LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081418\
Data File : BF108154.D

Aca On : 14 Aug 2018 19:29

Operator : JU/SJ

Sample = J4458-02

Misc :

ALS Vial : 21 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 2.366 3 5 15 rVB 1349459 1521557 36.84% 5.040%
2 2.502 23 28 39 rvB2 35804 73449 1.78% 0.243%
3 5.249 491 495 503 rvB 150441 143089 3.46% 0.474%
4 5.637 557 561 565 rBY 1208541 1094492 26.50% 3.626%
5 6.625 726 729 734 rBV 789005 708409 17.15% 2.347%
6 6.784 752 756 759 rBVY 2477597 2056183 49.78% 6.811%
7 7.019 792 796 799 rBVY 1435909 1211644 29.33% 4.014%
8 7.172 818 822 826 rVB 3237814 3020747 73.13% 10.006%
9 7.578 886 891 894 rBVY 2677975 2439572 59.06% 8.081%
10 8.301 1009 1014 1017 rBvV 1701731 1445955 35.00% 4 _.790%
11 8.837 1101 1105 1113 rBvV2 62000 56789 1.37% 0.188%
12 9.372 1190 1196 1200 rBV 4429188 4130729 100.00% 13.683%
13 9.472 1210 1213 1218 rVB2 44064 48306 1.17% 0.160%

14 9.760 1258 1262 1266 rBV 366759 343928 8.33% 1.139%
15 10.066 1309 1314 1317 rVB 1488762 1376307 33.32% 4 _559%

16 10.242 1339 1344 1348 rBV5 42881 55117 1.33% 0.183%
17 10.389 1365 1369 1375 rBV6 30556 61227 1.48% 0.203%
18 10.472 1380 1383 1386 rVB2 67176 57365 1.39% 0.190%
19 10.854 1443 1448 1457 rBV 1618109 1468344 35.55% 4._.864%
20 10.948 1461 1464 1466 rBV 76065 80368 1.95% 0.266%
21 11.054 1479 1482 1485 rBV3 47978 44819 1.09% 0.148%
22 11.089 1485 1488 1491 rBV2 48077 53249 1.29% 0.176%
23 11.195 1504 1506 1511 rVB3 50821 66774 1.62% 0.221%
24 11.242 1511 1514 1515 rBV2 54219 55912 1.35% 0.185%
25 11.395 1538 1540 1543 rBV 58172 59404 1.44% 0.197%

26 11.560 1564 1568 1571 rBV 1543371 1267796 30.69% 4._.200%
27 11.930 1629 1631 1633 rVB2 66441 48749 1.18% 0.161%
28 12.072 1651 1655 1662 rBV 654871 766147 18.55% 2.538%
29 12.860 1786 1789 1794 rBV 299148 322106 7.80% 1.067%
30 13.148 1834 1838 1841 rBV 3527981 3059117 74.06% 10.133%

31 14.030 1985 1988 1997 rBV 616927 601127 14.55% 1.991%
32 14.219 2016 2020 2023 rVB 1354035 1170473 28.34% 3.877%
33 14.983 2148 2150 2154 rVB 161369 153765 3.72% 0.509%
34 15.354 2210 2213 2218 rVB 160247 182256 4.41% 0.604%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081418\
Data File : BF108154.D

Aca On : 14 Aug 2018 19:29

Operator : JU/SJ

Sample = J4458-02

Misc :

ALS Vial : 21 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\HPCHEM1\BNA F\METHODS\8270-BF080818.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 15.783 2281 2286 2292 rVB2 600803 942907 22.83% 3.123%

Sum of corrected areas: 30188178
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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\HPCHEM1I\BNA F\DATA\BF081418\

BF108154.D

14 Aug 2018 19:29

JussJ

J4458-02

21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF080818.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF081418\
Data File : BF108154.D

Aca On : 14 Aug 2018 19:29

Operator : JU/SJ

Sample = J4458-02

Misc :

