LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111318\
Data File : BF110724.D

Aca On : 13 Nov 2018 17:36

Operator : JU/SJ

Sample = J5908-19

Misc :

ALS Vial : 7 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-BF110818 .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 2.257 25 29 49 rVB 94785 174725 7.53% 0.816%
2 5.187 523 527 537 rBV 58714 87084 3.75% 0.407%
3 5.563 587 591 609 rBY 1850227 1977397 85.19% 9.236%
4 5.787 626 629 636 rVB 28938 28322 1.22% 0.132%
5 6.569 757 762 782 rBVY 1882439 2181320 93.97% 10.188%
6 6.716 782 787 790 rBVY 2238775 2089663 90.02% 9.760%
7 6.945 822 826 832 rBV 578874 560049 24.13% 2.616%
8 7.098 848 852 867 rBY 1872972 1623080 69.92% 7.581%
9 7.510 917 922 938 rBVY 1354546 1341948 57.81% 6.268%
10 8.222 1040 1043 1058 rBVY 671373 725831 31.27% 3.390%

11 9.298 1221 1226 1229 rBV 2751814 2321213 100.00% 10.842%
12 9.692 1287 1293 1299 rBV 120919 120340 5.18% 0.562%
13 9.986 1339 1343 1354 rVB 779312 758191 32.66% 3.541%
14 10.774 1473 1477 1490 rBV 1208487 1209508 52.11% 5.649%
15 11.480 1593 1597 1605 rBV 648171 641166 27.62% 2.995%

16 11.980 1678 1682 1688 rBV 153645 162210 6.99% 0.758%

17 12.304 1733 1737 1739 rBV2 27368 36408 1.57% 0.170%
18 12.539 1774 1777 1780 rBV 42625 59456 2.56% 0.278%
19 12.680 1798 1801 1802 rBV 66489 67045 2.89% 0.313%
20 12.768 1811 1816 1819 rBV3 50979 93438 4._.03% 0.436%
21 12.910 1837 1840 1842 rBV2 57953 61181 2.64% 0.286%

22 12.933 1842 1844 1851 rVB3 70660 105453 4._.54% 0.493%
23 13.057 1857 1865 1869 rBV 1613095 1693012 72.94% 7.908%

24 13.110 1872 1874 1876 rBV3 33506 36416 1.57% 0.170%
25 13.262 1898 1900 1903 rVVv2 61815 57854 2.49% 0.270%
26 13.292 1903 1905 1911 rVB2 58553 74226 3.20% 0.347%

27 13.392 1919 1922 1925 rBV2 103438 117514 5.06% 0.549%
28 13.727 1976 1979 1989 rVB4 65264 132073 5.69% 0.617%
29 13.933 2011 2014 2028 rVB 220775 383308 16.51% 1.790%
30 14.127 2044 2047 2051 rBV 522849 536242 23.10% 2.505%

31 14.557 2118 2120 2130 rVB 110009 147986 6.38% 0.691%
32 14.727 2146 2149 2155 rVB 281690 256575 11.05% 1.198%
33 14.868 2169 2173 2180 rBV2 162218 236339 10.18% 1.104%
34 15.221 2230 2233 2238 rVB 181843 221289 9.53% 1.034%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111318\
Data File : BF110724.D

Aca On : 13 Nov 2018 17:36

Operator : JU/SJ

Sample = J5908-19

Misc :

ALS Vial : 7 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

Z :\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.621 2297 2301 2303 rBvV 167990 208143 8.97% 0.972%
36 15.656 2303 2307 2312 rVB 342225 455738 19.63% 2.129%
37 16.074 2373 2378 2383 rVB 141954 224626 9.68% 1.049%

38 16.598 2463 2467 2473 rBV2 74495 130056 5.60% 0.607%
39 16.815 2500 2504 2511 rVB4 38414 73447 3.16% 0.343%

Sum of corrected areas: 21409872
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111318\
Data File : BF110724.D

Aca On : 13 Nov 2018 17:36

Operator : JU/SJ

Sample = J5908-19

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF110724.D

2500000
6.72

2000000 556 6.57 7.10

1500000 751

1000000

500000
2.26 L L,
A 5.19 5.79 i L L

e e B A

T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF110724.D

2500000

2000000
13.06

1500000
10.77

1000000
9.99
8.22 11.48

500000

9 175f1~£g§9&3£gg§§§%@g§£§5§§

o r—————— N —_——_—e— e e ———— ¥

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF110724.D

2500000
2000000
1500000

1000000
14.13

14.73

13.93 15.66
500000} 39 . 14.5N(3\A14.87 1522 15p2 o
! : 16.6015 go

7

R I
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

T
18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111318\
Data File : BF110724.D

