LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082118\
Data File : BF108328.D

Aca On : 21 Aug 2018 10:23

Operator : JU/SJ

Sample : J4500-16

Misc :

ALS Vial : 4 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-BF080818 .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 3.219 145 150 155 rvB 71039 105214 1.42% 0.198%
2 5.278 495 500 512 rvB 638790 927935 12.51% 1.742%
3 5.654 558 564 567 rBY 4613529 4719970 63.61% 8.861%
4 6.637 725 731 734 rBVY 4015696 4385714 59.10% 8.233%
5 6.784 750 756 759 rBVY 5266381 5344247 72.02% 10.033%
6 7.007 790 794 797 rBV 1331583 1099283 14.81% 2.064%
7 7.166 816 821 824 rBVY 4420508 4176734 56.29% 7.841%
8 7.572 884 890 893 rBVY 3355953 3714203 50.05% 6.973%
9 8.289 1007 1012 1015 rBV 1423347 1397189 18.83% 2.623%
10 9.366 1188 1195 1198 rBVY 6036813 6514366 87.79% 12.230%

11 10.048 1305 1311 1315 rBV 1642375 1624294 21.89% 3.049%
12 10.848 1440 1447 1450 rBV 4366363 4521591 60.94% 8.489%
13 11.548 1560 1566 1569 rBV 2019895 1778056 23.96% 3.338%
14 12.260 1683 1687 1695 rBV 64946 79690 1.07% 0.150%
15 12.930 1797 1801 1805 rVB 597514 473527 6.38% 0.889%

16 13.007 1811 1814 1819 rVB 135667 107537 1.45% 0.202%
17 13.142 1829 1837 1840 rBV 6629858 7420246 100.00% 13.930%
18 13.636 1918 1921 1925 rBV 469847 364750 4.92% 0.685%
19 13.924 1962 1970 1974 rBV4 44514 120251 1.62% 0.226%
20 14.013 1982 1985 1990 rVB 110986 101372 1.37% 0.190%

21 14.201 2013 2017 2021 rVB 1755921 1564972 21.09% 2.938%
22 14.330 2035 2039 2043 rVB 139463 136160 1.83% 0.256%
23 14.636 2087 2091 2096 rVB 169813 181812 2.45% 0.341%
24 14.960 2142 2146 2153 rBV 169727 197371 2.66% 0.371%
25 15.324 2204 2208 2215 rVB 200097 235475 3.17% 0.442%

26 15.759 2274 2282 2289 rVB2 771383 1335190 17.99% 2.507%
27 16.212 2354 2359 2366 rVB 192590 313991 4.23% 0.589%

28 16.771 2448 2454 2460 rVB 117224 231345 3.12% 0.434%
29 17.424 2561 2565 2575 rVB3 46372 94361 1.27% 0.177%

Sum of corrected areas: 53266846
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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\BF082118\

BF108328.D

21 Aug 2018 10:23

JussJ

J4500-16

4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF108328.D

6.78

5.65 717

6.64

7.01
5.28

7.57

0=
Time-->

T T
5.00 5.50

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF108328.D

9.37

10.85

11.55
10.05

0 :
Time-->

T T ™ T
10.00 10.50 11.00 11.50 12.00 12.50

13.00

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

o

TIC: BF108328.D

14.20

13.64

64 1496 15.32
1318001 || 14.33 14.64 5.

Time--> 13.50

1
14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082118\
Data File : BF108328.D

Aca On : 21 Aug 2018 10:23

Operator : JU/SJ

Sample = J4500-16

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 3

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

5.28 16.88 ng 927935 1,4-Dichlorobenzene-d4 7.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 500 (5.278 min): BF108328.D (-495) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.1 IRAPSARAELUREE RARRE SRR
5.00 520 5.40 5.60
71.1 .
Ol el AL 830 150 59710 52,554
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L I L I L
59.0 500 520 540 560
m/z 101.10 15.65%
31.0 83.0 101.0
O'W'”'I””Wh'”T“"P':W"”I”"P“”I'”'m"W'”'I”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
500 520 540 560
5000 m/z 58.10 14.63%
41.0
29.0 101.0
Ol et LU S00 L), 730 860 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8346: 2-Hexanol, 2—methy|— L L L L LB NN
59.0 5.00 520 5.40 5.60
m/z 41.10 9.54%
5000
410 101.0
ol 150 310 Tiis00, | 690 830
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 5.00 520 5.40 5.60

