LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092818\

Data File : BF109444.D

Aca On : 28 Sep 2018 21:37 Instrument :

Operator : JU/SJ E?Afs el
- _ lentosampleld :

3?22'6 : J5100-01 HS-STONE-RO-227

ALS Vial : 17 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-BF092218 .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 4.910 476 480 489 rBV 57845 76149 3.66% 0.371%
2 5.328 546 551 554 rBVY 1951627 1950818 93.87% 9.502%
3 6.351 720 725 728 rBVY 2093842 2078103 100.00% 10.122%
4 6.481 742 747 750 rBVY 2393446 2029029 97.64% 9.883%
5 6.710 782 786 789 rBV 846707 658523 31.69% 3.207%
6 6.869 808 813 816 rBY 1808793 1626726 78.28% 7.923%
7 7.269 876 881 884 rBVY 1373532 1204785 57.98% 5.868%
8 7.992 1000 1004 1007 rBV 846956 749894 36.09% 3.652%
9 9.069 1182 1187 1190 rBvV 2204178 2031896 97.78% 9.897%
10 9.457 1250 1253 1259 rBV 507503 417748 20.10% 2.035%

11 9.739 1297 1301 1305 rBV 844204 691700 33.29% 3.369%
12 10.522 1430 1434 1441 rBV 1027073 1010820 48.64% 4.923%
13 11.216 1549 1552 1555 rBV 775859 659303 31.73% 3.211%

14 11.239 1555 1556 1559 rvv 152357 85445 4.11% 0.416%
15 11.292 1559 1565 1568 rVB 38030 37839 1.82% 0.184%
16 11.751 1640 1643 1647 rBV2 86812 88484 4.26% 0.431%
17 11.827 1653 1656 1659 rBV 35146 35291 1.70% 0.172%

18 12.421 1754 1757 1761 rBV 240499 212595 10.23% 1.035%
19 12.651 1790 1796 1799 rBV 212075 213355 10.27% 1.039%

20 12.686 1799 1802 1804 rVVv2 28560 23120 1.11% 0.113%
21 12.798 1817 1821 1825 rVB 1928599 1658722 79.82% 8.079%
22 12.874 1829 1834 1836 rBV2 18316 24020 1.16% 0.117%
23 12.980 1849 1852 1856 rVB 37049 35369 1.70% 0.172%
24 13.045 1859 1863 1865 rVB 54790 51383 2.47% 0.250%
25 13.080 1865 1869 1872 rBV 27540 31817 1.53% 0.155%
26 13.380 1918 1920 1923 rBV 40260 36078 1.74% 0.176%
27 13.486 1935 1938 1945 rVB2 23217 32896 1.58% 0.160%
28 13.592 1953 1956 1959 rBV3 23499 24751 1.19% 0.121%

29 13.710 1973 1976 1983 rVB 142858 171758 8.27% 0.837%
30 13.845 1994 1999 2001 rBV2 688756 690687 33.24% 3.364%

31 13.868 2001 2003 2005 rVB 94713 73978 3.56% 0.360%
32 13.951 2015 2017 2021 rVB2 43423 44464 2.14% 0.217%
33 14.021 2027 2029 2033 rBV2 54985 49283 2.37% 0.240%
34 14.327 2078 2081 2084 rBV2 87124 75977 3.66% 0.370%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF092818\

Data File : BF109444.D

Aca On : 28 Sep 2018 21:37

Operator : JU/SJ

3?22'6 i J5100-01 HS-STONE-RO-227
ALS Vial : 17 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:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF092218.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 14.621 2128 2131 2138 rVB 114904 121523 5.85% 0.592%

36 14.692 2139 2143 2149 rVV 250179 267958 12.89% 1.305%
37 14.851 2167 2170 2173 rBV 89745 111361 5.36% 0.542%
38 14.933 2181 2184 2190 rVB2 105344 135960 6.54% 0.662%
39 15.133 2215 2218 2223 rVB 48505 63548 3.06% 0.310%
40 15.186 2224 2227 2233 rVV 59693 79679 3.83% 0.388%

41 15.245 2233 2237 2241 rVV 342997 417375 20.08% 2.033%
42 15.286 2241 2244 2252 rVB2 125501 176716 8.50% 0.861%

43 15.692 2309 2313 2321 rVB 115734 169297 8.15% 0.825%
44 16.157 2388 2392 2396 rBVY 65151 105030 5.05% 0.512%

Sum of corrected areas: 20531253
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF092818\
Data File : BF109444.D