Aca On : 13 Nov 2018 17:36

Operator : JU/SJ

Sample = J5908-19

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 8

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

2.26 6.24 ng 174725 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2-MethvIl-5-hexen-3-ol 114 C7H140 032815-70-6 38
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 12
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
5 Borane, dimethoxy- 74 C2H7B02 004542-61-4 9

Abundance Scan 29 (2.257 min): BF110724.D (-25) (-) m/z 73.05 100.00%
5000 43.0
55.0 87.1
alll | 2.202.30 2.40 2.50 2.60 2.70
”m“W“W“W“W“W“W“W“W“““W“W“W“W“W“W'W“W“W”W“W m/z 43.05 40.83%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #4486: Butane, 2-methoxy-2-methyl- \\/L‘—‘_‘
73.0
5000 AN R AR RARRE AR NARAN A
430 2.202.30 2.40 2.50 2.60 2.70
- 550 87.0 m/z 55.00 29.99%
29.0
1 35.0, |,]] | 67.0|
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #7506: 2-Methyl-5-hexen-3-ol
73.0
55.0 2.20 2.30 2.40 2.50 2.60 2.70
5000 43.0 m/z 87.10 27.86%
27.0
'M“W“W“TE%QWmw“h“wmtiw“W“MJW“W“ﬂ“H“ﬁﬁQW“w"w
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1996: Silane, tetramethyl-
73.0 2.202.30 2.40 2.50 2.60 2.70
m/z 41.00 12.31%
5000
43.0
2.0 15.0 2%9350 || 53060.066.0 ||, 81.088.0
m/z--> 0 5 10 1'5 20 25 30 35 40 45 50 5'5 6|0 65 70 75 80 85 90 95 2.202.30 2.40 2.50 2.60 2.70
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111318\
Data File : BF110724.D

Aca On : 13 Nov 2018 17:36

Operator : JU/SJ

Sample = J5908-19

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 16

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

5.19 3.11 ng 87084 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
3 3-Hexanol 102 C6H140 000623-37-0 9
4 3-Octanol 130 C8H180 000589-98-0 9
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 9

Abundance Scan 528 (5.192 min): BF110724.D (-523) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0 T T T T
| 83.0 | 480 5.00 520 5.40 5.60
SRR EEREMRNT S 1 RS St M m/z 59.10 54.56%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 AL LS UL L
59.0 480 500 520 540 5.60
m/z 101.00 18.11%
SO RO |-
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #8344 3-Hexanol, 4-methyl-
54.0
480 500 520 540 560
5000 41.0 m/z 58.00 17.16%
31.0
69.0 870
15.0 ‘\‘ L | s1oyl] ‘ 98.0
mz-> 10 20 30 40 50 60 70 80 90 100
Abundance #4417 3-Hexanol LI L L L BB B
54.0 480 5.00 520 5.40 5.60
m/z 41.00 9.45%
5000 310 430 730
\‘\‘ ‘ ‘\ 11 510 \‘ : 840 1010
mz-> 10 20 30 40 50 60 70 80 90 100 480 500 520 540 560
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111318\
Data File : BF110724.D

Aca On : 13 Nov 2018 17:36

Operator : JU/SJ

Sample = J5908-19

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 unknown6.72 Concentration Rank 1

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

6.72 74.62 ng 2089660 1,4-Dichlorobenzene-d4 6.95

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9

5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 788 (6.722 min): BF110724.D (-782) (-) m/z 132.00 100.00%
132.0
5000
68.1
R e N R
40.0 54.0 9.0 6.40 6.60 6.80 7.00
T m/z 134.00 34.89%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 LINLEN LI L L L L L L |
6.40 6.60 6.80 7.00
0
310 510 m/z 68.10 31.14%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
R EEmEssmasy
6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 20.60%
41.0 97.0
‘ ‘ 117.0
oo L W
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! T EEmEEE RS
57.0 132.0 6.40 6.60 6.80 7.00
m/z 96.00 12.48%
74.0
5000 98.0 116.0
SN O Y WO Y S |
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111318\
Data File : BF110724.D

Aca On : 13 Nov 2018 17:36

Operator : JU/SJ

Sample = J5908-19

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 11

R.T. EstConc Area Relative to ISTD R.T.
11.98 5.06 ng 162210 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 83
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 n-Decanoic acid 172 C10H2002 000334-48-5 25
Abundance Scan 1682 (11.980 min): BF110724.D (-1678) (-) m/z 73.00 100.00%

—

430 730
5000 129.1
97.0
213.2 e T
157.1 185.1 256.3 11.60 11.80 12.00 12.20
m/z 43.05 92.08%
20 40 60

m/z--> 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid

6Q.
5000 129.0 i
83.0 11. 60 1180 1200 12.20
) 0,
‘J‘“ 1570 190 2130 250 | M/Z 60.00  86.62%
4 .

