LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041618\
Data File : BF104559.D

Aca On : 17 Apr 2018 3:05

Operator : JU/SJ

Sample = J2360-04

Misc :

ALS Vial : 24 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 5.028 495 500 512 rvB 154521 213383 5.83% 0.663%
2 5.434 564 569 572 rBVY 3284807 3331799 90.96% 10.350%
3 6.069 674 677 683 rBV 48135 65880 1.80% 0.205%
4 6.451 736 742 746 rBVY 3100360 3425447 93.52% 10.641%
5 6.581 759 764 767 rBVY 3336748 3404210 92.94% 10.575%
6 6.810 799 803 806 rBY 1296644 1000264 27.31% 3.107%
7 6.969 825 830 833 rBVY 3067980 2733768 74.64% 8.493%
8 7.375 894 899 902 rBY 2185464 2185895 59.68% 6.791%
9 8.092 1017 1021 1025 rBvV 1592872 1298139 35.44% 4.033%
10 9.169 1199 1204 1208 rBV 3659313 3662837 100.00% 11.379%

11 9.563 1267 1271 1274 rBV 496449 408719 11.16% 1.270%
12 9.775 1304 1307 1310 rBV 156326 114776 3.13% 0.357%
13 9.851 1316 1320 1328 rVB 1515734 1283115 35.03% 3.986%
14 10.275 1389 1392 1395 rVB 183617 138276 3.78% 0.430%
15 10.498 1425 1430 1432 rBV 43611 54068 1.48% 0.168%

16 10.639 1451 1454 1465 rVB 1700140 1693447 46.23% 5.261%
17 10.751 1470 1473 1482 rVB 135679 147767 4._.03% 0.459%
18 11.198 1546 1549 1551 rBV 66074 48220 1.32% 0.150%
19 11.339 1569 1573 1577 rBV 1224530 1023552 27.94% 3.180%
20 12.745 1808 1812 1815 rBV 545701 431401 11.78% 1.340%

21 12.821 1822 1825 1829 rVB 87783 71977 1.97% 0.224%
22 12.927 1839 1843 1847 rBV 2600046 2574571 70.29% 7.998%
23 13.451 1928 1932 1935 rBV 414114 328058 8.96% 1.019%
24 13.498 1935 1940 1942 rBV2 47924 43447 1.19% 0.135%
25 13.721 1971 1978 1985 rBV2 21480 45419 1.24% 0.141%

26 13.821 1991 1995 2004 rBV 146608 164041 4.48% 0.510%
27 13.986 2019 2023 2032 rVB 1006960 915120 24.98% 2.843%

28 14.145 2046 2050 2054 rBV 85507 73705 2.01% 0.229%
29 14.451 2098 2102 2107 rBV 84660 85000 2.32% 0.264%
30 14.757 2151 2154 2158 rVB 95781 87250 2.38% 0.271%
31 15.092 2207 2211 2218 rBV 82149 92657 2.53% 0.288%
32 15.451 2266 2272 2284 rBV 543360 792539 21.64% 2.462%
33 15.904 2344 2349 2354 rBV 52164 76005 2.08% 0.236%
34 16.404 2429 2434 2439 rBV3 44299 76283 2.08% 0.237%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041618\
Data File : BF104559.D

Aca On : 17 Apr 2018 3:05

Operator : JU/SJ

Sample = J2360-04

Misc :

ALS Vial : 24 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 rVB5 20440 38140 1.04% 0.118%
36 17.480 2613 2617 2626 rVB5 25518 60745 1.66% 0.189%

Sum of corrected areas: 32189920
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041618\
Data File : BF104559.D

