LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082517\
Data File : BF098056.D

Aca On : 26 Aug 2017 3:18

Operator : SJ/JU

Sample : 14964-01 5X

Misc :

ALS Vial : 26 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-BF081517.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 4.916 479 481 486 rBV 34414 35396 5.68% 0.440%
2 5.340 549 553 560 rBV 616800 565240 90.66% 7.019%
3 6.369 724 728 742 rVB 674991 623492 100.00% 7.743%
4 6.504 748 751 757 rBV 619213 558953 89.65% 6.941%
5 6.740 788 791 795 rBV 655544 542978 87 .09% 6.743%
6 6.898 814 818 821 rBV 441692 412421 66.15% 5.122%
7 7.298 883 886 897 rVB 311234 270429 43.37% 3.358%
8 8.022 1005 1009 1013 rBV 653920 614915 98.62% 7.636%
9 9.098 1188 1192 1201 rBV 607220 491592 78.84% 6.105%
10 9.492 1256 1259 1268 rVB 59172 53911 8.65% 0.669%
11 9.716 1294 1297 1301 rVB2 8374 8319 1.33% 0.103%
12 9.775 1304 1307 1315 rVB 636838 559455 89.73% 6.948%
13 10.210 1379 1381 1384 rVB 13269 9950 1.60% 0.124%
14 10.433 1413 1419 1425 rBVvV4 6380 12493 2.00% 0.155%
15 10.563 1437 1441 1450 rBvV 260774 239846 38.47% 2.979%
16 10.686 1459 1462 1471 rBvV2 14721 20580 3.30% 0.256%
17 11.133 1535 1538 1540 rBvV 18161 14824 2.38% 0.184%
18 11.163 1540 1543 1547 rVB2 7751 8639 1.39% 0.107%
19 11.257 1555 1559 1562 rBvV 688294 574708 92.18% 7.137%
20 11.557 1608 1610 1613 rVB 18486 14177 2.27% 0.176%
21 11.657 1624 1627 1633 rBv4 17880 19022 3.05% 0.236%
22 11.763 1642 1645 1647 rBV3 7527 9017 1.45% 0.112%
23 11.869 1658 1663 1665 rBV5 10878 11527 1.85% 0.143%
24 11.963 1676 1679 1682 rVB 30983 24470 3.92% 0.304%
25 12.080 1697 1699 1703 rVB5 6721 7544 1.21% 0.094%
26 12.186 1714 1717 1720 rBV2 12704 17326 2.78% 0.215%
27 12.233 1722 1725 1726 rBV3 8488 8229 1.32% 0.102%
28 12.310 1734 1738 1740 rBV 24278 24824 3.98% 0.308%
29 12.339 1740 1743 1745 rBV2 94277 101553 16.29% 1.261%
30 12.469 1760 1765 1767 rBV 34250 39311 6.30% 0.488%
31 12.622 1789 1791 1794 rBV3 16310 18986 3.05% 0.236%
32 12.692 1801 1803 1806 rBV 33636 31721 5.09% 0.394%
33 12.722 1806 1808 1812 rVB 65584 54133 8.68% 0.672%
34 12.810 1820 1823 1825 rBV4 16859 19828 3.18% 0.246%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082517\
Data File : BF098056.D

Aca On : 26 Aug 2017 3:18

Operator : SJ/JU

Sample : 14964-01 5X

Misc :

ALS Vial : 26 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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF081517.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 12.839 1825 1828 1835 rVV 598875 524489 84.12% 6.513%

36 13.021 1857 1859 1863 rVB4 24104 22540 3.62% 0.280%
37 13.080 1866 1869 1874 rVV 76026 75751 12.15% 0.941%
38 13.421 1924 1927 1930 rBV2 94698 88492 14.19% 1.099%

39 13.751 1980 1983 1990 rVB 106970 120188 19.28% 1.493%
40 13.892 2003 2007 2010 rBV 550105 499496 80.11% 6.203%

41 14.068 2034 2037 2039 rVB 88576 79956 12.82% 0.993%
42 14.368 2086 2088 2091 rBV 103044 88211 14.15% 1.095%
43 14.668 2136 2139 2146 rBV2 112703 141586 22.71% 1.758%
44 14.992 2191 2194 2198 rVB 85783 94768 15.20% 1.177%