3

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43.0 73.0
11.60 11.80 12.00 12.20
5000 129.0 m/z 57.00 78.57%
- Lhuﬂkvajb
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 M
Abundance #72647: Tridecanoic acid R ma s o
73.0 11.60 11.80 12.00 12.20
43.0 m/z 55.10 72.02%
5000 129.0
171.0
[ ) e
A e |
m/z--> 20 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111318\
Data File : BF110724.D

Aca On : 13 Nov 2018 17:36

Operator : JU/SJ

Sample = J5908-19

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 17
R.T. EstConc Area Relative to ISTD R.T.
12.77 2.91 ng 93438 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 53
2 Tetradecanoic acid 228 C14H2802 000544-63-8 47
3 Oxalic acid. cvclobutvl pentadec... 354 C21H3804 1000309-70-5 38
4 Oxalic acid. propvl tetradecvl e... 328 C19H3604 1000309-26-7 38
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 38
Abundance Scan 1816 (12.768 min): BF110724.D (-1811) (-) m/z 43.10 100.00%
431
73.0
5000

12.40 12.60 12.80 13.00
m/z 57.05 92.12%

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

Abundance #131261: Octadecanoic acid
43.0 |, 73.0
5000 129.0 L B o e e N B
12.40 12.60 12.80 13.00
0
241.0 284.0 m/z 73.00 76.89%
207.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84452: Tetradecanoic acid
73.0
43.0
12.40 12.60 12.80 13.00
5000 129.0 m/z 41.05 69.49%
15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #186678: Oxalic acid, cyclobutyl pentadecy! ester L BT o e
55.0 12.40 12.60 12.80 13.00
m/z 55.10 61.63%
5000
29.0 ‘ 1110
B LMo a0 Zmso
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 40 12. 60 12. 80 13. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111318\
Data File : BF110724.D

Aca On : 13 Nov 2018 17:36

Operator : JU/SJ

Sample = J5908-19

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Hexadecane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
12.91 2.28 ng 61181 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 95
2 Octacosane 394 C28H58 000630-02-4 74
3 Pentadecane 212 C15H32 000629-62-9 74
4 Tetracosane 338 C24H50 000646-31-1 74
5 Heneicosane 296 C21H44 000629-94-7 74
Abundance Scan 1840 (12.910 min): BF110724.D (-1837) (-) m/z 57.10 100.00%
57.1
5000
I 1991-1 1541 2181 12:60 12,80 13.00 13.20
S N R I S 0 SV A W PR m/z 43.10 64.08%
m/z--> 50 100 150 200 250 300 350
Abundance #83028: Hexadecane
57.0
5000 AR AR
12 60 12. 80 13. oo 13.20
990 m/z 71.10 62 .88%
26.0 l . | ‘1410 1830 2260
m/z--> 55 160 150 200 250 300 350 '
Abundance #209566: Octacosane
57.0
12:60 12,80 13.00 13.20
5000 m/z 85.10 40.51%
99.0
27,00 | | | | 1410 1830 225.0 281.0 337.0 394.0
m/z--> 50 160 150 200 250 360 350 '
Abundance #71393: Pentadecane e A RERREEEES
57.0 12.60 12.80 13.00 13.20
m/z 41.05 20.29%
5000
27\-0‘ |90 1410 15902120

T
m/z--> 50 100 150 200 250 300 350 12 60 12. 80 13. OO 13 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111318\
Data File : BF110724.D

Aca On : 13 Nov 2018 17:36

Operator : JU/SJ

Sample = J5908-19

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Sulfurous acid, 2-propyl te... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
13.26 2.16 ng 57854 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. 2-propvl tetrade... 320 C17H3603S 1000309-12-5 80
2 Heneicosane 296 C21H44 000629-94-7 72
3 Hexadecane 226 C16H34 000544-76-3 68
4 Sulfurous acid. butvl dodecvl ester 306 C16H3403S 1000309-17-9 64
5 Heptadecane 240 C17H36 000629-78-7 64
Abundance Scan 1900 (13.262 min): BF110724.D (-1898) (-) m/z 57.10 100.00%
57.1
85.1
5000