8270-BF080818.M Wed Aug 22 16:15:33 2018 Page: 3



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082118\
Data File : BF108328.D

Aca On : 21 Aug 2018 10:23

Operator : JU/SJ

Sample = J4500-16

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 unknown6.78 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.78 97.23 ng 5344250 1,4-Dichlorobenzene-d4 7.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
Abundance Scan 755 (6.778 min): BF108328.D (-750) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 MRS S S
40.0 54 J 6.40 6.60 6.80 7.00 7.20
0 £SO T .2 S | m/z 68.10 47.92%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 T T AT

640 6.60 6.80 7.00 7.20
m/z 134.00 33.33%

31.0 510
o T
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
R R ma e
6.40 6.60 6.80 7.00 7.20
5000 m/z 66.10 31.62%
33.0 105.0
o Mo | ||
ol e L e e e
m/z--> 40 60 80 100 120 140 160 180 A
Abundance #52379: Tranylcypromine-propionyl R e R
57.0 132.0 6.40 6.60 6.80 7.00 7.20
m/z 69.10 19.65%
74.0
116.0
5000 98.0
SIS V| SO I Y-S Y | U I
m/z--> 40 60 80 100 120 140 160 180 6. 40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082118\
Data File : BF108328.D

Aca On : 21 Aug 2018 10:23

Operator : JU/SJ

Sample = J4500-16

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 4 Hexadecanoic acid, butyl ester Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.93 6.05 ng 473527 Chrysene-di12 14.20
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 60
3 Cvclopentanecarboxvlic acid. 2-a... 129 C6H11NO2 040482-05-1 38
4 Hexadecanoic acid. 2-methvlpropv... 312 C20H4002 000110-34-9 38
5 Oxirane, 2,3-bis(l-methylethyl)-... 128 C8H160 054644-32-5 32

Abundance Scan 1801 (12.930 min): BF108328.D (-1797) (-) m/z 56.05 100.00%

56.0

5000
1291 257.3
33.1
1571 185.1 213.2 12.60 12.80 13.00 13.20
Obrrerrrrrilies || ”| el et e e 2592, 8123 | 757 10 56.81%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154930: Hexadecanoic acid, butyl ester

56.0

5000 12.60 12.80 13.00 13.20
257.0

.O ‘ m/z 43.10 43 _.56%
I||8.ﬁl.0.n o 157.0 1850 2130 | | 534 3120

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #154967: Hexadecanoic acid, 1,1-dimethylethyl ester
56.0 W/J

12.60 12.80 13.00 13.20

29.0

o

f

5000 m/z 41.10 41.81%
29.0
83.0 129
0 “‘ ) i “‘ L H\ ol 157 0 185 0 213 0 \ 25‘7 0281 0 312.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 \
Abundance #12891: Cyclopentanecarboxylic acid, 2-amino-, trans- B R AREEEE e
56.0 12.60 12.80 13.00 13.20
m/z 55.05 32.54%
5000
30.0 100.0 129.0 }\
T e N ALttt
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12 60 12. 80 13. OO 13.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082118\
Data File : BF108328.D

Aca On : 21 Aug 2018 10:23

Operator : JU/SJ

Sample = J4500-16

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Octadecanoic acid, butyl ester Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.64 4.66 ng 364750 Chrysene-di12 14.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 90
2 Butvl mvristate 284 C18H3602 000110-36-1 72
3 Octadecanoic acid. 2-methvlpropv... 340 C22H4402 000646-13-9 47
4 Urea. N.N"-di-2-propenvl- 140 C7H12N20 001801-72-5 38
5 Cyclobutane, 1,1-dimethyl-2-octyl- 196 C14H28 062338-30-1 38

Abundance Scan 1922 (13.642 min): BF108328.D (-1918) (-) m/z 56.05 100.00%
56.0
5000

13.40 13.60 13.80 14.00

o m/z 57.10 60.76%
m/z--> 50 100 150 200 250 300
Abundance #177148: Octadecanoic acid, butyl ester
56.0 MNJW/NﬂJ\
5000 LA B L L L L LB
285.0 340.0 13.40 13.60 13.80 14.00
129.0 m/z 43.10 46.72%
3.0 185.0 241.0
ol AT s )| 25707 21307 3110
e L e L o e L o e e e
m/z--> 50 100 150 200 250 300
Abundance #131257: Butyl myristate
56.0
T T

