
2 Butvl mvristate 284 C18H3602 000110-36-1 64
3 Nipecotic acid 129 C6H11NO2 000498-95-3 47
4 Octadecanoic acid. 2-methvlpropv... 340 C22H4402 000646-13-9 38
5 Cyclopropane, 1-(1-methylethyl)-._.. 210 C15H30 041977-39-3 27

Abundance Scan 1932 (13.451 min): BF104558.D (-1928) (-) m/z 56.10 100.00%
56
5000
73
H 97 19 267285
185 241 13.20 13.40 13.60 13.80
3
ol l' -~ 127 213 M "m/z 57.10 63.28%
m/z--> 50 100 150 200 250 300
Abundance #177148: Octadecanoic acid, butyl ester
5000 ‘cﬁgﬁﬁv—ﬁ—v—rﬁ—v—q—v—v—r
285 340 13.20 13.40 13.60 13.80
73 129 L85 267 m/z 43.10 42.27%
97 241
oL — |3\| I \M \N .‘H‘.‘h‘l‘ IMMI ‘. |‘1|53| . .‘. |2|13| o .‘ I ‘ ‘. ‘|3:.L1. —
m/z--> 50 100 150 200 250 300
Abundance
56
" 1320 13.40 13.60 13.80
5000 229 m/z 73.00 34 .84%
73 211
129
185 284
o 39 101 157 255
m/z--> éo 160 1%0 260 2%0 360
Abundance #12841: Nipecotic acid
57 13.20 13.40 13.60 13.80
m/z 41.05 34.64%
5000
30 84 129
101
0 .!JMJ.{J. ﬂ:.t T =%¢#H¢%ﬁ§ﬂﬁ¥$%#¥ﬁ¥$
m/z--> 50 100 150 200 250 300 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041618\
Data File : BF104558.D

Aca On : 17 Apr 2018 2:38

Operator : JU/SJ

Sample = J2360-03

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Octacosyl trifluoroacetate Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.82 3.92 ng 156576 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Octacosvl trifluoroacetate

2 Tricosvl pentafluoropropionate

3 Tricosvl trifluoroacetate

4 Ethanol. 2-(tetradecvloxv)-

5 Trichloroacetic acid, hexadecyl ...

506 C30H57F302
486 C26H47F502
436 C25H47F302
258 C16H3402

386 C18H33CI1302

1000351-74-9 91
1000351-81-0 91
1000351-75-1 91
002136-70-1 90
074339-54-1 87

Abundance Scan 1995 (13.821 min): BF104558.D (-1992) (-) m/z 57.05 100.00%
57
5000
‘ 111
—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—ﬁ
J 139 167 081 13.60 13.80 14.00 14.20
oL AdbA Py e Tn/z 43.05 72.93%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #235928: Octacosy! trifluoroacetate
57
5000 LA I L L L L L L LB
13.60 13.80 14.00 14.20
ns m/z 55.05 62.41%
29
oLl ‘ Hn L 15‘181208 250278306334 364392 437 488
ey " e
m/z--> 50 250 300 350 400 450
Abundance
57
i e NN
97 13.60 13.80 14.00 14.20
5000 m/z 71.05 60.95%
125
29
0 153 181 210 238264 294 322 367 468
i Tt e m e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #223732: Tricosyl trifluoroacetate
57 13.60 13.80 14.00 14.20
m/z 83.10 59.76%
97
5000
125
29 | 153 36
0 ‘ 4 1193181 210 238264 294 322 7 418 .
R Tt T B i o = e P e e e
m/z--> 50 100 150 200 250 300 350 400 450 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041618\
Data File : BF104558.D

Aca On : 17 Apr 2018 2:38

Operator : JU/SJ

Sample = J2360-03

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Heneicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.76 2.53 ng 88673 Perylene-di12 15.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Triacontane 422 C30H62 000638-68-6 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Octacosane 394 C28H58 000630-02-4 90
5 Heptacosane 380 C27H56 000593-49-7 90
Abundance Scan 2155 (14.763 min): BF104558.D (-2150) (-) m/z 57.05 100.00%
57
85
5000
| 127 155 179 211 14.40 14.60 14.80 1500
ol A b g " oy m/z 71.05 84.95%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
5000 LN DU S SR
14.40 14.60 14.80 15.00
m/z 85.00 58.47%
29 113
0 \‘ | ‘ “\ ‘hw h‘ H‘ “1ﬂ'1‘169 197 225 253 296
m/z--> éo 160 1éo 260 2éo 360 3%0 460
Abundance
57
14.40 14.60 14.80 1500
5000 85 m/z 43.00 53.62%
113 141
o 29 169 197 225 253 281 309 337 365 393 422
m/z--> éo 160 1éo 260 250 360 3%0 460
Abundance #215181: 2-methyloctacosane R AR EEEEE T
57 14.40 14.60 14.80 15.00
m/z 99.10 27 .58%
5000 85
113
o 2, ‘ 177,241 169 197 225 267 295 365 393
m/z--> 5'0 1(')0 1&'30 2(')0 250 3(')0 3%0 4(|)O 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041618\
Data File : BF104558.D

Aca On : 17 Apr 2018 2:38

Operator : JU/SJ

Sample = J2360-03

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Eicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.09 2.40 ng 83913 Perylene-di12 15.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Hexacosane 366 C26H54 000630-01-3 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 2211 (15.092 min): BF104558.D (-2206) (-) m/z 57.10 100.00%
57
5000 85

141 183 207 14.80 15.00 15.20 15.40
oL bd i|'|1 e 2 m/z 71.05 67.73%

m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85
5000 LA L L L L LB

14.80 15.00 15.20 15.40
‘ m/z 43.00 53.65%
I

29
oLl b h\ | M 169 197 225 53 282
—— e e =
m/z--> 50 100 150 200 250 300 350
Abundance
57
o o
14.80 15.00 15.20 15.40
5000 85 m/z 85.05 48.59%
29
. M3 141 169 107 225 253 295 323 367
L L e L e
m/z--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane e R
57 14.80 15.00 15.20 15.40
m/z 55.10 21.07%
5000 85
2 13 (141
0 ey ﬂ ‘169 197 225 253 281 309 337 365 394
Al — o o S T e o o
m/z--> 50 100 150 200 250 300 350 14.80 15.00 15.20 15.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041618\
Data File : BF104558.D

Acq On = 17 Apr 2018 2:38

Operator : JU/SJ

Sample - J2360-03

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618_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]
2-Pentanone, 4-hy... 5.02 3.4 ng 154022 1 6.81 902064 20.0
Ethanol, 2-(2-met... 6.06 2.0 ng 90985 1 6.81 902064 20.0
unknown6 .58 6.58 65.7 ng 2963780 1 6.81 902064 20.0
Heptacosane 10.75 2.6 ng 118394 4 11.34 892668 20.0
Hexadecanoic acid... 12.75 8.2 ng 326961 5 13.99 799255 20.0
Octadecanoic acid... 13.45 5.9 ng 236934 5 13.99 799255 20.0
Octacosyl trifluo... 13.82 3.9 ng 156576 5 13.99 799255 20.0
Heneicosane 14.76 2.5 ng 88673 6 15.45 699622 20.0
Eicosane 15.09 2.4 ng 83913 6 15.45 699622 20.0
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