LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082418\
Data File : BF108474.D

Aca On : 24 Aug 2018 20:14

Operator : JU/SJ

Sample : J4581-10

Misc :

ALS Vial : 15 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 2.378 3 7 20 rvB 939939 1276519 40.22% 4._.220%
2 5.248 491 495 505 rBV 99263 132927 4_.19% 0.439%
3 5.631 555 560 563 rBY 2949031 2762297 87.03% 9.132%
4 6.625 723 729 741 rBVY 2814698 3080006 97.04% 10.183%
5 6.772 749 754 757 rBVY 3198530 2980304 93.90% 9.853%
6 6.995 789 792 796 rBV 894788 804050 25.33% 2.658%
7 7.154 815 819 823 rBVY 2312855 1990879 62.73% 6.582%
8 7.560 883 888 891 rBVY 1978022 1946378 61.32% 6.435%
9 8.283 1006 1011 1014 rBV 1104901 1018488 32.09% 3.367%
10 9.354 1188 1193 1196 rBvV 3498898 3173880 100.00% 10.493%

11 9.742 1256 1259 1265 rBV 345986 305622 9.63% 1.010%
12 10.042 1306 1310 1321 rVB2 1405386 1226893 38.66% 4_.056%
13 10.836 1441 1445 1454 rBV 2494627 2264628 71.35% 7.487%
14 10.924 1457 1460 1466 rVB 33597 40598 1.28% 0.134%
15 11.536 1560 1564 1568 rBV 1401413 1218251 38.38% 4.028%

16 12.042 1647 1650 1654 rBV 166821 138682 4._.37% 0.458%

17 12.971 1805 1808 1810 rBV2 36610 37000 1.17% 0.122%
18 12.995 1810 1812 1815 rVB2 41749 40185 1.27% 0.133%
19 13.124 1829 1834 1837 rBV 3306746 2889405 91.04% 9.552%
20 13.330 1863 1869 1872 rBV 57592 48299 1.52% 0.160%
21 13.671 1923 1927 1930 rBV2 86610 74324 2.34% 0.246%
22 14.001 1980 1983 1987 rVB 97173 78048 2.46% 0.258%

23 14.060 1987 1993 2005 rBV3 81916 268271 8.45% 0.887%
24 14.189 2011 2015 2021 rBV 883849 778025 24.51% 2.572%
25 14.318 2033 2037 2040 rBvV 101586 88798 2.80% 0.294%

26 14.624 2086 2089 2094 rBV 99883 90253 2.84% 0.298%
27 14.948 2139 2144 2149 rVB3 110027 155440 4_.90% 0.514%
28 15.030 2154 2158 2164 rVB 264060 288831 9.10% 0.955%
29 15.312 2202 2206 2213 rVB 77002 102050 3.22% 0.337%
30 15.742 2271 2279 2286 rVB 557650 808811 25.48% 2.674%

31 16.195 2351 2356 2361 rVB 63275 99133 3.12% 0.328%
32 16.742 2445 2449 2453 rBV3 26788 40476 1.28% 0.134%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082418\
Data File : BF108474.D

Aca On : 24 Aug 2018 20:14

Operator : JU/SJ

Sample : J4581-10

Misc :

ALS Vial : 15 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

Sum of corrected areas: 30247751
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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\BF082418\

BF108474.D

24 Aug 2018 20:14

JussJ

J4581-10

15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\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\BF082418\
Data File : BF108474.D

Aca On : 24 Aug 2018 20:14

Operator : JU/SJ

Sample : J4581-10

Misc :

ALS Vial : 15 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.

2.38 31.75 ng 1276520 1,4-Dichlorobenzene-d4 7.00
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 Silane. tetramethvl- 88 C4H12Si 000075-76-3 38
4 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 37
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23

Abundance Scan 7 (2.378 min): BF108474.D (-3) (-) m/z 73.10 100.00%
73.1
5000 43.1
55.1 87.1
| 2.40 2.50 2.60 2.70 2.80
Obrrrrrr et i e e | M/Z 43.10 0 44.52%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 AR A SRS AR L
43.0 2.40 250 2.60 2.70 2.80
550 87.0 m/z 55.10 30.71%
29.0
0'I””H'””#J”I”'W'”'PI”I”'W'”'P'”I”'W'”'P'”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
87.0
2.40 250 2.60 2.70 2.80
5000 41.0 55.0 m/z 87.10 26.13%
29.0
o T “ Ay “ ‘ . 970 1120  129.0
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1997: Silane, tetramethyl- A e R R
73.0 2.40 250 2.60 2.70 2.80
m/z 41.10 14 .59%
5000
45.0
29.0 1 59.0 L 88.0
m/z--> 20 3'0 40 50 60 70 80 90 100 110 120 130 240 2.50 2.60 2.70 2.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082418\
Data File : BF108474.D