AR R RARER
M319m1 1831 11 13.00 13.20 13.40 13.60

m/z 71.10 68 .86%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #161094: Sulfurous acid, 2-propy! tetradecy! ester
43.0
71.0
5000 TT T[T T T T[T T rrrrrrr1

13.00 13.20 13.40 13.60
97.0 m/z 43.10 68.75%

1250 1680 197.0 2310 261.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141425: Heneicosane
57.0
B EERR Bam e L
13.00 13.20 13.40 13.60
5000 85.0 m/z 85.10 53.94%
29.0
| ‘ Lo 130 1410 1690 1970 2250 2530 2960
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83028: Hexadecane B EERR Bam e L
57.0 13.00 13.20 13.40 13.60
m/z 56.05 24 _61%
5000 85.0
113.0
29.0 ] 1410 1690 1970 226.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13. OO 13 20 13. 40 13.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111318\
Data File : BF110724.D

Aca On : 13 Nov 2018 17:36

Operator : JU/SJ

Sample = J5908-19

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 2-methyloctacosane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
13.29 2.77 ng 74226 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 83
2 Hexacosane 366 C26H54 000630-01-3 83
3 Tetracosane 338 C24H50 000646-31-1 72
4 Heptadecane 240 C17H36 000629-78-7 72
5 Tetradecane 198 C14H30 000629-59-4 72
Abundance Scan 1905 (13.292 min): BF110724.D (-1903) (-) m/z 57.10 100.00%
57.1
5000
LD et a0 s 713100 1320 1340 13,60
S 1 P O P P i vl m/z 43.10 58.11%

m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57.0
5000 LA L L L L LB
13. OO 13 20 13. 40 13 60
99.0 m/z 71.10 48 .38%
2&Q| .|‘ ﬂ | 1410 1830 2250 267.0 300.0 36503940
I o —t T T
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
N B N A
13.00 13.20 13.40 13.60
5000 m/z 85.10 45 _.87%
99.0
Ch L | , 1410 1830 2050 267.0 309.0 _ 367.0
i R e B LA A e e o e
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane AR EEREE L
57.0 13.00 13.20 13.40 13.60
m/z 69.10 23.36%
5000
99.0
27,0 ] Ly 1410 183.0 225.0 267.0 309.0338.0

m/z--> 50 100 150 200 250 300 350 13. OO 13 20 13. 40 13 60

8270-BF110818.M Wed Nov 14 13:56:27 2018 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111318\
Data File : BF110724.D

Aca On : 13 Nov 2018 17:36

Operator : JU/SJ

Sample = J5908-19

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Heptadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.39 4.38 ng 117514 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 Hexadecane. 2-methvl- 240 C17H36 001560-92-5 80
3 Docosane 310 C22H46 000629-97-0 64
4 2-methvloctacosane 408 C29H60 1000376-72-8 64
5 Dodecane, l1l-iodo- 296 C12H251 004292-19-7 58
Abundance Scan 1922 (13.392 min): BF110724.D (-1919) (-) m/z 57.10 100.00%
57.1
85.1
5000
113.1 141.1 169.1 13.00 13.20 13.40 13.60 13.80
— ,..|..,'!..!|,...l.,.'...f...-.,....,..:.?.19.2..2.:?9.?.. | M7z 71.10  67.46%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #94346: Heptadecane
57.0
85.0
5000 AR U SR BRI B

13.00 1320 13.40 13.60 13.80
29.0 m/z 85.10 57.07%

|Lnﬁ?#mm%mm mm

m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #94352: Hexadecane, 2-methyl-
57.0
R e  RE R R
13.00 13.20 13.40 13.60 13.80
5000 85,0 m/z 43.10 55.77%
29.0 197.0
113.0
141. 0
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #153222: Docosane B B E e
57.0 13.00 13.20 13.40 13.60 13.80
m/z 55.10 25.92%
5000 85.0

290
‘ | ‘11? 01141 0 169 0 197 0 225 0 253 o 281.0 310.0

m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13. 00 13. 20 13 40 13 60 13. 80

8270-BF110818.M Wed Nov 14 13:56:27 2018 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111318\
Data File : BF110724.D