45 15.315 2245 2249 2252 rBVY 248415 297167 47.66% 3.690%

Sum of corrected areas: 8052453
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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:\HPCHEMI\BNA F\DATA\BF082517\

BF098056.D

26 Aug 2017  3:18

SJ/Ju

14964-01 5X

26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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:\HPCHEM1\BNA F\DATA\BF082517\
Data File : BF098056.D

Aca On : 26 Aug 2017 3:18

Operator : SJ/JU

Sample : 14964-01 5X

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 unknown6.50 Concentration Rank 1

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

6.50 20.59 ng 558953 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.5-Dihvdro-3-methvl-thiophene 1... 132 C5H802S 001193-10-8 17
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 10
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 10
5 2-Cyclohexen-1-one 96 C6H80 000930-68-7 10

Abundance Scan 750 (6.498 min): BF098056.D (-748) (-) m/z 132.00 100.00%
132.0
68.1
5000
96.0 S L LS R
400 549 ‘| 851 | 6.20 640 6.60 6.80
0..“.”“.”“.JN.”,””,HJ,“M,“L,”.wﬂnw“.w”.w m/z 68.10 55.19%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14230: 2,5-Dihydro-3-methyl-thiophene 1,1-dioxide
68.0
5000 53.0 S RARSE RS RRARE AR
39.0 6.20 6.40 6.60 6.80
m/z 66.00 37.45%
[
O T T T R e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 640 660 6.80
5000 m/z 134.00 31.47%

33.0 44.0 0.0 105.0
56.0 ' 86.0

mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole e  aa
132.0 6.20 6.40 6.60 6.80
m/z 69.00 23.32%
5000
104.0
66.0
ol 140 270 390 SL0 7 70 890 || 1150
S LN AL Y NS V.~ AL | L | E— SNBSS N 1SS
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082517\
Data File : BF098056.D

Aca On : 26 Aug 2017 3:18

Operator : SJ/JU

Sample : 14964-01 5X

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 3,4-Octadiene, 7-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.34 3.53 ng 101553 Phenanthrene-d10 11.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.4-Octadiene. 7-methvl- 124 C9H16 037050-05-8 83
2 9-Hexadecvn-1-ol 238 C16H300 1000342-40-3 83
3 Spirol4.51decan-2-one 152 C10H160 003643-16-1 81
4 9.12-Octadecadienoic acid. methv... 294 C19H3402 002566-97-4 76
5 8-Hexadecyne 222 C16H30 019781-86-3 74
Abundance Scan 1743 (12.339 min): BF098056.D (-1740) (-) m/z 67.00 100.00%
67.0
5000 ' ' ANNﬁL_ﬂvWA,vVAleW¢N¢vaNWJ
0 1490 1780 261 .| 1500 1250 1240 1260 |

Of m/z 81.05 85.25%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #10664: 3,4-Octadiene, 7-methyl-
41.0 6.0

5000 950 LA LI L L L L L LB
12. OO 12. 20 12. 40 12. 60
m/z 95.05 57.68%
124.0
01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
41.0 67.0
B e R
12.00 12.20 12.40 12.60
5000 95.0 m/z 55.00 52.12%
124.0
0 19.0 149 0 182.0 238.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #25118: Spiro[4.5]decan-2-one e o A REREE R
81.0 12.00 12.20 12.40 12.60
m/z 41.10 52.03%
5000 41.0
o 1. :
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12. 00 12. 20 12. 40 12. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082517\
Data File : BF098056.D

Aca On : 26 Aug 2017 3:18

Operator : SJ/JU

Sample : 14964-01 5X

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 Tetradecane Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
12.72 2.17 ng 54133 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 83
2 Heptadecane 240 C17H36 000629-78-7 83
3 Hexacosane 366 C26H54 000630-01-3 83
4 Octadecane 254 C18H38 000593-45-3 80
5 Dodecane, l1l-iodo- 296 C12H25l1 004292-19-7 80