Aca On : 17 Apr 2018 3:05

Operator : JU/SJ

Sample = J2360-04

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method

Quant Title : ASP BNA STANDARDS FOR 5 POINT

TIC Library C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P

: Z:\HPCHEM1\BNA F\METHODS\8270-

BF040618_.M
CALIBRATION

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF104559.D
5.43

5.03

6.58

6.45

6.97

6.81

7.37

0
Time-->

2.50

3.00

3.50

4.00

4.50

5.00

Abundance

3500000 17

3000000
2500000

2000000

1500000 9.85

1000000

9.56

| o

500000
10.27

TIC: BF104559.D

10.64

11.34

10,5q 0.75 11.20

A
LI B =TT T

12.93

12.74

D

2.8
L

A
T T T T T

13.45
.50

A,

0

Time--> 9.50 10.00

10.50

11.00 11.50

12.00

12.50 13.00

13.50

Abundance
3500000

3000000

2500000

2000000

1500000

1000000 13.99

15.45
500000

15.90

3:I.73.82 14.14 14.45 14.76 15.09 j\
. W A A1

TIC: BF104559.D

16.40 16.99

17.48

14.50

15.00

15.50 16.00

16.50 17.00

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 : BF104559.D

Aca On : 17 Apr 2018 3:05

Operator : JU/SJ

Sample = J2360-04

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040618._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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

5.03 4.27 ng 213383 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 56
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 28
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 500 (5.028 min): BF104559.D (-495) (-) m/z 43.00 100.00%
a3
59
5000
s 450 450 500 520 840
83 : : : : :
0...,....,....,..?7.',':...,?3.-:-.,....,....,.-...,...:,|....,. m/z 59.00 62.06%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 SR S R
4.60 4.80 5.00 5.20 5.40
m/z 101.10 21.04%
o 25 3 37 | 83 o3 01
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
- 460 480 500 520 540
5000 m/z 58.00 16.81%
29 101
o 15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)- e
59 460 4.80 5.00 5.20 5.40
m/z 41.10 8.77%
5000
41
0 |""|"'H““" Jlﬁ”"|$?¢*i" "|??"|"gq| ""J""I'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 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 : BF104559.D

Aca On : 17 Apr 2018 3:05

Operator : JU/SJ

Sample = J2360-04

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040618._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 2 unknown6.58 Concentration Rank 1

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

6.58 68.07 ng 3404210 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 764 (6.581 min): BF104559.D (-759) (-) m/z 132.00 100.00%
5000 68
20 ;54 | 75 T 620 6.40 6.60 6.80 7.00
62 : : : : :
o....,....|'!..4.8,::..,::.-.|,..':.,..5.‘?,..!.,.-!..,.1.1.5.,....,'...,.. m/z 68.10 40.99%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 o7 SRS ARARE NS SRR
a1 o7 620 640 6.60 6.80 7.00
53 - 117 m/z 134.00 33.34%
0 34 “‘ ‘\ . 61\“\‘ L1 89 [, 103110 124
miz--> T 4 0 8 70 8 9 100 110 130 Do 10
Abundance
132
69 AR RS SRR
104 6.20 6.40 6.60 6.80 7.00
5000 m/z 66.00 25.72%
78
31 35 ,, 5t
O T T T e e T e T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine A e A
132 6.20 6.40 6.60 6.80 7.00
o7 m/z 69.10 16.40%
5000 0
31 52
o T M P | 78es | 15 M6
m/z--> 30 40 5'0 60 70 80 90 100 110 120 130 140 620 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041618\
Data File : BF104559.D

Aca On : 17 Apr 2018 3:05

Operator : JU/SJ

Sample = J2360-04

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040618._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 4 Decane, 2,3,5-trimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.27 2.16 ng 138276 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 90
2 Heptadecane 240 C17H36 000629-78-7 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 80
5 Hexadecane 226 C16H34 000544-76-3 76
Abundance Scan 1391 (10.269 min): BF104559.D (-1389) (-) m/z 57.00 100.00%
57
5000 85
4
—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—r
113 149 10.00 10.20 10.40 10.60
(o} m/z 43.05 62.71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #48894: Decane, 2,3,5-trimethyl-
57
5000 85 RN SN SN BN R
10.00 10.20 10.40 10.60
4 m/z 71.05 58.27%
141
B A = S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
85 10.00 10.20 10.40 10.60
5000 a m/z 85.05 40.73%
ol 25 M3 14 16 197212 240
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane
57 10.00 10.20 10.40 10.60
m/z 41.00 32.60%
85
5000
4
113
0 ‘ L [ e a6 197 225 253268 296
m/z--> 25 Jo 60 80 100 120 140 1éo 180 200 220 240 260 280 300 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041618\
Data File : BF104559.D