Aca On : 13 Nov 2018 17:36

Operator : JU/SJ

Sample = J5908-19

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Undecane, 4-ethyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.73 4.93 ng 132073 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane. 4-ethvl- 184 C13H28 017312-59-3 59
2 Octadecane. 1-i1odo- 380 C18H37I1 000629-93-6 59
3 Undecane. 3-methvl- 170 C12H26 001002-43-3 59
4 Undecane. 4.7-dimethvl- 184 C13H28 017301-32-5 53
5 Octadecane, 1-chloro- 288 C18H37ClI 003386-33-2 53
Abundance Scan 1979 (13.727 min): BF110724.D (-1976) (-) m/z 57.10 100.00%
57.1
85.1
5000
111.1 13.40 13.60 13.80 14.00
136.1155.1 196.2 2241 2520
S | ettt SR AT e Y sz 71.10  56.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #48839: Undecane, 4-ethyl-
43.0
5000 8.0 R UL SRR UL IR
1340 13.60 13.80 14.00
m/z 85.10 53.73%
. 65, 113.0 155.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #202264: Octadecane, 1-iodo-
57.0
13.40 13.60 13.80 14.00
5000 85.0 m/z 43.10 50.73%
29.0
\“ A e 50 1830 o110 2530
m/z--> 20 40 60 80 160 120 140 160 180 200 220 240
Abundance #38335: Undecane, 3-methyl- R AEmEEEE L
57.0 13.40 13.60 13.80 14.00
m/z 55.05 23.41%
5000
85.0
29.0
“ ‘ I 1120 1410 1709
m/z--> 20 40 eb 80 160 120 140 160 180 200 220 240 1340 13.60 13.80 14.00

8270-BF110818.M Wed Nov 14 13:56:28 2018 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111318\
Data File : BF110724.D

Aca On : 13 Nov 2018 17:36

Operator : JU/SJ

Sample = J5908-19

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Cyclohexadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.93 14.30 ng 383308 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 98
2 Dichloroacetic acid. heptadecvl ... 366 C19H36C1202 1000282-98-2 95
3 1-Heptacosanol 396 C27H560 002004-39-9 91
4 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 90
Abundance Scan 2013 (13.927 min): BF110724.D (-2011) (-) m/z 43.10 100.00%
431
5000 971

275.3 13.60 13.80 14.00 14.20
m/z 57.10 93.74%

25.1

159.1 196.2 226.1

m/z--> 50 100 150 200 250 300 350
Abundance #81246: Cyclohexadecane
53.0 83.0
5000 LN L L L L L LB L |
110 13.60 13.80 14.00 14.20
o m/z 55.10 65.55%
frirt e
m/z--> 50 100 150 200 250 300 350
Abundance #194133: Dichloroacetic acid, heptadecy! ester
57.0
97.0 R AEmEEEE L
13.60 13.80 14.00 14.20
5000 m/z 41.10 52.04%
29.0 kZS 0
L Lk ) | 154.0182.0210.0238.0966.0205.0
e o WL L o BT e e e e
m/z--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol R AEmEEEE L
57.0 97.0 13.60 13.80 14.00 14.20
m/z 97.10 48.91%
5000
25.0
29.0 53.0
mEsN ﬂ 181.0209.0237.0 278.0306.0 _350.0378.0

m/z--> 50 100 150 200 250 300 350 13. 60 13. 80 14. OO 14. 20

8270-BF110818.M Wed Nov 14 13:56:29 2018 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111318\
Data File : BF110724.D

Aca On : 13 Nov 2018 17:36

Operator : JU/SJ

Sample = J5908-19

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 14 Tridecane, 2-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14 .56 5.52 ng 147986 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 2-methvl- 198 C14H30 001560-96-9 74
2 Octacosane 394 C28H58 000630-02-4 74
3 Eicosane. 9-octvl- 394 C28H58 013475-77-9 74
4 Eicosane 282 C20H42 000112-95-8 72
5 Tridecane, l-iodo- 310 C13H271 035599-77-0 72
Abundance Scan 2121 (14.562 min): BF110724.D (-2118) (-) m/z 57.10 100.00%
57.1
5000
a1 1972 2511 304 1420 14.40 14.60 14.80
et m/z 71.10 75.73%
m/z--> 0 50 100 150 200 250 300 350
Abundance #59896: Tridecane, 2-methyl-
57.0
5000 L SR B SN SIS B
14.20 14.40 14.60 14.80
990  155.0 m/z 43.10 59.22%
20 [0 . | oo
m/z--> 0 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
1420 14.40 14.60 14.80
5000 m/z 85.10 44 _10%
99.0
26,0 J | |y, 410 1830 2250 2810 337.0  394.0
m/z--> 0 50 100 1%0 200 250 300 350 '
Abundance #209567: Eicosane, 9-octyl- R AR EEEEE T
43.0 14.20 14.40 14.60 14.80
m/z 55.05 24 _59%
5000 85.0
281.0
oAl g e 280 | wpo see
m/z--> 0 50 100 150 200 250 300 350 14:20 14.40 14.60 14.80