13.40 13.60 13.80 14.00

m/z 41.05 36.90%
5000 229.0
e, [t | | o™
b B0 [ as7oT 7 | aso” |
m/z--> 50 100 150 200 250 300
Abundance #177166: Octadecanoic acid, 2-methylpropy! ester B B B e o e
57.0 13.40 13.60 13.80 14.00
m/z 55.10 35.02%
5000
29.0 285.0
83.0 129
1 \J\ \m \“J \‘h ok h ‘ 157 0 185 0 213. 0241 0 ‘ |\ 34\.0.0
oAbl . ki M N S T
m/z--> 50 lOO 150 200 250 300 13. 40 13 60 13. 80 14. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082118\
Data File : BF108328.D

Aca On : 21 Aug 2018 10:23

Operator : JU/SJ

Sample = J4500-16

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Tricosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.64 2.32 ng 181812 Chrysene-di12 14.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosane 324 C23H48 000638-67-5 94
2 Octacosane 394 C28H58 000630-02-4 90
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 87
4 Tetracosane 338 C24H50 000646-31-1 87
5 2-methyloctacosane 408 C29H60 1000376-72-8 87
Abundance Scan 2092 (14.642 min): BF108328.D (-2087) (-) m/z 57.10 100.00%
51.1
5000
324.1 S —
Ll ggl'l 1511 o 2151 084.2 1440 1460 14.80 15.00
YR 5 N O N VY PP U it 'Y I m/z 71.10 61.82%
m/z--> 50 100 150 200 250 300 350
Abundance #164579: Tricosane
57.0
5000 LRI B B BULILIL

14.40 14.60 14,80 15.00
m/z 43.10 59.39%

99.0
324.0
olziel L) .l FECIUESCI L e
mz--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
L
14.40 14.60 14.80 15.00
5000 m/z 85.10 47.94%
99.0
0 27,0 |y, 141.0 1830 2250 281.0 337.0 394.0
B i e A R S
mz--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl- R o A R
57.0 14.40 14.60 14.80 15.00
m/z 55.05 26.12%
5000
0 a0 239.0
oL by 1410 1830 2680 3080 3520
T [ T e e e e e L
mz--> 50 100 150 200 250 300 350 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082118\
Data File : BF108328.D

Aca On : 21 Aug 2018 10:23

Operator : JU/SJ

Sample = J4500-16

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Heptacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

14.96 2.52 ng 197371 Chrysene-di12 14.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 Eicosane. 9-octvl- 394 C28H58 013475-77-9 91
4 Eicosane 282 C20H42 000112-95-8 90
5 Heneicosane 296 C21H44 000629-94-7 90

Abundance Scan 2146 (14.960 min): BF108328.D (-2142) (-) m/z 57.10 100.00%

57.1
5000

14.60 14.80 15.00 15.20

W31 1831 2532

o . m/z 43.10 67.72%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #202662: Heptacosane
57.0
5000 LA L L L L L L I

14.60 14.80 15.00 15.20
m/z 71.10 57.92%

1130 169.0 225.0 281.0  380.0

L e —
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57.0
N SRR AR RS R RERE
14.60 14.80 15.00 15.20
5000 m/z 85.10 40.96%
113239 160.0
ol —H AL 20 225D 261.0 337.0 393.0 449.0 505.0 5620 617.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #209567: Eicosane, 9-octyl- R L B
43.0 14.60 14.80 15.00 15.20
m/z 55.05 25.40%
5000
9.0 281.0
0 1550 2110, | 336.0 392.0
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 14. 60 14. 80 15. 00 15. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082118\
Data File : BF108328.D

Aca On : 21 Aug 2018 10:23

Operator : JU/SJ

Sample = J4500-16

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Eicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.32 3.53 ng 235475 Perylene-d12 15.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Heptacosane 380 C27H56 000593-49-7 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Tetracosane 338 C24H50 000646-31-1 91
Abundance Scan 2207 (15.318 min): BF108328.D (-2204) (-) m/z 57.10 100.00%
57.1
5000
LT o s 15100 15120 1540 1560
YRR 5 N0 00 O i e <o . m/z 43.05 63.90%
miz--> 0 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57.0
5000 UL BRI SN UL BULLE