Abundance Scan 1808 (12.722 min): BF098056.D (-1806) (-) m/z 57.05 100.00%
5%.0
85.0
5000
\ ]113.0141.1 1901 220.1 12.40 12,60 12.80 13.00
ol e gy Vil m/z 71.05 77.98%
m/z--> 50 100 150 200 250 300 350
Abundance #59882: Tetradecane
57.0
5000 85.0 IR BN SRR
9.0 12.40 12.60 12.80 13.00
: m/z 43.05 60.24%
198.0
0 .“‘. \I‘ I“" \l\ .‘“‘. \\‘?-]:??\\%4}?]:6?(? : ‘I ——— —
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
12.40 12,60 12.80 13.00
0
5000 g5.0 m/z 85.05 55.34Y%
29.0
o 113.0141.0169.0196.0 240.0
m/z--> - '55' ' "160" "150" "260" "2éo" ' 560" "350"
Abundance #194493: Hexacosane LI L L
57.0 12.40 12.60 12.80 13.00
m/z 41.00 24 _.85%
5000 85.0
. 290 L | | [*30141.0160.0197.0225.0253.0 29503230 367.0
m/z--> 55 160 150 260 250 360 3éo 1£4o 12%0 12%0 1§oo '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082517\
Data File : BF098056.D

Aca On : 26 Aug 2017 3:18

Operator : SJ/JU

Sample : 14964-01 5X

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 Hexadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.08 3.03 ng 75751 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 95
2 Octadecane 254 C18H38 000593-45-3 90
3 Heneicosane 296 C21H44 000629-94-7 86
4 Tridecane. l1l-iodo- 310 C13H271 035599-77-0 86
5 Heptadecane 240 C17H36 000629-78-7 72

Abundance Scan 1869 (13.080 min): BF098056.D (-1866) (-) m/z 57.05 100.00%

57.0

5000
181 1401 1831 2240 2541 12.80 13.00 13.20 13.40
0! - m/z 71.05 78.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83025: Hexadecane
57.0
5000 LA L L L L L LB
85.0 12. 80 13. OO 13. 20 13. 40
29.0 ’ m/z 85.10 58.76%
0 | “ |, | 1130 1410 169.0 197.0 226.0
e e e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
I o R R
12.80 13.00 13.20 13.40
5000 85.0 m/z 43.10 55.58%
29.0 113.0

141.0 169.0 197.0 225.0 254.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane AR EREEE RS
57.0 12.80 13.00 13.20 13.40
m/z 41.00 22.61%
85.0
5000
29.0 113.0
o ||| M 1410 1690 1970 2250 2500 2960
A R B L B e R LAALRaasa R ERES S R R AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 80 13. OO 13. 20 13. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082517\
Data File : BF098056.D

Aca On : 26 Aug 2017 3:18

Operator : SJ/JU

Sample : 14964-01 5X

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 Tetracosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

13.42 3.54 ng 88492 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 86
2 Heptacosane 380 C27H56 000593-49-7 74
3 Pentadecane 212 C15H32 000629-62-9 72
4 Hexacosane 366 C26H54 000630-01-3 72
5 Heptadecane 240 C17H36 000629-78-7 58

Abundance Scan 1927 (13.421 min): BF098056.D (-1924) (-) m/z 57.10 100.00%

57.1
5000

13.20 13.40 13.60 13.80

9.0
1|“d 14119741 2301 2811

0 ....,.J. ...u,n.. B S B A S B B o o B m/z 71.10 79.58%
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57.0
5000 LA L L L L L LB
13. 20 13 40 13. 60 13. 80
m/z 43.05 66.46%
o 2@0‘ h \““\ 1410‘ 183.0 225.0 267.0 309.0338.0
T N R e T
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
N L N EREEE R
13.20 13.40 13.60 13.80
5000 m/z 85.10 56.80%
99.0
27.0 141.0 183. 0 225.0 267.0 323.0 380.0
I B e e e e L I o o e e MR o m e
m/z--> 50 100 150 200 250 300 350
Abundance #71393: Pentadecane R B B R
57.0 13.20 13.40 13.60 13.80
m/z 55.00 21.16%
5000
et ....,... T N L N EREEE R
m/z--> 50 100 150 200 250 300 350 13. 20 13 40 13. 60 13. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082517\
Data File : BF098056.D