Aca On : 28 Sep 2018 21:37

Operator : JU/SJ

Sample : J5100-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

HS-STONE-RO-227

Abundance TIC: BF109444.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF092818\

Data File : BF109444.D

Aca On : 28 Sep 2018 21:37

Operator : JU/SJ

ﬁ?ggle i J5100-01 HS-STONE-RO-227
ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 11

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

4.91 2.31 ng 76149 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 25
3 3-0Octanol 130 C8H180 000589-98-0 23
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 17
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 16

Abundance Scan 480 (4.910 min): BF109444.D (-476) (-) m/z 43.00 100.00%
43.0
59.0
5000
1011 RN RARRE MRS RARAE RARRE
83.0 4.60 4.80 5.00 5.20
Ol L 600 830 ] 1110 m/z 59.00 57.21%
m/z--> 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L U L IR L
59.0 460 480 500 520
m/z 101.10 22.27%
3L0 | 83.0 g3 1010
ottt e e e e e e
mz-> 20 30 40 50 60 70 80 90 100 110
Abundance #4119: Butyl aldoxime, 3-methyl-, syn-
54.0
410 460 4.80 5.00 520
5000 m/z 58.10 14 .82%
86.0
mz-> 20 30 40 50 60 70 80 90 100 110
Abundance #13640: 3-Octanol TT T[T T T T[T T T[T T T T TTrrr]
59.0 460 4.80 5.00 5.20
m/z 41.10 10.52%
5000 41.0 83.0
31.0
101.0
0 | ‘ ‘ | \‘M 51.0 \M . 690 . ‘ 112.0
m/z--> 20 30 40 50 60 70 8 90 100 110 ' 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF092818\

Data File : BF109444.D

Aca On : 28 Sep 2018 21:37

Operator : JU/SJ

ﬁ?ggle i J5100-01 HS-STONE-RO-227
ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 unknown6.48 Concentration Rank 1

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

6.48 61.62 ng 2029030 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 747 (6.481 min): BF109444.D (-742) (-) m/z 132.00 100.00%
13%.0
5000 68.1
200 540 %t J "S5 o 5k ohy
01 B o e m/z 68.10 42 _.59%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 R
5000 RSN SRR R
6.20 6.40 6.60 6.80
310 5L0 m/z 134.00 32.73%
01 U DAL UL B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
740 o5 ok oo ok
5000 980 1160 m/z 66.10 27.82%
0 IR aman e R I‘I\I\I\ : ""Ml : Iw‘l : Iw‘l“l |‘|“| : I‘\ - = |:|I-5|8|0| — |]|-8|9.|0|
m/z--> 20 40 60 80 100 120 140 160 180 A
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- R N RARE S E s m e
132.0 6.20 6.40 6.60 6.80
m/z 69.10 17.56%
117.0
5000
91.0
Tas, L4
0 w“--f--W-rm--“u-H-.”--EH-“‘-.-n-u----u---- ISR SRR RN
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF092818\
Data File : BF109444.D

Aca On : 28 Sep 2018 21:37

Operator : JU/SJ

Sample : J5100-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 n-Hexadecanoic acid Concentration Rank 10

HS-STONE-RO-227

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

11.75 2.68 ng 88484 Phenanthrene-d10 11.22

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Pentadecanoic acid 242 C15H3002 001002-84-2 49
3 Tetradecanoic acid 228 C14H2802 000544-63-8 46
4 Tridecanoic acid 214 C13H2602 000638-53-9 46
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 35

Abundance Scan 1643 (11.751 min): BF109444.D (-1640) (-) m/z 73.00 100.00%
431 730 192.1
5000
11.40 11.60 11.80 12.00
0 m/z 60.00 93.66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0
83.0 11.40 11.60 11.80 12.00
- 0
1570 1ggo 2130 2560 m/z 43.10 93.21%
0 4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43.0 73.0
R e A REREE
11.40 11.60 11.80 12.00
5000 129.0 m/z 192.05 79.65%
o 15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84452: Tetradecanoic acid
73.0 11.40 11.60 11.80 12.00
43.0 m/z 41.00 69.73%
5000 129.0
0 15.0
- IIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF092818\

Data File : BF109444.D

Aca On : 28 Sep 2018 21:37

Operator : JU/SJ

ﬁ?ggle i J5100-01 HS-STONE-RO-227
ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 1-Decanol, 2-hexyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.71 4.97 ng 171758 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 81
2 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 81
3 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 81
4 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 76
5 n-Nonadecanol-1 284 C19H400 001454-84-8 76