Aca On : 24 Aug 2018 20:14

Operator : JU/SJ

Sample : J4581-10

Misc :

ALS Vial : 15 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 7

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

5.25 3.31 ng 132927 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 Ethanone. 1-(2-methvlcvclopropvl)- 98 C6H100 000930-56-3 9
5 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 9

Abundance Scan 495 (5.248 min): BF108474.D (-491) (-) m/z 43.00 100.00%
43.0
59.1
5000
| 630 1o|1.o 500 520 5.40 5.60
o} Y PO | . m/z 59.10 52.17%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LR I LIS IR
59.0 500 520 540 5.60
m/z 101.00 15.12%
R 830 1010
G R R RN A RN AR AL ARARA R AL LR LS RARA RALRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8346: 2-Hexanol, 2-methyl-
59.0
" 500 520 540 5.60
5000 m/z 58.00 14.19%
410 101.0
150 205 ||| | 710 830
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester o S AR
59.0 5.00 5.20 5.40 5.60
m/z 41.10 10.13%
5000 41.0
0 I L 730 1260 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082418\
Data File : BF108474.D

Aca On : 24 Aug 2018 20:14

Operator : JU/SJ

Sample : J4581-10

Misc :

ALS Vial : 15 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 3 unknown6.77 Concentration Rank 1

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

6.77 74.13 ng 2980300 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 27
2 1.2.4-Trifluorobenzene 132 C6H3F3 000367-23-7 9
3 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
4 Xenon 132 Xe 007440-63-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 754 (6.772 min): BF108474.D (-749) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 A SR A SRR
400 541 ‘ 6.40 6.60 6.80 7.00 7.20
0 ..,....,....-I'.'..:,!!..,-.'.'.|,..7.5.‘,1....,..!.,].1?‘?.?.1.1.7.,1....,~'...,... m/z 68.10  44.05%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000 T
6.40 6.60 6.80 7.00 7.20
33.0 44.0 0.0 105.0 m/z 134.00 33.67%
o |, 500 "7 g0 | 115.0
RSN RIS LI SULIL UL IR IR UL S RS SRS SRS S
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14396: 1,2,4-Trifluorobenzene
132.0
6.40 6.60 6.80 7.00 7.20
5000 m/z 66.10 28.67%
63.0 81.0
31.0 101.0 112.0
0 "|""|“"'|"'?? ?'”'Nl'lll"h'il "?1'9"\“'1' |h"'|""| o
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14395: 1,3,5-Trifluorobenzene  EEams R e EERRE
132.0 6.40 6.60 6.80 7.00 7.20
m/z 69.10 17.98%
5000
63.0 81.0
31.0 50.0 ‘ 101.0 112.0 |
o e e T e e A Rmmma
m/z--> 20 30 40 50 60 70 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\BF082418\
Data File : BF108474.D

Aca On : 24 Aug 2018 20:14

Operator : JU/SJ

Sample : J4581-10

Misc :

ALS Vial : 15 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 12
R.T. EstConc Area Relative to ISTD R.T.
12.04 2.28 ng 138682 Phenanthrene-d10 11.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Dodecanoic acid 200 C12H2402 000143-07-7 53
Abundance Scan 1650 (12.042 min): BF108474.D (-1647) (-) m/z 43.05 100.00%
430 | 73.0
5000 120.1 L\mﬁJxN¢\,“M~W~
97.1 213.2 L B A B LA
| 157.1 1851 256.2 1180 12.00 1220 12.40
0\ M m/z 73.00 99.68%
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 R UL B SR B
11.80 12.00 12.20 12.40
256.0 m/z 60.00 93.40%

83.0
157.0 1850 213.0 .
o 4 ,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
73.0
43.0

11.80 12.00 12.20 12.40
5000 129.0 m/z 57.05 87.68%
m/z--> 20 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid T T e e
43.0 73.0 11.80 12.00 1 20 12. 40
m/z 55.05 80.13%
5000 129.0
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\BF082418\
Data File : BF108474.D

Aca On : 24 Aug 2018 20:14

Operator : JU/SJ

Sample : J4581-10

Misc :