ALS Vial : 21 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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.37 25.12 ng 1521560 1,4-Dichlorobenzene-d4 7.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 Silane. tetramethvl- 88 C4H12Si 000075-76-3 38
3 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 37
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 23
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 6 (2.372 min): BF108154.D (-3) (-) m/z 73.10 100.00%
741
5000 43.1
55.1 87.1
| 240 250 2.60 2.70 2.80
R N U N — m/z 43.10 44.53%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4492: Butane, 2-methoxy-2-methyl-
73.0
5000 UVRAAE LA VUSRS S
430 S50 240 250 2.60 2.70 2.80
‘ 87.0 m/z 55.10 31.57%
27.0
. W Ll 1l 101.0
”'P'”I”'W'”'P'”I”'W'”'P'”I”'W'”'P'”I”'W'
m/z--> 10 20 50 60 70 80 90 100 110 120
Abundance #1997. Silane, tetramethyl-
73.0
240 250 2.60 2.70 2.80
5000 m/z 87.10 26.73%
45.0
29.0 1 59.0 L 88.0 /\
VAL A R IR RS RS RS AR AR BARSS RARRY L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8392: 3-Pentanol, 2,4-dimethyl- R B R
73.0 2.40 2.50 2.60 2.70 2.80
m/z 41.10 14 .97%
5000 550 /\
43.0
27.0
oL 180 T MM | 830 980 1150
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 240 250 2.60 2.70 2.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF081418\
Data File : BF108154.D

Aca On : 14 Aug 2018 19:29

Operator : JU/SJ

Sample = J4458-02

Misc :

ALS Vial : 21 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 9

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

5.25 2.36 ng 143089 1,4-Dichlorobenzene-d4 7.02
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-(1l-methvleth... 116 C7H160 017348-59-3 36
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 495 (5.249 min): BF108154.D (-491) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.1 IRRAE ALY LR AR N
| 83.1 | 5.00 5.20 5.40 5.60
o et e e e m/z 59.10 55.81%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 ko 5k s sk
0
150 a0 1010 m/z 101.10 16.62%
: 83.0
0 Tl i . .
LR UL SRR SR UL LRI FULRLEL IR SO SO S B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
54.0
" 500 520 540 5.60
5000 m/z 58.10 15.25%
41.0
29.0 101.0
0 W 1)], 500 ] 73.0  86.0 \
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- B R AR
54.0 5.00 5.20 5.40 5.60
m/z 41.10 8.63%
5000 41.0
31.0
i 50 w w
0 "'I}?R I""I""I"'§?9"'I""I""I""I"9%?""I' RN USRS LU IR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF081418\
Data File : BF108154.D

Aca On : 14 Aug 2018 19:29

Operator : JU/SJ

Sample = J4458-02

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 3 unknown6.78 Concentration Rank 2

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

6.78 33.94 ng 2056180 1,4-Dichlorobenzene-d4 7.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 (5-MethvI-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
4 1.2.3-Trifluorobenzene 132 C6H3F3 001489-53-8 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 755 (6.778 min): BF108154.D (-752) (-) m/z 132.00 100.00%
132.0
5000 68.1
00 s || oL Sh0 650 oo 760 720
Obrrprrrrprrrr el bbbt e 820 L2070 Wl "m/z  68.10  49.05%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000 UL LI IR R
6.40 6.60 6.80 7.00 7.20
33.0 44.0 105.0 m/z 66.10 32.17%
. ° |, 86.0 .
G R A R R A A AN AR RSN LRSS LRSS RSN AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132.0
VRS SRR BARRARARAR Y
6.40 6.60 6.80 7.00 7.20
5000 m/z 134.00 32.14%
104.0
ol 140 270 390 510 00770 g90 || 150 ||
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile R R R b
132.0 6.40 6.60 6.80 7.00 7.20
m/z 69.05 19.79%
5000
0 92.0
o 27.0 390 510 0 1059 1170
m/z--> 10 20 30 Jo 55 éo fo 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF081418\
Data File : BF108154.D

Aca On : 14 Aug 2018 19:29

Operator : JU/SJ

Sample = J4458-02

Misc :

ALS Vial : 21 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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.07 12.09 ng 766147 Phenanthrene-d10 11.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Undecanoic acid 186 C11H2202 000112-37-8 70
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64
Abundance Scan 1655 (12.072 min): BF108154.D (-1651) (-) m/z 43.10 100.00%
431 730
5000 ﬁﬂbmgmﬂynhvaLJ~¢~v~VVWV'“
129.1
213.2 N —
97.1 157.1 1852 2 2563 1180 12.00 1220 12.40
b : m/z 73.00 91.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
6d.0
5000 129.0 L U UL RN U