8270-BF110818.M Wed Nov 14 13:56:29 2018 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111318\
Data File : BF110724.D

Aca On : 13 Nov 2018 17:36

Operator : JU/SJ

Sample = J5908-19

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 15 1,3-Benzenedicarboxylic aci... Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
1473 957 ng 256575  Chrysene-di2 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 1.3-Benzenedicarboxvlic acid. bi... 390 C24H3804 000137-89-3 58

2 2-(Decvloxvcarbonyl)benzoic acid
3 Diisooctvl phthalate

306
390

C18H2604
C24H3804

1000373-53-2 25
000131-20-4 22

4 Phthalic acid. octvl phenvl ester 354 C22H2604 1000314-87-4 14

5 5-Undecene, 3-methyl-, (E)- 168 C12H24 074630-67-4 14
Abundance Scan 2149 (14.727 min): BF110724.D (-2146) (-) m/z 70.10 100.00%
70.1
149.0
5000 112.1 261.1
\ I \ 14.40 14.60 14.80 15.00
12311 .
S 1 O O - 1 N B oy 2 /- T R -0
miz--> 50 100 150 200 250 300 350
Abundance #207811: 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl) este
70.0
0
149.0 261.0
5000 TT [T T T T [T T T T[T T T T [TTTT]
0 14.40 14.60 14.80 15.00
4L m/z 112.05 48.56%
h || | ,l||. 790 2320 | l 304.0 361.0
e e B e L
miz--> 5 100 150 200 250 300 350
Abundance #149543: 2-(Decyloxycarbonyl)benzoic acid
149.0
s
14.40 14.60 14.80 15.00
5000 m/z 261.15  45_68%
55.0 104.0
26,00 b fly il o !.L e —
miz--> 50 100 150 200 250 300 350
Abundance #207653: Diisooctyl phthalate N R e e S A
149.0 14.40 14.60 14.80 15.00
m/z 57.10 40.39%
5000
57.0
‘ ‘ 1130 L 279.0
ZHO{ | J‘} N | 180.0 221.0 ‘ 333.0 390.0
T e = e L
miz--> 50 100 150 200 250 300 350 14.40 14.60 14.80 15.00

8270-BF110818.M Wed Nov 14 13:56:30 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111318\
Data File : BF110724.D

Aca On : 13 Nov 2018 17:36

Operator : JU/SJ

Sample = J5908-19

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 16 Octacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14 .87 8.81 ng 236339 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 58
2 Heptadecane 240 C17H36 000629-78-7 55
3 Eicosane 282 C20H42 000112-95-8 53
4 Sulfurous acid. butyl dodecvl ester 306 C16H3403S 1000309-17-9 53
5 Tetratetracontane 619 C44H90 007098-22-8 53
Abundance Scan 2173 (14.868 min): BF110724.D (-2169) (-) m/z 57.10 100.00%
57.1
5000
L d smeaon s o 1460 14180 1500 1530
0! A e T — m/z 43.10 71.88%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
5000 L L BULELL BRI UL
mmmmmmmm
99.0 m/z 71.10 56.02%
27r0| |1y 1410 1830 225.0 281.0 337.0 394.0
m/z--> 55 160 150 200 250 360 350 '
Abundance #94346: Heptadecane
57.0
' 14.60 14.80 15.00 15.20
5000 m/z 59.00 44 .54%
99.0
m/z--> - "50"' 160"' 150"' éooll' 550"' 500"' 550 ]
Abundance #129491: Eicosane
57.0 14.60 14.80 15.00 15.20
m/z 85.10 43.06%
5000
7D‘Iﬁ%”mnlmo”m 282.0

T T
m/z--> 50 100 150 200 250 300 350 14.60 14. 80 15. 00 15 20

8270-BF110818.M Wed Nov 14 13:56:31 2018 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111318\
Data File : BF110724.D

Aca On : 13 Nov 2018 17:36

Operator : JU/SJ

Sample = J5908-19

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 17 Dodecane, 2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