ALS Vial : 15 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 Octadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14 .00 2.01 ng 78048 Chrysene-di12 14.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 91
2 Tridecane. l-iodo- 310 C13H271 035599-77-0 91
3 Octacosane 394 C28H58 000630-02-4 90
4 Hexadecane 226 C16H34 000544-76-3 90
5 Pentadecane 212 C15H32 000629-62-9 87
Abundance Scan 1983 (14.001 min): BF108474.D (-1980) (-) m/z 57.10 100.00%
57.1
0 L M L
Fi 1560 1380 1400 1420 1440
141 1 : : : :
ol d i d [y A e 2201 | m/z 43.10 65.89%
m/z--> 50 100 150 200 250 300 350
Abundance #105884: Octadecane
i ML«\‘
5000 AR DA B SO B
Bmmmmmmmmm
99.0 m/z 71.10 58.06%
o 210 ] | 410 1830 225, 02540
m/z--> 55 100 1%0 200 250 360 3éo
Abundance #152416: Tridecane, 1-iodo-
57.0
13.60 13.80 14.00 14.20 14.40
5000 m/z 85.10 45 .83%
28.0
) 183.0
oL } |90 a0 7 310.0
m/z--> 55 160 1%0 260 250 300 3%0
Abundance #209566: Octacosane R e B BE e
57.0 13.60 13.80 14.00 14.20 14.40
m/z 41.05 24 .45Y%
- WAWVJM
99.0
0 27,0 ] Ly 1410 183.0 225.0 281.0 337.0 394.0
m/z--> 5'0 1(')0 150 200 250 3(')0 350 ' 13 60 13. 80 14. oo 14. 20 14 I40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082418\
Data File : BF108474.D

Aca On : 24 Aug 2018 20:14

Operator : JU/SJ

Sample : J4581-10

Misc :

ALS Vial : 15 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 Trifluoroacetoxy hexadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.06 6.90 ng 268271 Chrysene-di12 14.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxyvy hexadecane 338 C18H33F302 006222-03-3 95
2 1-Heneicosanol 312 C21H440 015594-90-8 95
3 Heptafluorobutvric acid. n-tetra... 410 C18H29F702 007365-36-8 94
4 n-Nonadecanol-1 284 C19H400 001454-84-8 94
5 n-Tetracosanol-1 354 C24H500 000506-51-4 91
Abundance Scan 1993 (14.060 min): BF108474.D (-1987) (-) m/z 55.00 100.00%
58,0
97.0
5000
j 01 1011 2180 140 1450 1440
ol e m/z 57.10 94.79%
m/z--> 50 100 150 200 250 300 350
Abundance #175127: Trifluoroacetoxy hexadecane
57.0
97.0
5000 L SR SR LR B
13.80 14.00 14.20 14.40
m/z 43.10 89.08%
oL 218 1 } [P0 166.0196.02050 2690 3200
m/z--> 50 100 150 200 250 300 350 '
Abundance #155046: 1-Heneicosanol
55,0
13,80 14.00 14.20 14.40
5000 m/z 83.05 71.46%
ol19d | 1 ‘ ‘ A 399 182.0 224.0 266.0
m/z--> 50 100 150 200 250 300 350 '
Abundance #215485: Heptafluorobutyric acid, n-tetradecyl ester R e e B
57.0 13.80 14.00 14.20 14.40
97.0 m/z 69.10 68.91%
5000
169.0
oL 219 | ‘ ! PZFO | 1990 2410 392.0
m/z--> 50 150 200 250 300 350 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082418\
Data File : BF108474.D

Aca On : 24 Aug 2018 20:14

Operator : JU/SJ

Sample : J4581-10

Misc :

ALS Vial : 15 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 Heptacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.32 2.28 ng 88798 Chrysene-di12 14.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 91
4 Hexacosane 366 C26H54 000630-01-3 90
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 2037 (14.318 min): BF108474.D (-2033) (-) m/z 57.10 100.00%
57.1
R b
141.2 249.1 14.00 14.20 14.40 14.60
0...:l, 'Jd"-'..-,.~...2?7.°...,....,....,.... m/z 43.10 65.33%
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane L—‘\L
57.0
5000 L DU UL B UL
14.00 14.20 14.40 14.60
m/z 71.10 56.24%
o 27,0 . | “ | _}4} 0. 1830 2250 267.0 309.0 351.0380.0
m/z--> 50 100 150 260 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57.0
14.00 14.20 14.40 14.60
5000 m/z 85.05 41.33%
0 | } | l d ) 1410 1830 233.0268.0 308.0 3520
m/z--> 50 100 150 200 250 300 350
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl- R e
57.0 14.00 14.20 14.40 14.60
m/z 55.10 25.97%
5000
99.0
0 " L1y 1410 183.0  239.0  296.0
m/z--> 50 100 1&'30 200 250 300 350 14.00 14.20 14.40 1460
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082418\
Data File : BF108474.D