Abundance Scan 1976 (13.710 min): BF109444.D (-1973) (-) m/z 57.10 100.00%

57.1

83.1

5000

5

13.40 13.60 13.80 14.00
m/z 43.05  79.75%

141.1 168.2 209.1 2441

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95993: 1-Decanol, 2-hexyl-
571.0

3

13.I40 13.I60 13!80 14.IOO
m/z 71.10 62.30%

5000

0 139.0 168.0 196.0 224.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #109268: Ethanol, 2-(tetradecyloxy)-

@]
I
o

13.40 13.60 13.80 14.00
m/z 55.05 61.37%

83.0

5000
111.0

29.0
N 139.0 168.0 196.0 2270 258.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #227401: Heptadecy! heptafluorobutyrate A REEREEaSS
57.0 13.40 13.60 13.80 14.00

0
83.0 m/z 83.10 59.95%

5000

3

283.0
R REEEEEEm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF092818\

Data File : BF109444.D

Aca On : 28 Sep 2018 21:37

Operator : JU/SJ

ﬁ?ggle i J5100-01 HS-STONE-RO-227
ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Tetradecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.33 2.20 ng 75977 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 93
2 Heptadecane 240 C17H36 000629-78-7 93
3 Nonadecane 268 C19H40 000629-92-5 74
4 Hexadecane 226 C16H34 000544-76-3 74
5 Tetracosane 338 C24H50 000646-31-1 72
Abundance Scan 2081 (14.327 min): BF109444.D (-2078) (-) m/z 57.10 100.00%
57.1
5000 \/ﬂﬁwAkv,w,wvﬂk-hvw»hAu-ﬂf
240.1 397.3 1400 14.90 14.40 1460
129.0  185.0 . . 14.00 14.20 14.40 14.60
ol b b, Zrat m/z 71.10 69.67%
m/z--> 50 100 150 200 250 300 350 400
Abundance #59880: Tetradecane
57.0
5000 N SN B SUMRS
mmmmmmmm
m/z 43.10 64 .57%
m/z--> §0"' iod - iéd B éod B ésd - éod B 5%6 B Zéd
Abundance #94346: Heptadecane
57.0
14.00 14.20 14.40 14.60 |
5000 m/z 85.05 49 _.74%
99.0
OqM] | | 1410 1830 2400
m/z--> - "50"' iod B iéd B éod B ésd - éod B ééd B Zéd
Abundance #117637: Nonadecane A AN A Ra e e S
57.0 14.00 14.20 14.40 14.60
m/z 41.00 26.29%
- WJL
99.0
m/z--> §0 160 1%0 200 250 300 3%0 460 1400 1420 1440 1460 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF092818\

Data File : BF109444.D

Aca On : 28 Sep 2018 21:37

Operator : JU/SJ

ﬁ?ggle i J5100-01 HS-STONE-RO-227
ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Nonadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.62 5.82 ng 121523 Perylene-d12 15.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexacosane 366 C26H54 000630-01-3 90
4 2-methvloctacosane 408 C29H60 1000376-72-8 90
5 Dodecane, 3-methyl- 184 C13H28 017312-57-1 86
Abundance Scan 2131 (14.621 min): BF109444.D (-2128) (-) m/z 57.10 100.00%
57.1
85.1
5000
141 1169 1 14.40 14.60 14.80 15.00
- .|, Al -' pAor, | 2521 28928172 357.2 m/z 71.10 75.41%
m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane
57.0
5000 85.0 L B B BULLILN B
mmmmmmmm
20.0 m/z 43.10 65.11%
: 13.0
oL J ﬂ 1410169019702250 268.0
m/z--> éo 100 1%0 260 2%0 360 3%0
Abundance #141426: Heneicosane
57.0
650 "' 14.40 14.60 14.80 15.00
5000 ' m/z 85.10 64.44%
29.0 13 0
ol L [ 141-0169.0197.0025.0253.0  296.0
m/z--> éo 100 1%0 260 2%0 360 3%0
Abundance #194493: Hexacosane R B e R
57.0 14.40 14.60 14.80 15.00
m/z 41.10 23.05%
5000 85.0
. 290 i I 30 1410160.0197.0225,02530 29603280 367.0
m/z--> 5'0 1(')0 150 2(')0 251;0 3(')0 351;0 14 I40 14 60 14. 80 15. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF092818\