T T T T
11.80 12.00 12.20 12.40

83.0 -
J‘“ 1570 1gs 2130 2560 m/z 60.00 88.01%
0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72643: Tridecanoic acid
a0 | 730
I B o R
11.80 12.00 12.20 12.40
5000 129.0 m/z 41.10 82.02%
ol Lﬂ NN»ﬁ»JA)JLMWWWWMM«
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid A o Al BRRmsma
43.0 730 11.80 12.00 12.20 12.40
m/z 55.10 78.04%
5000 129.0

r

15.0 L‘ |

0"'|""i*"' I mm s

I T I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF081418\
Data File : BF108154.D

Aca On : 14 Aug 2018 19:29

Operator : JU/SJ

Sample = J4458-02

Misc :

ALS Vial : 21 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 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.86 5.08 ng 322106 Phenanthrene-d10 11.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 94
2 Pentadecanoic acid 242 C15H3002 001002-84-2 89
3 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 72
4 n-Decanoic acid 172 C10H2002 000334-48-5 58
5 11-Bromoundecanoic acid 264 C11H21Bro02 002834-05-1 45
Abundance Scan 1789 (12.860 min): BF108154.D (-1786) (-) m/z 43.10 100.00%
431
5000 1291
R ETNGRPVE 560 1780 13,00 1320
1. : . ) . )
ol by 2370 1 g3z | e m/z 57.10 83.93%
m/z--> 50 100 150 200 250 300 350
Abundance #131258: Octadecanoic acid
43.0 73.0
5000 129.0 L . PV,
12 60 12. 80 13. 00 13 20
1850 54y 2840 m/z 73.00 75.08%
o150 F sy | pso |
m/z--> 50 100 1éo 200 250 300 3éo
Abundance #95855: Pentadecanoic acid
43.0 73.0
' 12.60 12.80 13.00 13.20
5000 129.0 m/z 60.00 74 .83%
109.0 242.0
57.0
0..‘..|’ ml““u .ﬁ ...{.i.\...”....l....l...
m/z--> 50 100 150 200 250 300 350
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester A e AR Ras B
43.0 12.60 12.80 13.00 13.20
m/z 55.10 71.94%
73.0
5000 284.0 uvv¢n4yu~v¢NwJ\*WMMMwwnﬂm-”
129.0
185.0
oLl “H 0| SO T 1 sweo a7
m/z--> 50 150 200 250 300 350 12 60 12. 80 13. 00 13 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF081418\
Data File : BF108154.D

Aca On : 14 Aug 2018 19:29

Operator : JU/SJ

Sample = J4458-02

Misc :

ALS Vial : 21 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 1-Heneicosanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.03 10.27 ng 601127 Chrysene-di12 14 .22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 94
2 Cvclodocosane. ethvl- 336 C24H48 1000151-22-6 91
3 1-Heneicosvl formate 340 C22H4402 077899-03-7 91
4 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 91
5 n-Tetracosanol-1 354 C24H500 000506-51-4 91
Abundance Scan 1988 (14.030 min): BF108154.D (-1985) (-) m/z 57.10 100.00%
5000 JJ»J\/\»
111.1
R AR S B B
139.1 13.80 14.00 14.20 14.40
ol ATy, 821 2221 2841 29828272 | nz, 55.10  97.61%
m/z--> 150 200 250 300
Abundance #155046: 1-Heneicosanol
580 83.0
5000 111.0 L LI B I B
Bmmmmmmm
29.0 m/z 43.10 95.74%
' 139.0
0 L 47p T 167.0196.0 238.0 266.0 294.0
m/z--> 50 160 1%0 260 2éo 360 '
Abundance #174181: Cyclodocosane, ethyl-
5.0 83.0
" 1380 14.00 14.20 14.40
5000 m/z 83.10 77 .24%
0.0 111.0
307.0
0 ‘}‘ i M \ P39016701950223025102780 1 336.0
m/z--> éo 100 1%0 260 2éo 360
Abundance #177132: 1-Heneicosy! formate R EEEEs
57.0 83.0 13.80 14.00 14.20 14.40
m/z 97.10 68.92%
- il M,V‘/\JM
o ‘ H “11330967019602220 266029403220
m/z--> % 150 200 %o 3& ' 1mmmmumuo
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF081418\
Data File : BF108154.D