Aca On : 24 Aug 2018 20:14

Operator : JU/SJ

Sample : J4581-10

Misc :

ALS Vial : 15 Sample Multiplier: 1

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

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Hentriacontane Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
14.62 2.32 ng 90253 Chrysene-di12 14.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 91
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Hexacosane 366 C26H54 000630-01-3 91

Abundance Scan 2088 (14.618 min): BF108474.D (-2086) (-) m/z 57.05 100.00%
57.0
5000 ﬂMAA#J
| Jggl-l M1 1026 "ali0 14160 14150 15100
ot bt 2 Mm/z 43.05 64.77%
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
-
5000 LI B BRI I I
14,40 14.60 14.80 15.00
m/z 71.10 58.54%
o lll 141.0 1830 225.0 267.0 309.0 351.0 437.0
m/z--> 55 160 150 200 250 300 350 400 '
Abundance #185535: Heptadecane, 9-octyl-
57.0
1440 14.60 14.80 15.00
5000 m/z 85.10 44 _14%
99.0
o } J J [ 1410 1830 3P0 2810 3230
m/z--> 50 100 150 200 250 300 350 400 '
Abundance #202661: Heptacosane e e
57.0 14.40 14.60 14.80 15.00
m/z 41.10 26 .52%
5000
9.0
0259 | ||, 1410 183.0 2250 267.0 309.0 380.0
m/z--> 50 160 1%0 260 250 300 350 400 ' 14.40 14.60 14.80 15.00

8270-BF080818.M Mon Aug 27 13:15:08 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082418\
Data File : BF108474.D

Aca On : 24 Aug 2018 20:14

Operator : JU/SJ

Sample : J4581-10

Misc :

ALS Vial : 15 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 Hexacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14 .95 4.00 ng 155440 Chrysene-di12 14.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 81
2 Tetratetracontane 619 C44H90 007098-22-8 81
3 Hexatriacontane 507 C36H74 000630-06-8 74
4 Octadecane 254 C18H38 000593-45-3 74
5 Octacosane 394 C28H58 000630-02-4 74
Abundance Scan 2144 (14.948 min): BF108474.D (-2139) (-) m/z 57.10 100.00%
57.1
5000
13.1 14,60 14.80 15.00 15.20
o,....,.J.]l....,.l?.e’.,l....,??.1.?....,....,....,....,....,....,... m/z 43.10 64.21%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194493: Hexacosane
57.0
5000 L B S B BULRLL B

14.60 14.80 15.00 15.20
m/z 71.05 53.38%

o 130 ,169.0 2250 295.0 367.0
rH A A e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57.0
AR R e R
14.60 14.80 15.00 15.20
5000 m/z 85.10 40.06%
13. O
O ,169.0 225.0 281.0 337.0 393.0 449.0 505.0 562.0 617.0
R o e e o e LA R S N e Sa RS S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #235973: Hexatriacontane S e e
57.0 14.60 14.80 15.00 15.20
m/z 55.10 33.34%
5000

] 1130 160.0 225.0 281.0 337.0 393.0 449.0 506.0

L o R Ll S il L S - e

m/z--> 0 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\HPCHEMI1\BNA F\DATA\BF082418\
Data File : BF108474.D

Aca On : 24 Aug 2018 20:14

Operator : JU/SJ

Sample : J4581-10

Misc :

ALS Vial : 15 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 11 Squalene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.03 7.14 ng 288831 Perylene-di12 15.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 91
2 Supraene 410 C30H50 007683-64-9 91
3 2.6.10.14.18-Pentamethvl-2.6.10.... 342 C25H42 075581-03-2 83
1-(Phenvlthio)-3.7.11-trimethvl-... 314 C21H30S 028413-57-2 78
5 Farnesol isomer a 222 C15H260 1000108-92-4 72
Abundance Scan 2158 (15.030 min): BF108474.D (-2154) (-) m/z 69.05 100.00%
69.0
5000 !
07.1137.2 14.80 15.00 15.20 15.40
ol b dy U A5 212 gz w3 LT ey g 49, 65%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69.0
5000 L S B SO B
14,80 15.00 15.20 15.40
m/z 41.10 28.72%
oL L] }07 0137? 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69.0
1480 15.00 15.20 15.40
5000 m/z 95.10 12.99%
ol28. o’ L }07 191.0 231.0 273.0 341.0 410.0
m/z--> éo 100 150 200 250 300 350 400
Abundance #178776: 2,6,10,14,18-Pentamethyl-2,6,10,14,18-eicosapentaene L
69.0 14.80 15.00 15.20 15.40
m/z 68.10 11.89%
5000
121.0
Oapmk ““H;mommzmyno 342.0
m/z--> 50 100 150 200 250 300 350 400 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082418\
Data File : BF108474.D