Data File : BF109444.D

Aca On : 28 Sep 2018 21:37

Operator : JU/SJ

ﬁ?ggle i J5100-01 HS-STONE-RO-227
ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Supraene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.69 12.84 ng 267958 Perylene-di12 15.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 91
2 Saualene 410 C30H50 000111-02-4 91
3 1.5.9-Decatriene. 2.3.5.8-tetram... 192 Cl14H24 230646-72-7 59
4 1.5-Heptadiene. 3.3.6-trimethvl- 138 C10H18 035387-63-4 52
5 1,6-Octadiene, 3,5-dimethyl-, tr... 138 C10H18 074630-87-8 50
Abundance Scan 2143 (14.692 min): BF109444.D (-2139) (-) m/z 69.05 100.00%
69.0
5000 ~,_ﬁ‘~_~_~,AJ
e e R e
121 14.40 14.60 14.80 15.00
254.1
oLy gy | 1 361110222040258128510 3413 | Thzo7 81,10 52.59%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69.0
5000 L I UL SULRILE MR
14,40 14.60 14.80 15.00
1370 m/z 41.10 23.36%
0 29.o| L }070 . 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 1%0 200 250 300 350 400
Abundance #215930: Squalene
69.0
14.40 14.60 14.80 15.00
5000 m/z 95.10 13.48%
. w }07 9}37 9 191.0 231.0 273.0 341.0 410.0 VNMJVVNWVJNMMWJ["N“KANWw”AFva
m/z--> 50 100 150 200 250 300 350 400
Abundance #54705: 1,5,9-Decatriene, 2,3,5,8-tetramethyl- AR EEREE L
69.0 14.40 14.60 14.80 15.00
m/z 68.05 10.98%
5000
29.0 137.0
b b dT5 L mmo
0..2‘,“.“‘.'.“; —,—— T — e s
m/z--> 50 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF092818\

Data File : BF109444.D

Aca On : 28 Sep 2018 21:37

Operator : JU/SJ

ﬁ?ggle i J5100-01 HS-STONE-RO-227
ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Hexacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.93 6.52 ng 135960 Perylene-di12 15.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Eicosane 282 C20H42 000112-95-8 91
4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 90
5 2-methyloctacosane 408 C29H60 1000376-72-8 90
Abundance Scan 2183 (14.927 min): BF109444.D (-2181) (-) m/z 57.10 100.00%
51.1
5000
990 1450 1450 15,00 1520
41.1 1821 240.2271.1 326.1 : : : :
ol m/z 71.10 61.62%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000 LN SRS SR B SULRS
mmmmmmmm
99.0 m/z 43.10 54 _31%
o |.| I, 140 183.0 2250 267.0 309.0 _ 367.0
m/z--> 55 160 1%0 200 250 300 3éo
Abundance #209566: Octacosane
57.0
14,60 14.80 15.00 15.20
5000 m/z 85.05 48 .27%
99.0
o 27,0 ] Ly 1410 183.0 2250  281.0  337.0 394.0
m/z--> 50 160 150 200 250 360 3éo
Abundance #129490: Eicosane R AEmEEEE L
57.0 14.60 14.80 15.00 15.20
m/z 55.10 27.91%
5000
99.0
51270 ]J‘LJWﬁI%OQm 282.0
m/z--> 50 100 150 260 250 360 3éo ' 1460 1480 1500 1520 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF092818\

Data File : BF109444.D

Aca On : 28 Sep 2018 21:37

Operator : JU/SJ

ﬁ?ggle i J5100-01 HS-STONE-RO-227
ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Benzo[e]pyrene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

15.13 3.05 ng 63548 Perylene-di12 15.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 95
2 Benzolklfluoranthene 252 C20H12 000207-08-9 90
3 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 90
4 Pervlene 252 C20H12 000198-55-0 90
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 81

Abundance Scan 2217 (15.127 min): BF109444.D (-2215) (-) m/z 252.10 100.00%

25p.1
5000

125.1

86.9 172.0 202.1226.1 2791 3271 14.80 15.00 15.20 15.40
0l40.0 149.1 m/z 250.10 33.57%

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #104217: Benzo[e]pyrene

252.0

5000
14.80 15.00 15.20 15.40

m/z 253.10 23.31%

125.0
50.0 74.0 99.0 150.0174.0 200.0224.0

0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #104224: Benzo[k]fluoranthene
252.0
L S
14.80 15.00 15.20 15.40
5000 m/z 125.10 15.85%
126.0
0 74.0 99.0; | 20002240 ‘H
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #104227: Benz[e]acephenanthrylene R AEmEEEE L
252.0 14.80 15.00 15.20 15.40
m/z 126.00 9.86%
5000
126.0
0390 740 1000, ﬂl%OﬂMﬂ%OﬂM)M
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF092818\