15.00 15.20 15.40 15.60
m/z 71.10 58.15%

99.0
L2 J Ly, 1410 1830 2250 2820
m/z--> 0 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
A e
15.00 15.20 15.40 15.60
5000 m/z 85.10 43.05%
99.0
ol 2%0] || 1‘ | M40 1830 2250 2670 3230 3800
m/z--> 0 50 100 150 200 250 300 350
Abundance #141425: Heneicosane AR N REEE e
57.0 15.00 15.20 15.40 15.60
m/z 55.10  24.45%
5000
99.0
0 210, | | | | 1410 1830 2250 2670296.0
m/z--> 0 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\BF082118\
Data File : BF108328.D

Aca On : 21 Aug 2018 10:23

Operator : JU/SJ

Sample = J4500-16

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 5
R.T. EstConc Area Relative to ISTD R.T.
16.21 4.70 ng 313991 Perylene-di12 15.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heptacosane 380 C27H56 000593-49-7 90
4 Eicosane 282 C20H42 000112-95-8 87
5 Nonadecane, 2-methyl- 282 C20H42 001560-86-7 86
Abundance Scan 2359 (16.212 min): BF108328.D (-2354) (-) m/z 57.10 100.00%
57.1
99.1 15,80 16.00 16,20 16.40 16.60
141.1 : : : : :
ol ALy pAL 18202102 24s028L1 0 FuzoT 7110 60.23%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
5000 AR DR
15. 80 16. 00 16. 20 16 40 16. 60
99.0 m/z 43.10 57.93%
oL 270 ||JJMW:m02%O%m%M
m/z--> 55 100 1éo 260 2éo 360 3éo
Abundance #194493: Hexacosane
57.0
15,80 16.00 16.20 16.40 16.60
5000 m/z 85.10 45 . 78%
99.0
ol 1. j Iy \{ 1410 1830 2250 267.0 309.0 _ 367.0
m/z--> 55 100 150 200 2éo 360 3éo
Abundance #202662: Heptacosane A I e
57.0 15.80 16.00 16.20 16.40 16.60
m/z 55.10 20.87%
27,0 990 1410
ol 2oL L | Ty, 1410 1830 2250 2670 3230 3800 N —
m/z--> 50 100 150 2m 250 300 350 1mmmmwmmm%o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082118\
Data File : BF108328.D

Aca On : 21 Aug 2018 10:23

Operator : JU/SJ

Sample = J4500-16

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Hexadecane, 2,6,10,14-tetra... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.77 3.47 ng 231345 Perylene-d12 15.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 90
2 Hexacosane 366 C26H54 000630-01-3 87
3 Heneicosane 296 C21H44 000629-94-7 87
4 Tetratetracontane 619 C44H90 007098-22-8 87
5 Hexatriacontane 507 C36H74 000630-06-8 83
Abundance Scan 2454 (16.771 min): BF108328.D (-2448) (-) m/z 57.10 100.00%
57.1
99.1 ]_5]_.]_ AU A TTTTTT
16.40 16.60 16.80 17.00
191.0
0 ,l dolgy | 29102202 2881 4104 TS0 61.83%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129513: Hexadecane, 2,6,10,14-tetramethy!-
57.0

5000

16.40 16.60 16.80 17.00
m/z 71.10 58.79%

0
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57.0
e .
16.40 16.60 16.80 17.00
5000 m/z 85.10 48 _40%
99.0
ol L. ] { ; 1410 183.0 2250 267.0 309.0  367.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane R B
57.0 16.40 16.60 16.80 17.00
m/z 55.05 26.18%
o WW/\MMMN
99.0
Ozmw\lﬁJ“mlwonm 296.0
m/z--> 50 100 150 200 250 300 350 400 16 40 16. 60 16. 80 17. 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF082118\
Data File : BF108328.D

Acq On : 21 Aug 2018 10:23

Operator : JU/SJ

Sample - J4500-16

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_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... 5.28 16.9 ng 927935 1 7.01 1099280 20.0
unknown6.78 6.78 97.2 ng 5344250 1 7.01 1099280 20.0
Hexadecanoic acid... 12.93 6.0 ng 473527 5 14.20 1564970 20.0
Octadecanoic acid... 13.64 4.7 ng 364750 5 14.20 1564970 20.0
Tricosane 14.64 2.3 ng 181812 5 14.20 1564970 20.0
Heptacosane 14.96 2.5 ng 197371 5 14.20 1564970 20.0
Eicosane 15.32 3.5 ng 235475 6 15.76 1335190 20.0
Heneicosane 16.21 4.7 ng 313991 6 15.76 1335190 20.0
Hexadecane, 2,6,1... 16.77 3.5 ng 231345 6 15.76 1335190 20.0
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