Aca On : 17 Apr 2018 3:05

Operator : JU/SJ

Sample = J2360-04

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040618._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 5 Heptacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.75 2.89 ng 147767 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Octadecane 254 C18H38 000593-45-3 91
3 Hexadecane 226 Cl16H34 000544-76-3 90
4 Pentadecane 212 C15H32 000629-62-9 87
5 Heptadecane 240 C17H36 000629-78-7 87
Abundance Scan 1473 (10.751 min): BF104559.D (-1470) (-) m/z 57.10 100.00%
g7
5000 85
113 141 10.40 10.60 10.80 11.00
ol b b T e 32 m/z 71.05  67.83%
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 66 .65%
o 290 | || 113 141 169 197 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350
Abundance
57
10.40 10.60 10.80 11.00
5000 85 m/z 85.05 44 .56%
29
o 13 141 169 197 225 254
m/z--> 50 100 150 200 250 300 350
Abundance #83025: Hexadecane
57 10.40 10.60 10.80 11.00
m/z 41.05 28.48%
5000
85
29
0 ‘\w L J 113 141 169 197 226
m/z--> 50 100 150 200 250 300 350 10,40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041618\
Data File : BF104559.D

Aca On : 17 Apr 2018 3:05

Operator : JU/SJ

Sample = J2360-04

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040618._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 6 Hexadecanoic acid, butyl ester Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
12.75 9.43 ng 431401 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 94
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 76
3 Hexadecanoic acid. 2-methvlpropyv... 312 C20H4002 000110-34-9 64
4 2-Methvl-n-1-tridecene 196 C14H28 018094-01-4 27
5 1-Hexene, 2,5-dimethyl- 112 C8H16 006975-92-4 27

Abundance Scan 1813 (12.751 min): BF104559.D (-1808) (-) m/z 56.10 100.00%
56
5000 257
73 129 239 S | D
3 ¥ 1 157 185 213 312 12.40 12.60 12.80 13.00
Obrr vl m/z 57.05 56.44Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154932: Hexadecanoic acid, buty| ester
56
5000
12.40 12.60 12.80 13.00
29 257 m/z 257.20 41 .45%
101 185 213 239 312
R P i g
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 41.05 35.14%
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-methylpropy! ester I EAREEEEEE e
57 12.40 12.60 12.80 13.00
m/z 43.00 34.12%
5000 4
239 957
m/z--> 25 45 60 80 100 120 140 160 180 200 220 240 260 2éo 360 ' 12. 40 12. 60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041618\
Data File : BF104559.D

Aca On : 17 Apr 2018 3:05

Operator : JU/SJ

Sample = J2360-04

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040618._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 7 Octadecanoic acid, butyl ester Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.45 7.17 ng 328058 Chrysene-d12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 95
2 Octadecanoic acid. 2-methvlpropv... 340 C22H4402 000646-13-9 43
3 Butvl mvristate 284 C18H3602 000110-36-1 42
4 Cvclopropane. 1-(l1-methvlethvl)-... 210 C15H30 041977-39-3 35
5 Cyclohexanamine 99 C6H13N 000108-91-8 30

Abundance Scan 1932 (13.451 min): BF104559.D (-1928) (-) m/z 56.10 100.00%
56
5000
M 83 129 285
01 185 241 267 13.20 13.40 13.60 13.80
1 L%
oLt Al A -.“'.-|: LA N N l 20 "m/z 57.05  60.07%
m/z--> 50 100 150 200 250 300
Abundance #177148: Octadecanoic acid, butyl ester
56
5000
285 340 13.20 13.40 13.60 13.80
73 . 267 m/z 43.05  42.40%
97 241
ol— |3\| I \M\N .‘N‘.‘h‘ll .“h. ‘. |‘1|53| . .‘. |2|13|‘ .‘. .‘ ‘311

m/z--> 50 100 150 200 250 300
Abundance
57
_l_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_