Data File : BF109444.D

Aca On : 28 Sep 2018 21:37

Operator : JU/SJ

ﬁ?ggle i J5100-01 HS-STONE-RO-227
ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Tetratetracontane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

15.69 8.11 ng 169297 Perylene-d12 15.25

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Tetracosane. 1ll-decvl- 479 C34H70 055429-84-0 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 91

Abundance Scan 2313 (15.692 min): BF109444.D (-2309) (-) m/z 57.10 100.00%

5000

15.40 15.60 15.80 16.00
m/z 71.10 72.16%

0 197.1 250.1 341.0

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane

15.40 15.60 15.80 16.00
m/z 43.10 63.23%

5000

169.0 225.0 281.0 337.0 393.0 449.0 505.0 562.0 617.0

0
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #215181: 2-methyloctacosane
57.0
N B N A
15.40 15.60 15.80 16.00
5000 m/z 85.10 56.20%
0 . 130 169 0 2250 281. 0 3650
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #232379: Tetracosane, 11-decyl- AR EEREE LS
57.0 15.40 15.60 15.80 16.00
m/z 41.00 20.91%
5000
130
0 /169.0 2250 2610 33703930
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 15.40 15 60 15. 80 16. OO

8270-BF092218.M Mon Oct 01 11:36:11 2018 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF092818\

Data File : BF109444.D

Aca On : 28 Sep 2018 21:37

Operator : JU/SJ

ﬁ?ggle i J5100-01 HS-STONE-RO-227
ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Hentriacontane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.16 5.03 ng 105030 Perylene-d12 15.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 90
3 Heneicosane. 11-(1-ethvlpropvl)- 366 C26H54 055282-11-6 87
4 Octadecane. 1-chloro- 288 C18H37ClI 003386-33-2 86
5 Hexacosane 366 C26H54 000630-01-3 86
Abundance Scan 2393 (16.162 min): BF109444.D (-2388) (-) m/z 57.10 100.00%
57.1
99.14 PN UL BRI B
l| " ]] 186.1 239.1 287.1 343.2 15.80 16.00 16.20 16.40
0||'|| |I.|I |IIIIA ol |I|||||IIIII|I I|IIIIIIIIIII m/z 71_10 82_88%
m/z--> 50 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57.0
5000 L AL UL UGN B B
15. 80 16. oo 16. 20 16.40
m/z 85.10 54 _.32%
o Il | ﬂ L] 1410 183.0 225.0 267.0 309.0 351.0 437.0
m/z--> §o 100 150 260 2%0 360 3%0 460 !
Abundance #215181: 2-methyloctacosane
57.0
15,80 16.00 16.20 16.40
5000 m/z 43.10 53.45%
99.0
oLt ‘J | | | 1420 183.0 225.0 267.0 309.0 365.0
m/z--> §0 160 1éo 260 2%0 360 3%0 460 !
Abundance #194508: Heneicosane, 11-(1-ethylpropyl)- R AR EEEEE T
43.0 15.80 16.00 16.20 16.40
m/z 55.10 23.79%
2000 850 /\%““WN“MWVW/kNw*Mwwu/wvmwA
oL Al ]| 1270 1600 2250 2950 3370
m/z--> §o 160 1éo 200 250 300 350 460 ! 1580 1600 1620 1640
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF092818\

Data File : BF109444.D

Acg On : 28 Sep 2018 21:37

Operator : JU/SJ

3?22'6 i J5100-01 HS-STONE-RO-227
ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4 .91 2.3 ng 76149 1 6.71 658523 20.0
unknown6 .48 6.48 61.6 ng 2029030 1 6.71 658523 20.0
n-Hexadecanoic acid 11.75 2.7 ng 88484 4 11.22 659303 20.0
1-Decanol, 2-hexyl- 13.71 5.0 ng 171758 5 13.84 690687 20.0
Tetradecane 14.33 2.2 ng 75977 5 13.84 690687 20.0
Nonadecane 14.62 5.8 ng 121523 6 15.25 417375 20.0
Supraene 14.69 12.8 ng 267958 6 15.25 417375 20.0
Hexacosane 14.93 6.5 ng 135960 6 15.25 417375 20.0
Benzo[e]pyrene 15.13 3.0 ng 63548 6 15.25 417375 20.0
Tetratetracontane 15.69 8.1 ng 169297 6 15.25 417375 20.0
Hentriacontane 16.16 5.0 ng 105030 6 15.25 417375 20.0
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