Aca On : 26 Aug 2017 3:18

Operator : SJ/JU

Sample : 14964-01 5X

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 Heneicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.75 4.81 ng 120188 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptacosane 380 C27H56 000593-49-7 72
3 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 70
4 Sulfurous acid. octadecvl pentvl... 404 C23H4803S 1000309-15-0 58
5 Cetene 224 C16H32 000629-73-2 53
Abundance Scan 1983 (13.751 min): BF098056.D (-1980) (-) m/z 57.10 100.00%
5000
e 1340 1360 1380 1400 "
141.1 1831 .1250.1 : - - -
o! L sled m/z 71.10  97.20%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
5000 NS USRI B
13.40 13.60 13.80 14.00
99.0 m/z 43.10 72.11%
20 | | || M0 10 2250 26702960
m/z--> 55 160 150 260 250 360 3éo
Abundance
57.0
13.40 13.60 13.80 1400
5000 m/z 85.10 65.97%
99.0
27.0 141.0 183.0 225.0 267.0 323.0 380.0
m/z--> 55 160 1éo 260 250 300 3éo
Abundance #83051: Dodecane, 2-methyl-6-propyl- R B
57.0 13.40 13.60 13.80 14.00
m/z 41.05 30.80%
5000
99.0 140.0
0= 'LWl'!"'¢ T '}égél'zgqq U A PR DN U U B
m/z--> 50 100 150 200 250 300 350 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082517\
Data File : BF098056.D

Aca On : 26 Aug 2017 3:18

Operator : SJ/JU

Sample : 14964-01 5X

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 Heptadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.07 3.20 ng 79956 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 94
2 Nonadecane 268 C19H40 000629-92-5 93
3 Eicosane 282 C20H42 000112-95-8 87
4 5-Ethvl-5-methvIlnonadecane 310 C22H46 1000360-42-7 86
5 Heneicosane 296 C21H44 000629-94-7 86
Abundance Scan 2037 (14.068 min): BF098056.D (-2034) (-) m/z 57.10 100.00%
57.1
85.1
5000
H31 - 1551 182.0 210.1 240.1 271.1 330.1 13.80 14.00 14.20 14.40 _
Obrreprer el : : : m/z 71.10 80.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #94346: Heptadecane
57.0
85.0
5000 LI B S SR B
13.80 14.00 14.20 14.40
29.0 m/z 85.10 64 .47%
0 L] “ [ u‘ll? 0‘\14} 0 169. O 197.0 240 0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57.0
o5 o 13.80 14.00 14.20 14.40
5000 ' m/z 43.05 62 .34%
29.0
o 113.0 141.0 169.0 197.0 268.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129490: Eicosane AR EEEEEEEEE
57.0 13.80 14.00 14.20 14.40
m/z 41.10 20.91%
85.0
5000
oL 0‘ ‘ I L1 414% °,169.0197.0 2250 2530 282.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082517\
Data File : BF098056.D

Aca On : 26 Aug 2017 3:18

Operator : SJ/JU

Sample : 14964-01 5X

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 Tetradecane, 2,6,10-trimethyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
14 .37 3.53 ng 88211 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane. 2.6.10-trimethvl- 240 C17H36 014905-56-7 86
2 Octacosane 394 C28H58 000630-02-4 86
3 Hexadecane. 7-methvl- 240 C17H36 026730-20-1 64
4 Sulfurous acid. hexvl pentvl ester 236 C11H2403S 1000309-14-1 64
5 Sulfurous acid, 2-ethylhexyl hep... 432 C25H5203S 1000309-20-0 58
Abundance Scan 2088 (14.368 min): BF098056.D (-2086) (-) m/z 57.10 100.00%
57.1
5000
1551 1971 262.1591 5 305.2 14.00 14.20 14.40 14.60
oL, 227.1 291.2 358.4 397.3 n/z  71.10 80 46%
m/z--> 50 100 150 200 250 300 350 400
Abundance #94356: Tetradecane, 2,6,10-trimethyl-
57.0
5000 ULV BRI U
14.00 14.20 14.40 14.60
113.0 155.0 m/z 43.10 63.62%
oL— .“ I“' \M\ .‘“‘.‘Ml Iu‘ el I“' . .1.96|0.22.5.0. L
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
14.00 14.20 14.40 14.60
5000 m/z 85.05 57 .44%
99.0
27.0 141.0 183.0 225.0 281.0 337.0 394.0
m/z--> 55 160 1éo 260 2%0 360 350 460
Abundance #94353: Hexadecane, 7—methy|— L LI L L L N BN B
57.0 14.00 14.20 14.40 14.60
m/z 41.10 20.12%
5000
120 154.0
L Ll ] P es0 250
m/z--> 55 160 1éo 260 250 360 3éo 400 14bo 1450 1£4o 14%0 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082517\
Data File : BF098056.D