13.20 13.40 13.60 13.80

5000 m/z 41.05 36.66%
29 267285
83 129
o 111 157 185 213 241 310 340
L B e e L e e e e e e e e N I e e
m/z--> 50 100 150 200 250 300 f
Abundance #131257: Butyl myristate
56 13.20 13.40 13.60 13.80

m/z 55.00 31.86%

5000 299

73 211
129
185 284
3 M\‘ Wity | er ] |25 |

O L ML s s o T T T T AR EE R

T
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 : BF104559.D

Aca On : 17 Apr 2018 3:05

Operator : JU/SJ

Sample = J2360-04

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040618._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 8 Nonadecyl pentafluoropropio... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.82 3.59 ng 164041 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
2 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 91
3 Oxalic acid. isobutvl hexadecvl ... 370 C22H4204 1000309-38-1 91
4 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 81
5 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 81
Abundance Scan 1995 (13.821 min): BF104559.D (-1991) (-) m/z 57.05 100.00%
57
83
5000
111
140 13.60 13.80 14.00 14.20
0...'.,-.I.- l.t.l..,?‘?..,....,..2?1.,....,....,.. m/z 43.00 83.28%
m/z--> 50 100 150 200 250 300 350 400
Abundance #222139: Nonadecy! pentafluoropropionate
[ ULJL_/L
5000 ’“”J-- U N
ns 13.60 13.80 14.00 14.20
m/z 71.05 66.12%
L2 i ‘ h \h L ‘h ,‘3 182 210 238 266 311 412
m/z--> 50 250 300 350 400
Abundance J
57
RS NN S SO
83 13.60 13.80 14.00 14.20
5000 m/z 55.00 63.25%
29 111
ol il A b I .}%g,%§8.%96.?%7.2§8... e —
m/z--> 50 100 150 200 250 300 350 400 _’J
Abundance #196922: Oxalic acid, isobutyl hexadecy! ester e B R R e
57 13.60 13.80 14.00 14.20
m/z 83.10 59.32%
5000
ol 14 H 1M 139 196 224 269
m/z--> 50 100 150 200 250 300 350 400 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 : BF104559.D

Aca On : 17 Apr 2018 3:05

Operator : JU/SJ

Sample = J2360-04

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040618._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 9 Heneicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.76 2.20 ng 87250 Perylene-d12 15.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 95
2 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 93
3 Eicosane 282 C20H42 000112-95-8 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Hexacosane 366 C26H54 000630-01-3 90

Abundance Scan 2155 (14.762 min): BF104559.D (-2151) (-) m/z 57.05 100.00%

57

5000

14.40 14.60 14.80 15.00

169 191 207 225

0! m/z 71.05 81.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane
57
85
5000 LA L L L L L B
14.40 14.60 14.80 15.00
4 m/z 85.05 60.14%
. s | a0 19 o s oo
.”,””P.”P”.P”q.”wnnlnnp.upu..”..”.”..””,””.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
R BAREE SR SRR SR
14.40 14.60 14.80 15.00
5000 85 m/z 43.05 58.70%
41
113

141156 183 211 239 267 296

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #129490: Eicosane I  EBEEEEEESEL
57 14.40 14.60 14.80 15.00
m/z 99.10  25.54%
85
5000
113
o ‘ ‘\‘ [ 17 225 253 282
,,,,,,,,, ARaRRasELaSs L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14.40 14.60 14.80 15.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041618\
Data File : BF104559.D

Acq On = 17 Apr 2018 3:05

Operator : JU/SJ

Sample - J2360-04

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618._M
Quant Title : 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... 5.03 4.3 ng 213383 1 6.81 1000260 20.0
unknown6 .58 6.58 68.1 ng 3404210 1 6.81 1000260 20.0
Decane, 2,3,5-tri... 10.27 2.2 ng 138276 3 9.85 1283120 20.0
Heptacosane 10.75 2.9 ng 147767 4 11.34 1023550 20.0
Hexadecanoic acid... 12.75 9.4 ng 431401 5 13.99 915120 20.0
Octadecanoic acid... 13.45 7.2 ng 328058 5 13.99 915120 20.0
Nonadecyl pentafl... 13.82 3.6 ng 164041 5 13.99 915120 20.0
Heneicosane 14.76 2.2 ng 87250 6 15.45 792539 20.0
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