Aca On : 14 Aug 2018 19:29

Operator : JU/SJ

Sample = J4458-02

Misc :

ALS Vial : 21 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 Tetracosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.98 2.63 ng 153765 Chrysene-di12 14 .22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 96
2 Octacosane 394 C28H58 000630-02-4 87
3 Tricosane. 2-methvl- 338 C24H50 001928-30-9 87
4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 83
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 80

Abundance Scan 2149 (14.977 min): BF108154.D (-2148) (-) m/z 57.10 100.00%

57.1

5000
132.0 169.1 207.1 256.1 288.2 338.2 14.60 14.80 15.00 15.20
0! m/z 43.10 71.27%
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57.0
5000 o

14,60 14.80 15.00 15.20
m/z 71.10 51.99%

27}0|

99.0
o2 Ly }410 183.0 225.0 267.0 309.0338.0
L B L o SR AR E e e e e
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
R
14.60 14.80 15.00 15.20
5000 m/z 85.10 27.35%
99.0
0 27,0 Ll 1410 183.0 2250 2810  337.0 394.0
L A e e m S e e LR AR p
m/z--> 50 100 150 200 250 300 350
Abundance #175566: Tricosane, 2-methyl- R ma e AR
43.0 14.60 14.80 15.00 15.20
m/z 69.10 23.88%
5000
85.0
oL ’J | 1279 1690 2110 2530 29503240
i T A e R
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\HPCHEMI1\BNA F\DATA\BF081418\
Data File : BF108154.D

Aca On : 14 Aug 2018 19:29

Operator : JU/SJ

Sample = J4458-02

Misc :

ALS Vial : 21 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 7
R.T. EstConc Area Relative to ISTD R.T.
15.35 3.87 ng 182256 Perylene-d12 15.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Pentadecane 212 C15H32 000629-62-9 87
3 Octacosane 394 C28H58 000630-02-4 87
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 80
5 Dodecane, l1l-iodo- 296 C12H25l1 004292-19-7 80
Abundance Scan 2212 (15.348 min): BF108154.D (-2210) (-) m/z 57.10 100.00%
57.1
5000
9.1 15.00 15.20 15.40 15.60
141.1 : : : :
ol d WAL p2Y 18212118 2651 31213452 LT A5G 75500
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
5000 LR DAL B DAL SR B
mmmmmmmm
99.0 m/z 71.10 63.51%
Ozmlljijmlmonmzmw%o
m/z--> 55 100 1%0 260 2%0 360 3%0 '
Abundance #71394: Pentadecane
57.0
15.00 15.20 15.40 15.60
5000 m/z 85.10 47 .95%
o 27000 | | 99'0“ 141.0 182.0212.0
I T N P S A A
Abundance #209566: Octacosane A Ba T o
57.0 15.00 15.20 15.40 15.60
m/z 41.10 20.60%
5000
99.0
0 27,00 | | | | 1410 1830 225.0 281.0 337.0 394.0
m/z--> 55 160 150 200 250 360 350 ' 1500 1520 1540 15%0 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF081418\
Data File : BF108154.D

Acq On : 14 Aug 2018 19:29

Operator : JU/SJ

Sample - J4458-02

Misc :

ALS Vial : 21 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]
Butane, 2-methoxy... 2.37 25.1 ng 1521560 1 7.02 1211640 20.0
2-Pentanone, 4-hy... 5.25 2.4 ng 143089 1 7.02 1211640 20.0
unknown6.78 6.78 33.9 ng 2056180 1 7.02 1211640 20.0
n-Hexadecanoic acid 12.07 12.1 ng 766147 4 11.56 1267800 20.0
Octadecanoic acid 12.86 5.1 ng 322106 4 11.56 1267800 20.0
1-Heneicosanol 14.03 10.3 ng 601127 5 14.22 1170470 20.0
Tetracosane 14.98 2.6 ng 153765 5 14.22 1170470 20.0
Heneicosane 15.35 3.9 ng 182256 6 15.78 942907 20.0
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