15.22 9.71 ng 221289 Perylene-d12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Dodecane. 2-methvl- 184 C13H28 001560-97-0 90
3 Octadecane 254 C18H38 000593-45-3 86
4 Nonadecane 268 C19H40 000629-92-5 86
5 Tetracosane 338 C24H50 000646-31-1 86

Abundance Scan 2233 (15.221 min): BF110724.D (-2230) (-) m/z 57.10 100.00%

57.1
5000 85.0

13.1 15.00 15.20 15.40 15.60
141 11691
|, ]1 o3l 2061 2410 2820 m/z 71.10 61.04%

m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000 850 LA B L L L L L L LB
15.00 15.20 15.40 15.60
m/z 43.10 58.70%
29.0 1
° lﬂ.l 141.0160.0197.0225.02530  206,0323.0 _ 367.0
Ty — f R A e e e e e A B A
m/z--> 50 100 150 200 250 300 350
Abundance #48854: Dodecane, 2-methyl-
57.0
R R RS R
85.0 15.00 15.20 15.40 15.60
5000 m/z 85.05 47 .23%
29.0! 141.0
L g | o
S B —
m/z--> 50 100 150 200 250 300 350
Abundance #105885: Octadecane RS EmmEs o L
57.0 15.00 15.20 15.40 15.60
m/z 55.05 21.84%
5000 85.0
29.0

Lo ﬂ13°14101690197022502540

m/z--> 50 100 150 200 250 300 350 15.00 15 20 15. 40 15. 60

8270-BF110818.M Wed Nov 14 13:56:31 2018 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111318\
Data File : BF110724.D

Aca On : 13 Nov 2018 17:36

Operator : JU/SJ

Sample = J5908-19

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 18 Hexacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.07 9.86 ng 224626 Perylene-di12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 93
2 Eicosane 282 C20H42 000112-95-8 92
3 2-methvloctacosane 408 C29H60 1000376-72-8 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Dodecane, 2-methyl- 184 C13H28 001560-97-0 90
Abundance Scan 2377 (16.068 min): BF110724.D (-2373) (-) m/z 57.10 100.00%
51.1
5000 JAL\MM_NJ\A*NJ\,\_“A-Uv~M-
sad ' 15.80 16.00 16,20 16.40
41.1 : : : :
L ll LA dsploui2d52 2821 hnzz 43.10 0 62.12%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000 LR BB BUGRILN UL UL
mmmmmmmm
99.0 m/z 71.10 59.22%
|.| Iy, 140 183.0 2250 267.0 309.0 _ 367.0
m/z--> 55 160 1%0 200 250 300 3éo
Abundance #129492: Eicosane
57.0
' 15.80 16.00 16,20 16.40
5000 m/z 85.05 47 .59%
27\-0‘ L1990 1410 1830 250 2820
m/z--> 55 160 1%0 200 250 360 3éo
Abundance #215181: 2-methyloctacosane B Bam e
57.0 15.80 16.00 16.20 16.40
m/z 55.10 21.43%
- J\M/W\/L\-MN/\W
99.0
28.0 ],I‘{ | | 1410 1830 2250 267.0 300.0 36503940
m/z--> 55 160 1%0 260 250 300 350 ' 1580 1600 1620 1640

8270-BF110818.M Wed Nov 14 13:56:32 2018 Page: 19



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111318\
Data File : BF110724.D

Aca On : 13 Nov 2018 17:36

Operator : JU/SJ

Sample = J5908-19

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 19 Eicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.60 5.71 ng 130056 Perylene-d12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 90
2 Tetracosane 338 C24H50 000646-31-1 87
3 Hexacosane 366 C26H54 000630-01-3 87
4 Hexatriacontane 507 C36H74 000630-06-8 87
5 Pentacosane 352 C25H52 000629-99-2 87
Abundance Scan 2467 (16.598 min): BF110724.D (-2463) (-) m/z 57.05 100.00%
57.0
5000 ‘ 85.1 “’\~»»rm~Aw~\4A/\~,MwJ“Nw,quw\
131 16,20 1640 16.60 16.80 17.00
142 o 183.1 213.0 284.1
...l,l“ll- NI i i ol sl m/z 43.05 55.20%
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57.0
5000 AR DAL B B BN
85.0 16. 20 16. 40 16 60 16. 80 17. oo
29.0 m/z 71.10 53.87%
| \ | | | [1301410160.0107.0225.0253.0282.0
m/z--> 55 160 1éo 260 250 360 3éo
Abundance #175557: Tetracosane
57.0
16.20 1640 16.60 16.80 17.00
5000 85.0 m/z 85.10 43.42%
290 113.0
‘ J‘ | f 7T 141.0169.0197.0225.0253.0281.0309.0 338.0
m/z--> 55 160 150 260 250 360 3éo
Abundance #194493: Hexacosane LSS BLELLELE BN LR N
57.0 16.20 16.40 16.60 16.80 17.00
m/z 55.05 19.17%
5000 50 %%
290 L | | [*30141.0160.0197.0225.0253.0 295.0323.0 367.0
m/z--> 55 160 150 260 250 360 3éo 1620 1640 1660 1680 1700
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111318\
Data File : BF110724.D