Aca On : 26 Aug 2017 3:18

Operator : SJ/JU

Sample : 14964-01 5X

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 Heptadecane, 9-octyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.67 9.53 ng 141586 Perylene-di12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 94
2 Pentacosane 352 C25H52 000629-99-2 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Tetracosane 338 C24H50 000646-31-1 90
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 90
Abundance Scan 2139 (14.668 min): BF098056.D (-2136) (-) m/z 57.10 100.00%
57.1
85.1
5000
L5 550 sonin 01 mz 91 oo 1440 00 o 50
ob bl bl I e m/z 71.10 79.07%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
85.0
5000 LI B S SR B
14,40 14.60 14.80 15.00
m/z 85.10 56 .52%
29.0 13.
oL ‘L Lo ‘f 141.0169.0167.0225.09530_296.0
m/z--> 50 100 1éo 200 250 300 350
Abundance
57.0
1440 14.60 14.80 15.00
5000 85.0 m/z 43.10 54 .57%
113.0
oL 220 141.0160.0  211.0239.0267.0295.0323.0352.0
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane AR EEEEEEEEE
57.0 14.40 14.60 14.80 15.00
m/z 55.05 24 .83%
5000 85.0
. 29‘ -0 1 fm 9141 0160.0197.0225.0253.0 295.0323.0 3670
m/z--> 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:\HPCHEM1\BNA F\DATA\BF082517\
Data File : BF098056.D

Aca On : 26 Aug 2017 3:18

Operator : SJ/JU

Sample : 14964-01 5X

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 Hexacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14 .99 6.38 ng 94768 Perylene-d12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 6.6-Diethvlhoctadecane 310 C22H46 1000360-41-8 90
4 2-methvloctacosane 408 C29H60 1000376-72-8 87
5 Octacosane 394 C28H58 000630-02-4 87
Abundance Scan 2194 (14.992 min): BF098056.D (-2191) (-) m/z 57.10 100.00%
57.1
85.0
5000
131 14,60 14.80 15.00 15.20 15.40
141 1169 1 235.1 294.1
ol ..l, . F P AL, 2900263 200 L B2 38920 o 71100 77.57%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
85.0
5000 AR BRI B BRI B
Mmmmmmmmmm
m/z 85.05 60.90%
. QQMM ﬂﬁ%ﬂ%wmwmgmmoz%mmo 367.0
m/z--> éo 150 260 2%0 360 3éo
Abundance
57.0
650 14,60 14.80 15.00 15.20 15.40
5000 ' m/z 43.10 49.63%
29.0 113.0
0 141.0169.0197.0225.0253.0 296.0
m/z--> éo 160 1%0 260 2%0 300 3éo
Abundance #153228: 6,6-Diethylhoctadecane B B E e
57.0 14.60 14.80 15.00 15.20 15.40
85.0 m/z 55.10 20.78%
5000
141.0
281.0
o \ Ll BP0 e 070 0 |
m/z--> % 100 @ ﬁ 250 300 @ Mmmmmmmmmm
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082517\
Data File : BF098056.D

Acq On : 26 Aug 2017 3:18

Operator : SJ/JU

Sample : 14964-01 5X

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081517 .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]
unknown6 .50 6.50 20.6 ng 558953 1 6.74 542978 20.0
3,4-Octadiene, 7-... 12.34 3.5 ng 101553 4 11.26 574708 20.0
Tetradecane 12.72 2.2 ng 54133 5 13.89 499496 20.0
Hexadecane 13.08 3.0 ng 75751 5 13.89 499496 20.0
Tetracosane 13.42 3.5 ng 88492 5 13.89 499496 20.0
Heneicosane 13.75 4.8 ng 120188 5 13.89 499496 20.0
Heptadecane 14.07 3.2 ng 79956 5 13.89 499496 20.0
Tetradecane, 2,6,... 14.37 3.5 ng 88211 5 13.89 499496 20.0
Heptadecane, 9-oc... 14.67 9.5 ng 141586 6 15.32 297167 20.0
Hexacosane 14.99 6.4 ng 94768 6 15.32 297167 20.0
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