Aca On : 24 Aug 2018 20:14

Operator : JU/SJ

Sample : J4581-10

Misc :

ALS Vial : 15 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 12 Eicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.31 2.52 ng 102050 Perylene-d12 15.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Tetracosane 338 C24H50 000646-31-1 91
Abundance Scan 2206 (15.312 min): BF108474.D (-2202) (-) m/z 57.05 100.00%
57.0
5000
LU a0 e _ 15100 15,20 1640 15160
VYR T 0 o v ..o N m/z 43.10 64.70%
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57.0
5000 LR L BRI SR BN

15.00 15.20 15.40 15.60
m/z 71.10 58.48%

99.0
27,}0J L, 1410 1830 2250 2820
B e e LI B B B
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
51.0
e
15.00 15.20 15.40 15.60
5000 m/z 85.05 49.69%
99.0
2nof | | | J L 1410 1830 2250 26602960
e e
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane R BE e B E e et
57.0 15.00 15.20 15.40 15.60
m/z 55.10 21.40%
5000
99.0
0 270 | j |y, 1L 0 183. 0 2250  281.0  337.0  394.0
e K S s e
m/z--> 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\HPCHEMI1\BNA F\DATA\BF082418\
Data File : BF108474.D

Aca On : 24 Aug 2018 20:14

Operator : JU/SJ

Sample : J4581-10

Misc :

ALS Vial : 15 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 13 Pentacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.19 2.45 ng 99133 Perylene-d12 15.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Pentacosane 352 C25H52 000629-99-2 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Hentriacontane 437 C31H64 000630-04-6 91
5 Heneicosane 296 C21H44 000629-94-7 90

Abundance Scan 2355 (16.189 min): BF108474.D (-2351) (-) m/z 57.05 100.00%

5000

15.80 16.00 16.20 16.40 16.60
m/z 71.10 60.84%

04
m/z--> 50 100 150 200 250 300 350 400
Abundance #194494:; Hexacosane

15.80 16.00 16.20 16.40 16.60
m/z 43.10 54 .91%

5000

141.0 183.0 225.0 267.0 309.0

366.0

0!
m/z--> 50 100 150 200 250 300 350 400
Abundance #185533: Pentacosane
57.0
s N ma i e
15.80 16.00 16.20 16.40 16.60
5000 m/z 85.10 47 .46%
99.0
026.0] | | J | 1410 1830 2250 267.0 3090 352.0
et e
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane L B A
57.0 15.80 16.00 16.20 16.40 16.60
m/z 55.10 21.67%
5000
99.0
01260, | | | J | 1410 1830 2250 267.0 3090 3510 422.0
e B e e s N ma i e
m/z--> 50 100 150 200 250 300 350 400 15. 80 16. 00 16 20 16. 40 16 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF082418\
Data File : BF108474.D

Acq On : 24 Aug 2018 20:14

Operator : JU/SJ

Sample - J4581-10

Misc :

ALS Vial : 15 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... 2.38 31.8 ng 1276520 1 7.00 804050 20.0
2-Pentanone, 4-hy... 5.25 3.3 ng 132927 1 7.00 804050 20.0
unknown6.77 6.77 74.1 ng 2980300 1 7.00 804050 20.0
n-Hexadecanoic acid 12.04 2.3 ng 138682 4 11.54 1218250 20.0
Octadecane 14.00 2.0 ng 78048 5 14.19 778025 20.0
Trifluoroacetoxy ... 14.06 6.9 ng 268271 5 14.19 778025 20.0
Heptacosane 14_.32 2.3 ng 88798 5 14.19 778025 20.0
Hentriacontane 14.62 2.3 ng 90253 5 14.19 778025 20.0
Hexacosane 14.95 4.0 ng 155440 5 14.19 778025 20.0
Squalene 15.03 7.1 ng 288831 6 15.74 808811 20.0
Eicosane 15.31 2.5 ng 102050 6 15.74 808811 20.0
Pentacosane 16.19 2.5 ng 99133 6 15.74 808811 20.0
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