Aca On : 13 Nov 2018 17:36

Operator : JU/SJ

Sample = J5908-19

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 20 unknownl6.82 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
16.82 3.22 ng 73447 Perylene-di12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-iso-Methvl ionone 206 C14H220 1000285-40-2 38
2 Spirol4-oxatricvclol5.3.0.0(2.6)... 276 C18H2802 1000156-82-9 38
3 2-Fluoro-3-trifluoromethvlbenzoi... 290 C14H14F402 1000357-64-2 27
4 4-Fluoro-2-trifluoromethvlbenzoi... 354 C16H19CIF402 1000357-28-3 27
5 [1,3]Dioxolo[4,5-g]quinolin-6(5H. .. 191 C10H9NO3 1000362-65-6 27
Abundance Scan 2505 (16.821 min): BF110724.D (-2500) (-) m/z 191.15 100.00%
2

5000

16.60 16.80 17.00 17.20
m/z 95.00 32.90%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #66096: .beta.-iso-Methyl ionone
191.0

5000] 28.0 L o N )
16. 60 16. 80 17. OO 17. 20

95.0 135.0 163.0 m/z 94.10 27.36%
69.0

RN

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

Abundance #124529: Spiro[4-oxatricyclo[5.3.0.0(2,6)]decan-3-one-5,2"...
191.0
16.60 16.80 17.00 17.20
5000 m/z 57.10 26.05%
123.0
67.0
41.0 94.0 ‘ 276.0
0165.0 233.0
SRR R0 TP 7 Y i
m/z—-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #135801: 2-Fluoro-3-trifluoromethylbenzoic acid, cyclohexy... M s )
191.0 16.60 16.80 17.00 17.20
m/z 123.05 26.01%
82.0
5000
550 163.0
27.0 | | 1130 ‘ £1go 271.0
m/z—-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16. 60 16. 80 17. OO 17. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF111318\
Data File : BF110724.D

Acq On : 13 Nov 2018 17:36

Operator : JU/SJ

Sample - J5908-19

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110818_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... 2.26 6.2 ng 174725 1 6.95 560049 20.0
2-Pentanone, 4-hy... 5.19 3.1 ng 87084 1 6.95 560049 20.0
unknown6.72 6.72 74.6 ng 2089660 1 6.95 560049 20.0
n-Hexadecanoic acid 11.98 5.1 ng 162210 4 11.48 641166 20.0
Octadecanoic acid 12.77 2.9 ng 93438 4 11.48 641166 20.0
Hexadecane 12.91 2.3 ng 61181 5 14.13 536242 20.0
Sulfurous acid, 2... 13.26 2.2 ng 57854 5 14.13 536242 20.0
2-methyloctacosane 13.29 2.8 ng 74226 5 14.13 536242 20.0
Heptadecane 13.39 4.4 ng 117514 5 14.13 536242 20.0
Undecane, 4-ethyl- 13.73 4.9 ng 132073 5 14.13 536242 20.0
Cyclohexadecane 13.93 14.3 ng 383308 5 14.13 536242 20.0
Tridecane, 2-methyl- 14.56 5.5 ng 147986 5 14.13 536242 20.0
1,3-Benzenedicarb... 14.73 9.6 ng 256575 5 14.13 536242 20.0
Octacosane 14.87 8.8 ng 236339 5 14.13 536242 20.0
Dodecane, 2-methyl- 15.22 9.7 ng 221289 6 15.66 455738 20.0
Hexacosane 16.07 9.9 ng 224626 6 15.66 455738 20.0
Eicosane 16.60 5.7 ng 130056 6 15.66 455738 20.0
unknown16.82 16.82 3.2 ng 73447 6 15.66 455738 20.0
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